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Compound Description

((1-Ethoxycyclopropyl)oxy)trimethylsilane
(+)-3-(Heptafluorobutyryl)camphor
(+)-3-(Trifluoroacetyl)camphor

(+)-Camphene;
2,2-Dimethyl-3-methylenebicyclo[2.2.1]heptane
(+)-Diisopropyl L-tartrate

(+)-Isomenthol;
[1S-(1a,2b,5b)]-2-1sopropyl-5-methylcyclohexanol
(+)-Limonene oxide,

cis + trans; (+)-1,2-Epoxy-4-isopropenyl-1-
methylcyclohexane

(+)-Longifolene;

(1S)-8-Methylene-3,3,7-
trimethyltricyclo[5.4.0.0(2,9)Jundecane

(+)-Menthol;
[1S-(1a,2b,5a)]-(+)-2-Isopropyl-5-methylcyclohexanol
(+)-Neomenthol;
[1S-(1a,2a,5b)]-(+)-2-1sopropyl-5-methylcyclohexanol
(+)-p-Menth-1-en-9-ol

(+)-p-Menth-1-ene

(+)-Pulegone;

(+)-p-Menth-4(8)-ene-3-one; (R)-(+)-2-Isopropylidene-5-
methylcyclohexanone

(+)-Sabinene;
1-Isopropyl-4-methylenebicyclo[3.1.0]hexane; 4(10)-Thujene
(+)-Verbenol,

cis-; (+)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-en-4-ol, cis-
(+/-)-1,2,3,4-Tetrachlorobutane

(+/-)-1,2-Hexanediol

(+/-)-1-Cyclohexen-3,6-diol, trans-
(+/-)-2-Amino-1-methoxypropane
(+/-)-2-Phenylbutyrophenone; 1,2-Diphenyl-1-butanone
(+/-)-3,7-Dimethyl-3-octanol

(+/-)-Camphor; 1,7,7-Trimethylbicyclo[2.2.1]heptan-2-one
(+/-)-Menthol;
(1a,2b,5a)-2-Isopropyl-5-methylcyclohexanol
(+/-)-p-Menth-6-ene-2,8-diol, trans-
(-)-1-Methyl-5-(3-pyridyl)-2-pyrrolidinone; (-)-Cotinine
(-)-3-(Heptafluorobutyryl)camphor

(-)-3-Hydroxy-4,

4-dimethyldihydro-2(3H)-furanone;

(R)-(-)-Pantolactone

(-)-8-Phenylmenthol;
(-)-(1R,2S,5R)-5-Methyl-2-(2-phenyl-2-propyl)cyclohexanol
(-)-Carveol, mixture of isomers; p-Mentha-6,8-dien-2-ol
(-)-Diisopropyl D-tartrate

(-)-Limonene oxide,

cis + trans; (-)-1,2-Epoxy-4-isopropenyl-1-methylcyclohexane
(-)-Menthol;
[1R-(1a,2b,5a)]-(-)-2-1sopropyl-5-methylcyclohexanol
(-)-Menthoxyacetic acid

(-)-Myrtanol, cis-;
(1S,2R)-6,6-Dimethylbicyclo[3.1.1]heptane-2-methanol
(-)-Myrtanol,

trans-; (1S,2S)-6,6-Dimethylbicyclo[3.1.1]
heptane-2-methanol

(-)-Myrtanylamine,

cis-; 6,6-Dimethylbicyclo[3.1.1]heptane-2-methylamine

No.

2121

3495
3494
6410
6605

6250
2079
297

2077

976

2074

2231

3909

960

994

2515

296

974
2078

905

2085

300

993

961

3500

3499

3881

5503
5504
5502
3493

584
3332

204
3492

Compound Description

(-)-Pulegone;

(-)-p-Menth-4(8)-ene-3-one;
(S)-(-)-2-1sopropylidene-5-methylcyclohexanone
(1,2-Dibromoethyl)benzene; Styrene dibromide
(1-Bromoethyl)benzene; 1-Phenylethyl bromide
(1-Hydroxyallyl)trimethylsilane
(1-Methyl-2,4-cyclopentadien-1-yl)

manganese tricarbonyl

(1-Propynyl)benzene; 1-Phenylpropyne
(1R)-(+)-3-Bromocamphor, endo-
(1R)-(+)-a-Pinene;
2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
(1R)-(+)-Camphor;
(1R)-(+)-1,7,7-Trimethylbicyclo[2.2.1]heptan-2-one
(1R)-(+)-Fenchyl alcohol, endo-
(1R)-(+)-Nopinone;
(1R)-(+)-6,6-Dimethylbicyclo[3.1.1]
heptan-2-one

(1R)-(-)-Myrtenal;
(1R)-(-)-6,6-Dimethylbicyclo[3.1.1]
hept-2-ene-2-carboxaldehyde
(1R,2R)-(+)-1-Phenylpropylene oxide;
2-Methyl-3-phenyloxirane, trans-
(1R,2R,3R,5S)-(-)-Isopinocampheol;
(1R,2R,3R,5S)-3-Pinanol
(1R,2R,3S,5R)-(-)-Pinanediol;
(-)-2,6,6-Trimethylbicyclo[3.1.1]
heptane-2,3-diol

(1S)-(+)-Dimenthyl succinate

(1S)-(-)-a-Pinene; 2,6,6-Trimethylbicyclo[3.1.1]
hept-2-ene

(1S)-(-)-Borneol, endo-

(1S)-(-)-Camphor;
(1S)-(-)-1,7,7-Trimethylbicyclo[2.2.1]heptan-2-one
(1S)-(-)-Nopol;
6,6-Dimethylbicyclo[3.1.1]hept-2-ene-2-ethanol
(1S)-(-)-Verbenone; (1S)-(-)-4,6,6-
Trimethylbicyclo[3.1.1]hept-3-en-2-one
(1S)-)-)-6,6-Dimethyl-2-methylenebicyclo[3.1.1]heptane; (1S)-
(-)-b-Pinene

(1S,2S,3R,5S)-(+)-Pinanediol;
(+)-2,6,6-Trimethylbicyclo[3.1.1]heptane-2,3-diol
(1S,2S,3S,5R)-(+)-Isopinocampheol;
(1S,2S,3S,5R)-3-Pinanol
(2,2-Dichloro-1-methylcyclopropyl)benzene;
1,1-Dichloro-2-methyl-2-phenylcyclopropane
(2,2-Dichlorocyclopropyl)benzene;
1,1-Dichloro-2-phenylcyclopropane
(2,3-Epoxypropyl)benzene; Glycidylbenzene;
1,2-Epoxy-3-phenylpropane
(2,4-Difluorophenyl)acetonitrile
(2,5-Difluorophenyl)acetonitrile
(2,6-Difluorophenyl)acetonitrile
(2-Bromoethyl)benzene; Phenethyl bromide
(2-Bromoethyl)cyclohexane

(2-Butyl)benzene

(2-Butyl)cyclohexane; 2-Cyclohexylbutane
(2-Chloroethyl)benzene; Phenethyl chloride
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5496
5495
1086
5183
5494

186
2220
761
768
760
2118
767
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6437

6459
5184
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3409
5500
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5185
5499

4626

2615
6389

573
6362

572
6395
6407
6361
6364
2144
3196
2143
3197
2145
2626

1120
547
159
188
560
559

2619
141

3852

5192
142

5191
794

88
105
4032

Compound Description

(2-Chlorophenyl)acetonitrile; 2-Chlorobenzyl cyanide
(2-Fluorophenyl)acetonitrile; 2-Fluorobenzyl cyanide
(2-Methoxyethoxy)methyl chloride; MEM chloride
(2-Methoxyphenyl)acetic acid
(2-Methylphenyl)acetonitrile;

o-Tolylacetonitrile; 2-Methylbenzyl cyanide
(2E,6Z)-2,6-Dimethyl-2,4,6-octatriene; Neoalloocimene
(2E,6Z)-2,6-Nonadienal

(2R,3R)-(-)-2,3-Butanediol

(2R,4R)-(-)-Pentanediol

(2S,3S)-(+)-2,3-Butanediol
(2S,3S)-(+)-2-Allyl-3-hydroxy-2-methylcyclopentanone
(2S,4S)-(+)-Pentanediol
(3,4-Difluorophenyl)acetonitrile
(3-Chloropropyl)dichloromethylsilane
(3-Chloropropyl)trimethoxysilane; 1-Chloro-3-
(trimethoxysilyl)propane
(3-Mercaptopropyl)trimethoxysilane
(3-Methoxyphenyl)acetic acid
(3-Methylphenyl)acetonitrile;

m-Tolylacetonitrile; 3-Methylbenzyl cyanide
(3/4)-Methylstyrene, mixture of isomers
(4-Fluorophenyl)acetonitrile; 4-Fluorobenzyl cyanide
(4-Methoxyphenyl)acetic acid
(4-Methylphenyl)acetic acid; p-Tolylacetic acid
(4-Methylphenyl)acetonitrile; p-Tolylacetonitrile; 4-
Methylbenzyl cyanide
(4S,5S)-(-)-4-Methoxymethyl-2-
methyl-5-phenyl-2-oxazoline
(7E,9Z)-7,9-Dodecadien-1-yl acetate
(Bromomethyl)chlorodimethylsilane
(Bromomethyl)cyclopropane
(Bromomethyl)trimethylsilane
(Chloromethyl)cyclopropane
(Chloromethyl)dichloromethylsilane
(Chloromethyl)trichlorosilane
(Chloromethyl)trimethylsilane
(Dichloromethyl)trimethylsilane
(Diethylamino)acetone; 1-Diethylamino-2-propanone
(Diethylamino)acetonitrile

(Dimethylamino)acetone; 1-Dimethylamino-2-propanone
(Dimethylamino)acetonitrile
(Dipropylamino)acetone; 1-Dipropylamino-2-propanone
(E)-1,1-Diacetoxy-2-butene;

(E)-2-Buten-1-ylidene diacetate
(E)-1,1-Diethoxy-2-hexene; (E)-2-Hexenal diethyl acetal
(E)-1,2-Dichloroethylene

(E)-1,3-Hexadiene

(E)-1,4,9-Decatriene

(E)-1,4-Dibromo-2-butene

(E)-1,4-Dichloro-2-butene

(E)-11-Tetradecen-1-yl acetate
(E)-2,2-Dimethyl-3-hexene
(E)-2,4,5-Trimethoxy-1-propenylbenzene
(E)-2,5-Difluorocinnamic acid
(E)-2,5-Dimethyl-3-hexene

(E)-2,6-Difluorocinnamic acid

(E)-2-Buten-1-ol; Crotyl alcohol

(E)-2-Butene

(E)-2-Decene

(E)-2-Ethoxy-5-propenylphenol; (E)-5-Propenylguaethol

No.

2195
2200
2201
96
814
2199
93
2299
173
2293
2295
4237

2206
102
2610
2204
100
2301
90
2290
867
5335

2333
2636

98
818
94
2300
103
807
3153
5189
139
101
4826
841
2613
106
107
2308
3868
3399

4642
5031
5507
529
853
154
3433
2221
2222
2215
856
2214
162
2219
187

Compound Description

(E)-2-Ethyl-2-butenal

(E)-2-Ethyl-2-hexenal

(E)-2-Heptenal

(E)-2-Heptene

(E)-2-Hexen-1-ol

(E)-2-Hexenal

(E)-2-Hexene

(E)-2-Hexenoic acid
(E)-2-Methyl-1,3-pentadiene
(E)-2-Methyl-2-butenoic acid; Tiglic acid
(E)-2-Methyl-2-pentenoic acid
(E)-2-Methyl-3-phenyl-2-propen-1-ol;
(E)-b-Methylcinnamyl alcohol

(E)-2-Nonenal

(E)-2-Nonene

(E)-2-Octen-1-yl acetate

(E)-2-Octenal

(E)-2-Octene

(E)-2-Octenoic acid

(E)-2-Pentene

(E)-2-Pentenoic acid
(E)-3,7-Dimethyl-2,6-octadien-1-ol; Geraniol
(E)-3,7-Dimethyl-2,6-octadien-1-yl benzoate;
Geranyl benzoate

(E)-3-Chloro-2-butenoic acid; (E)-3-Chlorocrotonic acid
(E)-3-Hepten-1-yl isobutyrate;
(E)-3-Hepten-1-yl 2-methylpropionate
(E)-3-Heptene

(E)-3-Hexen-1-ol

(E)-3-Hexene

(E)-3-Hexenoic acid

(E)-3-Nonene

(E)-3-Penten-2-ol

(E)-3-Pentenenitrile

(E)-3-Phenylpropenoic acid; Cinnamic acid
(E)-4,4-Dimethyl-2-pentene

(E)-4-Octene

(E)-4-Phenyl-3-buten-2-one; Benzalacetone
(E)-5-Decen-1-ol

(E)-5-Decen-1-yl acetate

(E)-5-Decene

(E)-7-Tetradecene

(E)-9-Octadecenoic acid; Elaidic acid
(E)-Anethole; (E)-4-Propenylanisole
(E)-b-Methylstyrene; (E)-1-Phenylpropene;
(E)-Propenylbenzene

(E)-b-Nitrostyrene

(E)-Cinnamaldehyde; (E)-3-Phenyl-2-propenal
(E)-Cinnamonitrile; (E)-3-Phenylpropenenitrile
(E)-Crotyl bromide; (E)-1-Bromo-2-butene
(E)-Phytol; (E)-3,7,11,15-Tetramethyl-2-hexadecen-1-ol
(E)-Piperylene; (E)-1,3-Pentadiene
(E)-Stilbene; (E)-1,2-Diphenylethene
(E,E)-2,4-Decadienal
(E,E)-2,4-Dodecadienal
(E,E)-2,4-Heptadienal
(E,E)-2,4-Hexadien-1-ol
(E,E)-2,4-Hexadienal; Sorbic aldehyde
(E,E)-2,4-Hexadiene

(E,E)-2,4-Nonadienal
(E,E)-2,6-Dimethyl-2,4,6-octatriene; Alloocimene

Aldrich Vapor-Phase FT-IR Spectral Library

621



No.

869

863
2616
542

289
290
285
163
3188
6363
6412
1366

3183
6529
6528
1766
4115
4110
4117

2041
2033
4570

844
5326

252
2773
2790

2803
4572

758
1677
1290

1687
1672
1679
1450

658
4252

771

668
5171
5166
1759
1002
2127

2970
2123
3098
5310

1683
2812
2814
5306

Compound Description

(E,E)-3,7,11-Trimethyl-2,6,10-dodecatrien-1-ol;
(E,E)-Farnesol

(E,E)-8,10-Dodecadien-1-ol
(E,E)-8,10-Dodecadien-1-yl acetate
(E,E)-Farnesyl bromide;
(E,E)-1-Bromo-3,7,11-trimethyl-2,6,10-octatriene
(E,E,E)-1,5,9-Cyclododecatriene
(E,E,2)-1,5,9-Cyclododecatriene
(E,Z)-1,5-Cyclodecadiene
(E,Z)-2,4-Hexadiene
(Ethoxymethylene)malononitrile
(lodomethyl)trimethylsilane
(Methoxymethyl)trimethylsilane
(Methylthio)acetaldehyde dimethyl acetal;
1,1-Dimethoxy-2-(methythio)ethane
(Methylthio)acetonitrile
(Phenylthio)trimethylsilane
(Phenylthiomethyl)trimethylsilane
(R)-(+)-1-Amino-2-(methoxymethyl)pyrrolidine
(R)-(+)-1-Phenyl-1-propanol
(R)-(+)-1-Phenylethanol
(R)-(+)-2-Methyl-1-phenyl-1-propanol; (R)-(+)-a-
Isopropylbenzyl alcohol
(R)-(+)-3-Methylcyclohexanone
(R)-(+)-3-Methylcyclopentanone
(R)-(+)-a-Methylbenzylamine; (R)-(+)-1-Phenylethylamine
(R)-(+)-b-Citronellol; (R)-(+)-3,7-Dimethyl-6-octen-1-ol
(R)-(+)-Ethyl 2-(4-(4-(trifluoromethyl)phenoxy)
phenoxy)propionate

(R)-(+)-Limonene; (R)-(+)-p-Mentha-1,8-diene
(R)-(+)-Methyl 2-chloropropionate
(R)-(+)-Methyl 3-bromo-2-methylpropionate;
(R)-(+)-Methyl 3-bromoisobutyrate
(R)-(+)-Methyl lactate
(R)-(+)-N,N-Dimethyl-1-phenylethylamine
(R)-(-)-1,3-Butanediol
(R)-(-)-1-Amino-2-propanol
(R)-(-)-2,2-Dimethyl-1,3-dioxolane-4-methanol;
(R)-Acetone glyceryl ketal
(R)-(-)-2-Amino-1-butanol
(R)-(-)-2-Amino-1-propanol
(R)-(-)-2-Amino-3-methyl-1-butanol
(R)-(-)-2-Aminobutane; (R)-(-)-2-Butylamine
(R)-(-)-2-Butanol
(R)-(-)-2-Methoxy-2-phenylethanol
(R)-(-)-2-Methyl-2,4-pentanediol
(R)-(-)-2-Octanol

(R)-(-)-2-Phenylbutyric acid
(R)-(-)-2-Phenylpropionic acid
(R)-(-)-2-Pyrrolidinemethanol
(R)-(-)-3-Bromo-2-methyl-1-propanol
(R)-(-)-4a-Methyl-4,4a,5,6,7,
8-hexahydro-2(3H)-naphthalenone
(R)-(-)-5-Oxotetrahydrofuran-2-carboxylic acid
(R)-(-)-Carvone; (R)-(-)-p-Mentha-6,8-dien-2-one
(R)-(-)-Ethyl 2-pyrrolidone-5-carboxylate
(R)-(-)-Ethyl mandelate;

(R)-(-)-Ethyl a-hydroxyphenylacetate
(R)-(-)-Leucinol; 2-Amino-4-methyl-1-pentanol
(R)-(-)-Methyl 3-hydroxy-2-methylpropionate
(R)-(-)-Methyl 3-hydroxybutyrate

(R)-(-)-Methyl mandelate

No.

4210
1291
1206
3908
1643
1295
3336

747

757
1770
1676

384
1289

1745
1686
1674
1449

657

999
4251
2270
3129
5172
5167
1758
1003
1252

684
2128

2122

3097
2971

5309

1682
2811
2813
5307
2115

1039
1767
4621
1760
4119
4116
4111
2242
2322

639
4118

667
2952

4571

Compound Description

(R)-1-Indanol
(R)-2,2-Dimethyl-1,3-dioxolane-4-ethanol
(R)-Glycidol; (R)-2,3-Epoxy-1-propanol
(R)-Styrene oxide; (R)-1,2-Epoxyethylbenzene
(R,R)-(-)-2,3-Dimethoxy-1,4-bis(dimethylamino)butane
(R,R)-(-)-2,3-O-Isopropylidene-D-threitol
(S)-(+)-(2-Methylbutyl)benzene
(S)-(+)-1,2-Propanediol

(S)-(+)-1,3-Butanediol
(S)-(+)-1-(2-Pyrrolidinylmethyl)pyrrolidine
(S)-(+)-1-Amino-2-propanol
(S)-(+)-1-Bromo-2-methylbutane
(S)-(+)-2,2-Dimethyl-1,3-dioxolane-4-methanol;
(S)-Acetone glyceryl ketal
(S)-(+)-2-(Methoxymethyl)pyrrolidine
(S)-(+)-2-Amino-1-butanol
(S)-(+)-2-Amino-1-propanol
(S)-(+)-2-Aminobutane; (S)-(+)-2-Butylamine
(S)-(+)-2-Butanol

(S)-(+)-2-Chloro-1-propanol
(S)-(+)-2-Methoxy-2-phenylethanol
(S)-(+)-2-Methylbutyric acid
(S)-(+)-2-Methylbutyronitrile
(S)-(+)-2-Phenylbutyric acid
(S)-(+)-2-Phenylpropionic acid
(S)-(+)-2-Pyrrolidinemethanol
(S)-(+)-3-Bromo-2-methyl-1-propanol
(S)-(+)-3-Hydroxytetrahydrofuran;
(+)-Tetrahydrofuran-3-ol
(S)-(+)-3-Methyl-2-butanol
(S)-(+)-4a-Methyl-4,4a,5,6,7,
8-hexahydro-2(3H)-naphthalenone
(S)-(+)-Carvone;
(S)-(+)-p-Mentha-6,8-dien-2-one

(S)-(+)-Ethyl 2-pyrrolidone-5-carboxylate
(S)-(+)-Ethyl 5-oxotetrahydrofuran-2-carboxylate;
(S)-(+)-g-Ethoxycarbonyl-g-butyrolactone
(S)-(+)-Ethyl mandelate;

(S)-(+)-Ethyl a-hydroxyphenylacetate
(S)-(+)-Leucinol; (S)-(+)-2-Amino-4-methyl-1-pentanol
(S)-(+)-Methyl 3-hydroxy-2-methylpropionate
(S)-(+)-Methyl 3-hydroxybutyrate
(S)-(+)-Methyl mandelate
(S)-(+)-p-Menth-6-en-2-one;

(S)-(+)-5-(1-Hydroxy-1-methylethyl)-2-methyl-2-cyclohexen-1-

one
(S)-(-)-1,2,4-Butanetriol
(S)-(-)-1-Amino-2-(methoxymethyl)pyrrolidine
(S)-(-)-1-Benzyl-2-pyrrolidinemethanol
(S)-(-)-1-Methyl-2-pyrrolidinemethanol
(S)-(-)-1-Phenyl-1-butanol; (S)-(-)-a-Propylbenzyl alcohol
(S)-(-)-1-Phenyl-1-propanol

(S)-(-)-1-Phenylethanol
(S)-(-)-2-(Methoxymethyl)pyrrolidine-1-carboxaldehyde
(S)-(-)-2-Chloropropionic acid

(S)-(-)-2-Methyl-1-butanol
(S)-(-)-2-Methyl-1-phenyl-1-propanol;
(S)-(-)-a-Isopropylbenzyl alcohol

(S)-(-)-2-Octanol

(S)-(-)-4-Hydroxy-3-methylbutyric acid lactone;
(S)-(-)-3-Methyl-g-butyrolactone
(S)-(-)-a-Methylbenzylamine; (S)-(-)-1-Phenylethylamine
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No.

845

253
2774
2789

2804
4573
1189
4133

4214

383
1207
2806
1642
1296
6500
6409

546

558
1105

851
2622
2212

850
2617
2309
2213
3875

182

87
854
95
808
99
806
91
3152
866
97

817

839

831

138
2208

122
2612

832

838

847
2614

848
2618

109
2211
2306
2307

849
2305

Compound Description

(S)-(-)-b-Citronellol;
(S)-(-)-3,7-Dimethyl-6-octen-1-ol; b-Rhodinol
(S)-(-)-Limonene; (S)-(-)-p-Mentha-1,8-diene
(S)-(-)-Methyl 2-chloropropionate
(S)-(-)-Methyl 3-bromo-2-methylpropionate;
(S)-(-)-Methyl 3-bromoisobutyrate
(S)-(-)-Methyl lactate
(S)-(-)-N,N-Dimethyl-1-phenylethylamine
(S)-(-)-Propylene oxide; (S)-(-)-1,2-Epoxypropane
(S)-1-(2-Bromophenyl)ethanol;
(S)-2-Bromo-a-methylbenzyl alcohol
(S)-1-(2-Naphthyl)ethanol;
(S)-a-Methyl-2-napthalenemethanol
(S)-1-lodo-2-methylbutane

(S)-Glycidol; (S)-2,3-Epoxy-1-propanol
(S)-Isopropy! lactate
(S,S)-(+)-2,3-Dimethoxy-1,4-bis(dimethylamino)butane
(S,S)-(+)-2,3-O-Isopropylidene-L-threitol
(Trimethylsilyl)acetonitrile
(Trimethylsilyl)methanol
(2)-1,2-Dichloroethylene
(2)-1,4-Dichloro-2-butene
(2)-1-Bromo-2-ethoxyethylene
(2)-11-Hexadecen-1-ol
(2)-11-Hexadecen-1-yl acetate
(2)-11-Hexadecenal
(2)-11-Tetradecen-1-ol
(2)-11-Tetradecen-1-yl acetate
(2)-13-Docosenoic acid; Erucic acid
(2)-13-Octadecenal
(2)-2,4,5-Trimethoxy-1-propenylbenzene
(2)-2,6-Dimethyl-2,6-octadiene
(2)-2-Butene

(2)-2-Butene-1,4-diol

(2)-2-Heptene

(2)-2-Hexen-1-ol

(2)-2-Octene

(2)-2-Penten-1-ol

(2)-2-Pentene

(2)-2-Pentenenitrile
(2)-3,7-Dimethyl-2,6-octadien-1-ol; Nerol
(2)-3-Heptene

(2)-3-Hexen-1-ol

(2)-3-Nonen-1-ol

(2)-3-Octen-1-ol
(2)-4,4-Dimethyl-2-pentene
(2)-4-Decenal

(2)-4-Methyl-2-pentene

(2)-5-Decen-1-yl acetate

(2)-5-Octen-1-ol

(2)-6-Nonen-1-ol

(2)-7-Dodecen-1-ol

(2)-7-Dodecen-1-yl acetate
(2)-7-Tetradecen-1-ol
(2)-7-Tetradecen-1-yl acetate
(2)-9-Heneicosene

(2)-9-Hexadecenal

(2)-9-Hexadecenoic acid; Palmitoleic acid
(2)-9-Octadecenoic acid; Oleic acid
(2)-9-Tetradecen-1-ol
(2)-9-Tetradecenoic acid; Myristoleic acid

No. Compound Description

108 (2)-9-Tricosene
235 (2)-Cyclodecene
234 (2)-Cyclooctene
153 (2)-Piperylene; (2)-1,3-Pentadiene
3432 (2)-Stilbene; (Z)-1,2-Diphenylethene
283 (Z,2)-1,3-Cyclooctadiene
2623 (Z,2)-7,11-Hexadecadien-1-yl acetate

2311 (2,2,2)-9,12,15-Octadecatrienoic acid; Linolenic acid

2620 (Z29,E11)-9,11-Tetradecadien-1-yl acetate
2621 (Z29,E12)-9,12-Tetradecadien-1-yl acetate
4871 1'-Acetonaphthone; 1-Acetylnaphthalene
3104 1,1'-Carbonyldipiperidine; Bis(pentamethylene)urea
6472 1,1'-Ethylenebis(N,N,1,1-tetramethylsilanamine)
1795 1,1'-Methylenebis(3-methylpiperidine)
1796 1,1'-Methylenedipiperidine; Dipiperidinomethane
1172 1,1'-Oxydi(2-propanol); Bis(2-hydroxypropyl) ether
508 1,1,1,2,2,3,3-Heptachloropropane
488 1,1,1,2-Tetrabromoethane
486 1,1,1,2-Tetrachloroethane
1631 1,1,1,3,3,3,-Hexafluoro-2,2-propanediamine
1029 1,1,1,3,3,3-Hexafluoro-2-propanol
6461 1,1,1,3,3,3-Hexamethyldisilathiane;
Bis(trimethylsilyl) sufide
6480 1,1,1,3,3,3-Hexamethyldisilazane

512 1,1,1,3-Tetrachloro-2,2,3,3-tetrafluoropropane; CFC-214

1028 1,1,1,3-Tetrachloro-2-propanol
2012 1,1,1,5,5,5-Hexafluoro-2,4-pentanedione
466 1,1,1-Trichloroethane
502 1,1,1-Trichlorotrifluoroethane; CFC-113a
2011 1,1,1-Trifluoro-2,4-pentanedione
1986 1,1,1-Trifluoro-2-propanone; 1,1,1-Trifluoroacetone
489 1,1,2,2-Tetrabromoethane
487 1,1,2,2-Tetrachloroethane
506 1,1,2,3,4,4-Hexachlorobutane
2549 1,1,2-Triacetoxyethane
467 1,1,2-Trichloroethane
503 1,1,2-Trichlorotrifluoroethane; CFC-113b

1122 1,1,2-Triethoxyethane; Ethoxyacetaldehyde diethyl acetal

1117 1,1,2-Trimethoxyethane;
Methoxyacetaldehyde dimethyl acetal

1139 1,1,3,3-Tetraethoxypropane;
Malonaldehyde bis(diethyl acetal)

6449 1,1,3,3-Tetraisopropyldisiloxane

1138 1,1,3,3-Tetramethoxypropane;
Malonaldehyde bis(dimethyl acetal)

3123 1,1,3,3-Tetramethylbutyl isocyanide

1466 1,1,3,3-Tetramethylbutylamine; t-Octylamine

6448 1,1,3,3-Tetramethyldisiloxane

3110 1,1,3,3-Tetramethylguanidine

3102 1,1,3,3-Tetramethylurea

1987 1,1,3-Trichloro-2-propanone; 1,1,3-Trichloroacetone
562 1,1,3-Trichloropropene

1124 1,1,3-Triethoxypropane;
3-Ethoxypropionaldehyde diethyl acetal

1125 1,1,3-Trimethoxybutane;
3-Methoxybutyraldehyde dimethyl acetal

1123 1,1,3-Trimethoxypropane;
3-Methoxypropionaldehyde dimethyl acetal

3381 1,1-Bis(3,4-xylyl)ethane;
1,1-Bis(3,4-dimethylphenyl)ethane

3760 1,1-Bis(4-fluorophenyl)-2,2-dichloroethane

2625 1,1-Diacetoxy-2-propene
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No.

1154

1984
455
593
438
544
549
264

6224

1118

1146
1115
1119
6230
3103

408

543
1999

1144
1121

1156

1114

208
1452
1490
6229
1455

146

1910
4804
3435
1487
785
1354
1880
1879
435
434
436
437
1488
787
789
791
1786
2646

3395
3392

600

239
3682
3681
4211
4636

Compound Description

1,1-Dichloro-2,2-diethoxyethane;
Dichloroacetaldehyde diethyl acetal

1,1-Dichloro-2-propanone; 1,1-Dichloroacetone
1,1-Dichloro-3,3-dimethylbutane
1,1-Dichlorocyclopentane

1,1-Dichloroethane; Ethylidene dichloride
1,1-Dichloroethylene; Vinylidene chloride
1,1-Dichloropropene

1,1-Dicyclopropylethylene
1,1-Diethoxy-2-butyne; 2-Butynal diethyl acetal

1,1-Diethoxy-2-methoxyethane;
Methoxyacetaldehyde diethyl acetal

1,1-Diethoxy-3-butene; 3-Butenal diethyl acetal
1,1-Diethoxyethane; Acetal; Acetaldehyde diethyl acetal
1,1-Diethoxypropane; Propionaldehyde diethyl acetal
1,1-Diethylpropargylamine

1,1-Diethylurea

1,1-Difluoroethane; Ethylidene difluoride; CFC-152
1,1-Difluoroethylene; Vinylidene fluoride; CFC-1132
1,1-Dimethoxy-2-propanone;

Pyruvaldehyde dimethyl acetal
1,1-Dimethoxy-2-propene; Acrolein dimethyl acetal
1,1-Dimethoxy-3,7-dimethyl-2,6-octadiene;

Citral dimethyl acetal

1,1-Dimethoxy-4-chlorobutane;
4-Chlorobutyraldehyde dimethyl acetal

1,1-Dimethoxyethane; Acetaldehyde dimethyl acetal
1,1-Dimethylcyclohexane

1,1-Dimethylethylamine; t-Butylamine
1,1-Dimethylhydrazine

1,1-Dimethylpropargylamine
1,1-Dimethylpropylamine; t-Amylamine
1,1-Dineopentylethylene;
4-Methylene-2,2,6,6-tetramethylheptane
1,1-Dinitroethane

1,1-Diphenyl-2-propanone; 1,1-Diphenylacetone
1,1-Diphenylethylene

1,10-Decanediamine; 1,10-Diaminodecane
1,10-Decanediol

1,10-Decanedithiol; 1,10-Dimercaptodecane
1,10-Diaza-4,7,13,16,21-pentaoxabicyclo[8.8.5]tricosane
1,10-Diaza-4,7,13,18-tetraoxabicyclo[8.5.5]eicosane
1,10-Dibromodecane

1,10-Dichlorodecane

1,11-Dibromoundecane

1,12-Dibromododecane

1,12-Dodecanediamine; 1,12-Diaminododecane
1,12-Dodecanediol

1,14-Tetradecanediol

1,16-Hexadecanediol
1,2,2,6,6-Pentamethylpiperidine
1,2,3,4,4a,5,8,8a-Octahydro-1,4,5,8-dimethanonaphth-2-yl
acetate
1,2,3,4,5,6,7,8,9,10,11,12-Dodecahydrotriphenylene
1,2,3,4,5,6,7,8-Octahydroanthracene
1,2,3,4,5,6-Hexachlorocyclohexane, g-isomer; Lindane
1,2,3,4,5-Pentamethylcyclopentadiene
1,2,3,4-Tetrachlorobenzene
1,2,3,4-Tetrafluorobenzene
1,2,3,4-Tetrahydro-1-naphthol
1,2,3,4-Tetrahydroisoquinoline

No.

3359
6312
4634
3391
3688
3683
3387
1775

469
3620

468

563
3614
3828
3378
3420
3695
3691
3390

277
3388
1040
5421
5824
3637
3635
3631
4077
3848
3379

270
5657
1042
1043
3482
4138
4289
5905
1090

279
6425
3285
6447
6445

754

964

907

985

986
2134

990

786
3374
4863
1591

1589
1590

496

Compound Description

1,2,3,4-Tetrahydronaphthalene
1,2,3,4-Tetrahydronaphthalene-d12
1,2,3,4-Tetrahydroquinoline
1,2,3,4-Tetramethylbenzene; Prehnitene
1,2,3,5-Tetrachlorobenzene
1,2,3,5-Tetrafluorobenzene
1,2,3,5-Tetramethylbenzene; Isodurene
1,2,3,6-Tetrahydropyridine
1,2,3-Tribromopropane
1,2,3-Trichlorobenzene
1,2,3-Trichloropropane
1,2,3-Trichloropropene
1,2,3-Trifluorobenzene
1,2,3-Trimethoxybenzene
1,2,3-Trimethylbenzene
1,2,3-Triphenylbenzene
1,2,4,5-Tetrachlorobenzene
1,2,4,5-Tetrafluorobenzene
1,2,4,5-Tetraisopropylbenzene
1,2,4,5-Tetramethyl-1,4-cyclohexadiene
1,2,4,5-Tetramethylbenzene; Durene
1,2,4-Butanetriol
1,2,4-Triacetoxybenzene

1,2,4-Triazole

1,2,4-Tribromobenzene
1,2,4-Trichlorobenzene
1,2,4-Trifluorobenzene
1,2,4-Trihydroxybenzene; 1,2,4-Benzenetriol
1,2,4-Trimethoxybenzene
1,2,4-Trimethylbenzene
1,2,4-Trivinylcyclohexane, mixture of isomers
1,2,5-Trimethylpyrrole
1,2,6-Trihydroxyhexane
1,2,7,8-Octanetetrol
1,2-Benzanthracene
1,2-Benzenedimethanol
1,2-Benzenedithiol

1,2-Benzisoxazole
1,2-Bis(2-chloroethoxy)ethane
1,2-Bis(3-cyclohexen-1-yl)ethylene
1,2-Bis(chlorodimethylsilyl)ethane
1,2-Bis(dimethylphosphino)ethane
1,2-Bis(trimethylsilyloxy)cyclobutene
1,2-Bis(trimethylsilyloxy)ethane
1,2-Butanediol

1,2-Cycloheptanediol, trans-
1,2-Cyclohexanedimethanol, cis-
1,2-Cyclohexanediol, cis + trans
1,2-Cyclohexanediol, trans-
1,2-Cyclohexanedione; 2-Hydroxy-2-cyclohexen-1-one
1,2-Cyclooctanediol, trans-
1,2-Decanediol

1,2-Di-p-tolylethane
1,2-Diacetylbenzene

1,2-Diaminocyclohexane, cis + trans; 1,2-
Cyclohexanediamine, cis + trans
1,2-Diaminocyclohexane, cis-;
1,2-Cyclohexanediamine, cis-
1,2-Diaminocyclohexane, trans-;
1,2-Cyclohexanediamine, trans-

1,2-Dibromo-1,1,2-trichloroethane
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No.

485
490
447
3693
3506
451
595
606
411
548
443
507
501
445
565
3622
4699
4730
3503
6322
448
594
409
545
510
440
499
5521
3159
1063
1827
3356
4732
3501
3404
3510
4345

3872

3841
4744
3787
1062
1066
3380
4708
1463

210

211

212
5812
5864
3446
1781
1453
1749
4661
3780
1797

Compound Description

1,2-Dibromo-1,1-difluoroethane
1,2-Dibromo-2,3-dichloropropane
1,2-Dibromo-2-methylpropane
1,2-Dibromo-4,5-difluorobenzene
1,2-Dibromobenzene
1,2-Dibromobutane
1,2-Dibromocyclohexane, trans-
1,2-Dibromocyclopentene
1,2-Dibromoethane; Ethylene dibromide
1,2-Dibromoethylene, (E) + (2)
1,2-Dibromopropane
1,2-Dibromotetrachloroethane
1,2-Dibromotetrafluoroethane
1,2-Dichloro-2-methylpropane
1,2-Dichloro-3,3-difluoro-1-propene
1,2-Dichloro-3-iodobenzene
1,2-Dichloro-3-nitrobenzene
1,2-Dichloro-4-nitrobenzene
1,2-Dichlorobenzene
1,2-Dichlorobenzene-d4
1,2-Dichlorobutane
1,2-Dichlorocyclohexane, trans-
1,2-Dichloroethane; Ethylene dichloride
1,2-Dichloroethylene, (E) + (2)
1,2-Dichlorohexafluoropropane
1,2-Dichloropropane
1,2-Dichlorotetrafluoroethane; CFC-114
1,2-Dicyanobenzene; Phthalonitrile
1,2-Dicyanocyclobutane, cis + trans
1,2-Diethoxyethane; Ethylene glycol diethyl ether
1,2-Diethyl-4-aminopyrazolidine
1,2-Diethylbenzene
1,2-Difluoro-4-nitrobenzene
1,2-Difluorobenzene
1,2-Dihydronaphthalene
1,2-Diiodobenzene
1,2-Dimethoxy-3-(methylthio)benzene;
3-(Methylthio)veratrole
1,2-Dimethoxy-4-(1-propenyl)benzene;
Isoeugenol methyl ether
1,2-Dimethoxy-4-fluorobenzene; 4-Fluoroveratrole
1,2-Dimethoxy-4-nitrobenzene; 4-Nitroveratrole
1,2-Dimethoxybenzene; Veratrole
1,2-Dimethoxyethane; Ethylene glycol dimethyl ether

1,2-Dimethoxypropane; Propylene glycol dimethyl ether
1,2-Dimethyl-4-isopropylbenzene; 3,4-Dimethylcumene

1,2-Dimethyl-4-nitrobenzene; 4-Nitro-o-xylene
1,2-Dimethylbutylamine; 2-Amino-3-methylpentane
1,2-Dimethylcyclohexane, cis + trans
1,2-Dimethylcyclohexane, cis-
1,2-Dimethylcyclohexane, trans-
1,2-Dimethylimidazole

1,2-Dimethylindole

1,2-Dimethylnaphthalene

1,2-Dimethylpiperidine

1,2-Dimethylpropylamine; 2-Amino-3-methylbutane
1,2-Dimethylpyrrolidine

1,2-Dinitrobenzene

1,2-Diphenoxyethane; Ethylene glycol diphenyl ether
1,2-Dipiperidinoethane

No.

788
3912
1233
1228
1190
1196
1197
1199
1194
1200
1195
1198

744
1346

792
3873
3885

783
765
5642

4532
1476

746

790
1218
1307
1224

1216
1126

1860
288
184

4778

3386

4866

3677

3725

3675

1853

3383

1852

3674

3385
218

3854
249

3382

1851

1315

3421

4146

4294

3548

6479

3547

6451

Compound Description

1,2-Dodecanediol

1,2-Epoxy-3-phenoxypropane; Glycidyl phenyl ether
1,2-Epoxy-5,9-cyclododecadiene
1,2-Epoxy-7-octene; 1,7-Octadiene monoepoxide
1,2-Epoxybutane

1,2-Epoxydecane

1,2-Epoxydodecane

1,2-Epoxyhexadecane

1,2-Epoxyhexane

1,2-Epoxyoctadecane

1,2-Epoxyoctane

1,2-Epoxytetradecane

1,2-Ethanediol; Ethylene glycol

1,2-Ethanedithiol; 1,2-Dimercaptoethane
1,2-Hexadecanediol
1,2-Methylendioxy-4-propenylbenzene; Isosafrole

1,2-Methylenedioxy-4-propylbenzene;
5-Propyl-1,3-benzodioxole

1,2-Octanediol
1,2-Pentanediol

1,2-Phenylene phosphorochloridite;
2-Chloro-1,3,2-benzodioxaphosphole

1,2-Phenylenediamine; 1,2-Benzenediamine
1,2-Propanediamine; 1,2-Diaminopropane
1,2-Propanediol; Propylene glycol
1,2-Tetradecanediol

1,2:3,4-Diepoxybutane; 1,3-Butadiene diepoxide
1,2:3,5-Di-O-isopropylidene-D-xylofuranose
1,2:5,6-Diepoxycyclooctane; 5,10-
Dioxatricyclo[7.1.0.0(4,6)]decane
1,2:7,8-Diepoxyoctane; 1,7-Octadiene diepoxide
1,3,3-Trimethoxybutane;

1-Methoxy-3-butanone dimethyl ketal
1,3,3-Trimethyl-6-azabicyclo[3.2.1]octane
1,3,5,7-Cyclooctatetraene

1,3,5-Hexatriene
1,3,5-Tri-t-butyl-2-nitrobenzene
1,3,5-Tri-t-butylbenzene

1,3,5-Triacetylbenzene

1,3,5-Tribromobenzene
1,3,5-Trichloro-2,4,6-trifluorobenzene
1,3,5-Trichlorobenzene
1,3,5-Tricyclohexylhexahydro-1,3,5-triazine
1,3,5-Triethylbenzene
1,3,5-Triethylhexahydro-1,3,5-triazine
1,3,5-Trifluorobenzene
1,3,5-Triisopropylbenzene
1,3,5-Triisopropylcyclohexane
1,3,5-Trimethoxybenzene
1,3,5-Trimethyl-1-cyclohexene, cis + trans
1,3,5-Trimethylbenzene; Mesitylene
1,3,5-Trimethylhexahydro-1,3,5-triazine
1,3,5-Trioxane

1,3,5-Triphenylbenzene

1,3-Benzenedimethanol

1,3-Benzenedithiol
1,3-Bis(bromomethyl)benzene; a,a’-Dibromo-m-xylene
1,3-Bis(chloromethyl)-1,1,3,3-tetramethyldisilazane
1,3-Bis(chloromethyl)benzene; a,a'-Dichloro-m-xylene
1,3-Bis(chloromethyl)tetramethyldisiloxane
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No.

3549

1732

4337
3585

151
756
282
271
1601
908
987
883
3365
4864
1730
4242
1026
3531
452
415
552
3721
1990
6452
555
3619
1025
1985
454
3678
3528
449
511
412
550
1167
3362
1024
3526
416
3412
3364
4346
3851
3801
247
4775
3101
3105
4768
230

1465
213
214
215

3447

1467

Compound Description

1,3-Bis(dibromomethyl)benzene;
a,a,a',a'-Tetrabromo-m-xylene
1,3-Bis(dimethylamino)-2-propanol;
2-Hydroxy-N,N,N',N'-tetramethyl-1,3-propanediamine
1,3-Bis(phenylthio)propane
1,3-Bis(trifluoromethyl)benzene;
a,a,a,a',a',a'-Hexafluoro-m-xylene
1,3-Butadiene; Bivinyl

1,3-Butanediol

1,3-Cycloheptadiene
1,3-Cyclohexadiene
1,3-Cyclohexanebis(methylamine)
1,3-Cyclohexanedimethanol, cis + trans
1,3-Cyclohexanol, cis + trans
1,3-Cyclopentanediol, cis + trans
1,3-Di-t-butylbenzene
1,3-Diacetylbenzene

1,3-Diamino-2-propanol; 2-Hydroxy-1,3-propanediamine

1,3-Dibenzyloxy-2-propanol; Glycerol 1,3-dibenzyl ether
1,3-Dibromo-2-propanol

1,3-Dibromobenzene

1,3-Dibromobutane

1,3-Dibromopropane

1,3-Dibromopropene, (E) + (2)
1,3-Dibromotetrafluorobenzene
1,3-Dichloro-1,1,3,3-tetrafluoroacetone
1,3-Dichloro-1,1,3,3-tetraisopropyldisiloxane
1,3-Dichloro-2-butene, (E) + (2)
1,3-Dichloro-2-fluorobenzene
1,3-Dichloro-2-propanol

1,3-Dichloro-2-propanone; 1,3-Dichloroacetone
1,3-Dichloro-3-methylbutane
1,3-Dichloro-5-iodobenzene

1,3-Dichlorobenzene

1,3-Dichlorobutane

1,3-Dichlorohexafluoropropane
1,3-Dichloropropane

1,3-Dichloropropene, (E) + (2)
1,3-Diethoxy-2-propanol

1,3-Diethylbenzene

1,3-Difluoro-2-propanol

1,3-Difluorobenzene

1,3-Diiodopropane

1,3-Diisopropenylbenzene

1,3-Diisopropylbenzene
1,3-Dimethoxy-2-(methylthio)benzene
1,3-Dimethoxy-5-fluorobenzene
1,3-Dimethoxybenzene; Resorcinol dimethyl ether
1,3-Dimethyl-1-cyclohexene
1,3-Dimethyl-2,4-dinitrobenzene; 2,4-Dinitro-m-xylene
1,3-Dimethyl-2-imidazolidinone
1,3-Dimethyl-3,4,5,6-tetrahydro-2(1H)-pyrimidinone
1,3-Dimethyl-5-nitrobenzene; 5-Nitro-m-xylene
1,3-Dimethyladamantane;
1,3-Dimethyltricyclo[3.3.1.1(3,7)]decane
1,3-Dimethylbutylamine; 2-Amino-4-methylpentane
1,3-Dimethylcyclohexane, cis + trans
1,3-Dimethylcyclohexane, cis-
1,3-Dimethylcyclohexane, trans-
1,3-Dimethylnaphthalene
1,3-Dimethylpentylamine; 2-Amino-4-methylhexane

No.

4675
1300
1281
3879
4805
4972

4849
1405
5616
4535
1475

745
1347
1883

310
5885
1854
1855
1409
1857
1850
1410
1858
3793
5107
6220
1839

1842
3577
3574
3602

3601

6542
1109
1479
752
1220
2657
6285
6284
1348
272
910
911
988
1306

991
4711
3372
4865
1861
3694
1027
3633
3555

Compound Description

1,3-Dinitrobenzene

1,3-Dioxane

1,3-Dioxolane; Formaldehyde ethylene acetal
1,3-Diphenoxybenzene
1,3-Diphenyl-2-propanone; 1,3-Diphenylacetone
1,3-Diphenyl-2-propen-1-one;
Benzylideneacetophenone;

Chalcone

1,3-Diphenylpropane-1,3-dione; Dibenzoylmethane
1,3-Dithiane

1,3-Phenylene diisocyanate
1,3-Phenylenediamine; 1,3-Benzenediamine
1,3-Propanediamine; 1,3-Diaminopropane
1,3-Propanediol

1,3-Propanedithiol; 1,3-Dimercaptopropane
1,4,5,6-Tetrahydropyrimidine
1,4,5,8,9,10-Hexahydroanthracene
1,4,5,8,9-Pentamethylcarbazole
1,4,7-Triazacyclononane
1,4,7-Trimethyl-1,4,7-triazacyclononane
1,4,7-Trithiacyclononane
1,4,8,11-Tetraazacyclotetradecane
1,4,8,11-Tetramethyl-1,4,8,11-tetraazacyclotetradecane
1,4,8,11-Tetrathiacyclotetradecane
1,4,8,12-Tetraazacyclopentadecane
1,4-Benzodioxan
1,4-Benzodioxan-6-carboxaldehyde
1,4-Bis(2-hydroxyethoxy)-2-butyne
1,4-Bis(2-hydroxyethyl)piperazine;
1,4-Piperazinediethanol
1,4-Bis(3-aminopropyl)piperazine
1,4-Bis(bromomethyl)benzene; a,a’-Dibromo-p-xylene
1,4-Bis(chloromethyl)benzene; a,a'-Dichloro-p-xylene
1,4-Bis(trichloromethyl)benzene;
a,a,a,a',a',a’-Hexachloro-p-xylene
1,4-Bis(trifluoromethyl)benzene;
a,a,a,a',a',a’-Hexafluoro-p-xylene
1,4-Bis(trimethylsilyl)-1,3-butadiyne
1,4-Bis(vinyloxy)butane; 1,4-Butanediol divinyl ether
1,4-Butanediamine; 1,4-Diaminobutane
1,4-Butanediol

1,4-Butanediol diglycidyl ether

1,4-Butanediol dimethacrylate
1,4-Butanediol-1,1,2,2,3,3,4,4-d8
1,4-Butanediol-2,2,3,3-d4

1,4-Butanedithiol; 1,4-Dimercaptobutane
1,4-Cyclohexadiene

1,4-Cyclohexanedimethanol, cis + trans
1,4-Cyclohexanedimethanol, cis-
1,4-Cyclohexanediol, cis + trans

1,4-Cyclohexanedione bis(ethylene ketal); 1,4,9,12-
Tetraoxadispiro[4.2.4.2]tetradecane

1,4-Cyclooctanediol, cis + trans
1,4-Di-t-butyl-2-nitrobenzene
1,4-Di-t-butylbenzene
1,4-Diacetylbenzene
1,4-Diazabicyclo[2.2.2]octane; DABCO
1,4-Dibromo-2,5-difluorobenzene
1,4-Dibromo-2-butanol
1,4-Dibromo-2-fluorobenzene
1,4-Dibromobenzene
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No.

419
456
3722
557
6192
3672
4735
3552
6323
417
3375
4745
3368
4734
3550
3559
420
3724
251
3371
4347
3810
248
216
217
3448
1468
1830
4693
1814
1311
6287
2974
3434
6252
1406
3914
3915
160
166
1411
858
157
764
1856
291
284
967
992
3115
423
421
5814
4784
424
286
1470
3449
5671
1407

Compound Description

1,4-Dibromobutane
1,4-Dibromopentane
1,4-Dibromotetrafluorobenzene
1,4-Dichloro-2-butene, (E) + (2)
1,4-Dichloro-2-butyne
1,4-Dichloro-2-iodobenzene
1,4-Dichloro-2-nitrobenzene
1,4-Dichlorobenzene
1,4-Dichlorobenzene-d4
1,4-Dichlorobutane
1,4-Dicyclohexylbenzene
1,4-Diethoxy-2-nitrobenzene
1,4-Diethylbenzene
1,4-Difluoro-2-nitrobenzene
1,4-Difluorobenzene
1,4-Diiodobenzene

1,4-Diiodobutane
1,4-Diiodotetrafluorobenzene
1,4-Diisopropyl-1-cyclohexene
1,4-Diisopropylbenzene
1,4-Dimethoxy-2-(methylthio)benzene
1,4-Dimethoxybenzene; Hydroquinone dimethyl ether
1,4-Dimethyl-1-cyclohexene
1,4-Dimethylcyclohexane, cis + trans
1,4-Dimethylcyclohexane, cis-
1,4-Dimethylnaphthalene
1,4-Dimethylpentylamine; 2-Amino-5-methylhexane
1,4-Dimethylpiperazine
1,4-Dinitrobenzene
1,4-Dioxa-8-azaspiro[4.5]decane
1,4-Dioxane

1,4-Dioxane-d8
1,4-Dioxaspiro[4.5]decan-2-one
1,4-Diphenyl-1,3-butadiene
1,4-Diphenyl-1,3-butadiyne
1,4-Dithiane
1,4-Epoxy-1,2,3,4-tetrahydronaphthalene
1,4-Epoxy-1,4-dihydronaphthalene
1,4-Hexadiene, (E) + (2)
1,4-Octadiene

1,4-Oxathiane; 1,4-Thioxane
1,4-Pentadien-3-ol; Divinyl carbinol
1,4-Pentadiene

1,4-Pentanediol
1,5,9-Triazacyclododecane
1,5,9-Trimethyl-1,5,9-cyclododecatriene
1,5-Cyclooctadiene
1,5-Cyclooctanediol, cis-
1,5-Decalindiol, mixture of isomers
1,5-Diazabicyclo[4.3.0]non-5-ene
1,5-Dibromopentane
1,5-Dichloropentane
1,5-Dicyclohexylimidazole
1,5-Difluoro-2,4-dinitrobenzene
1,5-Diiodopentane
1,5-Dimethyl-1,5-cyclooctadiene
1,5-Dimethylhexylamine; 2-Amino-6-methylheptane
1,5-Dimethylnaphthalene
1,5-Dimethylpyrrole-2-carbonitrile
1,5-Dithiacyclooctan-3-ol

No.

165
859
164
775
1480
763
1350
2554
427
425
428
3145
3450
4851
861
167
1482
774
2656
1351
228
429
1303
1484
780
168
6186
6190
1604
4556
3116
430
431
3451
1280

169
6187
1485

782
1352

170

433

432
1486

784
1353
4184

1836
4131

1821
1768

1728
5660
4132
1779
1751

Compound Description

1,5-Heptadiene

1,5-Hexadien-3-ol

1,5-Hexadiene

1,5-Hexanediol

1,5-Pentanediamine; 1,5-Diaminopentane
1,5-Pentanediol

1,5-Pentanedithiol; 1,5-Dimercaptopentane
1,6-Anhydro-b-D-glucose 2,3,4-triacetate
1,6-Dibromohexane

1,6-Dichlorohexane

1,6-Diiodohexane

1,6-Diisocyanohexane; Hexamethylene diisocyanide
1,6-Dimethylnaphthalene
1,6-Diphenyl-1,6-hexanedione; 1,4-Dibenzoylbutane
1,6-Heptadien-4-ol

1,6-Heptadiene

1,6-Hexanediamine; 1,6-Diaminohexane
1,6-Hexanediol

1,6-Hexanediol diacrylate

1,6-Hexanedithiol; 1,6-Dimercaptohexane

1,7,7-Trimethyltricyclo[2.2.1.0(2,6)]heptane; Tricyclene

1,7-Dibromoheptane
1,7-Dioxaspiro[5.5]undecane
1,7-Heptanediamine; 1,7-Diaminoheptane
1,7-Heptanediol

1,7-Octadiene

1,7-Octadiyne

1,8-Cyclotetradecadiyne
1,8-Diamino-p-menthane; p-Menthane-1,8-diamine
1,8-Diaminonaphthalene
1,8-Diazabicyclo[5.4.0Jundec-7-ene
1,8-Dibromooctane

1,8-Diiodooctane
1,8-Dimethylnaphthalene

1,8-Epoxy-p-menthane; 1,8-Cineole; 1,3,3-Trimethyl-2-

oxabicyclo[2.2.2]octane; Eucalyptol
1,8-Nonadiene

1,8-Nonadiyne

1,8-Octanediamine; 1,8-Diaminooctane
1,8-Octanediol

1,8-Octanedithiol; 1,8-Dimercaptooctane
1,9-Decadiene

1,9-Dibromononane

1,9-Dichlorononane

1,9-Nonanediamine; 1,9-Diaminononane
1,9-Nonanediol

1,9-Nonanedithiol; 1,9-Dimercaptononane
1-(2,4-Dichlorophenyl)ethanol;
2,4-Dichloro-a-methylbenzyl alcohol
1-(2-(2-Hydroxyethoxy)ethyl)piperazine
1-(2-(Trifluoromethyl)phenyl)ethanol;
a-Methyl-2-(trifluoromethyl)benzyl alcohol
1-(2-Aminoethyl)piperidine; 2-Piperidinoethylamine
1-(2-Aminoethyl)pyrrolidine;
2-Pyrrolidinoethylamine; 1-Pyrrolidineethylamine
1-(2-Aminoethylamino)-2-propanol
1-(2-Aminophenyl)pyrrole

1-(2-Bromophenyl)ethanol; 2-Bromo-a-methylbenzyl alcohol

1-(2-Ethyl-1-butenyl)piperidine
1-(2-Ethyl-1-butenyl)pyrrolidine
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No.

4814

1761

4817

4137

5770
5769
4820

4816

1823

5819
1822
4818

4165

5485
5489
5483
4169
4815

4823
4608
4134
4163

4605

4628
5490
5484
4819

5487
4162
3913

4825
3774
5661
4140
2001
1714
3405
5488
5486
5482
4201

1037
6530
6536
6540
6475
6419
6421

Compound Description

1-(2-Fluorophenyl)-2-propanone;
(2-Fluorophenyl)acetone
1-(2-Hydroxyethyl)pyrrolidine; 2-Pyrrolidinoethanol;
1-Pyrrolidineethanol
1-(2-Methoxyphenyl)-2-propanone;
(2-Methoxyphenyl)acetone

1-(2-Methoxyphenyl)ethanol;
2-Methoxy-a-methylbenzyl alcohol

1-(2-Thienyl)-1-butanone; 2-Butyrylthiophene
1-(2-Thienyl)-1-propanone; 2-Propionylthiophene
1-(3,4-Dimethoxyphenyl)-2-propanone; Methyl veratryl
ketone
1-(3-(Trifluoromethyl)phenyl)-2-propanone;
(3-(Trifluoromethyl)phenyl)acetone
1-(3-Aminopropyl)-2-pipecoline;
3-(2-Methylpiperidino)-1-propylamine
1-(3-Aminopropyl)imidazole
1-(3-Aminopropyl)piperidine; 3-Piperidino-1-propylamine
1-(3-Methoxyphenyl)-2-propanone;
(3-Methoxyphenyl)acetone
1-(4-Bromophenyl)ethanol;
4-Bromo-a-methylbenzyl alcohol
1-(4-Chlorophenyl)-1-cyclobutanecarbonitrile
1-(4-Chlorophenyl)-1-cyclohexanecarbonitrile
1-(4-Chlorophenyl)-1-cyclopropanecarbonitrile
1-(4-Chlorophenyl)-1-cyclopropanemethanol
1-(4-Fluorophenyl)-2-propanone;
(4-Fluorophenyl)acetone
1-(4-Fluorophenyl)-4-piperidone
1-(4-Fluorophenyl)-N-methylcyclohexylamine
1-(4-Fluorophenyl)cycloheptanol
1-(4-Fluorophenyl)ethanol;
4-Fluoro-a-methylbenzyl alcohol

1-(4-Fluorophenyl)ethylamine;
4-Fluoro-a-methylbenzylamine
1-(4-Fluorophenyl)piperazine
1-(4-Methoxyphenyl)-1-cyclohexanecarbonitrile
1-(4-Methoxyphenyl)-1-cyclopropanecarbonitrile
1-(4-Methoxyphenyl)-2-propanone;
(4-Methoxyphenyl)acetone
1-(4-Methoxyphenyl)cyclopentanecarbonitrile
1-(4-Methylphenyl)ethanol; a,4-Dimethylbenzyl alcohol
1-(4-t-Butylphenoxy)-2,3-epoxypropane;
4-t-Butylphenyl glycidyl ether
1-(b-Phenethyl)-4-piperidone
1-(Bromomethyl)naphthalene
1-(Dimethylamino)pyrrole
1-(m-Tolyl)cycloheptanol
1-(Methylthio)-2-butanone
1-(N,N-Bis(2-hydroxyethyl)amino)-2-propanol
1-(o-Tolyl)cycloheptene
1-(p-Tolyl)-1-cyclohexanecarbonitrile
1-(p-Tolyl)-1-cyclopentanecarbonitrile
1-(p-Tolyl)-1-cyclopropanecarbonitrile
1-(Pentafluorophenyl)ethanol;
a-Methyl-2,3,4,5,6-pentafluorobenzyl alcohol
1-(Trichloromethyl)cyclohexanol
1-(Trimethylsilyl)cyclopropyl phenyl sulfide
1-(Trimethylsilyl)imidazole
1-(Trimethylsilyl)propyne
1-(Trimethylsilyl)pyrrolidine
1-(Trimethylsilyloxy)-1,3-butadiene, (E) + (Z)
1-(Trimethylsilyloxy)cyclohexene

No.

6420
2624
2087
2023

2086
3083
2028

1614
902
901

1615
979

3252
962

1580

1818

1451

1675
1731

1838
4560
4557
1846

1817
4563
1666
1665
1741
5181
5481
4860
5823
4624
4620
4822
4619
4824
5822

439
1151

3708
3685
3686
3616
3692
3638
3846
1087
1979
3505

410
3514

390

396

Compound Description

1-(Trimethylsilyloxy)cyclopentene
1-Acetoxy-1,3-butadiene
1-Acetyl-1-cyclohexene
1-Acetyl-1-methylcyclopropane;
Methyl 1-methylcyclopropyl ketone
1-Acetyl-2-methyl-1-cyclopentene
1-Acetyl-4-piperidone
1-Acetyladamantane;

1-Acetyltricyclo[3.3.1.1(3,7)]decane;
1-Adamantyl methyl ketone

1-Adamantanamine; 1-Aminoadamantane
1-Adamantaneethanol
1-Adamantanemethanol
1-Adamantanemethylamine
1-Adamantanol; Tricyclo[3.3.1.1(3,7)]decan-1-ol
1-Adamantyl isothiocyanate
1-Allyl-1-cyclohexanol
1-Amino-1-cyclopentanemethanol
1-Amino-2,6-dimethylpiperidine
1-Amino-2-methylpropane;
2-Methylpropylamine; Isobutylamine
1-Amino-2-propanol
1-Amino-3-diethylamino-2-propanol;
N,N-Diethyl-2-hydroxy-1,3-propanediamine
1-Amino-4-methylpiperazine
1-Aminoanthracene

1-Aminofluorene

1-Aminohomopiperidine;
1-Aminoazepane; 1,1-Hexamethylenehydrazine
1-Aminopiperidine

1-Aminopyrene
1-Aza-4,6-dioxa-5-methylbicyclo[3.3.0]octane
1-Aza-4,6-dioxabicyclo[3.3.0]octane
1-Aziridineethanol
1-Benzocyclobutenecarboxylic acid
1-Benzocylobutenecarbonitrile
1-Benzosuberone
1-Benzyl-2-methylimidazole
1-Benzyl-3-piperidinol
1-Benzyl-3-pyrrolidinol
1-Benzyl-3-pyrrolidinone
1-Benzyl-3-pyrroline
1-Benzyl-4-piperidone

1-Benzylimidazole
1-Bromo-1-chloroethane
1-Bromo-2,2-dimethoxypropane;
Bromoacetone dimethyl ketal
1-Bromo-2,3,4,5-tetrafluorobenzene
1-Bromo-2,3,4-trifluorobenzene
1-Bromo-2,3,5-trifluorobenzene
1-Bromo-2,3-dichlorobenzene
1-Bromo-2,4,5-trifluorobenzene
1-Bromo-2,4-difluorobenzene
1-Bromo-2,4-dimethoxybenzene
1-Bromo-2-(2-methoxyethoxy)ethane
1-Bromo-2-butanone
1-Bromo-2-chlorobenzene
1-Bromo-2-chloroethane
1-Bromo-2-ethylbenzene
1-Bromo-2-ethylbutane

1-Bromo-2-ethylhexane;
2-Ethylhexyl bromide; 3-(Bromomethyl)heptane
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No.

3504
3509
3770

376

537
4652
3781

1023
1981
3676
3679
592
446
3529
413
3530
3534
385
3782

3497
3554

418
3720
3566
3553
3558
3771
4683
3785

3567
3568
422
426
589
331
352
357
342
364
339
3765
349
367
345
362
335
328
520
361

359
354
1323
6279
6278

Compound Description

1-Bromo-2-fluorobenzene
1-Bromo-2-iodobenzene
1-Bromo-2-methylnaphthalene
1-Bromo-2-methylpropane; Isobutyl bromide
1-Bromo-2-methylpropene
1-Bromo-2-nitrobenzene

1-Bromo-2-phenoxyethane;
2-Bromoethyl phenyl ether; b-Bromophenetole

1-Bromo-2-propanol
1-Bromo-3,3-dimethyl-2-butanone; 1-Bromopinacolone
1-Bromo-3,5-dichlorobenzene
1-Bromo-3,5-difluorobenzene
1-Bromo-3,5-dimethyladamantane
1-Bromo-3-chloro-2-methylpropane
1-Bromo-3-chlorobenzene
1-Bromo-3-chloropropane
1-Bromo-3-fluorobenzene
1-Bromo-3-iodobenzene
1-Bromo-3-methylbutane; Isoamyl bromide
1-Bromo-3-phenoxypropane;
3-Bromopropyl phenyl ether;
3-Phenoxypropyl bromide

1-Bromo-3-phenylpropane; (3-Bromopropyl)benzene
1-Bromo-4-chlorobenzene

1-Bromo-4-chlorobutane
1-Bromo-4-chlorotetrafluorobenzene
1-Bromo-4-ethylbenzene

1-Bromo-4-fluorobenzene

1-Bromo-4-iodobenzene
1-Bromo-4-methylnaphthalene
1-Bromo-4-nitrobenzene

1-Bromo-4-phenoxybutane;
4-Bromobutyl phenyl ether;
4-Phenoxybutyl bromide

1-Bromo-4-propylbenzene

1-Bromo-4-t-butylbenzene

1-Bromo-5-chloropentane

1-Bromo-6-chlorohexane

1-Bromoadamantane

1-Bromobutane; Butyl bromide

1-Bromodecane; Decyl bromide

1-Bromododecane; Dodecyl bromide

1-Bromoheptane; Heptyl bromide

1-Bromohexadecane; Hexadecyl bromide; Cetyl bromide
1-Bromohexane; Hexyl bromide

1-Bromonaphthalene

1-Bromononane; Nonyl bromide

1-Bromooctadecane; Octadecyl bromide; Stearyl bromide
1-Bromooctane; Octyl bromide

1-Bromopentadecane; Pentadecyl bromide
1-Bromopentane; Amyl bromide

1-Bromopropane; Propyl bromide

1-Bromopropene, (Z) + (E)

1-Bromotetradecane;

Tetradecyl bromide;
Myristyl bromide

1-Bromotridecane; Tridecyl bromide
1-Bromoundecane; Undecyl bromide
1-Butanethiol; Butyl mercaptan
1-Butanol-d10

1-Butanol-O-d

No.

616
69
2154
925
917
1748
465
605
4767
395

3502
3508
375
536
4651
1022
1977
392
3853
591
583
3527
3533
414
538
4667
1983
3496
3551
3557
4682
3784

1107
588
330
351
356
341
363
338

3764
348
366
344
334
327
360

3219

3162
2371
889
888
887
209

Compound Description

1-Butanol; Butyl alcohol

1-Butene

1-Butyl-4-piperidone

1-Butylcyclohexanol

1-Butylcyclopentanol

1-Butylpyrrolidine

1-Chloro-1,1-difluoroethane; CFC-142
1-Chloro-1-cyclopentene

1-Chloro-2,4-dinitrobenzene; 2,4-Dinitrochlorobenzene

1-Chloro-2-ethylhexane;
2-Ethylhexyl chloride;
3-(Chloromethyl)heptane

1-Chloro-2-fluorobenzene
1-Chloro-2-iodobenzene
1-Chloro-2-methylpropane; Isobutyl chloride
1-Chloro-2-methylpropene
1-Chloro-2-nitrobenzene
1-Chloro-2-propanol
1-Chloro-2-propanone; Chloroacetone
1-Chloro-3,3-dimethylbutane
1-Chloro-3,5-dimethoxybenzene
1-Chloro-3,5-dimethyladamantane
1-Chloro-3-cyclohexylpropane
1-Chloro-3-fluorobenzene
1-Chloro-3-iodobenzene
1-Chloro-3-iodopropane
1-Chloro-3-methyl-2-butene
1-Chloro-3-nitrobenzene
1-Chloro-3-pentanone
1-Chloro-3-phenylpropane; (3-Chloropropyl)benzene
1-Chloro-4-fluorobenzene
1-Chloro-4-iodobenzene
1-Chloro-4-nitrobenzene

1-Chloro-4-phenoxybutane;
4-Chlorobutyl phenyl ether;
4-Phenoxybutyl chloride

1-Chloro-5-methoxy-2-pentene

1-Chloroadamantane

1-Chlorobutane; Butyl chloride

1-Chlorodecane; Decyl chloride

1-Chlorododecane; Dodecyl chloride

1-Chloroheptane; Heptyl chloride

1-Chlorohexadecane; Hexadecyl chloride; Cetyl chloride
1-Chlorohexane; Hexyl chloride

1-Chloronaphthalene

1-Chlorononane; Nonyl chloride

1-Chlorooctadecane; Octadecyl chloride; Stearyl chloride
1-Chlorooctane; Octyl chloride

1-Chloropentane; Amyl chloride

1-Chloropropane; Propyl chloride

1-Chlorotetradecane;
Tetradecyl chloride;
Myristyl chloride

1-Cyanocycloheptyl acetate; 1-
Acetoxycycloheptanecarbonitrile

1-Cyclohexeneacetonitrile; 1-Cyclohexenylacetonitrile
1-Cyclohexenecarboxylic acid

1-Cyclohexyl-1-butanol

1-Cyclohexyl-1-propanol

1-Cyclohexylethanol

1-Cyclohexylheptane; Heptylcyclohexane
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No.

207
3160
4168

6463
2064
2065

1329
622
75
6183
1709
2146
1708
633
86
1331
624
7
6184
632
85
1153

3845

3901
274
238

5899

1763

3095

1808

1757

1813

4677

2151
924
915

2675

3443

1778

1454

6217

6189

6227

6216

3507

4650

1976

4769

3532

4666

3556

4681
337

3763
347
333

5737

Compound Description

1-Cyclohexylhexane; Hexylcyclohexane
1-Cyclopenteneacetonitrile
1-Cyclopropyl-1-(4-fluorophenyl)ethanol;
a-Cyclopropyl-4-fluoro-a-methylbenzyl alcohol
1-Cyclopropyl-1-(trimethylsilyloxy)ethylene

1-Decalone, cis + trans; Octahydronaphthalen-1(2H)-one

1-Decalone, trans-;
Octahydronaphthalen-1(2H)-one, trans-

1-Decanethiol; Decyl mercaptan
1-Decanol; Decyl alcohol
1-Decene

1-Decyne
1-Diethylamino-2-propanol
1-Diethylamino-3-butanone
1-Dimethylamino-2-propanol
1-Docosanol; Behenyl alcohol
1-Docosene

1-Dodecanethiol; Dodecyl mercaptan
1-Dodecanol; Lauryl alcohol
1-Dodecene

1-Dodecyne

1-Eicosanol; Arachidyl alcohol
1-Eicosene

1-Ethoxy-2,2,2-trifluoroethanol;
Trifluoroacetaldehyde ethyl hemiacetal

1-Ethoxy-2-methoxy-4-(1-propenyl)benzene;
Isoeugenol ethyl ether

1-Ethoxynaphthalene; Ethyl 1-naphthyl ether
1-Ethyl-1,4-cyclohexadiene
1-Ethyl-1-cyclopentene
1-Ethyl-2-methylbenzimidazole
1-Ethyl-2-pyrrolidinemethanol
1-Ethyl-2-pyrrolidinone
1-Ethyl-3-hydroxypiperidine; 1-Ethyl-3-piperidinol
1-Ethyl-3-pyrrolidinol
1-Ethyl-4-hydroxypiperidine; 1-Ethyl-4-piperidinol
1-Ethyl-4-nitrobenzene

1-Ethyl-4-piperidone

1-Ethylcyclohexanol

1-Ethylcyclopentanol

1-Ethylhexyl (E)-2-methyl-2-butenoate; 3-Octyl tiglate
1-Ethylnaphthalene

1-Ethylpiperidine

1-Ethylpropylamine; 3-Aminopentane
1-Ethynylcyclohexanol

1-Ethynylcyclohexene; 1-Cyclohexenylacetylene
1-Ethynylcyclohexylamine
1-Ethynylcyclopentanol

1-Fluoro-2-iodobenzene
1-Fluoro-2-nitrobenzene

1-Fluoro-2-propanone; Fluoroacetone
1-Fluoro-3-iodo-5-nitrobenzene
1-Fluoro-3-iodobenzene
1-Fluoro-3-nitrobenzene
1-Fluoro-4-iodobenzene
1-Fluoro-4-nitrobenzene

1-Fluorohexane; Hexyl fluoride
1-Fluoronaphthalene

1-Fluorononane; Nony! fluoride
1-Fluoropentane; Amyl fluoride

1-Furfurylpyrrole

No.

629
82
1326
619
826
72
6179
634
1333
628
81
1325
618
821
71
6176
1993
1992
4209
4853
377
4653
4668
4684
332
353
358
343
365
340
3766
350
368
346
336
329
355
3410
245
951

4678
2152
1358
1106
1185
6221
2019

4343
1215

1163
1997
6464
4342
2083
3900
1815

273

Compound Description

1-Heptadecanol

1-Heptadecene

1-Heptanethiol; Heptyl mercaptan

1-Heptanol; Heptyl alcohol

1-Hepten-3-ol

1-Heptene

1-Heptyne

1-Hexacosanol

1-Hexadecanethiol; Hexadecyl mercaptan
1-Hexadecanol; Cetyl alcohol

1-Hexadecene

1-Hexanethiol; Hexyl mercaptan

1-Hexanol; Hexyl alcohol

1-Hexen-3-ol

1-Hexene

1-Hexyne

1-Hydroxy-2-butanone

1-Hydroxy-2-propanone; Acetol; Hydroxyacetone
1-Indanol

1-Indanone

1-lodo-2-methylpropane; Isobutyl iodide
1-lodo-2-nitrobenzene

1-lodo-3-nitrobenzene

1-lodo-4-nitrobenzene

1-lodobutane; Butyl iodide

1-lododecane; Decyl iodide

1-lodododecane; Dodecyl iodide

1-lodoheptane; Heptyl iodide

1-lodohexadecane; Hexadecyl iodide; Cetyl iodode
1-lodohexane; Hexyl iodide

1-lodonaphthalene

1-lodononane; Nonyl iodide

1-lodooctadecane; Octadecyl iodide; Stearyl iodide
1-lodooctane; Octyl iodide

1-lodopentane; Amyl iodide

1-lodopropane; Propyl iodide

1-lodoundecane; Undecyl iodide
1-Isopropenyl-4-methylbenzene; 4-Isopropenyltoluene
1-Isopropyl-1-cyclohexene
1-Isopropyl-4-methyl-3-cyclohexen-1-ol;
4-Carvomenthol; 1-Terpinen-4-ol; p-Menth-1-en-4-ol
1-Isopropyl-4-nitrobenzene; 4-Nitrocumene
1-Isopropyl-4-piperidone

1-Mercapto-2-propanol; 2-Hydroxy-1-propanethiol
1-Methoxy-1,3-butadiene
1-Methoxy-1,3-cyclohexadiene; 2,3-Dihydroaniaole
1-Methoxy-1-buten-3-yne
1-Methoxy-2,4-pentanedione;
2-Hydroxy-5-methoxy-2-penten-4-one
1-Methoxy-2-methyl-4-(methylthio)benzene;
2-Methyl-4-(methylthio)anisole
1-Methoxy-2-methylpropyleneoxide;
2-Methoxy-1,1-dimethyloxirane
1-Methoxy-2-propanol

1-Methoxy-2-propanone; Methoxyacetone
1-Methoxy-3-(trimethylsilyloxy)-1,3-butadiene
1-Methoxy-4-(methylthio)benzene; 4-(Methylthio)anisole
1-Methoxymethyl-5-norbornen-2-one
1-Methoxynaphthalene; Methyl 1-naphthyl ether
1-Methyl-1,2,3,6-tetrahydropyridine
1-Methyl-1,4-cyclohexadiene
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No.

254

242

237
4564
1337
3107
6017
2067
1806
3099
1762
3094
4576
1809
1756
1825
2150
4811

2126

2608
3469
1458

965
2359

923

968

914
2349

873
3461
5808
5857
6154
3441
1829
1777
5666

1747
1869

5156
4212
4091
5571
5436
5438
5627
5589
5437
5572
1906
4788
4785
4647
1899
1901
4793
6328

Compound Description

1-Methyl-1-cycloheptene
1-Methyl-1-cyclohexene
1-Methyl-1-cyclopentene
1-Methyl-1-phenylhydrazine
1-Methyl-1-propanethiol; 2-Butyl mercaptan
1-Methyl-2(1H)-pyridone
1-Methyl-2-(3-pyridyl)pyrrolidine; Nicotine
1-Methyl-2-decalone, mixture of isomers
1-Methyl-2-piperidinemethanol
1-Methyl-2-piperidone
1-Methyl-2-pyrrolidineethanol
1-Methyl-2-pyrrolidinone
1-Methyl-3-phenylpropylamine; 3-Amino-1-phenylbutane
1-Methyl-3-piperidinemethanol
1-Methyl-3-pyrrolidinol
1-Methyl-4-(methylamino)piperidine
1-Methyl-4-piperidone
1-Methyl-b-tetralone;
1-Methyl-3,4-dihydro-2(1H)-naphthalenone
1-Methyl-D1(9)-2-octalone;
1-Methyl-4,4a,5,6,7,8-hexahydro-2(3H)-naphthalenone
1-Methylallyl acetate; 1-Buten-3-yl acetate
1-Methylanthracene
1-Methylbutylamine; 2-Aminopentane
1-Methylcycloheptanol
1-Methylcyclohexanecarboxylic acid
1-Methylcyclohexanol
1-Methylcyclooctanol
1-Methylcyclopentanol
1-Methylcyclopropanecarboxylic acid
1-Methylcyclopropanemethanol
1-Methylfluorene

1-Methylimidazole

1-Methylindole

1-Methylisoquinoline
1-Methylnaphthalene
1-Methylpiperazine

1-Methylpiperidine
1-Methylpyrrole-2-carboxaldehyde;
2-Formyl-1-methylpyrrole
1-Methylpyrrolidine
1-Morpholino-1-cyclohexene;
4-(1-Cyclohexenyl)morpholine
1-Naphthaldehyde
1-Naphthalenemethanol

1-Naphthol; 1-Hydroxynaphthalene
1-Naphthonitrile; 1-Cyanonaphthalene
1-Naphthyl acetate

1-Naphthyl butyrate

1-Naphthyl isocyanate

1-Naphthyl isothiocyanate

1-Naphthyl propionate
1-Naphthylacetonitrile
1-Nitro-1-cyclohexene
1-Nitro-2,3,4,5-tetrachlorobenzene
1-Nitro-2,3,4,5-tetrafluorobenzene
1-Nitro-2-propylbenzene

1-Nitrobutane

1-Nitrohexane

1-Nitronaphthalene
1-Nitronaphthalene-d7

No.

1900
1898
1894
631
84
1328
621
837
840
74
6182
1334
630
83
1327
620
833
834
73
6209
6180
627
80
1324
617
804
1964
70
918
6204
6174
4622
4821
4973
6524
4838
4839
4836

4841
4835

4842
4837
4833

4114
4840
4112

4220
4800
4222
4217
5478
3459
4974
4122

Compound Description

1-Nitropentane

1-Nitropropane

1-Nitrosopyrrolidine

1-Nonadecanol

1-Nonadecene

1-Nonanethiol; Nonyl mercaptan
1-Nonanol; Nonyl alcohol

1-Nonen-3-ol; Hexyl vinyl carbinol
1-Nonen-4-ol

1-Nonene

1-Nonyne

1-Octadecanethiol; Octadecyl mercaptan
1-Octadecanol; Stearyl alcohol
1-Octadecene

1-Octanethiol; Octyl mercaptan

1-Octanol; Octyl alcohol

1-Octen-3-ol

1-Octen-4-ol

1-Octene

1-Octyn-3-ol

1-Octyne

1-Pentadecanol

1-Pentadecene

1-Pentanethiol; Pentyl mercaptan; Amyl mercaptan
1-Pentanol; Amyl alcohol

1-Penten-3-ol

1-Penten-3-one; Ethyl vinyl ketone
1-Pentene

1-Pentylcyclopentanol

1-Pentyn-3-ol

1-Pentyne

1-Phenethylpiperidine
1-Phenoxy-2-propanone; Phenoxyacetone
1-Phenyl-1,2-propanedione; Methyl phenyl glyoxal
1-Phenyl-1-(trimethylsilyloxy)ethylene
1-Phenyl-1-decanone; Decanophenone
1-Phenyl-1-dodecanone; Dodecanophenone
1-Phenyl-1-heptanone;

Heptanophenone;

Heptanoylbenzene

1-Phenyl-1-hexadecanone; Hexadecanophenone

1-Phenyl-1-hexanone;
Hexanophenone;
Hexanoylbenzene

1-Phenyl-1-octadecanone; Octadecanophenone
1-Phenyl-1-octanone; Octanophenone; Octanoylbenzene
1-Phenyl-1-pentanone;

Valerophenone;

Pentanoylbenzene

1-Phenyl-1-propanol; a-Ethylbenzyl alcohol
1-Phenyl-1-tetradecanone; Tetradecanophenone

1-Phenyl-2,2,2-trifluoroethanol;
a-(Trifluoromethyl)benzyl alcohol

1-Phenyl-2-butanol; a-Ethylphenethyl alcohol
1-Phenyl-2-butanone

1-Phenyl-2-pentanol; a-Propylphenethyl alcohol
1-Phenyl-2-propanol; a-Methylphenethyl alcohol
1-Phenyl-2-pyrrolidinone
1-Phenyl-3,4-dihydronaphthalene
1-Phenyl-4,4,4-trifluoro-1,3-butanedione
1-Phenylcyclohexanol
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No.

3402
5164
4120

3342
3344
4109
5242
5251
3339
3338
3458
3341
3340
4627
5796
5659
3345
3343
1834
1840
1835
1798

3198
3194
1816
1800
3199
4617

1322

615
2153

916
3202
3193
1753
1752
1065

1064

246
1332
626
79
635
598
625
78
1330
623
76
3096
5815
1962
846
2209

Compound Description

1-Phenylcyclohexene; 1-Cyclohexenylbenzene
1-Phenylcyclopropanecarboxylic acid

1-Phenylcyclopropanemethanol;
a-Cyclopropylbenzyl alcohol

1-Phenyldecane; Decylbenzene
1-Phenyldodecane; Dodecylbenzene
1-Phenylethanol; a-Methylbenzyl alcohol
1-Phenylethyl acetate; a-Methylbenzyl acetate
1-Phenylethyl propionate; a-Methylbenzyl propionate
1-Phenylheptane; Heptylbenzene

1-Phenylhexane; Hexylbenzene
1-Phenylnaphthalene

1-Phenylnonane; Nonylbenzene

1-Phenyloctane; Octylbenzene

1-Phenylpiperazine

1-Phenylpyrazole

1-Phenylpyrrole

1-Phenyltridecane; Tridecylbenzene
1-Phenylundecane; Undecylbenzene
1-Piperazineethanol; 1-(2-Hydroxyethyl)piperazine
1-Piperazineethylamine; 1-(2-Aminoethyl)piperazine
1-Piperazinepropanol; 1-(3-Hydroxypropyl)piperazine
1-Piperidineacetaldehyde diethyl acetal; 1-(2,2-
Diethoxyethyl)piperidine

1-Piperidineacetonitrile

1-Piperidinecarbonitrile

1-Piperidineethanol; 2-Piperidinoethanol
1-Piperidinepropanol; 3-Piperidino-1-propanol
1-Piperidinepropionitrile; 3-Piperidinopropionitrile
1-Piperonylpiperazine; N-(3,4-
Methylenedioxybenzyl)piperazine

1-Propanethiol; Propyl mercaptan

1-Propanol; Propyl alcohol

1-Propyl-4-piperidone

1-Propylcyclopentanol

1-Pyrrolidinebutyronitrile

1-Pyrrolidinecarbonitrile

1-Pyrrolidinocyclohexene; 1-(1-Cyclohexenyl)pyrrolidine

1-Pyrrolidinocyclopentene; 1-(1-Cyclopentenyl)pyrrolidine

1-t-Butoxy-2-ethoxyethane;
Ethylene glycol t-butyl ethyl ether

1-t-Butoxy-2-methoxyethane;
Ethylene glycol t-butyl methyl ether

1-t-Butyl-1-cyclohexene
1-Tetradecanethiol; Tetradecyl mercaptan
1-Tetradecanol; Myristyl alcohol
1-Tetradecene

1-Triacontanol
1-Trichloromethylperhydropentalene, cis-
1-Tridecanol

1-Tridecene

1-Undecanethiol; Undecyl mercaptan
1-Undecanol; 1-Hendecanol

1-Undecene

1-Vinyl-2-pyrrolidinone

1-Vinylimidazole

10-Nonadecanone; Dioctyl ketone
10-Undecen-1-ol; w-Undecylenyl alcohol
10-Undecenal; 10-Hendecenal

No.

2304

1010
2331
1011
2332
1318
2985

5903
4906
4916
4938
4939
4869
4915
4911
4935
4941
4931
4868
4919
4913
4932
4907
4933
4883
4872
4966
4885
4884
5472
4881
4882
4957
4958
4954
4959
4948
4949
4924
4852
4969
5996
2949
2962
5904
3751
4154

4102
6090
5739
5011
5008
5921
6006
1700
1420

Compound Description

10-Undecenoic acid;
10-Hendecenoic acid;
Undecylenic acid

11-Bromo-1-undecanol

11-Bromoundecanoic acid

12-Bromo-1-dodecanol

12-Bromododecanoic acid

15-Crown-5; 1,4,7,10,13-Pentaoxacyclopentadecane

16-Hydroxy-6-hexadecenoic acid lactone;
w-6-Hexadecenolactone;
Ambrettolide

1H-Imidazo[4,5-b]pyridine; 4-Azabenzimidazole
2'3',4'5',6'-Pentafluoroacetophenone
2',3',4'-Trichloroacetophenone
2',3',4'-Trimethoxyacetophenone
2',4',6'-Trimethoxyacetophenone
2',4',6'-Trimethylacetophenone
2',4'-Dichloroacetophenone
2',4'-Difluoroacetophenone
2',4'-Dimethoxy-3'-methylacetophenone
2',4'-Dimethoxy-3'-methylpropiophenone
2',4'-Dimethoxyacetophenone
2',4'-Dimethylacetophenone
2',5'-Dichloroacetophenone
2'5'-Difluoroacetophenone
2'5'-Dimethoxyacetophenone
2',6'-Difluoroacetophenone
2',6'-Dimethoxyacetophenone
2'-(Trifluoromethyl)acetophenone
2'-Acetonaphthone; 2-Acetylnaphthalene
2'-Aminoacetophenone; 2-Acetylaniline
2'-Bromoacetophenone
2'-Chloroacetophenone
2'-Fluoroacetanilide
2'-Fluoroacetophenone
2'-Fluoropropiophenone
2'-Hydroxy-4'-methoxyacetophenone
2'-Hydroxy-5'-methoxyacetophenone
2'-Hydroxy-5'-methylacetophenone
2'-Hydroxy-6'-methoxyacetophenone
2'-Hydroxyacetophenone; 2-Acetylphenol
2'-Hydroxypropiophenone; 2-Propionylphenol
2'-Methoxyacetophenone
2'-Methylacetophenone
2'-Nitroacetophenone

2(1H)-Pyridone; 2-Hydroxypyridine
2(5H)-Furanone; 2-Buten-4-olide
2(5H)-Thiophenone

2,1-Benzisoxazole; Anthranil
2,2',3,3',5,5',6,6'-Octafluorobiphenyl
2,2'-(1,4-Benzene)bis(2-propanol);
a,a,a',a'-Tetramethyl-1,4-benzenedimethanol
2,2'-Biphenol; 2,2'-Dihydroxybiphenyl
2,2'-Bipyrazine

2,2'-Bithiophene
2,2'-Dihydroxy-4-methoxybenzophenone
2,2'-Dihydroxybenzophenone
2,2'-Dipyridyl

2,2'-Dipyridylamine

2,2'-Iminodiethanol; Diethanolamine
2,2'-Thiodiethanol; Bis(2-hydroxyethyl) sulfide
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No.

1316

1017
1016
3033
3053
4880
1015
2738
1089
2768
1629
1019
1020
1021
2317
1018
2351
58
65
1925
149
64
769
727
59
2161

1244
61
2017
1811
1785
2048
493

492

1034
1014

444
1143
2352
1012
1084

441
4944
1116
1142

504
1141
1294
1283
1478

748

641

638
5687

709

700

Compound Description

2,2'-Trimethylenebis-1,3-dioxolane;

Glutaraldehyde bis(ethylene acetal)
2,2,2-Tribromoethanol

2,2,2-Trichloroethanol

2,2,2-Trichloroethyl chloroformate
2,2,2-Trifluoroacetamide
2,2,2-Trifluoroacetophenone; (Trifluoroacetyl)benzene
2,2,2-Trifluoroethanol

2,2,2-Trifluoroethyl acrylate

2,2,2-Trifluoroethyl ether; Bis(2,2,2-trifluoroethyl) ether
2,2,2-Trifluoroethy! trifluoroacetate
2,2,2-Trifluoroethylamine
2,2,3,3,3-Pentafluoro-1-propanol
2,2,3,3,4,4,4-Heptafluoro-1-butanol
2,2,3,3,4,4,5,5,6,6,7,7,8,8,8-Pentadecafluoro-1-octanol
2,2,3,3,4,4,5,5,6,6,7,7,8,8,9,9-Hexadecafluorononanoic acid
2,2,3,3-Tetrafluoro-1-propanol
2,2,3,3-Tetramethylcyclopropanecarboxylic acid
2,2,3-Trimethylbutane
2,2,4,4,6,8,8-Heptamethylnonane
2,2,4,4-Tetramethyl-3-pentanone; Di-t-butyl ketone
2,2,4,6,6-Pentamethyl-3-heptene
2,2,4,6,6-Pentamethylheptane
2,2,4-Trimethyl-1,3-pentanediol
2,2,4-Trimethyl-3-pentanol

2,2,4-Trimethylpentane
2,2,5,5-Tetramethyldihydro-3(2H)-furanone;
2,2,5,5-Tetramethyltetrahydrofuran-3-one
2,2,5,5-Tetramethyltetrahydrofuran
2,2,5-Trimethylhexane
2,2,6,6-Tetramethyl-3,5-heptanedione
2,2,6,6-Tetramethyl-4-piperidinol
2,2,6,6-Tetramethylpiperidine
2,2,6-Trimethylcyclohexanone
2,2-Bis(bromomethyl)-1,3-dibromopropane;
Pentaerythrityl tetrabromide

2,2-Bis(chloromethyl)-1,3-dichloropropane; Pentaerythrityl
tetrachloride

2,2-Bis(chloromethyl)-1,3-propanediol
2,2-Bis(chloromethyl)-1-propanol
2,2-Dibromopropane

2,2-Dibutoxypropane; Acetone dibutyl ketal
2,2-Dichloro-1-methylcyclopropanecarboxylic acid
2,2-Dichloroethanol

2,2-Dichloroethyl methyl ether;
1,1-Dichloro-2-methoxyethane

2,2-Dichloropropane

2,2-Diethoxyacetophenone

2,2-Diethoxyethanol; Glycolaldehyde diethyl acetal
2,2-Diethoxypropane; Acetone diethyl ketal
2,2-Difluorotetrachloroethane; CFC-112
2,2-Dimethoxypropane; Acetone dimethyl ketal
2,2-Dimethyl-1,3-dioxolane-4-methanol; Solketal
2,2-Dimethyl-1,3-dioxolane; Acetone ethylene ketal
2,2-Dimethyl-1,3-propanediamine
2,2-Dimethyl-1,3-propanediol
2,2-Dimethyl-1-butanol

2,2-Dimethyl-1-propanol; Neopentyl alcohol
2,2-Dimethyl-3(2H)-furanone
2,2-Dimethyl-3-heptanol

2,2-Dimethyl-3-hexanol

No.

2238
263

714
691
4226
2198
2297
2016
3906
49
2271
57
55
51
2278
647
2267

3125

4834
1456
2344
5644
1911
3351
3892
1284

5923

144
5867
4531
3862
4206
5000
4202
3717

4271

3740
3714
4528
3860
2102
4513
3857
4039
4516
5123
5564
5140
4199

60
4526
3861

Compound Description

2,2-Dimethyl-3-hydroxypropionaldehyde
2,2-Dimethyl-3-methylenebicyclo[2.2.1]heptane;
Camphene

2,2-Dimethyl-3-octanol

2,2-Dimethyl-3-pentanol
2,2-Dimethyl-3-phenyl-1-propanol
2,2-Dimethyl-4-pentenal
2,2-Dimethyl-4-pentenoic acid
2,2-Dimethyl-6,6,7,7,8,8,8-heptafluoro-3,5-octanedione
2,2-Dimethyl-7-methoxy-3-chromene; Precocene |
2,2-Dimethylbutane

2,2-Dimethylbutyric acid

2,2-Dimethylheptane

2,2-Dimethylhexane

2,2-Dimethylpentane

2,2-Dimethylpentanoic acid; 2,2-Dimethylvaleric acid
2,2-Dimethylpentanol

2,2-Dimethylpropionic acid;

Pivalic acid;

Trimethylacetic acid

2,2-Dimethylpropionitrile;

Trimethylacetonitrile;

t-Butyl cyanide;

Pivalonitrile

2,2-Dimethylpropiophenone; Pivaloylbenzene
2,2-Dimethylpropylamine; Neopentylamine
2,2-Dimethylthiopropionic acid; Thiopivalic acid
2,2-Dimethyltrimethylene phenyl phosphite
2,2-Dinitro-1-propanol

2,2-Diphenylpropane
2,2-Diphenyltetrahydrofuran

2,2-Pentamethylene-1,3-dioxolane;
Cyclohexanone ethylene ketal;
1,4-Dioxaspiro[4.5]undecane

2,3"-Dipyridyl

2,3,3-Trimethyl-1-butene

2,3,3-Trimethyl-3H-indole; 2,3,3-Trimethylindolenine
2,3,4,5,6-Pentafluoroaniline
2,3,4,5,6-Pentafluoroanisole
2,3,4,5,6-Pentafluorobenzhydrol
2,3,4,5,6-Pentafluorobenzophenone
2,3,4,5,6-Pentafluorobenzyl alcohol

2,3,4,5,6-Pentafluorobenzyl bromide;
a-Bromo-2,3,4,5,6-pentafluorotoluene

2,3,4,5,6-Pentafluorophenethyl alcohol;
2-(Pentafluorophenyl)ethanol

2,3,4,5,6-Pentafluorosytrene
2,3,4,5,6-Pentafluorotoluene
2,3,4,5-Tetrachloroaniline
2,3,4,5-Tetrachloroanisole
2,3,4,5-Tetramethyl-2-cyclopentenone
2,3,4-Trichloroaniline
2,3,4-Trichloroanisole
2,3,4-Trichlorophenol
2,3,4-Trifluoroaniline
2,3,4-Trifluorobenzaldehyde
2,3,4-Trifluorobenzonitrile
2,3,4-Trimethoxybenzaldehyde
2,3,4-Trimethoxybenzyl alcohol
2,3,4-Trimethylpentane
2,3,5,6-Tetrachloroaniline
2,3,5,6-Tetrachloroanisole
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No.

4065
3715
4527
3859
5141
4312

5567
3611

4064
5981
3703
5124
4054
3456
4041
6101
3858
5137
4040
4517
5232
5568
4038
5964
6120
6446

759
2004
1349
1013

453

553
5754
1312
4451
3825
5084

450

569
3976
5621

551
3617
6103
6097
4449
5080
5220
5547
4172
3986
3883
3792
1259
2880
1361
1108
5085

Compound Description

2,3,5,6-Tetrachlorophenol

2,3,5,6-Tetrafluoro-p-xylene; 1,4-Dimethyltetrafluorobenzene

2,3,5,6-Tetrafluoroaniline
2,3,5,6-Tetrafluoroanisole
2,3,5,6-Tetrafluorobenzaldehyde

2,3,5,6-Tetrafluorobenzenethiol;
2,3,5,6-Tetrafluorothiophenol

2,3,5,6-Tetrafluorobenzonitrile
2,3,5,6-Tetrafluorobenzotrifluoride;
a,a,a,2,3,5,6-Heptafluorotoluene
2,3,5,6-Tetrafluorophenol
2,3,5,6-Tetrafluoropyridine
2,3,5,6-Tetrafluorotoluene
2,3,5-Trichlorobenzaldehyde
2,3,5-Trichlorophenol
2,3,5-Trimethylnaphthalene
2,3,5-Trimethylphenol
2,3,5-Trimethylpyrazine
2,3,6-Trichloroanisole
2,3,6-Trichlorobenzaldehyde
2,3,6-Trichlorophenol
2,3,6-Trifluoroaniline
2,3,6-Trifluorobenzoic acid
2,3,6-Trifluorobenzonitrile
2,3,6-Trimethylphenol
2,3,6-Trimethylpyridine; 2,3,6-Collidine
2,3-Bis(2-pyridyl)pyrazine
2,3-Bis(trimethylsilyloxy)-1,3-butadiene
2,3-Butanediol

2,3-Butanedione; Diacetyl
2,3-Butanedithiol; 2,3-Dimercaptobutane
2,3-Dibromo-1-propanol
2,3-Dibromobutane
2,3-Dibromopropene
2,3-Dibromothiophene
2,3-Dichloro-1,4-dioxane
2,3-Dichloroaniline
2,3-Dichloroanisole
2,3-Dichlorobenzaldehyde
2,3-Dichlorobutane
2,3-Dichlorohexafluoro-2-butene
2,3-Dichlorophenol
2,3-Dichlorophenyl isocyanate
2,3-Dichloropropene
2,3-Dichlorotoluene
2,3-Diethyl-5-methylpyrazine
2,3-Diethylpyrazine
2,3-Difluoroaniline
2,3-Difluorobenzaldehyde
2,3-Difluorobenzoic acid
2,3-Difluorobenzonitrile
2,3-Difluorobenzyl alcohol
2,3-Difluorophenol
2,3-Dihydro-2-methylbenzofuran
2,3-Dihydrobenzofuran
2,3-Dihydrofuran
2,3-Dimercaptopropanol tributyrate
2,3-Dimercaptopropanol; 3-Hydroxy-1,2-propanedithiol
2,3-Dimethoxy-1,3-butadiene
2,3-Dimethoxybenzaldehyde

No.

5550
4174
4614
3977
3826
178
131
721
133
730
136
726
5138

4197
4776
813
4438
4437
3824
5218
50
938
1598
4089

5865
3452

52
3974
6095
5956
2173
4706
1399

1191
1192
1225

5684

2006
2005
1217

4994
5925

648

145
1881

147
4525
4062
4524
5235
5565
5135
5832
5846
6122
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Compound Description

2,3-Dimethoxybenzonitrile
2,3-Dimethoxybenzyl alcohol
2,3-Dimethoxybenzylamine
2,3-Dimethoxyphenol

2,3-Dimethoxytoluene; 3-Methylveratrole
2,3-Dimethyl-1,3-butadiene
2,3-Dimethyl-1-butene

2,3-Dimethyl-2-butanol

2,3-Dimethyl-2-butene

2,3-Dimethyl-2-hexanol

2,3-Dimethyl-2-pentene
2,3-Dimethyl-3-pentanol
2,3-Dimethyl-4-methoxybenzaldehyde;
2,3-Dimethyl-p-anisaldehyde
2,3-Dimethyl-4-methoxybenzyl alcohol
2,3-Dimethyl-4-nitroanisole; 3-Methoxy-6-nitro-o-xylene
2,3-Dimethyl-4-penten-2-ol
2,3-Dimethyl-N-ethylaniline; N-Ethyl-2,3-xylidine
2,3-Dimethylaniline; 2,3-Xylidine
2,3-Dimethylanisole; 3-Methoxy-o-xylene
2,3-Dimethylbenzoic acid; 2,3-Xylylic acid; Hemellitic acid
2,3-Dimethylbutane

2,3-Dimethylcyclohexanol, mixture of isomers
2,3-Dimethylcyclohexylamine
2,3-Dimethylhydroquinone;
1,4-Dihydroxy-2,3-dimethylbenzene
2,3-Dimethylindole

2,3-Dimethylnaphthalene

2,3-Dimethylpentane

2,3-Dimethylphenol; 2,3-Xylenol
2,3-Dimethylpyrazine

2,3-Dimethylpyridine; 2,3-Lutidine
2,3-Dimethylvaleraldehyde; 2,3-Dimethylpentanal
2,3-Dinitrotoluene

2,3-Epithiopropyl methyl ether;
1,2-Epithio-3-methoxypropane
2,3-Epoxybutane, cis-

2,3-Epoxybutane, trans-

2,3-Epoxynorbornane, exo-; 3-
Oxatricyclo[3.2.1.0(2,4)]octane, exo-

2,3-Epoxypropyl 2-furylmethyl ether;
Furfuryl glycidyl ether
2,3-Hexanedione

2,3-Pentanedione
2,3:6,7-Diepoxy-2,6-dimethyl-4-octene;
Alloocimene dioxide
2,4'-Difluorobenzophenone
2,4'-Dipyridyl
2,4,4-Trimethyl-1-pentanol
2,4,4-Trimethyl-1-pentene
2,4,4-Trimethyl-2-oxazoline
2,4,4-Trimethyl-2-pentene
2,4,5-Trichloroaniline
2,4,5-Trichlorophenol
2,4,5-Trifluoroaniline
2,4,5-Trifluorobenzoic acid
2,4,5-Trifluorobenzonitrile
2,4,5-Trimethoxybenzaldehyde
2,4,5-Trimethyloxazole
2,4,5-Trimethylthiazole
2,4,6-Tri(allyloxy)-1,3,5-triazine; Triallyl cyanurate
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No.

4511
4049
4523
4059
4050
6081
5127
6121
4518
5125
5562
3855
4509
5122
5233
3689
4045
5966
3414
4618
6215
1305
6123
3656
3610
6357
4053
4010
3670
4481
3840
3712

4027
3705
3632
3636
4729
6082
4476
5098
3653

5468
4182
3646
4020
5622
6079
3649

653
2217
4733
4463
3836
5094
5224
5555
4995
4180

Compound Description

2,4,6-Tri-t-butylaniline
2,4,6-Tri-t-butylphenol
2,4,6-Tribromoaniline
2,4,6-Tribromophenol
2,4,6-Trichlorophenol
2,4,6-Trichloropyrimidine
2,4,6-Triethoxybenzaldehyde
2,4,6-Trifluoro-1,3,5-triazine; Cyanuric fluoride
2,4,6-Trifluoroaniline
2,4,6-Trimethoxybenzaldehyde
2,4,6-Trimethoxybenzonitrile
2,4,6-Trimethoxytoluene
2,4,6-Trimethylaniline
2,4,6-Trimethylbenzaldehyde; Mesitaldehyde
2,4,6-Trimethylbenzoic acid; Mesitoic acid
2,4,6-Trimethylbenzyl chloride; a2-Chloroisodurene
2,4,6-Trimethylphenol; Mesitol
2,4,6-Trimethylpyridine; 2,4,6-Collidine
2,4,6-Trimethylstyrene
2,4,6-Tris(dimethylaminomethyl)phenol
2,4,7,9-Tetramethyl-5-decyne-4,7-diol
2,4,8,10-Tetraoxaspiro[5.5]undecane
2,4-Bis(methylthio)-6-chloro-1,3,5-triazine
2,4-Bis(trifluoromethyl)-1-bromobenzene
2,4-Bis(trifluoromethyl)benzyl bromide
2,4-Cyclopentadien-1-yltrimethylsilane
2,4-Di-t-butyl-6-(4-methoxybenzyl)phenol
2,4-Di-t-butylphenol
2,4-Dibromo-1-fluorobenzene
2,4-Dibromoaniline

2,4-Dibromoanisole

2,4-Dibromomesitylene;
2,4-Dibromo-1,3,5-trimethylbenzene

2,4-Dibromophenol
2,4-Dichloro-1,3,5-trifluorobenzene
2,4-Dichloro-1-fluorobenzene
2,4-Dichloro-1-iodobenzene
2,4-Dichloro-1-nitrobenzene
2,4-Dichloro-6-methylpyrimidine
2,4-Dichloroaniline
2,4-Dichlorobenzaldehyde

2,4-Dichlorobenzotrifluoride;
2,4-Dichloro-a,a,a-trifluorotoluene

2,4-Dichlorobenzoyl chloride
2,4-Dichlorobenzyl alcohol

2,4-Dichlorobenzyl chloride; a,2,4-Trichlorotoluene
2,4-Dichlorophenol

2,4-Dichlorophenyl isocyanate
2,4-Dichloropyrimidine

2,4-Dichlorotoluene

2,4-Diethyl-1-heptanol
2,4-Diethyl-2,6-heptadienal, mixture of isomers
2,4-Difluoro-1-nitrobenzene

2,4-Difluoroaniline

2,4-Difluoroanisole

2,4-Difluorobenzaldehyde

2,4-Difluorobenzoic acid
2,4-Difluorobenzonitrile
2,4-Difluorobenzophenone

2,4-Difluorobenzyl alcohol

No.

3642
4015
5626
3647
5117
5139
4198
4497
5102
5229
5557
4186
3843
179
4709
134
773
2216
862
725
137
2298
5658
710
1939
701
1933
692
1923
4457
3830
5090
4307
5222
4981
4176
940
2034
54
4002
5957
6130
4765
4763
161
2310
766
2010
3106
3696
4458
3700
5980
5752
3666
3698
4477
4309
5228

Compound Description

2,4-Difluorobenzyl bromide; a-Bromo-2,4-difluorotoluene

2,4-Difluorophenol

2,4-Difluorophenyl isocyanate
2,4-Difluorotoluene
2,4-Dihydroxybenzaldehyde
2,4-Dimethoxy-3-methylbenzaldehyde
2,4-Dimethoxy-3-methylbenzyl alcohol
2,4-Dimethoxyaniline
2,4-Dimethoxybenzaldehyde
2,4-Dimethoxybenzoic acid
2,4-Dimethoxybenzonitrile
2,4-Dimethoxybenzyl alcohol
2,4-Dimethoxytoluene
2,4-Dimethyl-1,3-pentadiene
2,4-Dimethyl-1-nitrobenzene; 4-Nitro-m-xylene
2,4-Dimethyl-1-pentene
2,4-Dimethyl-2,4-pentanediol
2,4-Dimethyl-2,6-heptadienal, mixture of isomers
2,4-Dimethyl-2,6-heptadienol, mixture of isomers
2,4-Dimethyl-2-pentanol
2,4-Dimethyl-2-pentene
2,4-Dimethyl-2-pentenoic acid
2,4-Dimethyl-3-ethylpyrrole
2,4-Dimethyl-3-heptanol
2,4-Dimethyl-3-heptanone
2,4-Dimethyl-3-hexanol
2,4-Dimethyl-3-hexanone
2,4-Dimethyl-3-pentanol
2,4-Dimethyl-3-pentanone; Diisopropyl ketone
2,4-Dimethylaniline; 2,4-Xylidine
2,4-Dimethylanisole; 4-Methoxy-m-xylene
2,4-Dimethylbenzaldehyde
2,4-Dimethylbenzenethiol; 2,4-Dimethylthiophenol
2,4-Dimethylbenzoic acid; 2,4-Xylylic acid
2,4-Dimethylbenzophenone
2,4-Dimethylbenzyl alcohol
2,4-Dimethylcyclohexanol, mixture of isomers
2,4-Dimethylcyclopentanone, cis + trans
2,4-Dimethylpentane

2,4-Dimethylphenol; 2,4-Xylenol
2,4-Dimethylpyridine; 2,4-Lutidine
2,4-Dimethylquinoline
2,4-Dinitro-1-fluorobenzene
2,4-Dinitrotoluene

2,4-Hexadiene, (E) + (Z)

2,4-Hexadienoic acid

2,4-Pentanediol

2,4-Pentanedione; Acetylacetone
2,4-Thiazolidinedione

2,5-Bis(chloromethyl)-p-xylene; al,a4-Dichlorodurene

2,5-Di-t-butylaniline

2,5-Dibromo-p-xylene; 1,4-Dibromo-2,5-dimethylbenzene

2,5-Dibromopyridine

2,5-Dibromothiophene

2,5-Dibromotoluene

2,5-Dichloro-p-xylene

2,5-Dichloroaniline

2,5-Dichlorobenzenethiol; 2,5-Dichlorothiophenol
2,5-Dichlorobenzoic acid

Aldrich Vapor-Phase FT-IR Spectral Library
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No.

3654

4185
4022
5979
5136
5749
3665
1251
4466
5095
5227
5556
4996
4181
3643
4611
3664
1186
1258
5116
4007
1256
1257

1147

4498
5103
4190
1250
2239
1044
860
180
181
1483
779
731
140
702
6212
1746
5134

5566

4456
3831
5091
4308
5223
5553
4982
5908
4178
3659
939
5675
56
5866

Compound Description

2,5-Dichlorobenzotrifluoride; 2,5-Dichloro-a,a,a-
trifluorotoluene

2,5-Dichlorobenzyl alcohol

2,5-Dichlorophenol

2,5-Dichloropyridine
2,5-Dichloroterephthalaldehyde
2,5-Dichlorothiophene

2,5-Dichlorotoluene

2,5-Diethoxytetrahydrofuran, cis + trans
2,5-Difluoroaniline

2,5-Difluorobenzaldehyde

2,5-Difluorobenzoic acid

2,5-Difluorobenzonitrile

2,5-Difluorobenzophenone

2,5-Difluorobenzyl alcohol

2,5-Difluorobenzyl bromide; a-Bromo-2,5-difluorotoluene
2,5-Difluorobenzylamine

2,5-Difluorotoluene

2,5-Dihydroanisole; 1-Methoxy-1,4-cyclohexadiene
2,5-Dihydrofuran

2,5-Dihydroxybenzaldehyde

2,5-Diisopropylphenol
2,5-Dimethoxy-2,5-dihydrofuran, cis + trans
2,5-Dimethoxy-2-(dimethoxymethyl)-2,5-dihydrofuran,
cis + trans

2,5-Dimethoxy-2-(dimethoxymethyl)tetrahydrofuran;
2,5-Dimethoxytetrahydro-2-furaldehyde dimethyl acetal

2,5-Dimethoxyaniline
2,5-Dimethoxybenzaldehyde
2,5-Dimethoxybenzyl alcohol
2,5-Dimethoxytetrahydrofuran
2,5-Dimethoxytetrahydrofuran-3-carboxaldehyde
2,5-Dimethyl-1,2,6-hexanetriol
2,5-Dimethyl-1,5-hexadien-3-ol
2,5-Dimethyl-1,5-hexadiene
2,5-Dimethyl-2,4-hexadiene
2,5-Dimethyl-2,5-hexanediamine
2,5-Dimethyl-2,5-hexanediol
2,5-Dimethyl-2-hexanol
2,5-Dimethyl-2-hexene
2,5-Dimethyl-3-hexanol
2,5-Dimethyl-3-hexyne-2,5-diol
2,5-Dimethyl-3-pyrroline, cis + trans
2,5-Dimethyl-4-methoxybenzaldehyde;
2,5-Dimethyl-p-anisaldehyde
2,5-Dimethyl-4-methoxybenzonitrile;
2,5-Dimethyl-p-anisonitrile
2,5-Dimethylaniline; 2,5-Xylidine
2,5-Dimethylanisole; 2-Methoxy-p-xylene
2,5-Dimethylbenzaldehyde
2,5-Dimethylbenzenethiol; 2,5-Dimethylthiophenol
2,5-Dimethylbenzoic acid; 2,5-Xylylic acid
2,5-Dimethylbenzonitrile
2,5-Dimethylbenzophenone
2,5-Dimethylbenzoxazole
2,5-Dimethylbenzyl alcohol
2,5-Dimethylbenzyl chloride
2,5-Dimethylcyclohexanol, mixture of isomers
2,5-Dimethylfuran

2,5-Dimethylhexane

2,5-Dimethylindole

No.

4003
1833
6094
5959
5655
1750
3413
1243
5744
5835
5833
7
2008
63
2227
2136
298
4047
5967
3454
3982
5950
6022
4058
4056
4781
4452
3988
4512
4057
4450
3823
3625
5083
4348
5246
3626
3624
3987
5620
6106
5978
3739
3618
5552
4442
4448
5081
5221
5546
4997
5466
4171
3623
4610
3985
5619
5977
4444
3979
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Compound Description

2,5-Dimethylphenol; 2,5-Xylenol
2,5-Dimethylpiperazine, cis + trans
2,5-Dimethylpyrazine

2,5-Dimethylpyridine; 2,5-Lutidine
2,5-Dimethylpyrrole

2,5-Dimethylpyrrolidine, cis + trans
2,5-Dimethylstyrene

2,5-Dimethyltetrahydrofuran, cis + trans
2,5-Dimethylthiophene
2,5-Diphenyl-1,3,4-oxadiazole
2,5-Diphenyloxazole

2,5-Hexanediol

2,5-Hexanedione; Acetonylacetone
2,6,10,14-Tetramethylpentadecane
2,6,6-Trimethyl-1-cyclohexen-1-acetaldehyde
2,6,6-Trimethyl-2-cyclohexene-1,4-dione
2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene; a-Pinene
2,6-Di-t-butyl-4-methylphenol; BHT
2,6-Di-t-butyl-4-methylpyridine
2,6-Di-t-butylnaphthalene

2,6-Di-t-butylphenol

2,6-Di-t-butylpyridine

2,6-Diaminopyridine

2,6-Dibromo-4-fluorophenol
2,6-Dibromo-4-methylphenol; 2,6-Dibromo-p-cresol
2,6-Dibromo-4-nitrophenol

2,6-Dibromoaniline

2,6-Dibromophenol

2,6-Dichloro-3-methylaniline; 2,6-Dichloro-m-toluidine
2,6-Dichloro-4-fluorophenol

2,6-Dichloroaniline

2,6-Dichloroanisole

2,6-Dichlorobenzal chloride; a,a,2,6-Tetrachlorotoluene
2,6-Dichlorobenzaldehyde
2,6-Dichlorobenzenethiol; 2,6-Dichlorothiophenol
2,6-Dichlorobenzyl acetate

2,6-Dichlorobenzyl bromide; a-Bromo-2,6-dichlorotoluene
2,6-Dichlorobenzyl chloride; a,2,6-Trichlorotoluene
2,6-Dichlorophenol

2,6-Dichlorophenyl isocyanate
2,6-Dichloropyrazine

2,6-Dichloropyridine

2,6-Dichlorostyrene

2,6-Dichlorotoluene

2,6-Dicyanotoluene

2,6-Diethylaniline

2,6-Difluoroaniline

2,6-Difluorobenzaldehyde

2,6-Difluorobenzoic acid

2,6-Difluorobenzonitrile
2,6-Difluorobenzophenone

2,6-Difluorobenzoyl chloride

2,6-Difluorobenzyl alcohol

2,6-Difluorobenzyl bromide; a-Bromo-2,6-difluorotoluene
2,6-Difluorobenzylamine

2,6-Difluorophenol

2,6-Difluorophenyl isocyanate

2,6-Difluoropyridine

2,6-Diisopropylaniline

2,6-Diisopropylphenol
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No.

5618
4051
5086
3904
3989
5991
3827
2137
1941
6032

711
1940
2141
2202
4440
3822
4305
5219

941
2046
1864
3453
3978
5617
1832
1782
6093
5949
6131
4707
6047
3905
6213
3455
6132
6133
4806
3163

1616

2038

5842
1092
1175
1067

1694
1769
6010
1726
1734
1287
1286

1170

2844
6111
3930

Compound Description

2,6-Diisopropylphenyl isocyanate
2,6-Dimethoxy-4-methylphenol; 4-Methylsyringol
2,6-Dimethoxybenzaldehyde
2,6-Dimethoxynaphthalene
2,6-Dimethoxyphenol; Syringol
2,6-Dimethoxypyridine

2,6-Dimethoxytoluene
2,6-Dimethyl-1,4-benzoquinone
2,6-Dimethyl-3-heptanone
2,6-Dimethyl-3-nitropyridine; 3-Nitro-2,6-lutidine
2,6-Dimethyl-4-heptanol
2,6-Dimethyl-4-heptanone
2,6-Dimethyl-4H-pyran-4-one; 2,6-Dimethyl-g-pyrone
2,6-Dimethyl-5-heptenal; Melonal
2,6-Dimethylaniline; 2,6-Xylidine
2,6-Dimethylanisole; 2-Methoxy-m-xylene
2,6-Dimethylbenzenethiol; 2,6-Dimethylthiophenol
2,6-Dimethylbenzoic acid; 2,6-Xylylic acid
2,6-Dimethylcyclohexanol, mixture of isomers
2,6-Dimethylcyclohexanone
2,6-Dimethylmorpholine
2,6-Dimethylnaphthalene
2,6-Dimethylphenol; 2,6-Xylenol
2,6-Dimethylphenyl isocyanate
2,6-Dimethylpiperazine
2,6-Dimethylpiperidine

2,6-Dimethylpyrazine

2,6-Dimethylpyridine; 2,6-Lutidine
2,6-Dimethylquinoline

2,6-Dinitrotoluene
2,6-Pyridinedicarboxaldehyde
2,7-Dimethoxynaphthalene
2,7-Dimethyl-3,5-octadiyne-2,7-diol
2,7-Dimethylnaphthalene
2,7-Dimethylquinoline

2,8-Dimethylquinoline
2-((Phenylthio)methyl)-2-cyclopenten-1-one
2-(1-Cycloheptenyl)butyronitrile;
a-Ethyl-1-cycloheptene-1-acetonitrile
2-(1-Cyclohexenyl)ethylamine;
1-(2-Aminoethyl)cyclohexene
2-(1-Methylpropyl)cyclohexanone;
2-(2-Butyl)cyclohexanone
2-(1-Methylpropyl)thiazole; 2-(2-Butyl)thiazole
2-(2-(2-Chloroethoxy)ethoxy)ethanol
2-(2-(2-Methoxyethoxy)ethoxy)ethanol

2-(2-(Hexyloxy)ethoxy)ethanol;
Diethylene glycol monohexyl ether

2-(2-Aminoethoxy)ethanol
2-(2-Aminoethyl)-1-methylpyrrolidine
2-(2-Aminoethyl)pyridine; 2-Pyridineethylamine
2-(2-Aminoethylamino)ethanol
2-(2-Aminoethylthio)ethanol

2-(2-Bromoethyl)-1,3-dioxane
2-(2-Bromoethyl)-1,3-dioxolane; 3-Bromopropionaldehyde
ethylene acetal

2-(2-Butoxyethoxy)ethanol;
Diethylene glycol monobutyl ether

2-(2-Butoxyethoxy)ethyl acetate
2-(2-Butyl)-3-methoxypyrazine
2-(2-Butyl)phenol

No.

1091
6012

1169

2119
4243

5988
1168

5238
6013
5989
6225
5758
4616
3890

6226
1288

4809
5931
6019
5759
6005
4267
4604
4606
3889

5186
5501
4269

4600
5028
1754
6009
1648

6011

4096
3769
1264
1736
1263
1737
1699

597
1704
1702

2055
1703
2888
5336
2889

Compound Description

2-(2-Chloroethoxy)ethanol
2-(2-Diethylaminoethyl)pyridine;
N,N-Diethyl-2-pyridineethylamine
2-(2-Ethoxyethoxy)ethanol;
Diethylene glycol monoethyl ether
2-(2-Ethylbutylidene)cyclohexanone

2-(2-Hydroxyethoxy)phenol;
2-(2-Hydroxyphenoxy)ethanol
2-(2-Isopropoxyethyl)pyridine
2-(2-Methoxyethoxy)ethanol;

Diethylene glycol monomethyl ether
2-(2-Phenylethyl)benzoic acid; 2-Bibenzylcarboxylic acid
2-(2-Piperidinoethyl)pyridine

2-(2-Propoxyethyl)pyridine
2-(2-Propynyloxy)tetrahydropyran

2-(2-Thienyl)ethanol; 2-Thiopheneethanol
2-(3,4-Dimethoxyphenyl)ethylamine
2-(3-Bromophenyl)-1,3-dioxolane;
3-Bromobenzaldehyde ethylene acetal
2-(3-Butynyloxy)tetrahydropyran
2-(3-Chloropropyl)-2-methyl-1,3-dioxolane;
5-Chloro-2-pentanone ethylene ketal
2-(3-Methoxyphenyl)cyclohexanone
2-(3-Pentenyl)pyridine

2-(3-Pyridyl)piperidine; Anabasine

2-(3-Thienyl)ethanol; 3-Thiopheneethanol
2-(3-Thienyl)pyridine

2-(4-Bromophenoxy)ethanol
2-(4-Bromophenyl)ethylamine; 4-Bromophenethylamine
2-(4-Chlorophenyl)ethylamine; 4-Chlorophenethylamine
2-(4-Fluorophenyl)-1,3-dioxolane;
4-Fluorobenzaldehyde ethylene acetal
2-(4-Fluorophenyl)propionic acid;
p-Fluoro-a-methylphenylacetic acid
2-(4-Fluorophenyl)propionitrile;
p-Fluoro-a-methylphenylacetonitrile
2-(4-Hydroxy-3-methoxyphenyl)ethanol;

Homovanillyl alcohol

2-(4-Methylphenyl)ethylamine; 4-Methylphenethylamine
2-(4-Methylphenyl)propanal; 2-(p-Tolyl)propionaldehyde
2-(Aminomethyl)-1-ethylpyrrolidine
2-(Aminomethyl)pyridine; 2-Pyridinemethylamine
2-(Aminomethyl)tetrahydropyran;
Tetrahydropyran-2-methylamine
2-(b-Methylaminoethyl)pyridine;
N-Methyl-2-pyridineethylamine

2-(Benzyloxy)phenol; Catechol monobenzyl ether
2-(Bromomethyl)naphthalene
2-(Bromomethyl)tetrahydropyran
2-(Butylamino)ethanethiol
2-(Chloromethyl)tetrahydropyran
2-(Cyclohexylamino)ethanethiol
2-(Cyclohexylamino)ethanol; N-Cyclohexylethanolamine
2-(Dichloromethylene)bicyclo[3.3.0]octane
2-(Diethylamino)ethanol; N,N-Diethylethanolamine
2-(Diisopropylamino)ethanol;
N,N-Diisopropylethanolamine
2-(Dimethylamino)cyclohexanone
2-(Dimethylamino)ethanol; N,N-Dimethylethanolamine
2-(Dimethylamino)ethyl acrylate

2-(Dimethylamino)ethyl benzoate
2-(Dimethylamino)ethyl methacrylate
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No.

4558
6008
6023
1696

4303
5698
2545
1695
6007
1882
4382
1416
4287
1727
4400

4366

5946
4552

4288
1697
3471
1698
4373
5044

5195

5514

5002
5914
5456
4127

3588

4589
4248

3582

3936

6404
6413
6462
6534
2912

3216
5663
5733
4975
6119
6118

Compound Description

2-(Dimethylamino)fluorene
2-(Dimethylamino)pyridine
2-(Dimethylaminomethyl)-3-hydroxypyridine
2-(Ethylamino)ethanol;
N-Ethylethanolamine;
2-Hydroxydiethylamine

2-(Ethylthio)phenol
2-(Furfurylamino)ethanethiol

2-(Hydroxymethyl)-2-methyl-1,3-propanediol triacetate

2-(Methylamino)ethanol; N-Methylethanolamine
2-(Methylamino)pyridine
2-(Methylthio)-2-thiazoline

2-(Methylthio)aniline

2-(Methylthio)ethanol

2-(Methylthio)phenol; 2-(Methylmercapto)phenol
2-(N-(2-(Dimethylamino)ethyl)methylamino)ethanol
2-(N-Ethyl-m-toluidino)ethanol;
N-Ethyl-N-(2-hydroxyethyl)-3-methylaniline
2-(N-Ethylanilino)ethanol;
N-Ethyl-N-(2-hydroxyethyl)aniline;
N-Ethyl-N-phenylethanolamine
2-(p-Tolyl)pyridine; 2-(4-Methylphenyl)pyridine
2-(p-Tolylthio)aniline;

2-Aminophenyl 4-methylphenyl sulfide
2-(Phenylthio)ethanol

2-(Propylamino)ethanol; N-Propylethanolamine
2-(t-Butyl)anthracene

2-(t-Butylamino)ethanol; N-t-Butylethanolamine
2-(Trifluoromethyl)aniline; 2-Aminobenzotrifluoride

2-(Trifluoromethyl)benzaldehyde;
a,a,a-Trifluoro-o-tolualdehyde
2-(Trifluoromethyl)benzoic acid,;
a,a,a-Trifluoro-o-toluic acid

2-(Trifluoromethyl)benzonitrile;
a,a,a-Trifluoro-o-tolunitrile

2-(Trifluoromethyl)benzophenone
2-(Trifluoromethyl)benzothiazole
2-(Trifluoromethyl)benzoyl chloride

2-(Trifluoromethyl)benzyl alcohol;
2-(Hydroxymethyl)benzotrifluoride

2-(Trifluoromethyl)benzyl chloride;
2-(Chloromethyl)benzotrifluoride

2-(Trifluoromethyl)benzylamine

2-(Trifluoromethyl)phenethyl alcohol;
2-(2-(Trifluoromethyl)phenyl)ethanol

2-(Trifluoromethyl)phenethyl chloride;
2-(2-Chloroethyl)-a,a,a-trifluorotoluene

2-(Trifluoromethyl)phenol;
a,a,a-Trifluoro-o-cresol;
2-Hydroxybenzotrifluoride
2-(Trimethylsilyl)ethanol
2-(Trimethylsilyl)ethoxymethyl chloride
2-(Trimethylsilyloxy)-1,3-butadiene
2-(Trimethylsilyloxy)furan

2-Acetoxy-3-butanone;
3-0Ox0-2-butyl acetate;
2-Butanon-3-yl acetate

2-Acetoxy-3-butenenitrile; 1-Cyanoallyl acetate
2-Acetyl-1-methylpyrrole
2-Acetyl-3,4-bis(acetoxymethyl)furan
2-Acetyl-3,4-dihydro-1(2H)-naphthalenone
2-Acetyl-3-ethylpyrazine
2-Acetyl-3-methylpyrazine

No.

5764
5766
5765
5703
2089
2969
5890
4874
2020
2021
4875
5701
6037
5662
5852
5763

980
2133
4028
3983
3932
1685
1729
1678
1464
6030
6021
6029
6088
1735
5013
4501

6025
5851
4502
6026
6024
4761

6020
5050
4381

5519
5012
4544
1448
4559
1471
1649

1612

1473
4380
4379
1447
6004

Compound Description

2-Acetyl-3-methylthiophene
2-Acetyl-5-bromothiophene
2-Acetyl-5-chlorothiophene
2-Acetyl-5-methylfuran

2-Acetyl-5-norbornene
2-Acetyl-g-butyrolactone

2-Acetylbenzofuran; 2-Benzofuryl methyl ketone
2-Acetylbiphenylene

2-Acetylcyclohexanone
2-Acetylcyclopentanone

2-Acetylfluorene

2-Acetylfuran

2-Acetylpyridine

2-Acetylpyrrole

2-Acetylthiazole

2-Acetylthiophene

2-Adamantanol; Tricyclo[3.3.1.1(3,7)]decan-2-ol
2-Allyl-2-methyl-1,3-cyclopentanedione
2-Allyl-4-methylphenol; 2-Allyl-p-cresol
2-Allyl-6-methylphenol; 6-Allyl-o-cresol
2-Allylphenol

2-Amino-1-butanol
2-Amino-2-ethyl-1,3-propanediol
2-Amino-2-methyl-1-propanol
2-Amino-3,3-dimethylbutane; 1,2,2-Trimethylpropylamine
2-Amino-3,5-dichloropyridine
2-Amino-3-methylpyridine; 2-Amino-3-picoline
2-Amino-4,6-dimethylpyridine; 6-Amino-2,4-lutidine
2-Amino-4,6-dimethylpyrimidine
2-Amino-4-(methylthio)-1-butanol; Methioninol
2-Amino-4-methylbenzophenone
2-Amino-4-methylphenol;
2-Hydroxy-5-methylaniline;

2-Amino-p-cresol

2-Amino-4-methylpyridine; 2-Amino-4-picoline
2-Amino-4-methylthiazole
2-Amino-4-t-butylphenol
2-Amino-5-chloropyridine
2-Amino-5-methylpyridine; 2-Amino-5-picoline
2-Amino-5-nitrobenzotrifluoride;
4-Nitro-2-(trifluoromethyl)aniline
2-Amino-6-methylpyridine; 2-Amino-6-picoline
2-Aminobenzaldehyde; Anthranilaldehyde

2-Aminobenzenethiol;
2-Aminothiophenol;
2-Mercaptoaniline

2-Aminobenzonitrile; 2-Cyanoaniline
2-Aminobenzophenone

2-Aminobiphenyl; 2-Biphenylamine

2-Aminobutane; 1-Methylpropylamine; 2-Butylamine
2-Aminofluorene

2-Aminoheptane; 1-Methylhexylamine
2-Aminomethyl-3,4-dihydro-2H-pyran;
3,4-Dihydro-2H-pyran-2-methylamine
2-Aminonorbornane, exo-;
Bicyclo[2.2.1]hept-2-ylamine, exo-

2-Aminooctane; 1-Methylheptylamine
2-Aminophenethyl alcohol; 2-(2-Hydroxyethyl)aniline
2-Aminophenol; 2-Hydroxyaniline

2-Aminopropane; 1-Methylethylamine; Isopropylamine
2-Aminopyridine
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No.

6086
4365
3085

4847
6038
4625
4546
4207
4241

5934
5237

483
1152

1150

3709
3701
3621
3615
3671
3639
3847

442
3498

531

494

379
2327
1908
4529
4522
4024
3838
4018
2963

2964

4480
4013
4721
4489

5751
3652
5972
6033
4720
3903
4698
3629
3662
3661
4877

590
4375
3797
5046

Compound Description

2-Aminopyrimidine

2-Anilinoethanol; N-(2-Hydroxyethyl)aniline
2-Azabicyclo[2.2.1]hept-5-en-3-one;
4-Amino-2-cyclopentene-1-carboxylic acid lactam
2-Benzoyl-5-norbornene

2-Benzoylpyridine

2-Benzyl-2-imidazoline; Tolazoline
2-Benzylaniline; 2-Aminodiphenylmethane
2-Benzylbenzyl alcohol

2-Benzyloxyethanol;
Ethylene glycol monobenzyl ether

2-Benzylpyridine
2-Biphenylcarboxylic acid; 2-Phenylbenzoic acid
2-Bromo-1,1,1-trifluoroethane

2-Bromo-1,1-diethoxyethane;
Bromoacetaldehyde diethyl acetal

2-Bromo-1,1-dimethyoxyethane;
Bromoacetaldehyde dimethyl acetal
2-Bromo-1,3,4,5-tetrafluorobenzene
2-Bromo-1,3,5-trifluorobenzene
2-Bromo-1,3-dichlorobenzene
2-Bromo-1,3-difluorobenzene
2-Bromo-1,4-dichlorobenzene
2-Bromo-1,4-difluorobenzene
2-Bromo-1,4-dimethoxybenzene
2-Bromo-1-chloropropane
2-Bromo-1-phenylpropane; (2-Bromopropyl)benzene
2-Bromo-2-butene, (E) + (Z)
2-Bromo-2-chloro-1,1,1-trifluoroethane
2-Bromo-2-methylpropane; t-Butyl bromide
2-Bromo-2-methylpropionic acid
2-Bromo-2-nitropropane
2-Bromo-3,4,6-trifluoroaniline
2-Bromo-4,6-difluoroaniline
2-Bromo-4-chlorophenol
2-Bromo-4-fluoroanisole
2-Bromo-4-fluorophenol

2-Bromo-4-hydroxybutyric acid lactone;
2-Bromo-g-butyrolactone

2-Bromo-4-hydroxypentanoic acid lactone;
2-Bromo-g-pentanolactone

2-Bromo-4-methylaniline; 2-Bromo-p-toluidine
2-Bromo-4-methylphenol; 2-Bromo-p-cresol
2-Bromo-4-nitrotoluene

2-Bromo-5-(trifluoromethyl)aniline;
3-Amino-4-bromobenzotrifluoride

2-Bromo-5-chlorothiophene
2-Bromo-5-chlorotoluene
2-Bromo-5-methylpyridine; 6-Bromo-3-picoline
2-Bromo-5-nitropyridine

2-Bromo-5-nitrotoluene
2-Bromo-6-methoxynaphthalene
2-Bromo-6-nitrotoluene

2-Bromo-m-xylene; 2-Bromo-1,3-dimethylbenzene
2-Bromo-p-cymene; 2-Bromo-4-isopropyltoluene
2-Bromo-p-xylene; 2-Bromo-1,4-dimethylbenzene
2-Bromoacetophenone; Phenacyl bromide
2-Bromoadamantane

2-Bromoaniline

2-Bromoanisole; 1-Bromo-2-methoxybenzene
2-Bromobenzaldehyde

No.

4282
5516
3583
5457
4129
3746
373
398
400
997
3819

3817

2732
1093
1083
3776

393
4879
3022

3690
1285

3768
397
587

381
2328
3938
4322

370

533
3170
3018
3017
4878
5971
3730
5849
5746
3513

401

399

656
1914
1160
2842
5990
2386
1387
1386
6562

751
2191

6195
6173

Compound Description

2-Bromobenzenethiol; 2-Bromothiophenol
2-Bromobenzonitrile

2-Bromobenzotrifluoride; 2-Bromo-a,a,a-trifluorotoluene

2-Bromobenzoyl chloride
2-Bromobenzyl alcohol
2-Bromobiphenyl
2-Bromobutane
2-Bromodecane
2-Bromododecane
2-Bromoethanol

2-Bromoethyl 4-bromophenyl ether;
1-Bromo-4-(2-bromoethoxy)benzene

2-Bromoethyl 4-chlorophenyl ether;
1-Chloro-4-(2-bromoethoxy)benzene

2-Bromoethyl acetate
2-Bromoethyl ethyl ether; 1-Bromo-2-ethoxyethane

2-Bromoethyl methyl ether; 1-Bromo-2-methoxyethane

2-Bromofluorene

2-Bromoheptane

2-Bromoisobutyrophenone

2-Bromoisobutyryl bromide;
2-Bromo-2-methylpropionyl chloride
2-Bromomesitylene; 2-Bromo-1,3,5-trimethylbenzene

2-Bromomethyl-1,3-dioxolane;
Bromoacetaldehyde ethylene acetal

2-Bromonaphthalene
2-Bromononane

2-Bromonorbornane, exo-;
2-Bromobicyclo[2.2.1]heptane, exo-

2-Bromopentane

2-Bromopentanoic acid; 2-Bromovaleric acid
2-Bromophenol

2-Bromophenyl methyl sulfide; 2-Bromothioanisole
2-Bromopropane; Isopropyl bromide
2-Bromopropene
2-Bromopropionitrile
2-Bromopropionyl bromide
2-Bromopropionyl chloride
2-Bromopropiophenone
2-Bromopyridine

2-Bromostyrene

2-Bromothiazole

2-Bromothiophene

2-Bromotoluene

2-Bromotridecane
2-Bromoundecane

2-Butanol

2-Butanone; Methyl ethyl ketone
2-Butoxyethanol

2-Butoxyethyl acetate
2-Butoxypyridine

2-Butyl acetate; 1-Methylpropyl acetate
2-Butyl disulfide; Di(2-butyl) disulfide
2-Butyl sulfide; Di(2-butyl) sulfide
2-Butyl-1,3,2-dioxaborinane
2-Butyl-2-ethyl-1,3-propanediol
2-Butylacrolein;

2-Butylpropenal;
2-Methylenehexenal

2-Butyn-1-ol

2-Butyne
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No.

6210
261
1149

1148

3684
3842
4727
4912

530
386
6268
378
1035
6114
4905

4993
4060
5226
4025
3651
6036
4471
6139
4723
5750
4490

4023
4472
4014
4759
5016
4724
5082
5548
3603

4173
3613
5992
4447
5549
3984
5976
4697
4281
3628
1630
3072
3660
4876
3180
4374
3796
5045
4280
5196

Compound Description

2-Butyne-1,4-diol

2-Carene; 3,7,7-Trimethylbicyclo[4.1.0]hept-2-ene
2-Chloro-1,1-diethoxyethane;
Chloroacetaldehyde diethyl acetal

2-Chloro-1,1-dimethoxyethane;
Chloroacetaldehyde dimethyl acetal

2-Chloro-1,3,5-trifluorobenzene
2-Chloro-1,4-dimethoxybenzene
2-Chloro-1-fluoro-4-nitrobenzene

2-Chloro-2',4'-difluoroacetophenone;
2,4-Difluorophenacyl chloride

2-Chloro-2-butene, (E) + (Z)
2-Chloro-2-methylbutane
2-Chloro-2-methylpropane-d9; t-Butyl chloride-d9
2-Chloro-2-methylpropane; t-Butyl chloride
2-Chloro-2-propen-1-ol
2-Chloro-3-methylpyrazine

2-Chloro-4'-fluoroacetophenone;
4-Fluorophenacyl! chloride

2-Chloro-4'-fluorobenzophenone
2-Chloro-4,5-dimethylphenol
2-Chloro-4-fluorobenzoic acid
2-Chloro-4-fluorophenol
2-Chloro-4-fluorotoluene
2-Chloro-4-methyl-5-nitropyridine
2-Chloro-4-methylaniline; 2-Chloro-p-toluidine
2-Chloro-4-methylquinoline; 2-Chlorolepidine
2-Chloro-4-nitrotoluene
2-Chloro-5-(chloromethyl)thiophene

2-Chloro-5-(trifluoromethyl)aniline;
3-Amino-4-chlorobenzotrifluoride

2-Chloro-5-methoxyphenol
2-Chloro-5-methylaniline; 6-Chloro-m-toluidine
2-Chloro-5-methylphenol; 6-Chloro-m-cresol
2-Chloro-5-nitroaniline
2-Chloro-5-nitrobenzophenone
2-Chloro-5-nitrobenzotrifluoride
2-Chloro-6-fluorobenzaldehyde
2-Chloro-6-fluorobenzonitrile

2-Chloro-6-fluorobenzotrichloride;
6-Fluoro-a,a,a,2-tetrachlorotoluene

2-Chloro-6-fluorobenzyl alcohol
2-Chloro-6-fluorotoluene
2-Chloro-6-methoxypyridine
2-Chloro-6-methylaniline; 6-Chloro-o-toluidine
2-Chloro-6-methylbenzonitrile; 6-Chloro-o-tolunitrile
2-Chloro-6-methylphenol; 6-Chloro-o-cresol
2-Chloro-6-methylpyridine; 6-Chloro-2-picoline
2-Chloro-6-nitrotoluene

2-Chloro-a-toluenethiol; 2-Chlorobenzyl mercaptan
2-Chloro-m-xylene; 2-Chloro-1,3-dimethylbenzene
2-Chloro-N,N,N',N'-tetraethyl-1,3-propanediamine
2-Chloro-N,N-diethylacetamide

2-Chloro-p-xylene; 2-Chloro-1,4-dimethylbenzene
2-Chloroacetophenone; Phenacyl chloride
2-Chloroacrylonitrile

2-Chloroaniline

2-Chloroanisole; 1-Chloro-2-methoxybenzene
2-Chlorobenzaldehyde

2-Chlorobenzenethiol; 2-Chlorothiophenol
2-Chlorobenzoic acid

No.

5515
4986
5915
3587
3581
5910
4128
3520
3519
4591

372
1036
2053
2103

996
6423
2731
1088
1085
1414
2729
3234
1082
1413
1104
1302

6367
3767
586

4249
3937
5599

369

532
3172
3016
5970
6077
6135
3729
5745
3512
5441
3164

3158
3186

6065
2106

920
2105

890
1184
2357
2099
1299

Compound Description

2-Chlorobenzonitrile

2-Chlorobenzophenone

2-Chlorobenzothiazole

2-Chlorobenzotrichloride; a,a,a,2-Tetrachlorotoluene
2-Chlorobenzotrifluoride; 2-Chloro-a,a,a-trifluorotoluene
2-Chlorobenzoxazole

2-Chlorobenzyl alcohol

2-Chlorobenzyl bromide; a-Bromo-2-chlorotoluene
2-Chlorobenzyl chloride; a,2-Dichlorotoluene
2-Chlorobenzylamine

2-Chlorobutane

2-Chlorocyclohexanol

2-Chlorocyclohexanone

2-Chlorocyclopentanone

2-Chloroethanol

2-Chloroethoxytrimethylsilane

2-Chloroethyl acetate

2-Chloroethyl ether; Bis(2-chloroethyl) ether
2-Chloroethyl ethyl ether; 1-Chloro-2-ethoxyethane
2-Chloroethyl ethyl sulfide

2-Chloroethyl formate

2-Chloroethyl isocyanate

2-Chloroethyl methyl ether; 1-Chloro-2-methoxyethane
2-Chloroethyl methyl sulfide

2-Chloroethyl vinyl ether

2-Chloromethyl-1,3-dioxolane;
Chloroacetaldehyde ethylene acetal

2-Chloromethyl-3-trimethylsilyl-1-propene
2-Chloronaphthalene

2-Chloronorbornane, exo-; 2-Chlorobicyclo[2.2.1]heptane,
exo-

2-Chlorophenethyl alcohol; 2-(2-Chlorophenyl)ethanol
2-Chlorophenol

2-Chlorophenyl isocyanate
2-Chloropropane; Isopropyl chloride
2-Chloropropene

2-Chloropropionitrile

2-Chloropropionyl chloride
2-Chloropyridine

2-Chloropyrimidine

2-Chloroquinoline

2-Chlorostyrene

2-Chlorothiophene

2-Chlorotoluene

2-Coumaranone; Benzofuran-2(3H)-one
2-Cyanobicyclo[2.2.1]hept-5-ene;
5-Norbornene-2-carbonitrile
2-Cyanobicyclo[2.2.1]heptane;
2-Norbornanecarbonitrile, endo + exo
2-Cyanoethyl ether; Bis(2-cyanoethyl) ether;
3,3'-Oxydi(propionitrile)

2-Cyanopyridine; Picolinonitrile
2-Cyclohepten-1-one

2-Cyclohexen-1-ol

2-Cyclohexen-1-one

2-Cyclohexylethanol; Cyclohexaneethanol
2-Cyclopenten-1-yl ether
2-Cyclopentene-1-acetic acid
2-Cyclopentenone

2-Cyclopentenone ethylene ketal;
1,4-Dioxaspiro[4.4]non-6-ene
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No.

3934
2066

674
1951
2207
1668

1710

678
1277
3832
4378
5048
5198
5518
4136
4594
1158
2841
2845
2846
1634
3940
5610
1249
5850

778

643

113

650

124
1041

816

749
3112

652
6109
2170
6096
5813
4441
2188
4369
3470
4279
2392
1461
2168
2273

929
5676
2175
2280
2652
1212
2664
1893
1391
1469

Compound Description

2-Cyclopentylphenol

2-Decalone, cis + trans;
Octahydronaphthalen-2(1H)-one

2-Decanol

2-Decanone

2-Decenal

2-Dimethylamino-1,3-dioxolane;
N,N-Dimethylformamide ethylene acetal
2-Dimethylamino-2-methyl-1-propanol
2-Dodecanol

2-Ethoxy-3,4-dihydro-2H-pyran
2-Ethoxy-4-isopropyltoluene; Carvacryl ethyl ether
2-Ethoxyaniline; o-Phenetidine
2-Ethoxybenzaldehyde

2-Ethoxybenzoic acid

2-Ethoxybenzonitrile

2-Ethoxybenzyl alcohol
2-Ethoxybenzylamine

2-Ethoxyethanol

2-Ethoxyethyl acetate

2-Ethoxyethyl isobutyrate

2-Ethoxyethyl methacrylate
2-Ethoxyethylamine

2-Ethoxyphenol; Catechol monoethyl ether; Guaethol
2-Ethoxyphenyl isocyanate
2-Ethoxytetrahydrofuran

2-Ethoxythiazole

2-Ethyl-1,3-hexanediol, mixture of isomers
2-Ethyl-1-butanol

2-Ethyl-1-butene

2-Ethyl-1-hexanol

2-Ethyl-1-hexene
2-Ethyl-2-(hydroxymethyl)-1,3-propanediol
2-Ethyl-2-hexen-1-ol
2-Ethyl-2-methyl-1,3-propanediol
2-Ethyl-2-oxazoline
2-Ethyl-2-propyl-1-hexanol
2-Ethyl-3-methoxypyrazine
2-Ethyl-3-methylbutyraldehyde; 2-Ethylisovaleraldehyde
2-Ethyl-3-methylpyrazine
2-Ethyl-4-methylimidazole
2-Ethyl-6-methylaniline; 6-Ethyl-o-toluidine
2-Ethylacrolein; 2-Ethylpropenal
2-Ethylaniline

2-Ethylanthracene

2-Ethylbenzenethiol; 2-(Ethyl)thiophenol
2-Ethylbutyl acetate

2-Ethylbutylamine

2-Ethylbutyraldehyde; 2-Ethylbutanal
2-Ethylbutyric acid

2-Ethylcyclohexanol, cis + trans

2-Ethylfuran

2-Ethylhexanal

2-Ethylhexanoic acid

2-Ethylhexyl acrylate; 2-Ethylhexyl propenoate
2-Ethylhexyl glycidyl ether

2-Ethylhexyl methacrylate; 2-Ethylhexyl 2-methylpropenoate
2-Ethylhexyl nitrate

2-Ethylhexyl sulfide; Bis(2-ethylhexyl) sulfide
2-Ethylhexylamine

No.

5810
3444
3927
1787
6092
5928
5741
3355
5161
5190
4469
3648
4712
4484

4461
4716
4696
4797
4372
3794
5043
5513
4984
3586
3580
5455
4126
3517
3516
4590
3743
995
4247
3795
3935
5579
5182
5969
3511
5683
5705
5736
5709
5735
5734
663
1934
827
2282
5678
681
661
1926
5702
2611
92
6177
5160

Compound Description

2-Ethylimidazole
2-Ethylnaphthalene
2-Ethylphenol
2-Ethylpiperidine
2-Ethylpyrazine
2-Ethylpyridine
2-Ethylthiophene
2-Ethyltoluene
2-Fluorenecarboxaldehyde
2-Fluoro-3-phenylpropenoic acid; a-Fluorocinnamic acid
2-Fluoro-4-iodoaniline
2-Fluoro-4-iodotoluene
2-Fluoro-4-nitrotoluene

2-Fluoro-5-(trifluoromethyl)aniline;
a,a,a,6-Tetrafluoro-m-toluidine

2-Fluoro-5-methylaniline; 6-Fluoro-m-toluidine
2-Fluoro-5-nitrotoluene

2-Fluoro-6-nitrotoluene

2-Fluoro-7-nitrofluorene

2-Fluoroaniline

2-Fluoroanisole; 1-Fluoro-2-methoxybenzene
2-Fluorobenzaldehyde

2-Fluorobenzonitrile

2-Fluorobenzophenone

2-Fluorobenzotrichloride; 2-Fluoro-a,a,a-trichlorotoluene
2-Fluorobenzotrifluoride; a,a,a,2-Tetrafluorotoluene
2-Fluorobenzoyl chloride

2-Fluorobenzyl alcohol

2-Fluorobenzyl bromide; a-Bromo-2-fluorotoluene
2-Fluorobenzyl chloride; a-Chloro-2-fluorotoluene
2-Fluorobenzylamine

2-Fluorobiphenyl

2-Fluoroethanol

2-Fluorophenethyl alcohol; 2-(2-Fluorophenyl)ethanol
2-Fluorophenetole; 1-Ethoxy-2-fluorobenzene
2-Fluorophenol

2-Fluorophenyl isothiocyanate
2-Fluorophenylacetic acid

2-Fluoropyridine

2-Fluorotoluene

2-Furaldehyde diethyl acetal; 2-(Diethoxymethyl)furan
2-Furaldehyde; Furan-2-carboxaldehyde; Furfural
2-Furanacrylonitrile, (Z) + (E)

2-Furoic acid; Furan-2-carboxylic acid
2-Furonitrile

2-Furoyl chloride

2-Heptanol

2-Heptanone

2-Hepten-4-ol

2-Heptyl-2-methylnonanoic acid

2-Heptylfuran

2-Hexadecanol

2-Hexanol

2-Hexanone

2-Hexanoylfuran; 2-Furyl pentyl ketone
2-Hexen-1-yl acetate

2-Hexene, (E) + (2)

2-Hexyne

2-Hydroxy-1-naphthaldehyde
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No.

5088

4175
5112

5010
5111

5009
5049
5199
5520
5006
4095
5354

2833
1421
1418

2835
4094
4253
2334
6144
4245

484

380
4376
3798
3584
4130
3521

374

998

371
5747
3515
6112

5843
955

2598

4383
1166
3941
6110
5845
2138
2584

2588
4004
4443
2189
4371
4321
3929
3357
1357

Compound Description

2-Hydroxy-3-methoxybenzaldehyde;
o-Vanillin; 3-Methoxysalicylaldehyde

2-Hydroxy-3-methoxybenzyl alcohol

2-Hydroxy-4-methoxybenzaldehyde;
4-Methoxysalicylaldehyde

2-Hydroxy-4-methoxybenzophenone

2-Hydroxy-5-methoxybenzaldehyde;
5-Methoxysalicylaldehyde

2-Hydroxy-5-methylbenzophenone
2-Hydroxybenzaldehyde; Salicylaldehyde
2-Hydroxybenzoic acid; Salicylic acid
2-Hydroxybenzonitrile; 2-Cyanophenol
2-Hydroxybenzophenone
2-Hydroxydiphenylmethane; 2-Benzylphenol

2-Hydroxyethyl 2-hydroxybenzoate;
2-Hydroxyethyl salicylate

2-Hydroxyethyl acrylate

2-Hydroxyethyl disulfide

2-Hydroxyethyl isopropyl sulfide;
2-(Isopropylthio)ethanol

2-Hydroxyethyl methacrylate

2-Hydroxyfluorene

2-Hydroxyphenethyl alcohol; 2-(2-Hydroxyphenyl)ethanol
2-Hydroxypropanoic acid; Lactic acid
2-Hydroxyquinoline; 2-Quinolinol

2-Indanol

2-lodo-1,1,1-trifluoroethane
2-lodo-2-methylpropane; t-Butyl iodide
2-lodoaniline

2-lodoanisole; 1-lodo-2-methoxybenzene
2-lodobenzotrifluoride; 2-lodo-a,a,a-trifluorotoluene
2-lodobenzyl alcohol

2-lodobenzyl chloride; a-Chloro-2-iodotoluene
2-lodobutane

2-lodoethanol

2-lodopropane; Isopropyl iodide

2-lodothiophene

2-lodotoluene

2-Isobutyl-3-methoxypyrazine;
2-Methoxy-3-(2-methylpropyl)pyrazine
2-Isobutylthiazole
2-Isopropenyl-5-methylcyclohexanol;

Isopulegol; p-Menth-8-en-3-ol
2-Isopropenyl-5-methylcyclohexyl acetate;
Isopulegyl acetate

2-Isopropenylaniline

2-Isopropoxyethanol

2-Isopropoxyphenol
2-Isopropyl-3-methoxypyrazine
2-Isopropyl-4-methylthiazole
2-Isopropyl-5-methyl-1,4-benzoquinone; Thymoquinone
2-Isopropyl-5-methylcyclohexyl 3-methylbutanoate;
Menthyl isovalerate

2-Isopropyl-5-methylcyclohexyl acetate; Menthyl acetate
2-Isopropyl-5-methylphenol; 6-1sopropyl-m-cresol; Thymol
2-Isopropyl-6-methylaniline; 6-1sopropyl-o-toluidine
2-Isopropylacrolein; 2-Isopropylpropenal
2-Isopropylaniline

2-Isopropylbenzenethiol; 2-(Isopropyl)thiophenol
2-Isopropylphenol

2-Isopropyltoluene; o-Cymene

2-Mercaptoethanol; 2-Hydroxyethanethiol

No.

2872
1365
1426
5818
2341
1298
5158
2244
2243
1276
6108
4034
5425

4492

4029

4030
6035
4543

4923
4377
5047
4283
5197
5517
4135
4592
3897
5037
2054
5892
1157
2840
1068
1633
5682
3902
4250

4593

3939
5609
5580
5433
1103
5986
1248
5757
4635

1477

6561
1282

156
4536
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Compound Description

2-Mercaptoethyl acetate

2-Mercaptoethyl ether; Bis(2-mercaptoethyl) ether
2-Mercaptoethyl sulfide

2-Mercaptoimidazole; Imidazole-2-thiol
2-Mercaptopropionic acid; Thiolactic acid
2-Methoxy-1,3-dioxolane
2-Methoxy-1-naphthaldehyde
2-Methoxy-1-piperidinecarboxaldehyde
2-Methoxy-1-pyrrolidinecarboxaldehyde
2-Methoxy-3,4-dihydro-2H-pyran
2-Methoxy-3-methylpyrazine
2-Methoxy-4-(1-propenyl)phenol; Isoeugenol
2-Methoxy-4-(1-propenyl)phenyl phenylacetate; Isoeugenyl
phenylacetate

2-Methoxy-4-methylaniline;
2-Methoxy-p-toluidine;

4-Methyl-o-anisidine
2-Methoxy-4-methylphenol;

2-Methoxy-p-cresol;

4-Methylguaiacol

2-Methoxy-4/5-methylphenol, mixture of isomers
2-Methoxy-5-nitropyridine
2-Methoxy-N4-phenyl-1,4-phenylenediamine;
4-Amino-3-methoxydiphenylamine
2-Methoxyacetophenone

2-Methoxyaniline; o-Anisidine
2-Methoxybenzaldehyde; o-Anisaldehyde
2-Methoxybenzenethiol; 2-Methoxythiophenol
2-Methoxybenzoic acid; o-Anisic acid
2-Methoxybenzonitrile; o-Anisonitrile
2-Methoxybenzyl alcohol
2-Methoxybenzylamine

2-Methoxybiphenyl

2-Methoxycinnamaldehyde
2-Methoxycyclohexanone
2-Methoxydibenzofuran

2-Methoxyethanol

2-Methoxyethyl acetate

2-Methoxyethyl ether; Diethylene glycol dimethyl ether
2-Methoxyethylamine

2-Methoxyfuran

2-Methoxynaphthalene; Methyl 2-naphthyl ether

2-Methoxyphenethyl alcohol;
2-(2-Methoxyphenyl)ethanol

2-Methoxyphenethylamine;
2-(2-Methoxyphenyl)ethylamine

2-Methoxyphenol; Guaiacol

2-Methoxyphenyl isocyanate; o-Anisyl isocyanate
2-Methoxyphenyl isothiocyanate

2-Methoxyphenyl phenylacetate; Guaiacyl phenylacetate
2-Methoxypropene; Isopropenyl methyl ether
2-Methoxypyridine

2-Methoxytetrahydrofuran

2-Methoxythiophene
2-Methyl-1,2,3,4-tetrahydroquinoline;
1,2,3,4-Tetrahydroquinaldine
2-Methyl-1,2-propanediamine;
1,2-Diamino-2-methylpropane
2-Methyl-1,3,2-dioxaborinane

2-Methyl-1,3-dioxolane; Acetaldehyde ethylene acetal
2-Methyl-1,3-pentadiene, (E) + (2)
2-Methyl-1,3-phenylenediamine; 2,6-Diaminotoluene
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No.

753
175
176
1481
1340
637
6172
111
828
127
123
4093
4795
129
644
115
3401
4219

5243

1336
636
130
770

1339
720

2193
114

2107
734
128
728
126

1903
741

3111
722

2197
118

1338

6283

6282
718
795

3866
750

3113

1031
800
801

6199

5689
705

1937
695

1929

4704

4701

4703

Compound Description

2-Methyl-1,4-butanediol
2-Methyl-1,4-pentadiene
2-Methyl-1,5-hexadiene
2-Methyl-1,5-pentanediamine
2-Methyl-1-butanethiol

2-Methyl-1-butanol
2-Methyl-1-buten-3-yne

2-Methyl-1-butene

2-Methyl-1-hepten-3-ol
2-Methyl-1-heptene

2-Methyl-1-hexene

2-Methyl-1-naphthol
2-Methyl-1-nitronaphthalene
2-Methyl-1-nonene

2-Methyl-1-pentanol

2-Methyl-1-pentene
2-Methyl-1-phenyl-1-propene
2-Methyl-1-phenyl-2-propanol;
a,a-Dimethylphenethyl alcohol
2-Methyl-1-phenyl-2-propyl acetate;
a,a-Dimethylphenethyl acetate
2-Methyl-1-propanethiol; Isobutyl mercaptan
2-Methyl-1-propanol; Isobutyl alcohol
2-Methyl-1-undecene
2-Methyl-2,4-pentanediol
2-Methyl-2-butanethiol; t-Amyl mercaptan
2-Methyl-2-butanol

2-Methyl-2-butenal

2-Methyl-2-butene
2-Methyl-2-cyclopenten-1-one
2-Methyl-2-heptanol

2-Methyl-2-heptene

2-Methyl-2-hexanol

2-Methyl-2-hexene
2-Methyl-2-nitropropane
2-Methyl-2-nonanol

2-Methyl-2-oxazoline

2-Methyl-2-pentanol

2-Methyl-2-pentenal

2-Methyl-2-pentene
2-Methyl-2-propanethiol; t-Butyl mercaptan
2-Methyl-2-propanol-d10; t-Butyl alcohol-d10
2-Methyl-2-propanol-O-d; t-Butyl alcohol-O-d
2-Methyl-2-propanol; t-Butanol
2-Methyl-2-propen-1-ol
2-Methyl-2-propenyl phenyl ether; Methallyl phenyl ether
2-Methyl-2-propyl-1,3-propanediol
2-Methyl-2-thiazoline
2-Methyl-3,3,4,4-tetrafluoro-2-butanol
2-Methyl-3-buten-1-ol
2-Methyl-3-buten-2-ol
2-Methyl-3-butyn-2-ol
2-Methyl-3-furanthiol

2-Methyl-3-heptanol
2-Methyl-3-heptanone

2-Methyl-3-hexanol

2-Methyl-3-hexanone
2-Methyl-3-nitroaniline; 3-Nitro-o-toluidine
2-Methyl-3-nitroanisole; 2-Methoxy-6-nitrotoluene
2-Methyl-3-nitrobenzyl alcohol

No.

715
712
689
1922
6098
2160

1260
5834
716
812
2296
4227

2934

5909
5962
4705
6113
4857

1667
3786
1740
5041
5889
5194
5512
4978
5918
5913
5907
5454
4125
3524
3518
4588
3416
36
2424
1459
2167
2269
2360
926
927
928
2037
1596
881
2031
2350
874
4633
315

5674
42
40

2279

Compound Description

2-Methyl-3-nonanol

2-Methyl-3-octanol

2-Methyl-3-pentanol
2-Methyl-3-pentanone; Ethyl isopropyl ketone
2-Methyl-3-propylpyrazine
2-Methyl-4,5-dihydro-3(2H)-furanone; 2-
Methyltetrahydrofuran-3-one
2-Methyl-4,5-dihydrofuran
2-Methyl-4,5-diphenyloxazole
2-Methyl-4-nonanol
2-Methyl-4-penten-2-ol
2-Methyl-4-pentenoic acid
2-Methyl-4-phenyl-2-butanol;
1,1-Dimethyl-3-phenyl-1-propanol; Benzyl-t-butanol
2-Methyl-4-pyron-3-yl 3-methylpropanoate;
Maltyl isobutyrate
2-Methyl-5-phenylbenzoxazole
2-Methyl-5-vinylpyridine; 5-Vinyl-2-picoline
2-Methyl-6-nitroaniline; 6-Nitro-o-toluidine
2-Methyl-6-propoxypyrazine
2-Methyl-a-tetralone;
2-Methyl-3,4-dihydro-1(2H)-naphthalenone
2-Methylaminomethyl-1,3-dioxolane
2-Methylanisole; 2-Methoxytoluene
2-Methylaziridine

2-Methylbenzaldehyde; o-Tolualdehyde
2-Methylbenzofuran

2-Methylbenzoic acid; o-Toluic acid
2-Methylbenzonitrile; o-Tolunitrile
2-Methylbenzophenone
2-Methylbenzoselenazole
2-Methylbenzothiazole
2-Methylbenzoxazole

2-Methylbenzoyl chloride; o-Toluoyl chloride
2-Methylbenzyl alcohol

2-Methylbenzyl bromide; a-Bromo-o-xylene
2-Methylbenzyl chloride; a-Chloro-o-xylene
2-Methylbenzylamine

2-Methylbiphenyl; 2-Phenyltoluene
2-Methylbutane; Isopentane

2-Methylbutyl 2-methylbutanoate
2-Methylbutylamine
2-Methylbutyraldehyde; 2-Methylbutanal
2-Methylbutyric acid
2-Methylcyclohexanecarboxylic acid
2-Methylcyclohexanol, cis + trans
2-Methylcyclohexanol, cis-
2-Methylcyclohexanol, trans-
2-Methylcyclohexanone
2-Methylcyclohexylamine, cis + trans
2-Methylcyclopentanol, cis + trans
2-Methylcyclopentanone
2-Methylcyclopropanecarboxylic acid
2-Methylcyclopropanemethanol, cis + trans
2-Methylene-1,3,3-trimethylindoline
2-Methylene-6,10,10-trimethylbicyclo[7.2.0Jundec-5-ene;
b-Caryophyllene

2-Methylfuran

2-Methylheptane

2-Methylhexane

2-Methylhexanoic acid
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No.

5809
5858
4631
3442

46

45

37
2274
3478
4246
3926
5595
5578
1831
1776

35
3151
2266
3124
2672
2679

2420
2441
6091
6163
5927
6125
6159
4079

3406
1241
1267
5740
2182
2172
5157
4272
4213
4314
4092
4787
4786
4777
5560
4751

4648
4695
4658
4654
5051
4656
4649
4790
1909
4796
5699
4794
4657

Compound Description

2-Methylimidazole

2-Methylindole

2-Methylindoline

2-Methylnaphthalene

2-Methylnonane

2-Methyloctane

2-Methylpentane; Isohexane

2-Methylpentanoic acid; 2-Methylvaleric acid
2-Methylphenanthrene

2-Methylphenethyl alcohol; 2-(2-Methylphenyl)ethanol
2-Methylphenol; o-Cresol

2-Methylphenyl isocyanate; o-Tolyl isocyanate
2-Methylphenyl isothiocyanate; o-Tolyl isothiocyanate
2-Methylpiperazine

2-Methylpiperidine

2-Methylpropane; Isobutane

2-Methylpropenenitrile; Methacrylonitrile
2-Methylpropionic acid; Isobutyric acid
2-Methylpropionitrile; Isobutyronitrile; Isopropyl cyanide
2-Methylpropyl (E)-2-methyl-2-butenoate; Isobutyl tiglate
2-Methylpropyl (Z)-2-methyl-2-butenoate;

Isobutyl angelate

2-Methylpropyl 2-methylpropanoate; Isobutyl isobutyrate
2-Methylpropyl hexanoate; Isobutyl caproate
2-Methylpyrazine

2-Methylpyridine-1-oxide; 2-Picoline N-oxide
2-Methylpyridine; 2-Picoline

2-Methylquinoline; Quinaldine

2-Methylquinoxaline

2-Methylresorcinol;
1,3-Dihydroxy-2-methylbenzene; 2,6-Dihydroxytoluene

2-Methylstyrene

2-Methyltetrahydrofuran

2-Methyltetrahydropyran

2-Methylthiophene

2-Methylundecanal

2-Methylvaleraldehyde; 2-Methylpentanal
2-Naphthaldehyde

2-Naphthaleneethanol; 2-(2-Naphthyl)ethanol
2-Naphthalenemethanol

2-Naphthalenethiol; 2-Naphthyl mercaptan
2-Naphthol; 2-Hydroxynaphthalene
2-Nitro-1,3,4,5-tetrachlorobenzene
2-Nitro-1,3,4,5-tetrafluorobenzene
2-Nitro-1,3,5-trimethylbenzene; 2-Nitromesitylene
2-Nitro-4-(trifluoromethyl)benzonitrile
2-Nitro-4-(trifluoromethyl)phenol;
2-Nitro-a,a,a-trifluoro-p-cresol
2-Nitro-a,a,a-trifluorotoluene; 2-Nitrobenzotrifluoride
2-Nitro-m-xylene; 1,3-Dimethyl-2-nitrobenzene
2-Nitroaniline

2-Nitroanisole

2-Nitrobenzaldehyde

2-Nitrobenzyl alcohol

2-Nitrobenzyl chloride; a-Chloro-2-nitrotoluene
2-Nitrobiphenyl

2-Nitroethanol

2-Nitrofluorene

2-Nitrofuran

2-Nitronaphthalene

2-Nitrophenethyl alcohol; 2-(2-Nitrophenyl)ethanol

No.

4655
5422
5601
1902
4641
5762
4646

682
1961

671
1947
2205
2302
2369

900

970

971
2641

2599

666
1943
2203
3209

2345
680
1959
659
1917
2196
89
4238

5677
6175
3878
5179
4240
5264

5449
4221
4218

4231
5038
3403
4113
6253
4848
59011
5170
4123
4807
5165
5594
4276
4216

Compound Description

2-Nitrophenol

2-Nitrophenyl acetate

2-Nitrophenyl isocyanate
2-Nitropropane

2-Nitrosotoluene

2-Nitrothiophene

2-Nitrotoluene

2-Nonadecanol

2-Nonadecanone

2-Nonanol

2-Nonanone

2-Nonenal

2-Nonenoic acid
2-Norbornaneacetic acid
2-Norbornanemethanol, endo + exo
2-Norborneol, endo-; Bicyclo[2.2.1]heptan-2-ol, endo-
2-Norborneol, exo-; Bicyclo[2.2.1]heptan-2-ol, exo-
2-Norbornyl formate, exo-;
Bicyclo[2.2.2]hept-2-yl formate, exo-
2-Norbornyl thioacetate;
Bicyclo[2.2.1]hept-2-yl thioacetate

2-Octanol

2-Octanone

2-Octenal

2-Oxo-1-cyclohexanepropionitrile;
2-(2-Cyanoethyl)cyclohexanone

2-Oxopropionic acid; Pyruvic acid

2-Pentadecanol

2-Pentadecanone

2-Pentanol

2-Pentanone

2-Pentenal

2-Pentene, (E) + (2)
2-Pentyl-3-phenyl-2-propen-1-ol; a-Amylcinnamyl alcohol; 2-
Benzylidene-1-heptanol

2-Pentylfuran; 2-Amylfuran

2-Pentyne

2-Phenoxybiphenyl

2-Phenoxybutyric acid

2-Phenoxyethanol; Ethylene glycol monophenyl ether
2-Phenoxyethyl 2-methylpropionate; 2-Phenoxyethyl
isobutyrate

2-Phenoxypropionyl chloride

2-Phenyl-1-butanol; b-Ethylphenethyl alcohol
2-Phenyl-1-propanol;

b-Methylphenethyl alcohol;

Hydratropyl alcohol

2-Phenyl-2-butanol

2-Phenyl-2-butenal

2-Phenyl-2-norbornene; 2-Phenylbicyclo[2.2.1]hept-2-ene
2-Phenyl-2-propanol; a,a-Dimethylbenzyl alcohol
2-Phenyl-3-butyn-2-ol

2-Phenylacetophenone; Deoxybenzoin
2-Phenylbenzoxazole

2-Phenylbutyric acid; a-Ethylphenylacetic acid
2-Phenylcyclohexanol, trans-
2-Phenylcyclohexanone
2-Phenylcyclopropanecarboxylic acid, trans-
2-Phenylcyclopropyl isocyanate, trans-
2-Phenylethanethiol; Phenethyl mercaptan
2-Phenylethanol; Phenethyl alcohol
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No.

5268
5355
5267

5262
5248
5270
5577
5293
5252
5820
5868
4099
3920

5027

5168
5259

5255
5932
1803
1802
1335
6281
6280

655
1913
1343
3933

649
2190
4370
2276
3928
5929
5742
6196
6066
6043
5993
3092
4009
3833
4008
3981

930
2039
3931

679
5760
6535
5781
5790
5783
5789
5774
5761
1957
2210

Compound Description

2-Phenylethyl (E)-2-methyl-2-butenoate; Phenethyl tiglate
2-Phenylethyl 2-hydroxybenzoate; Phenethyl salicylate

2-Phenylethyl 2-methylbutyrate;
Phenethyl 2-methylbutyrate

2-Phenylethyl 3-methylbutyrate; Phenethyl isovalerate
2-Phenylethyl acetate; Phenethyl acetate
2-Phenylethyl hexanoate; Phenethyl caproate
2-Phenylethyl isothiocyanate; Phenethyl isothiocyanate
2-Phenylethyl phenylacetate; Phenethyl phenylacetate
2-Phenylethyl propionate; Phenethyl propionate
2-Phenylimidazole

2-Phenylindole

2-Phenylphenol; 2-Hydroxybiphenyl
2-Phenylpropionaldehyde dimethyl acetal;
1,1-Dimethoxy-2-phenylpropane
2-Phenylpropionaldehyde;

2-Phenylpropanal; Hydratropaldehyde
2-Phenylpropionic acid; Hydratropic acid
2-Phenylpropyl 2-methylpropionate;
2-Phenylpropyl isobutyrate

2-Phenylpropyl butyrate

2-Phenylpyridine

2-Piperidineethanol; 2-(2-Piperidyl)ethanol
2-Piperidinemethanol

2-Propanethiol; Isopropyl mercaptan
2-Propanol-d8

2-Propanol-O-d

2-Propanol; Isopropy! alcohol

2-Propanone; Acetone

2-Propene-1-thiol; Allyl mercaptan
2-Propenylphenol, (E) + (2)
2-Propyl-1-pentanol

2-Propylacrolein; 2-Propylpropenal; 2-Methylenepentanal
2-Propylaniline

2-Propylpentanoic acid

2-Propylphenol

2-Propylpyridine

2-Propylthiophene

2-Propyn-1-ol; Propargyl alcohol
2-Pyridineacetonitrile
2-Pyridinecarboxaldehyde; Picolinaldehyde
2-Pyridinemethanol

2-Pyrrolidinone; 2-Oxopyrrolidine
2-t-Butyl-4-methylphenol; 2-t-Butyl-p-cresol
2-t-Butyl-5-methylanisole
2-t-Butyl-5-methylphenol; 6-t-Butyl-m-cresol
2-t-Butyl-6-methylphenol; 6-t-Butyl-o-cresol
2-t-Butylcyclohexanol, cis + trans
2-t-Butylcyclohexanone

2-t-Butylphenol

2-Tetradecanol

2-Thienyl disulfide; Di(2-thienyl) disulfide
2-Thienyltrimethylsilane

2-Thiopheneacetic acid
2-Thiopheneacetonitrile

2-Thiophenebutyric acid
2-Thiophenecarbonitrile; 2-Cyanothiophene
2-Thiophenecarboxaldehyde
2-Thiophenemethylamine

2-Tridecanone

2-Tridecenal

No.

6538
6460

677
1954
5680
3457
5930
1317
4937
4917
4918
4914
4963
4867
4898
4899
4936
4934
4887
4888
4889
4908
4890
4862
4886
4950
4925
4861
4970
6102
1563
1564
4988
3898
3423
5924
1030
6161

945
2050

944
2049
1844
1310

1145
6223
755
1193
642
132
6185
4565
685
1915
1462
2272
1238
53
1783

Compound Description

2-Trimethylsilyl-1,2,3-triazole
2-Trimethylsilyl-1,3-dithiane
2-Undecanol; 2-Hendecanol
2-Undecanone; 2-Hendecanone
2-Vinylfuran

2-Vinylnaphthalene

2-Vinylpyridine
2/3-(Tetrahydrofurfuryloxy)tetrahydropyran
3',4',5'-Trimethoxyacetophenone
3',4'-Dichloroacetophenone
3',4'-Dichloropropiophenone
3',4'-Difluoroacetophenone
3',4'-Dimethoxyacetophenone
3',4'-Dimethylacetophenone
3',5"-Bis(trifluoromethyl)acetophenone
3',5'-Bis(trifluoromethyl)propiophenone
3',5'-Dibenzyloxyacetophenone
3',5'-Dimethoxyacetophenone
3'-(Trifluoromethyl)acetophenone
3'-Bromoacetophenone
3'-Bromopropiophenone
3'-Chloroacetophenone
3'-Chloropropiophenone
3'-Ethylacetophenone
3'-Fluoroacetophenone
3'-Hydroxyacetophenone; 3-Acetylphenol
3'-Methoxyacetophenone
3'-Methylacetophenone
3'-Nitroacetophenone
3,(5/6)-Dimethyl-2-ethylpyrazine
3,3'-(Methylimino)dipropylamine
3,3'-Diaminodipropylamine
3,3-Difluorobenzophenone
3,3'-Dimethoxybiphenyl
3,3'-Dimethylbiphenyl

3,3"-Dipyridyl
3,3,4,4,5,5,6,6,7,7,8,8-Dodecafluoro-2-octanol
3,3,5,56-Tetramethyl-1-pyrroline N-oxide
3,3,5,56-Tetramethylcyclohexanol
3,3,5,5-Tetramethylcyclohexanone
3,3,5-Trimethylcyclohexanol
3,3,5-Trimethylcyclohexanone

3,3,5-Trimethylhexahydroazepine; 3,3,5-Trimethylazepane

3,3,6,6-Tetramethoxy-1,4-cyclohexadiene;
1,4-Benzoquinone bis(dimethyl ketal)

3,3-Diethoxypropene; Acrolein diethyl acetal
3,3-Diethoxypropyne; Propiolaldehyde diethyl acetal
3,3-Dimethyl-1,2-butanediol
3,3-Dimethyl-1,2-epoxybutane
3,3-Dimethyl-1-butanol
3,3-Dimethyl-1-butene
3,3-Dimethyl-1-butyne
3,3-Dimethyl-1-phenyltriazene
3,3-Dimethyl-2-butanol
3,3-Dimethyl-2-butanone; Pinacolone
3,3-Dimethylbutylamine

3,3-Dimethylbutyric acid
3,3-Dimethyloxetane

3,3-Dimethylpentane

3,3-Dimethylpiperidine
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No.

4225
5169
3003
4521
6073
5126
5234
5563
4200
4052
3856
4042
4495
5106
5265

5250
5188
3884
5753
5855

554
4475
5097
4310
4999
3604

5467
4183
3645
4613

609
4021
5623
3641
4465
3837
5093
5225
5551
4998
4179
3644
4612
4016
5443
1274
4947
5132
4494
5104
5558
4187
4615
4270
4035
3871

699
1932

Compound Description

3,3-Diphenyl-1-propanol

3,3-Diphenylpropionic acid

3,4,5,6-Tetrahydrophthalic anhydride
3,4,5-Trichloroaniline

3,4,5-Trichloropyridazine
3,4,5-Trimethoxybenzaldehyde
3,4,5-Trimethoxybenzoic acid
3,4,5-Trimethoxybenzonitrile

3,4,5-Trimethoxybenzyl alcohol
3,4,5-Trimethoxyphenol

3,4,5-Trimethoxytoluene

3,4,5-Trimethylphenol

3,4-(Methylenedioxy)aniline; 5-Amino-1,3-benzodioxole
3,4-(Methylenedioxy)benzaldehyde; Piperonal
3,4-(Methylenedioxy)benzyl 2-methylpropionate;
Piperonyl isobutyrate

3,4-(Methylenedioxy)benzyl acetate; Piperonyl acetate
3,4-(Methylenedioxy)phenylacetic acid
3,4-(Methylenedioxy)toluene; 5-Methyl-1,3-benzodioxole
3,4-Dibromothiophene

3,4-Dichloro-1,2,5-thiadiazole

3,4-Dichloro-1-butene

3,4-Dichloroaniline

3,4-Dichlorobenzaldehyde

3,4-Dichlorobenzenethiol; 3,4-Dichlorothiophenol
3,4-Dichlorobenzophenone

3,4-Dichlorobenzotrifluoride;
3,4-Dichloro-a,a,a-trifluorotoluene

3,4-Dichlorobenzoyl chloride
3,4-Dichlorobenzyl alcohol

3,4-Dichlorobenzyl chloride; a,3,4-Trichlorotoluene
3,4-Dichlorobenzylamine
3,4-Dichlorobicyclo[3.2.1]oct-2-ene, exo + endo
3,4-Dichlorophenol

3,4-Dichlorophenyl isocyanate
3,4-Dichlorotoluene

3,4-Difluoroaniline

3,4-Difluoroanisole

3,4-Difluorobenzaldehyde

3,4-Difluorobenzoic acid
3,4-Difluorobenzonitrile
3,4-Difluorobenzophenone

3,4-Difluorobenzyl alcohol

3,4-Difluorobenzyl bromide; a-Bromo-3,4-difluorotoluene
3,4-Difluorobenzylamine

3,4-Difluorophenol
3,4-Dihydro-2H-1-benzopyran-2-one; Dihydrocoumarin
3,4-Dihydro-2H-pyran
3,4-Dihydro-6-methoxy-1(2H)-naphthalenone
3,4-Dimethoxy-5-hydroxybenzaldehyde
3,4-Dimethoxyaniline; 4-Aminoveratrole
3,4-Dimethoxybenzaldehyde; Veratraldehyde
3,4-Dimethoxybenzonitrile
3,4-Dimethoxybenzyl alcohol
3,4-Dimethoxybenzylamine; Veratrylamine
3,4-Dimethoxyphenethyl alcohol
3,4-Dimethoxyphenol

3,4-Dimethoxystyrene; 4-Vinylveratrole
3,4-Dimethyl-2-hexanol
3,4-Dimethyl-2-hexanone

No.

732
4454
3829
4306
4983
4177
3658

943
3998
5958
4764
1226
2007

651

148

922
2116
2176
4774
4515
5121
5469
4193
3608
3607
4609
3609
3993
4048
5129
4075

3992
3673
4770
5985
5130

4514
4506
3850
5119
4195
3995
4771
4505
5118
5231
5561
4194
3680
3994
4074

5133
4507
5120
4196
3996
6207
5798

Compound Description

3,4-Dimethyl-3-hexanol
3,4-Dimethylaniline; 3,4-Xylidine
3,4-Dimethylanisole; 4-Methoxy-0-xylene
3,4-Dimethylbenzenethiol; 3,4-Dimethylthiophenol
3,4-Dimethylbenzophenone
3,4-Dimethylbenzyl alcohol
3,4-Dimethylbenzyl chloride
3,4-Dimethylcyclohexanol, mixture of isomers
3,4-Dimethylphenol; 3,4-Xylenol
3,4-Dimethylpyridine; 3,4-Lutidine
3,4-Dinitrotoluene

3,4-Epoxy-1-butene; 1,3-Butadiene monoepoxide
3,4-Hexanedione
3,5,5-Trimethyl-1-hexanol
3,5,5-Trimethyl-1-hexene
3,5,5-Trimethyl-2-cyclohexen-1-ol
3,5,5-Trimethyl-2-cyclohexen-1-one; Isophorone
3,5,5-Trimethylhexanal
3,5-Bis(trifluoromethyl)-1-nitrobenzene
3,5-Bis(trifluoromethyl)aniline
3,5-Bis(trifluoromethyl)benzaldehyde
3,5-Bis(trifluoromethyl)benzoyl chloride
3,5-Bis(trifluoromethyl)benzyl alcohol
3,5-Bis(trifluoromethyl)benzyl bromide
3,5-Bis(trifluoromethyl)benzyl chloride
3,5-Bis(trifluoromethyl)benzylamine
3,5-Bis(trifluoromethyl)bromobenzene
3,5-Bis(trifluoromethyl)phenol
3,5-Di-t-butyl-4-hydroxyanisole
3,5-Di-t-butyl-4-hydroxybenzaldehyde
3,5-Di-t-butylcatechol;
3,5-Di-t-butyl-1,2-dihydroxybenzene
3,5-Di-t-butylphenol

3,5-Dibromotoluene
3,5-Dichloro-1-nitrobenzene
3,5-Dichloro-2,4,6-trifluoropyridine
3,5-Dichloro-2-hydroxybenzaldehyde; 3,5-
Dichlorosalicylaldehyde
3,5-Dichloro-4-methylaniline; 3,5-Dichloro-p-toluidine
3,5-Dichloroaniline

3,5-Dichloroanisole
3,5-Dichlorobenzaldehyde
3,5-Dichlorobenzyl alcohol
3,5-Dichlorophenol
3,5-Difluoro-1-nitrobenzene
3,5-Difluoroaniline
3,5-Difluorobenzaldehyde
3,5-Difluorobenzoic acid
3,5-Difluorobenzonitrile
3,5-Difluorobenzyl alcohol
3,5-Difluorobenzyl bromide; a-Bromo-3,5-difluorotoluene
3,5-Difluorophenol
3,5-Diisopropylcatechol;
1,2-Dihydroxy-3,5-diisopropylbenzene
3,5-Dimethoxy-4-hydroxybenzaldehyde
3,5-Dimethoxyaniline
3,5-Dimethoxybenzaldehyde
3,5-Dimethoxybenzyl alcohol
3,5-Dimethoxyphenol
3,5-Dimethyl-1-hexyn-3-ol
3,5-Dimethyl-1-phenylpyrazole
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No.

2111
143
733

1942

5128
825

2980

4503
3849
4311
5230

4192

942
2047
5828
3990
1784
5795
5963
4773
1314
6072
6071
2973
5679
6214
3479
1422

868

870

185

865
2635

5278

654
2678

2218
740
843

2677

5277

2303

835
1308
5708
1640
3799
5149
5150
5147
5148
4266
5151
4265

Compound Description

3,5-Dimethyl-2-cyclohexen-1-one
3,5-Dimethyl-3-heptene

3,5-Dimethyl-3-hexanol

3,5-Dimethyl-4-heptanone
3,5-Dimethyl-4-hydroxybenzaldehyde
3,5-Dimethyl-5-hexen-3-ol
3,5-Dimethyl-5-hydroxy-3-heptenoic acid lactone;
3,6-Dihydro-4,6,6-trimethyl-2H-pyran-2-one
3,5-Dimethylaniline; 3,5-Xylidine
3,5-Dimethylanisole; 5-Methoxy-m-xylene
3,5-Dimethylbenzenethiol; 3,5-Dimethylthiophenol
3,5-Dimethylbenzoic acid;

3,5-Xylylic acid; Mesitylenic acid
3,5-Dimethylbenzyl alcohol
3,5-Dimethylcyclohexanol, mixture of isomers
3,5-Dimethylcyclohexanone
3,5-Dimethylisoxazole

3,5-Dimethylphenol; 3,5-Xylenol
3,5-Dimethylpiperidine

3,5-Dimethylpyrazole

3,5-Dimethylpyridine; 3,5-Lutidine
3,5-Dinitrobenzotrifluoride
3,5-Dioxabicylo[4.5.0]undec-9-ene, cis-
3,6-Dichloro-4-methylpyridazine
3,6-Dichloropyridazine
3,6-Dimethyl-1,4-dioxane-2,5-dione; Lactide
3,6-Dimethyl-4,5,6,7-tetrahydrobenzofuran
3,6-Dimethyl-4-octyne-3,6-diol
3,6-Dimethylphenanthrene
3,6-Dithia-1,8-octanediol
3,7,11-Trimethyl-1,6,10-dodecatrien-3-ol; Nerolidol
3,7,11-Trimethyl-2,6,10-dodecatrien-1-ol; Farnesol
3,7-Dimethyl-1,3,6-octatriene; b-Ocimene
3,7-Dimethyl-1,6-octadien-3-ol; Linalool
3,7-Dimethyl-1,6-octadien-3-yl 2-methylpropionate;
Linalyl isobutyrate

3,7-Dimethyl-1,6-octadien-3-yl phenylacetate;
Linalyl phenylacetate

3,7-Dimethyl-1-octanol; Tetrahydrogeraniol
3,7-Dimethyl-2,6-octadien-1-yl (E)-2-methyl-2-butenoate;
Geranyl tiglate

3,7-Dimethyl-2,6-octadienal; Citral; Geranial + Neral
3,7-Dimethyl-3-octanol; Tetrahydrolinalool
3,7-Dimethyl-6-octen-1-ol; b-Citronellol
3,7-Dimethyl-6-octen-1-yl (E)-2-methyl-2-butenoate;
Citronellyl tiglate

3,7-Dimethyl-6-octen-1-yl phenylacetate;
Citronellyl phenylacetate

3,7-Dimethyl-6-octenoic acid; Citronellic acid
3,7-Dimethyl-7-octen-1-ol; Rhodinol; a-Citronellol
3,9-Divinyl-2,4,8,10-tetraoxaspiro[5.5]Jundecane
3-(2-Furyl)-2-propenal; 3-(2-Furyl)acrolein
3-(2-Methoxyethoxy)propylamine
3-(2-Methylphenoxy)-1,2-propanediol; Mephenesin
3-(3,4-Dichlorophenoxy)benzaldehyde
3-(3,5-Dichlorophenoxy)benzaldehyde
3-(3-(Trifluoromethyl)phenoxy)benzaldehyde
3-(4-Chlorophenoxy)benzaldehyde
3-(4-Hydroxyphenyl)propanol
3-(4-Methoxyphenoxy)benzaldehyde
3-(4-Methoxyphenyl)propanol

No.

5145
2155
5146
4399
2245
4398
3201
1847

1424
2002
4397
2240
2241
3253
1872
2157
5492
1723
5205

4389
3803
5054

5202
5526

5003
5460
4142

3595
3594
4255

3947

5600

5605
5498
6489
5896
6051
5664
5704
5768
5532
2027

5426
6040
5767
1171
1718
1826
1671

Compound Description

3-(4-Methylphenoxy)benzaldehyde
3-(4-Methylpiperazinomethyl)-2-norbornanone
3-(4-t-Butylphenoxy)benzaldehyde
3-(Diethylamino)phenol; N,N-Diethyl-3-hydroxyaniline
3-(Dimethylamino)acrolein; 3-(Dimethylamino)propenal
3-(Dimethylamino)phenol; N,N-Dimethyl-3-hydroxyaniline
3-(Dimethylamino)propionitrile
3-(Hexamethyleneimino)-1-propylamine;
1-(3-Aminopropyl)azepane

3-(Methylthio)-1-hexanol

3-(Methylthio)-2-butanone

3-(Methylthio)aniline

3-(Methylthio)butanal

3-(Methylthio)propionaldehyde

3-(Methylthio)propyl isothiocyanate
3-(Morpholinomethyl)-2-norbornanol, endo + exo
3-(Morpholinomethyl)-2-norbornanone
3-(N-Ethylanilino)propionitrile
3-(t-Butylamino)-1,2-propanediol
3-(Trifluoromethoxy)benzoic acid,;
a,a,a-Trifluoro-m-anisic acid
3-(Trifluoromethyl)aniline; 3-Aminobenzotrifluoride
3-(Trifluoromethyl)anisole; 3-Methoxybenzotrifluoride

3-(Trifluoromethyl)benzaldehyde;
a,a,a-Trifluoro-m-tolualdehyde

3-(Trifluoromethyl)benzoic acid,;
a,a,a-Trifluoro-m-toluic acid
3-(Trifluoromethyl)benzonitrile;
a,a,a-Trifluoro-m-tolunitrile
3-(Trifluoromethyl)benzophenone
3-(Trifluoromethyl)benzoyl chloride

3-(Trifluoromethyl)benzyl alcohol;
3-(Hydroxymethyl)benzotrifluoride

3-(Trifluoromethyl)benzyl bromide;
3-(Bromomethyl)benzotrifluoride

3-(Trifluoromethyl)benzyl chloride;
3-(Chloromethyl)benzotrifluoride

3-(Trifluoromethyl)phenethyl alcohol;
2-(3-(Trifluoromethyl)phenyl)ethanol

3-(Trifluoromethyl)phenol;
a,a,a-Trifluoro-m-cresol;
3-Hydroxybenzotrifluoride
3-(Trifluoromethyl)phenyl isocyanate;
a,a,a-Trifluoro-m-tolyl isocyanate
3-(Trifluoromethyl)phenyl isothiocyanate
3-(Trifluoromethyl)phenylacetonitrile
3-(Trimethoxysilyl)propyl methacrylate
3-Acetoxybenzol[b]thiophene; 3-Acetoxythianaphthene
3-Acetoxypyridine

3-Acetyl-1-methylpyrrole
3-Acetyl-2,5-dimethylfuran
3-Acetyl-2,5-dimethylthiophene
3-Acetylbenzonitrile; 3'-Cyanoacetophenone

3-Acetylnoradamantane;
3-Acetyltricyclo[3.3.1.0(3,7)]nonane

3-Acetylphenyl acetate

3-Acetylpyridine

3-Acetylthiophene
3-Allyloxy-1,2-propanediol
3-Amino-1,2-propanediol
3-Amino-1-ethylpiperidine
3-Amino-1-propanol; 3-Hydroxypropylamine
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No.

4499

1690
4396

5530
4147
4562
1472
1605

4395
6471
6470
5802
6016
6147
1773
5155
4548
4205
5938
3710
3711
1001
1005
1980
3630
4391
3806
5057
4292
5525
3592
5462
4144
3546
3747
5681

382
3950
5584
3174
5975
6140
3733
5748
3538

796

799
1963
2289
3149
1637
2018
5937
6197
6198
6235

Compound Description

3-Amino-2-methylphenol;
3-Hydroxy-2-methylaniline;
3-Amino-o-cresol
3-Amino-3-methyl-1-butanol
3-Aminobenzenethiol;
3-Aminothiophenol;
3-Mercaptoaniline

3-Aminobenzonitrile; 3-Cyanoaniline
3-Aminobenzyl alcohol

3-Aminofluoranthene

3-Aminoheptane; 1-Ethylpentylamine
3-Aminomethyl-3,5,5-trimethylcyclohexanol;
5-Hydroxy-1,3,3-trimethylcyclohexanemethylamine
3-Aminophenol; 3-Hydroxyaniline
3-Aminopropyltriethoxysilane
3-Aminopropyltrimethoxysilane
3-Aminopyrazole

3-Aminopyridine

3-Aminoquinoline

3-Azaspiro[5.5]undecane
3-Benzyloxy-4-methoxybenzaldehyde
3-Benzyloxyaniline

3-Benzyloxybenzyl alcohol

3-Benzylpyridine
3-Bromo-1,2,4,5-tetrafluorobenzene
3-Bromo-1,2,4,5-tetramethylbenzene; 3-Bromodurene
3-Bromo-1-propanol
3-Bromo-2,2-dimethyl-1-propanol
3-Bromo-2-butanone

3-Bromo-o-xylene; 3-Bromo-1,2-dimethylbenzene
3-Bromoaniline

3-Bromoanisole; 1-Bromo-3-methoxybenzene
3-Bromobenzaldehyde

3-Bromobenzenethiol; 3-Bromothiophenol
3-Bromobenzonitrile
3-Bromobenzotrifluoride; 3-Bromo-a,a,a-trifluorotoluene
3-Bromobenzoyl chloride

3-Bromobenzyl alcohol

3-Bromobenzyl bromide; a,3-Dibromotoluene
3-Bromobiphenyl

3-Bromofuran

3-Bromopentane

3-Bromophenol

3-Bromophenyl isothiocyanate
3-Bromopropionitrile

3-Bromopyridine

3-Bromogquinoline

3-Bromostyrene

3-Bromothiophene

3-Bromotoluene

3-Buten-1-ol

3-Buten-2-ol

3-Buten-2-one; Methyl vinyl ketone
3-Butenoic acid; Vinylacetic acid
3-Butenonitrile; Allyl cyanide
3-Butoxypropylamine
3-Butyl-2,4-pentanedione; 3-Acetyl-2-heptanone
3-Butylpyridine

3-Butyn-1-ol

3-Butyn-2-ol

3-Butyn-2-one

No.

293
1155

3706
1033

534
1356
1000
1004
5984
6115
4519
1978

556
4446

535
3173
2073

6193

391
4464
5096
4017
4470
5554
3997
4390
3804
5056
4291
5203
5524
4987
3591
3590
5461
4143
3545
3544

608
2324
4550
4256
3949
5606
5583
2323
3171
3015
2733
3235
2879
6191
5974
3732
3537
5531
3189

6067

Compound Description

3-Carene; 3,7,7-Trimethylbicyclo[4.1.0]hept-3-ene
3-Chloro-1,1-diethoxypropane;
3-Chloropropionaldehyde diethyl acetal
3-Chloro-1,2,4,5-tetrafluorobenzene
3-Chloro-1,2-propanediol

3-Chloro-1-butene

3-Chloro-1-propanethiol; 3-Chloropropyl mercaptan
3-Chloro-1-propanol
3-Chloro-2,2-dimethyl-1-propanol
3-Chloro-2,4,5,6-tetrafluoropyridine
3-Chloro-2,5-dimethylpyrazine
3-Chloro-2,6-diethylaniline

3-Chloro-2-butanone
3-Chloro-2-chloromethyl-1-propene
3-Chloro-2-methylaniline; 3-Chloro-o-toluidine
3-Chloro-2-methylpropene
3-Chloro-2-methylpropionitrile
3-Chloro-2-norbornanone;
3-Chlorobicyclo[2.2.1]heptan-2-one
3-Chloro-3-methyl-1-butyne
3-Chloro-3-methylpentane
3-Chloro-4-fluoroaniline
3-Chloro-4-fluorobenzaldehyde
3-Chloro-4-fluorophenol

3-Chloro-4-methylaniline; 3-Chloro-p-toluidine
3-Chloro-4-methylbenzonitrile; 3-Chloro-p-tolunitrile
3-Chloro-5-methoxyphenol

3-Chloroaniline

3-Chloroanisole; 1-Chloro-3-methoxybenzene
3-Chlorobenzaldehyde

3-Chlorobenzenethiol; 3-Chlorothiophenol
3-Chlorobenzoic acid

3-Chlorobenzonitrile

3-Chlorobenzophenone

3-Chlorobenzotrichloride; a,a,a,3-Tetrachlorotoluene
3-Chlorobenzotrifluoride; 3-Chloro-a,a,a-trifluorotoluene
3-Chlorobenzoyl chloride

3-Chlorobenzyl alcohol

3-Chlorobenzyl bromide; a-Bromo-3-chlorotoluene
3-Chlorobenzyl chloride; a,3-Dichlorotoluene
3-Chlorobicyclo[3.2.1]oct-2-ene

3-Chlorobutyric acid

3-Chlorodiphenylamine; N-Phenyl-3-chloroaniline
3-Chlorophenethyl alcohol; 2-(3-Chlorophenyl)ethanol
3-Chlorophenol

3-Chlorophenyl isocyanate

3-Chlorophenyl isothiocyanate

3-Chloropropionic acid

3-Chloropropionitrile

3-Chloropropionyl chloride

3-Chloropropyl acetate

3-Chloropropyl isocyanate

3-Chloropropyl thioacetate

3-Chloropropyne; Propargyl chloride
3-Chloropyridine

3-Chlorostyrene

3-Chlorotoluene

3-Cyanobenzaldehyde

3-Cyanopropionaldehyde diethyl acetal;
4,4-Diethoxybutyronitrile

3-Cyanopyridine; Nicotinonitrile
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No.

3161
2228

893

891
2226

675
1952
1972
1720
1706
1722
1719
1705
4965
1721
1165
1161
2112
2113
2235
6034
5115
5105
4188
4036
3187
4394
5528
2338
3185
1636
2104

2014
688
1920
120
736
724
824
4387
39
3943
5936
1363
3361
5087

4453
4445
5100

4459
4752
4717
3627
4388
3802
3536
5055

Compound Description

3-Cyclohexene-1-carbonitrile; 4-Cyanocyclohexene

3-Cyclohexene-1-carboxaldehyde;
1,2,3,6-Tetrahydrobenzaldehyde

3-Cyclohexene-1-methanol
3-Cyclohexyl-1-propanol; Cyclohexanepropanol
3-Cyclohexylpropionaldehyde
3-Decanol

3-Decanone

3-Decen-2-one
3-Diethylamino-1,2-propanediol
3-Diethylamino-1-propanol
3-Diisopropylamino-1,2-propanediol
3-Dimethylamino-1,2-propanediol
3-Dimethylamino-1-propanol
3-Dimethylamino-2-methylpropiophenone
3-Dipropylamino-1,2-propanediol
3-Ethoxy-1,2-propanediol
3-Ethoxy-1-propanol
3-Ethoxy-2-cyclohexen-1-one
3-Ethoxy-2-methyl-2-cyclohexen-1-one
3-Ethoxy-2-methylpropenal; 3-Ethoxymethacrolein
3-Ethoxy-2-nitropyridine
3-Ethoxy-4-hydroxybenzaldehyde; Ethyl vanillin
3-Ethoxy-4-methoxybenzaldehyde
3-Ethoxy-4-methoxybenzyl alcohol
3-Ethoxy-4-methoxyphenol
3-Ethoxyacrylonitrile

3-Ethoxyaniline; m-Phenetidine
3-Ethoxybenzonitrile
3-Ethoxypropionic acid
3-Ethoxypropionitrile
3-Ethoxypropylamine
3-Ethyl-1,2-cyclopentanedione;
3-Ethyl-2-hydroxy-2-cyclopenten-1-one
3-Ethyl-2,4-pentanedione
3-Ethyl-2-pentanol
3-Ethyl-2-pentanone
3-Ethyl-2-pentene

3-Ethyl-3-heptanol

3-Ethyl-3-pentanol; Triethyl carbinol
3-Ethyl-5-hexen-3-ol

3-Ethylaniline

3-Ethylpentane

3-Ethylphenol

3-Ethylpyridine
3-Ethylthio-1,2-propanediol
3-Ethyltoluene

3-Fluoro-2-hydroxybenzaldehyde;
3-Fluorosalicylaldehyde

3-Fluoro-2-methoxyaniline; 3-Fluoro-o-anisidine
3-Fluoro-2-methylaniline; 3-Fluoro-o-toluidine
3-Fluoro-4-methoxybenzaldehyde;
3-Fluoro-p-anisaldehyde
3-Fluoro-4-methylaniline; 3-Fluoro-p-toluidine
3-Fluoro-4-nitrophenol

3-Fluoro-4-nitrotoluene

3-Fluoro-o-xylene; 1,2-Dimethyl-3-fluorobenzene
3-Fluoroaniline

3-Fluoroanisole; 1-Fluoro-3-methoxybenzene
3-Fluorobenzal bromide; a,a-Dibromo-3-fluorotoluene
3-Fluorobenzaldehyde

No.

5201
5523
3589
5459
4141
3543
3542
4596
3948
5604
5582
5973
3731
3535
5706
5686
5710
6440

664
1935

662
1927

857
6206
6178
6211
1807
2946
1994
2947
2966

5113
5059
5529
2237
2944
4551
4258
5419
3275

3181
6002
1253
5877
5876
4392
3807
3593
3951
3539
1639
3991
4071
3944
3363
1360

1359

Compound Description

3-Fluorobenzoic acid

3-Fluorobenzonitrile

3-Fluorobenzotrifluoride; a,a,a,3-Tetrafluorotoluene
3-Fluorobenzoyl chloride

3-Fluorobenzyl alcohol

3-Fluorobenzyl bromide; a-Bromo-3-fluorotoluene
3-Fluorobenzyl chloride; a-Chloro-3-fluorotoluene
3-Fluorobenzylamine

3-Fluorophenol

3-Fluorophenyl isocyanate

3-Fluorophenyl isothiocyanate

3-Fluoropyridine

3-Fluorostyrene

3-Fluorotoluene

3-Furaldehyde; Furan-3-carboxaldehyde
3-Furanmethanol

3-Furoic acid; Furan-3-carboxylic acid
3-Glycidoxypropyltrimethoxysilane;
1,2-Epoxy-6-(trimethoxysilyl)hexane

3-Heptanol

3-Heptanone

3-Hexanol

3-Hexanone

3-Hexene-2,5-diol

3-Hexyn-1-ol

3-Hexyne

3-Hexyne-2,5-diol

3-Hydroxy-1-methylpiperidine; 1-Methyl-3-piperidinol
3-Hydroxy-2,2,4-trimethyl-3-pentenoic acid lactone
3-Hydroxy-2-butanone; Acetoin
3-Hydroxy-4,4,4-trichlorbutyric acid lactone
3-Hydroxy-4,4-dimethyldihydro-2(3H)-furanone;
DL-Pantolactone
3-Hydroxy-4-methoxybenzaldehyde; Isovanillin
3-Hydroxybenzaldehyde

3-Hydroxybenzonitrile; 3-Cyanophenol
3-Hydroxybutyraldehyde; Aldol

3-Hydroxybutyric acid lactone; b-Butyrolactone
3-Hydroxydiphenylamine; 3-Anilinophenol
3-Hydroxyphenethyl alcohol; 2-(3-Hydroxyphenyl)ethanol
3-Hydroxyphenyl acetate; Resorcinol monoacetate

3-Hydroxypropanesulfonic acid sultone;
1,3-Propane sultone

3-Hydroxypropionitrile

3-Hydroxypyridine; 3-Pyridinol
3-Hydroxytetrahydrofuran; Tetrahydrofuran-3-ol
3-Indanepropanol; Homotryptophol

3-Indoleethanol; 3-(2-Hydroxyethyl)indole; Tryptophol
3-lodoaniline

3-lodoanisole; 1-lodo-3-methoxybenzene
3-lodobenzotrifluoride; 3-lodo-a,a,a-trifluorotoluene
3-lodophenol

3-lodotoluene

3-Isopropoxypropylamine
3-Isopropyl-5-methylphenol; 5-Isopropyl-m-cresol
3-Isopropylcatechol; 1,2-Dihydroxy-3-isopropylbenzene
3-Isopropylphenol

3-Isopropyltoluene; m-Cymene
3-Mercapto-1,2-propanediol;
2,3-Dihydroxy-1-propanethiol

3-Mercapto-2-butanol; 3-Hydroxy-2-butanethiol
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No.

2342
1164
1162
5089
6222
4731
4508

4772

4393
5058
4293
5204
5527
4145
3805
4597
4072
4257

3952
5611
3184
1635
1398
171
4533
155
158
174
1341
640
112
243
125
645
811
116
6200
5804
4228
5797
781
772
2013
683
1916
798
2194
2294

921
2108
2100
2068

693
4700
4702

903

Compound Description

3-Mercaptopropionic acid
3-Methoxy-1,2-propanediol
3-Methoxy-1-butanol
3-Methoxy-2-nitrobenzaldehyde
3-Methoxy-3-methyl-1-butyne
3-Methoxy-4-nitrobenzyl alcohol
3-Methoxy-5-(trifluoromethyl)aniline;
5-(Trifluoromethyl)-m-anisidine
3-Methoxy-5-nitrobenzotrifluoride;
3-Nitro-5-(trifluoromethyl)anisole
3-Methoxyaniline; m-Anisidine
3-Methoxybenzaldehyde; m-Anisaldehyde
3-Methoxybenzenethiol; 3-Methoxythiophenol
3-Methoxybenzoic acid; m-Anisic acid
3-Methoxybenzonitrile; m-Anisonitrile
3-Methoxybenzyl alcohol

3-Methoxybenzyl chloride; 3-(Chloromethyl)anisole
3-Methoxybenzylamine

3-Methoxycatechol; 2,3-Dihydroxyanisole

3-Methoxyphenethyl alcohol;
2-(3-Methoxyphenyl)ethanol

3-Methoxyphenol; Resorcinol monomethyl ether
3-Methoxyphenyl isocyanate; m-Anisyl isocyanate
3-Methoxypropionitrile
3-Methoxypropylamine

3-Methoxythietane

3-Methyl-1,2-butadiene
3-Methyl-1,2-phenylenediamine; 2,3-Diaminotoluene
3-Methyl-1,3-pentadiene, (E) + (2)
3-Methyl-1,4-pentadiene
3-Methyl-1,5-hexadiene
3-Methyl-1-butanethiol; Isoamyl mercaptan
3-Methyl-1-butanol; Isoamyl alcohol
3-Methyl-1-butene

3-Methyl-1-cyclohexene

3-Methyl-1-hexene

3-Methyl-1-pentanol

3-Methyl-1-penten-3-ol

3-Methyl-1-pentene

3-Methyl-1-pentyn-3-ol
3-Methyl-1-phenyl-2-pyrazolin-5-one
3-Methyl-1-phenyl-3-pentanol
3-Methyl-1-phenylpyrazole
3-Methyl-2,4-heptanediol
3-Methyl-2,4-pentanediol
3-Methyl-2,4-pentanedione
3-Methyl-2-butanol

3-Methyl-2-butanone; Methyl isopropyl ketone
3-Methyl-2-buten-1-ol; Prenol
3-Methyl-2-butenal; Prenal
3-Methyl-2-butenoic acid,;

3-Methylcrotonic acid,;

Senecioic acid

3-Methyl-2-cyclohexen-1-ol
3-Methyl-2-cyclohexen-1-one
3-Methyl-2-cyclopenten-1-one
3-Methyl-2-decalone

3-Methyl-2-hexanol; 1,2-Dimethylpentanol
3-Methyl-2-nitroanisole; 3-Methoxy-2-nitrotoluene
3-Methyl-2-nitrophenol; 2-Nitro-m-cresol
3-Methyl-2-norbornanemethanol

No.

3089
686
1919
119
5947
5777
797
735
729
1239
723
809
708
4739
4754
4746
717
1950
713
1946
5965
823
2097

2092

3800
5053
5200
5522
4979
5458
4139
3541
3540
4595
3422
2673
5353
2431
2926
2390
5333
2464
2379
2443
2457
2452
5275
2404
1457
2169

2268
3128
4070

2362

Compound Description

3-Methyl-2-oxazolidinone

3-Methyl-2-pentanol; 1,2-Dimethyl-1-butanol
3-Methyl-2-pentanone

3-Methyl-2-pentene, (E) + (2)
3-Methyl-2-phenylpyridine
3-Methyl-2-thiophenecarboxaldehyde
3-Methyl-3-buten-1-ol

3-Methyl-3-heptanol

3-Methyl-3-hexanol

3-Methyl-3-oxetanemethanol
3-Methyl-3-pentanol

3-Methyl-3-penten-1-ol

3-Methyl-4-heptanol

3-Methyl-4-nitroanisole; 5-Methoxy-2-nitrotoluene
3-Methyl-4-nitrobenzyl alcohol
3-Methyl-4-nitrophenol; 4-Nitro-m-cresol
3-Methyl-4-nonanol

3-Methyl-4-nonanone

3-Methyl-4-octanol

3-Methyl-4-octanone
3-Methyl-5,6,7,8-tetrahydroquinoline
3-Methyl-5-hexen-3-ol; 4-Methyl-1-hexen-4-ol
3-Methyl-a-ionone;
3-Methyl-4-(2,6,6-trimethyl-2-cyclohexenyl)-
3-buten-2-one

3-Methyl-b-ionone;
3-Methyl-4-(2,6,6-trimethyl-1-cyclohexenyl)-
3-buten-2-one

3-Methylanisole; 3-Methoxytoluene
3-Methylbenzaldehyde; m-Tolualdehyde
3-Methylbenzoic acid; m-Toluic acid
3-Methylbenzonitrile; m-Tolunitrile
3-Methylbenzophenone

3-Methylbenzoyl chloride; m-Toluoyl chloride
3-Methylbenzyl alcohol

3-Methylbenzyl bromide; a-Bromo-m-xylene
3-Methylbenzyl chloride; a-Chloro-m-xylene
3-Methylbenzylamine

3-Methylbiphenyl; 3-Phenyltoluene

3-Methylbutyl (E)-2-methyl-2-butenoate; Isoamyl tiglate
3-Methylbutyl 2-hydroxybenzoate; Isoamyl salicylate
3-Methylbutyl 3-methylbutanoate; Isoamyl isovalerate
3-Methylbutyl 3-oxobutanoate; Isoamyl acetoacetate
3-Methylbutyl acetate; Isoamyl acetate
3-Methylbutyl benzoate; Isoamyl benzoate
3-Methylbutyl dodecanoate; Isoamyl laurate
3-Methylbutyl formate; Isoamyl formate
3-Methylbutyl hexanoate; Isoamyl caproate
3-Methylbutyl nonanoate; Isoamyl pelargonate
3-Methylbutyl octanoate; Isoamyl caprylate
3-Methylbutyl phenylacetate; Isoamyl phenylacetate
3-Methylbutyl propionate; Isoamyl propionate
3-Methylbutylamine; Isoamylamine

3-Methylbutyraldehyde;
3-Methylbutanal;
Isovaleraldehyde

3-Methylbutyric acid; Isovaleric acid
3-Methylbutyronitrile; Isovaleronitrile

3-Methylcatechol;
1,2-Dihydroxy-3-methylbenzene;
2,3-Dihydroxytoluene
3-Methylcyclohexanecarboxylic acid
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No.

931
2040
1597
2132

882
2032
4549
2125

43

41
5859

a7

38
2275
4254
3942
5597
5581
1788
5793
6069
6164
5935
3407
1242
1268
3266

1362
1419
5743
1871
4664
4694
4673
4669
5060
5014
4671
4665
4791
4672
4670
5602
4663
4662
1948
1971
6208
1182

669
1944
2914
3946

660
1918
1965
6203
5144

Compound Description

3-Methylcyclohexanol

3-Methylcyclohexanone
3-Methylcyclohexylamine, cis + trans
3-Methylcyclopentane-1,2-dione; Methylcyclopentenolone
3-Methylcyclopentanol, cis + trans
3-Methylcyclopentanone

3-Methyldiphenylamine; N-Phenyl-m-toluidine
3-Methylene-2-norbornanone;
3-Methylenebicyclo[2.2.1]heptan-2-one
3-Methylheptane

3-Methylhexane

3-Methylindole; Skatole

3-Methylnonane

3-Methylpentane

3-Methylpentanoic acid; 3-Methylvaleric acid
3-Methylphenethyl alcohol; 2-(3-Methylphenyl)ethanol
3-Methylphenol; m-Cresol

3-Methylphenyl isocyanate; m-Tolyl isocyanate
3-Methylphenyl isothiocyanate; m-Tolyl isothiocyanate
3-Methylpiperidine

3-Methylpyrazole

3-Methylpyridazine

3-Methylpyridine-1-oxide; 3-Picoline N-oxide
3-Methylpyridine; 3-Picoline

3-Methylstyrene

3-Methyltetrahydrofuran

3-Methyltetrahydropyran
3-Methyltetrahydrothiophene-1,1-dioxide;
3-Methylsulfolane

3-Methylthio-1,2-propanediol
3-Methylthio-1-propanol

3-Methylthiophene

3-Morpholino-1,2-propanediol
3-Nitro-a,a,a-trifluorotoluene; 3-Nitrobenzotrifluoride
3-Nitro-o-xylene; 1,2-Dimethyl-3-nitrobenzene
3-Nitroaniline

3-Nitroanisole

3-Nitrobenzaldehyde

3-Nitrobenzophenone

3-Nitrobenzyl alcohol

3-Nitrobenzyl chloride; a-Chloro-3-nitrotoluene
3-Nitrobiphenyl

3-Nitrophenethyl alcohol; 2-(3-Nitrophenyl)ethanol
3-Nitrophenol

3-Nitrophenyl isocyanate

3-Nitrostyrene

3-Nitrotoluene

3-Nonanone

3-Nonen-2-one

3-Nonyn-1-ol

3-Octadecyloxy-1,2-propanediol; Batyl alcohol
3-Octanol

3-Octanone

3-0Ox0-2-butyl butyrate; Butan-3-one-2-yl butyrate
3-Pentadecylphenol

3-Pentanol

3-Pentanone; Diethyl ketone

3-Penten-2-one

3-Pentyn-1-ol

3-Phenoxybenzaldehyde

No.

4148
4097
5178
3877
4230
4224
4575
4235
5260

5247
5253
6257
5030
5029
5173
4100
4277
5026

5266
5263

5249
5239
5933
1804
1801
6044
5994
1764
1755
1744
4349

3945
5782
5791
5775
5780
6408
6543
1955
1229
1245

4956
4901
4967
4942
4943
4920
4921
4922
4909
4910
4894
4927
4892
4900

Compound Description

3-Phenoxybenzyl alcohol

3-Phenoxyphenol; 3-Hydroxydiphenyl ether
3-Phenoxypropionic acid

3-Phenoxytoluene; Phenyl m-tolyl ether
3-Phenyl-1-butanol

3-Phenyl-1-propanol; Hydrocinnamyl alcohol
3-Phenyl-1-propylamine; 1-Amino-3-phenylpropane
3-Phenyl-2-propen-1-ol; Cinnamyl alcohol
3-Phenyl-2-propen-1-yl 2-methylpropionate;
Cinnamyl isobutyrate

3-Phenyl-2-propen-1-yl acetate; Cinnamyl acetate
3-Phenyl-2-propen-1-yl propionate; Cinnamyl propionate
3-Phenyl-2-propynal; Phenylpropargyl aldehyde
3-Phenyl-4-pentenal

3-Phenylbutyraldehyde; 3-Phenylbutanal
3-Phenylbutyric acid; b-Methylhydrocinnamic acid
3-Phenylphenol; 3-Hydroxybiphenyl
3-Phenylpropane-1-thiol; 3-Phenylpropyl mercaptan
3-Phenylpropionaldehyde; 3-Phenylpropanal;
Hydrocinnamaldehyde

3-Phenylpropyl 2-methylpropionate;
Hydrocinnamyl isobutyrate

3-Phenylpropyl 3-methylbutyrate;

Hydrocinnamyl isovalerate

3-Phenylpropyl acetate; Hydrocinnamyl acetate
3-Phenylpropyl! formate; Hydrocinnamyl formate
3-Phenylpyridine

3-Piperidinemethanol
3-Piperidino-1,2-propanediol
3-Pyridinecarboxaldehyde; Nicotinaldehyde
3-Pyridinepropanol; 3-(3-Pyridyl)propanol
3-Pyrrolidino-1,2-propanediol

3-Pyrrolidinol; 3-Hydroxypyrrolidine

3-Pyrroline; 2,5-Dihydro-1H-pyrrole
3-t-Butyl-4-hydroxy-5-methylphenyl sulfide;
4,4'-Thiobis(2-t-butyl-6-methylphenol)
3-t-Butylphenol

3-Thiopheneacetic acid

3-Thiopheneacetonitrile
3-Thiophenecarboxaldehyde
3-Thiophenecarboxylic acid
3-Trimethylsilyl-1-propanol
3-Trimethylsilyl-2-propyn-1-ol

3-Undecanone; 3-Hendecanone
3-Vinyl-7-oxabicyclo[4.1.0]heptane
3a,6,6,9a-Tetramethyldodecahydronaphtho[2,1-b]furan;
Ambrox

4' 5'-Dimethyl-2'-hydroxyacetophenone
4'-(Trifluoromethyl)acetophenone
4'-Aminoacetophenone; 4-Acetylaniline
4'-Benzyloxy-2'-methoxy-3'-methylacetophenone
4'-Benzyloxy-2'-methoxy-3'-methylpropiophenone
4'-Bromoacetophenone

4'-Bromopropiophenone

4'-Bromovalerophenone

4'-Chloroacetophenone

4'-Chloropropiophenone
4'-Cyclohexylacetophenone
4'-Ethoxyacetophenone

4'-Ethylacetophenone

4'-Fluoroacetophenone
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No.

4903
4902
5570
4961
4962
4960
4951
4952
4953
4893
4930
4926
4928
4891
4895
4896
4968
4971
4940
1878
4106
3430
3749
3754
4992
4991
3745
3899
5922
3429
3752
5926
4105
4208
1588
1793
1794
2129
2000

255
135
2110
2098
1771
815
690
1924
3207
294
5656
2158

2965
5844
3697
6085
6080
4085

Compound Description

4'-Fluorobutyrophenone
4'-Fluoropropiophenone
4'-Heptyl-4-biphenylcarbonitrile
4'-Hydroxy-2'-methylacetophenone
4'-Hydroxy-3'-methoxyacetophenone
4'-Hydroxy-3'-methylacetophenone
4'-Hydroxyacetophenone; 4-Acetylphenol
4'-Hydroxypropiophenone; 4-Propionylphenol
4'-Hydroxyvalerophenone
4'-|sopropylacetophenone; 4-Acetylcumene
4'-Methoxy-2,2,2-trifluoroacetophenone
4'-Methoxyacetophenone
4'-Methoxypropiophenone
4'-Methylacetophenone
4'-Methylpropiophenone
4'-Methylvalerophenone
4'-Morpholinoacetophenone
4'-Nitroacetophenone
4'-Phenoxyacetophenone
4,13-Diaza-1,7,10-trioxacyclopentadecane
4,4'-(Hexafluoroisopropylidene)diphenol
4,4'-Di-t-butylbiphenyl
4,4'-Dibromobiphenyl
4,4'-Dibromooctafluorobiphenyl
4,4'-Dichlorobenzophenone
4,4'-Difluorobenzophenone
4,4'-Difluorobiphenyl
4,4'-Dimethoxybiphenyl
4,4'-Dimethyl-2,2'-dipyridyl
4,4'-Dimethylbiphenyl
4,4'-Dimethyloctafluorobiphenyl
4,4'-Dipyridyl
4,4'-Isopropylidenediphenol; Bisphenol A
4,4'-Methylenebis(2,6-di-t-butylphenol)
4,4'-Methylenebis(cyclohexylamine)
4,4'-Trimethylenebis(1-methylpiperidine)
4,4'-Trimethylenedipiperidine
4,4-Dimethoxy-2,5-cyclohexadien-1-one
4,4-Dimethoxy-2-butanone;
Acetylacetaldehyde dimethyl acetal
4,4-Dimethyl-1-cyclohexene
4,4-Dimethyl-1-pentene
4,4-Dimethyl-2-cyclohexen-1-one
4,4-Dimethyl-2-cyclopenten-1-one
4,4-Dimethyl-2-imidazoline
4,4-Dimethyl-2-methylene-1-pentanol
4,4-Dimethyl-2-pentanol; 1,3,3-Trimethylbutanol
4,4-Dimethyl-2-pentanone
4,4-Dimethyl-3-oxopentanenitrile
4,5,6,7-Tetrahydroindane
4,5,6,7-Tetrahydroindole
4,5-Dihydro-3(2H)-thiophenone;
Tetrahydrothiophen-3-one

4,5-Dimethyl-3-hydroxy-2(5H)-furanone; Caramel lactone

4,5-Dimethylthiazole

4,6-Bis(chloromethyl)-m-xylene; al,a5-Dichlorodurene

4,6-Dichloro-2-(methylthio)pyrimidine
4,6-Dichloropyrimidine
4,6-Dichlororesorcinol;
2,4-Dichloro-1,5-dihydroxybenzene

No.

3389
5131

6076
6141
1313
3891
5893

1733
5942
1868
5077
1875
1874
4407
3957
1867
1870
5987
4104
4964

5078
1876
5431

4827

4268
4803
1824
5829
3750
5076
5075
5542
4436
6015
3973
4432
3972
2003
4434
5074
5541
4341
4340
4431
3959
5210
4152
3572
3571
6482
5216

4421
5065

Compound Description

4,6-Diisopropyl-m-xylene;
1,3-Diisopropyl-4,6-dimethylbenzene
4,6-Dimethoxy-2-hydroxybenzaldehyde;
4,6-Dimethoxysalicylaldehyde
4,6-Dimethylpyrimidine

4,7-Dichloroquinoline

4,7-Dihydro-1,3-dioxepin
4,7-Dihydro-2-phenyl-1,3-dioxepin
4,9-Dimethoxy-7-methyl-5H-furo[3,2-g]chromen-5-one;
Khellin

4,9-Dioxa-1,12-dodecanediamine
4-(1-Butylpentyl)pyridine; 4-(5-Nonyl)pyridine
4-(1-Cyclopenten-1-yl)morpholine
4-(2-(Diethylamino)ethoxy)benzaldehyde
4-(2-(Dimethylamino)ethyl)morpholine
4-(2-Aminoethyl)morpholine; 2-Morpholinoethylamine
4-(2-Butyl)aniline; 4-(1-Methylpropyl)aniline
4-(2-Butyl)phenol

4-(2-Ethyl-1-butenyl)morpholine
4-(2-Hydroxyethyl)morpholine; 2-Morpholinoethanol
4-(2-Methoxyethyl)pyridine
4-(2-Phenylisopropyl)phenol; 4-Cumylphenol
4-(3,4-Methylenedioxyphenyl)-2-butanone;
Piperonyl acetone
4-(3-(Dimethylamino)propoxy)benzaldehyde
4-(3-Aminopropyl)morpholine
4-(4-Acetoxyphenyl)-2-butanone;
4-(3-Oxobutyl)phenyl acetate
4-(4-Hydroxy-3-methoxyphenyl)-3-buten-2-one; Vanillylidene
acetone

4-(4-Methoxyphenyl)-1-butanol
4-(4-Methoxyphenyl)-2-butanone; Anisylacetone
4-(Aminomethyl)piperidine; 4-Piperidinemethylamine
4-(Chloromethyl)-3,5-dimethylisoxazole
4-(Chloromethyl)biphenyl; 4-Phenylbenzyl chloride
4-(Diethylamino)benzaldehyde
4-(Dimethylamino)benzaldehyde
4-(Dimethylamino)benzonitrile
4-(Dimethylamino)phenethyl alcohol
4-(Dimethylamino)pyridine

4-(Heptyloxy)phenol

4-(Hexyloxy)aniline

4-(Hexyloxy)phenol

4-(Methylthio)-2-butanone

4-(Methylthio)aniline

4-(Methylthio)benzaldehyde
4-(Methylthio)benzonitrile

4-(Methylthio)benzyl alcohol

4-(Methylthio)phenol

4-(Pentyloxy)aniline

4-(t-Amyl)phenol; 4-(1,1-Dimethylpropyl)phenol
4-(t-Butyl)benzoic acid

4-(t-Butyl)benzyl alcohol

4-(t-Butyl)benzyl bromide

4-(t-Butyl)benzyl chloride
4-(t-Butyldimethylsilyloxy)-3-penten-2-one
4-(Trifluoromethoxy)benzoic acid,;
a,a,a-Trifluoro-p-anisic acid
4-(Trifluoromethyl)aniline; 4-Aminobenzotrifluoride

4-(Trifluoromethyl)benzaldehyde;
a,a,a-Trifluoro-p-tolualdehyde
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No.

5214

5535

4156

3606

3963

5614

6476
6481
5434
2923
2630
5427
2088
6089
4870
5544
5430
6041
3874
3870

4037

4033
3869
1691
5919
1819
4500

6150
4762

6031
4433

4545
1663

1873
4435
6014
6087
5838
5154
4203
5152
4204
5948
5143
3640
3844

Compound Description

4-(Trifluoromethyl)benzoic acid,;
a,a,a-Trifluoro-p-toluic acid
4-(Trifluoromethyl)benzonitrile;
a,a,a-Trifluoro-p-tolunitrile
4-(Trifluoromethyl)benzyl alcohol;
4-(Hydroxymethyl)benzotrifluoride
4-(Trifluoromethyl)benzyl bromide;
a'-Bromo-a,a,a-trifluoro-p-xylene
4-(Trifluoromethyl)phenol;
a,a,a-Trifluoro-p-cresol;
4-Hydroxybenzotrifluoride

4-(Trifluoromethyl)phenyl isocyanate;
a,a,a-Trifluoro-p-tolyl isocyanate
4-(Trimethylsilyl)morpholine
4-(Trimethylsilyloxy)-3-penten-2-one
4-[(S)-2-Ethoxypropoxylphenyl 4-(decyloxy)benzoate
4-Acetoxy-2-butanone; 3-Oxobutyl acetate
4-Acetoxy-3-penten-2-one; 4-Oxo-2-penten-2-yl acetate
4-Acetoxybenzaldehyde
4-Acetyl-1-methylcyclohexene
4-Acetyl-2-methylpyrimidine
4-Acetyl-6-t-butyl-1,1-dimethylindane
4-Acetylbenzonitrile; 4'-Cyanoacetophenone
4-Acetylphenyl acetate

4-Acetylpyridine
4-Allyl-1,2-(methylenedioxy)benzene; Safrole

4-Allyl-1,2-dimethoxybenzene; Eugenol methyl ether;
4-Allylveratrole

4-Allyl-2,6-dimethoxyphenol;
6-Methoxyeugenol;

4-Allylsyringol

4-Allyl-2-methoxyphenol; Eugenol
4-Allylanisole; Estragole; Chavicol methyl ether
4-Amino-1-butanol; 4-Hydroxybutylamine
4-Amino-2,1,3-benzothiadiazole
4-Amino-2,2,6,6-tetramethylpiperidine
4-Amino-2-methylphenol;
4-Hydroxy-3-methylaniline;

4-Amino-o-cresol

4-Amino-2-methylquinoline; 4-Aminoquinaldine
4-Amino-2-nitrobenzotrifluoride; 3-Nitro-4-
(trifluoromethyl)aniline
4-Amino-3,5-dichloro-2,6-difluoropyridine
4-Aminobenzenethiol;

4-Aminothiophenol;

4-Mercaptoaniline

4-Aminobiphenyl; 4-Biphenylamine
4-Aminobutyraldehyde diethyl acetal;
4,4-Diethoxybutylamine

4-Aminomorpholine

4-Aminophenethyl alcohol; 2-(4-Aminophenyl)ethanol
4-Aminopyridine

4-Aminopyrimidine

4-Benzylisothiazole
4-Benzyloxy-3-methoxybenzaldehyde
4-Benzyloxy-3-methoxybenzyl alcohol
4-Benzyloxybenzaldehyde

4-Benzyloxybenzyl alcohol

4-Benzylpyridine

4-Biphenylcarboxaldehyde; 4-Phenylbenzaldehyde
4-Bromo-1,2-difluorobenzene
4-Bromo-1,2-dimethoxybenzene; 4-Bromoveratrole

No.

3886

524
4520
4487

4055

4026
4779
3634
4780
4468
3839
4019

539
4478
5778
4044
5801
4488

4479
5800
4170
3667
4603
4425
3669
4424
3815
5068
4298
5537
4990
3598
4158
3576
3748
2735
3176
6155

394
4262
3816
3966
3818

5608
5588
4324
3880
3737
3564
4430
5072
4161
3971
2956

4406

Compound Description

4-Bromo-1,2-methylenedioxybenzene;
5-Bromo-1,3-benzodioxole

4-Bromo-1-butene
4-Bromo-2,6-difluoroaniline

4-Bromo-2-(trifluoromethyl)aniline;
2-Amino-5-bromobenzotrifluoride

4-Bromo-2-chloro-6-methylphenol;
4-Bromo-6-chloro-o-cresol

4-Bromo-2-chlorophenol
4-Bromo-2-flouro-6-nitroanisole
4-Bromo-2-fluoro-1-iodobenzene
4-Bromo-2-fluoro-6-nitrophenol
4-Bromo-2-fluoroaniline
4-Bromo-2-fluoroanisole
4-Bromo-2-fluorophenol
4-Bromo-2-methyl-2-butene
4-Bromo-2-methylaniline; 4-Bromo-o-toluidine
4-Bromo-2-thiophenecarboxaldehyde
4-Bromo-3,5-dimethylphenol
4-Bromo-3,5-dimethylpyrazole

4-Bromo-3-(trifluoromethyl)aniline;
5-Amino-2-bromobenzotrifluoride

4-Bromo-3-methylaniline; 4-Bromo-m-toluidine
4-Bromo-3-methylpyrazole
4-Bromo-a-cyclopropylbenzyl alcohol
4-Bromo-m-xylene; 1-Bromo-2,4-dimethylbenzene
4-Bromo-N,N-diisopropylbenzylamine
4-Bromo-N,N-dimethylaniline

4-Bromo-o-xylene; 4-Bromo-1,2-dimethylbenzene
4-Bromoaniline

4-Bromoanisole; 1-Bromo-4-methoxybenzene
4-Bromobenzaldehyde

4-Bromobenzenethiol; 4-Bromothiophenol
4-Bromobenzonitrile

4-Bromobenzophenone

4-Bromobenzotrifluoride; 4-Bromo-a,a,a-trifluorotoluene
4-Bromobenzyl alcohol

4-Bromobenzyl bromide; a,4-Dibromotoluene
4-Bromobiphenyl

4-Bromobutyl acetate

4-Bromobutyronitrile

4-Bromoisoquinoline

4-Bromooctane

4-Bromophenethyl alcohol; 2-(4-Bromophenyl)ethanol
4-Bromophenetole; 1-Bromo-4-ethoxybenzene
4-Bromophenol

4-Bromophenyl 2-chloroethyl ether;
1-Bromo-4-(2-chloroethoxy)benzene

4-Bromophenyl isocyanate

4-Bromophenyl isothiocyanate

4-Bromophenyl methyl sulfide; 4-Bromothioanisole
4-Bromophenyl phenyl ether; 4-Bromodiphenyl ether
4-Bromostyrene

4-Bromotoluene

4-Butoxyaniline

4-Butoxybenzaldehyde

4-Butoxybenzyl alcohol

4-Butoxyphenol

4-Butyl-4-hydroxyoctanoic acid lactone;
4-Butyl-g-octanolactone

4-Butylaniline
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No.

3923

5209
4153
4766
3789

4316
1006
4063
4107

6084
4486

4467
3650
4061
4474
4011
6138
4760
4757
4728

4753
4718
4043
4485

4012
3655

4001
4742
4725
4758
4719
5005
6137
3736
4297
3738

4423
3657

4422
3814
5067
4300
5536
4989
3600
3597
5465
4157
3573
4602
2734
1094
2325

Compound Description

4-Butylbenzaldehyde diethyl acetal; 4-Butyl-a,a-
diethoxytoluene

4-Butylbenzoic acid
4-Butylbenzyl alcohol

4-Chloro-1,2-dinitrobenzene; 3,4-Dinitrochlorobenzene

4-Chloro-1,2-methylenedioxybenzene;
5-Chloro-1,3-benzodioxole

4-Chloro-1,3-benzenedithiol
4-Chloro-1-butanol
4-Chloro-2,3,5-trimethylphenol
4-Chloro-2-(a-methylbenzyl)phenol;
4-Chloro-2-(1-phenylethyl)phenol
4-Chloro-2-(methylthio)pyrimidine
4-Chloro-2-(trifluoromethyl)aniline;
2-Amino-5-chlorobenzotrifluoride
4-Chloro-2-fluoroaniline
4-Chloro-2-fluorotoluene
4-Chloro-2-isopropyl-5-methylphenol
4-Chloro-2-methylaniline; 4-Chloro-o-toluidine
4-Chloro-2-methylphenol; 4-Chloro-o-cresol
4-Chloro-2-methylquinoline; 4-Chloroquinaldine
4-Chloro-2-nitroaniline

4-Chloro-2-nitrobenzyl alcohol

4-Chloro-2-nitrobenzyl chloride; a,
4-Dichloro-2-nitrotoluene

4-Chloro-2-nitrophenol
4-Chloro-2-nitrotoluene
4-Chloro-3,5-dimethylphenol
4-Chloro-3-(trifluoromethyl)aniline; 5-Amino-2-
chlorobenzotrifluoride

4-Chloro-3-ethylphenol

4-Chloro-3-iodobenzotrifluoride;
4-Chloro-3-iodo-a,a,a-trifluorotoluene

4-Chloro-3-methylphenol; 4-Chloro-m-cresol
4-Chloro-3-nitroanisole
4-Chloro-3-nitrobenzotrifluoride
4-Chloro-3-nitrobenzyl alcohol
4-Chloro-3-nitrotoluene
4-Chloro-4'-hydroxybenzophenone
4-Chloro-7-(trifluoromethyl)quinoline

4-Chloro-a-methylstyrene; 2-(4-Chlorophenyl)propene

4-Chloro-a-toluenethiol; 4-Chlorobenzyl mercaptan
4-Chloro-b,b-dimethylstyrene;
1-(4-Chlorophenyl)-2-methylpropene
4-Chloro-N-methylaniline

4-Chloro-o-xylene;

4-Chloro-1,2-dimethylbenzene

4-Chloroaniline

4-Chloroanisole; 1-Chloro-4-methoxybenzene
4-Chlorobenzaldehyde

4-Chlorobenzenethiol; 4-Chlorothiophenol
4-Chlorobenzonitrile

4-Chlorobenzophenone

4-Chlorobenzotrichloride; a,a,a,4-Tetrachlorotoluene

4-Chlorobenzotrifluoride; 4-Chloro-a,a,a-trifluorotoluene

4-Chlorobenzoyl chloride

4-Chlorobenzyl alcohol

4-Chlorobenzyl chloride; a,4-Dichlorotoluene
4-Chlorobenzylamine

4-Chlorobutyl acetate

4-Chlorobutyl ether; Bis(4-chlorobutyl) ether
4-Chlorobutyric acid

No.

3175
3021
5509
5869
4261
3965
5607
5586
6136
4083
3735
1270
3561
5020

892
4418
2135
3962

676
1953
4414
1820
2147
4415
4082
4189
4429
5070
5217
5539
4160
3969
3863
4031

698
4403
5063
5207
4150
3425

935
2043
1866
3954
5940
4080
3367
6249
4482

4462
4740
4714
4483

4736
4713
5007
4644

4643

Compound Description

4-Chlorobutyronitrile
4-Chlorobutyryl chloride
4-Chlorocinnamonitrile, (Z) + (E)
4-Chloroindole

4-Chlorophenethyl alcohol; 2-(4-Chlorophenyl)ethanol

4-Chlorophenol

4-Chlorophenyl isocyanate

4-Chlorophenyl isothiocyanate

4-Chloroquinoline

4-Chlororesorcinol; 1-Chloro-2,4-dihydroxybenzene
4-Chlorostyrene

4-Chlorotetrahydropyran

4-Chlorotoluene

4-Chromanone; 2,3-Dihydro-4H-1-benzopyran-4-one
4-Cyclohexyl-1-butanol; Cyclohexanebutanol
4-Cyclohexylaniline

4-Cyclopentene-1,3-dione

4-Cyclopentylphenol

4-Decanol

4-Decanone

4-Decylaniline
4-Dimethylamino-2,2,6,6-tetramethylpiperidine
4-Dimethylamino-3-methyl-2-butanone
4-Dodecylaniline

4-Dodecylresorcinol; 2,4-Dihydroxy-1-dodecylbenzene

4-Ethoxy-3-methoxybenzyl alcohol
4-Ethoxyaniline; p-Phenetidine
4-Ethoxybenzaldehyde

4-Ethoxybenzoic acid
4-Ethoxybenzonitrile

4-Ethoxybenzyl alcohol

4-Ethoxyphenol; Hydroquinone monoethyl ether
4-Ethoxystyrene
4-Ethyl-2-methoxyphenol; 4-Ethylguaiacol
4-Ethyl-3-hexanol

4-Ethylaniline

4-Ethylbenzaldehyde

4-Ethylbenzoic acid

4-Ethylbenzyl alcohol

4-Ethylbiphenyl

4-Ethylcyclohexanol, cis + trans
4-Ethylcyclohexanone

4-Ethylmorpholine

4-Ethylphenol

4-Ethylpyridine

4-Ethylresorcinol; 2,4-Dihydroxy-1-ethylbenzene
4-Ethyltoluene

4-Ethynyltoluene; p-Tolylacetylene

4-Fluoro-2-(trifluoromethyl)aniline;
a,a,a,4-Tetrafluoro-o-toluidine

4-Fluoro-2-methylaniline; 4-Fluoro-o-toluidine
4-Fluoro-2-nitroanisole
4-Fluoro-2-nitrotoluene

4-Fluoro-3-(trifluoromethyl)aniline;
a,a,a,4-Tetrafluoro-m-toluidine

4-Fluoro-3-nitrobenzotrifluoride
4-Fluoro-3-nitrotoluene
4-Fluoro-4'-hydroxybenzophenone
4-Fluoro-b-nitropropenylbenzene;
1-(4-Fluorophenyl)-2-nitropropene
4-Fluoro-b-nitrostyrene
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No.

4420
4419
3812
3563
5066
4299
5213
5534
4985
3599
3596
5464
4904

4155
3569
3562
4601
3744
4260
3964
5613
5587
3734
3560

665
1936
4411
5211
4417

819
1969
4413
3924

3428
4081
1812
2951

5114
5559

1995
5108
2968
1996
5073
4304

5540
2948
2834
2958
4103
2954

5878
2957
2955

Compound Description

4-Fluoro-N-methylaniline

4-Fluoroaniline

4-Fluoroanisole; 1-Fluoro-4-methoxybenzene
4-Fluorobenzal chloride; a,a-Dichloro-4-fluorotoluene
4-Fluorobenzaldehyde

4-Fluorobenzenethiol; 4-Fluorothiophenol
4-Fluorobenzoic acid

4-Fluorobenzonitrile

4-Fluorobenzophenone

4-Fluorobenzotrichloride; 4-Fluoro-a,a,a-trichlorotoluene
4-Fluorobenzotrifluoride; a,a,a,4-Tetrafluorotoluene
4-Fluorobenzoyl chloride

4-Fluorobenzoylcyclopropane;
Cyclopropyl 4-fluorophenyl ketone

4-Fluorobenzyl alcohol

4-Fluorobenzyl bromide; a-Bromo-4-fluorotoluene
4-Fluorobenzyl chloride; a-Chloro-4-fluorotoluene
4-Fluorobenzylamine

4-Fluorobiphenyl

4-Fluorophenethyl alcohol; 2-(4-Fluorophenyl)ethanol
4-Fluorophenol

4-Fluorophenyl isocyanate

4-Fluorophenyl isothiocyanate

4-Fluorostyrene

4-Fluorotoluene

4-Heptanol

4-Heptanone; Dipropyl ketone

4-Heptylaniline

4-Heptylbenzoic acid

4-Hexadecylaniline

4-Hexen-1-ol

4-Hexen-3-one; 2-Hexen-4-one

4-Hexylaniline

4-Hexylbenzaldehyde diethyl acetal;
a,a-Diethoxy-4-hexyltoluene

4-Hexylbiphenyl

4-Hexylresorcinol; 2,4-Dihydroxy-1-hexylbenzene
4-Hydroxy-1-methylpiperidine; 1-Methyl-4-piperidinol
4-Hydroxy-2-methylbutyric acid lactone; 2-Methyl-g-
butyrolactone
4-Hydroxy-3-methoxybenzaldehyde; Vanillin
4-Hydroxy-3-methoxybenzonitrile;
4-Hydroxy-m-anisonitrile
4-Hydroxy-3-methyl-2-butanone
4-Hydroxy-3-methylbenzaldehyde
4-Hydroxy-3-pentenoic acid lactone; a-Angelicalactone
4-Hydroxy-4-methyl-2-pentanone
4-Hydroxybenzaldehyde

4-Hydroxybenzenethiol;

4-Hydroxythiophenol;

4-Mercaptophenol

4-Hydroxybenzonitrile; 4-Cyanophenol
4-Hydroxybutanoic acid lactone; g-Butyrolactone
4-Hydroxybutyl acrylate

4-Hydroxydecanoic acid lactone; g-Decanolactone
4-Hydroxydiphenylmethane; 4-Benzylphenol

4-Hydroxyhexanoic acid lactone;
g-Hexanolactone;
g-Caprolactone

4-Hydroxyindole
4-Hydroxynonanoic acid lactone; g-Nonanolactone
4-Hydroxyoctanoic acid lactone; g-Caprylolactone

No.

2950
4264
1810
2959
2149
5881
4426
3820
2736
3967
5799
3565
2229

275
276

2109
4710
4005
4405
5064
5208
4151
3426

280

3956
3369
2961
5159
4344

4491

1998
1187
5099

4741

1275
4302
4428
4427
5069
4301
5215
5538
5004
4929

4159
3821
5240
5254
4607
5874
4263
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Compound Description

4-Hydroxypentanoic acid lactone; g-Valerolactone
4-Hydroxyphenethyl alcohol; 2-(4-Hydroxyphenyl)ethanol
4-Hydroxypiperidine; 4-Piperidinol
4-Hydroxyundecanoic acid lactone; g-Undecanolactone
4-Imino-2-pentanone

4-Indolyl acetate

4-lodoaniline

4-lodoanisole; 1-lodo-4-methoxybenzene

4-lodobutyl acetate

4-lodophenol

4-lodopyrazole

4-lodotoluene

4-Isopropenyl-1-cyclohexenecarboxaldehyde; Perillaldehyde;

p-Mentha-1,8-dien-7-al
4-Isopropyl-1-methyl-1,3-cyclohexadiene; a-Terpinene; p-
Mentha-1,3-diene
4-1sopropyl-1-methyl-1,4-cyclohexadiene; g-Terpinene; p-
Mentha-1,4-diene

4-Isopropyl-2-cyclohexen-1-one
4-Isopropyl-2-nitrotoluene; 2-Nitro-p-cymene
4-Isopropyl-3-methylphenol; 4-1sopropyl-m-cresol
4-Isopropylaniline

4-Isopropylbenzaldehyde; Cuminaldehyde
4-Isopropylbenzoic acid

4-Isopropylbenzyl alcohol; p-Cymen-7-ol
4-Isopropylbiphenyl
4-Isopropylidene-1-methyl-1-cyclohexene; Terpinolene; p-
Mentha-1,4(8)-diene

4-Isopropylphenol

4-Isopropyltoluene; p-Cymene

4-Mercaptobutyric acid thiolactone; g-Thiobutyrolactone
4-Methoxy-1-naphthaldehyde
4-Methoxy-2-methyl-1-(methylthio)benzene;
3-Methyl-4-(methylthio)anisole
4-Methoxy-2-methylaniline;

4-Methoxy-o-toluidine;

2-Methyl-p-anisidine

4-Methoxy-3-buten-2-one

4-Methoxy-3-cyclohexen-1-ol
4-Methoxy-3-methylbenzaldehyde;
3-Methyl-p-anisaldehyde
4-Methoxy-3-nitrobenzotrifluoride;
2-Nitro-4-(trifluoromethyl)anisole
4-Methoxy-5,6-dihydro-2H-pyran
4-Methoxy-a-toluenethiol; 4-Methoxybenzyl mercaptan
4-Methoxy-N-methylaniline; N-Methyl-p-anisidine
4-Methoxyaniline; p-Anisidine

4-Methoxybenzaldehyde; p-Anisaldehyde
4-Methoxybenzenethiol; 4-Methoxythiophenol
4-Methoxybenzoic acid; p-Anisic acid
4-Methoxybenzonitrile; p-Anisonitrile
4-Methoxybenzophenone
4-Methoxybenzoylcyclopropane; p-Anisoylcyclopropane;
Cyclopropyl 4-methoxyphenyl ketone

4-Methoxybenzyl alcohol

4-Methoxybenzyl chloride; 4-(Chloromethyl)anisole
4-Methoxybenzyl formate; Anisyl formate
4-Methoxybenzyl propionate; Anisyl propionate
4-Methoxybenzylamine

4-Methoxyindole

4-Methoxyphenethyl alcohol;
2-(4-Methoxyphenyl)ethanol

655



No.

3968

5612
4315

909
4534
1301
4537

864

244

829

646

117
4223

1837

3612

5982

1269

4748
3206
687
1921
121
1297
706
696
1930
4738
4755
4722
4747
810
805
1966
737
742
738
5848
5854
5847
4858

3808
5062
5206
5533
4980
5463
4897
4149
3575
3570
4599
3424

Compound Description

4-Methoxyphenol; Hydroguinone monomethyl ether;
4-Hydroxyanisole

4-Methoxyphenyl isocyanate; p-Anisyl isocyanate

4-Methyl-1,2-benzenedithiol;
3,4-Dimercaptotoluene;
Toluene-3,4-dithiol

4-Methyl-1,2-cyclohexanedimethanol
4-Methyl-1,2-phenylenediamine; 3,4-Diaminotoluene
4-Methyl-1,3-dioxane
4-Methyl-1,3-phenylenediamine; 2,4-Diaminotoluene
4-Methyl-1,6-heptadien-4-ol
4-Methyl-1-cyclohexene
4-Methyl-1-hepten-4-ol

4-Methyl-1-pentanol

4-Methyl-1-pentene
4-Methyl-1-phenyl-2-pentanol;
a-Isobutylphenethyl alcohol
4-Methyl-1-piperazinepropanol;
1-(3-Hydroxypropyl)-4-methylpiperazine
4-Methyl-2,3,5,6-tetrafluorobenzotrifluoride;
a,a,a,2,3,5,6-Heptafluoro-p-xylene
4-Methyl-2,3,5,6-tetrafluoropyridine;
2,3,5,6-Tetrafluoro-4-picoline
4-Methyl-2-(2-methylpropen-1-yl)tetrahydropyran;
Rose oxide

4-Methyl-2-nitrophenol; 2-Nitro-p-cresol
4-Methyl-2-oxopentanenitrile
4-Methyl-2-pentanol; 1,3-Dimethyl-1-butanol
4-Methyl-2-pentanone; Methyl isobutyl ketone
4-Methyl-2-pentene
4-Methyl-2-propenyl-1,3-dioxolane
4-Methyl-3-heptanol

4-Methyl-3-hexanol

4-Methyl-3-hexanone

4-Methyl-3-nitroanisole; 4-Methoxy-2-nitrotoluene
4-Methyl-3-nitrobenzyl alcohol
4-Methyl-3-nitrobenzyl chloride
4-Methyl-3-nitrophenol; 3-Nitro-p-cresol
4-Methyl-3-penten-1-ol
4-Methyl-3-penten-2-ol
4-Methyl-3-penten-2-one; Mesityl oxide
4-Methyl-4-heptanol

4-Methyl-4-nonanol

4-Methyl-4-octanol
4-Methyl-5-thiazoleethanol
4-Methyl-5-thiazoleethyl acetate
4-Methyl-5-vinylthiazole

4-Methyl-a-tetralone;
4-Methyl-3,4-dihydro-1(2H)-naphthalenone
4-Methylanisole; 4-Methoxytoluene
4-Methylbenzaldehyde; p-Tolualdehyde
4-Methylbenzoic acid; p-Toluic acid
4-Methylbenzonitrile; p-Tolunitrile
4-Methylbenzophenone

4-Methylbenzoyl chloride; p-Toluoyl chloride

4-Methylbenzoylcyclopropane; Cyclopropyl p-tolyl ketone

4-Methylbenzyl alcohol

4-Methylbenzyl bromide; a-Bromo-p-xylene
4-Methylbenzyl chloride; a-Chloro-p-xylene
4-Methylbenzylamine

4-Methylbiphenyl; 4-Phenyltoluene

No.

4073

2361
932
934
933

2042

1599

44

5811

5860

1865

48

2281

5831

2277

3132

4259

3811
3953
5418
5417
5598
5585
5432
1789
5794
6070
5939
6075
6126
3408
5840
3195
3203
4679
4690
4685
5543
5015
4688
4680
4689
4686
4687
5423
5603
4792
5424
4676

672

104

670
1945
4412
6181

802
2609

Compound Description

4-Methylcatechol; 1,2-Dihydroxy-4-methylbenzene;
3,4-Dihydroxytoluene

4-Methylcyclohexanecarboxylic acid
4-Methylcyclohexanol, cis + trans
4-Methylcyclohexanol, cis-
4-Methylcyclohexanol, trans-
4-Methylcyclohexanone
4-Methylcyclohexylamine, cis + trans
4-Methylheptane

4-Methylimidazole

4-Methylindole

4-Methylmorpholine

4-Methylnonane

4-Methyloctanoic acid
4-Methyloxazole

4-Methylpentanoic acid; Isocaproic acid

4-Methylpentanonitrile;
4-Methylvaleronitrile;
Isoamyl cyanide
4-Methylphenethyl alcohol;
2-(4-Methylphenyl)ethanol

4-Methylphenetole; 4-Ethoxytoluene; Ethyl p-tolyl ether

4-Methylphenol; p-Cresol

4-Methylphenyl 2-methylpropanoate; p-Tolyl isobutyrate

4-Methylphenyl acetate; p-Tolyl acetate
4-Methylphenyl isocyanate; p-Tolyl isocyanate
4-Methylphenyl isothiocyanate; p-Tolyl isothiocyanate
4-Methylphenyl phenylacetate; p-Tolyl phenylacetate
4-Methylpiperidine

4-Methylpyrazole

4-Methylpyridazine

4-Methylpyridine; 4-Picoline

4-Methylpyrimidine

4-Methylquinoline; Lepidine

4-Methylstyrene

4-Methylthiazole

4-Morpholinecarbonitrile
4-Morpholinepropionitrile
4-Nitro-a,a,a-trifluorotoluene; 4-Nitrobenzotrifluoride
4-Nitroaniline

4-Nitroanisole

4-Nitrobenzonitrile

4-Nitrobenzophenone

4-Nitrobenzyl alcohol

4-Nitrobenzyl chloride; a-Chloro-4-nitrotoluene
4-Nitrophenethyl alcohol; 2-(4-Nitrophenyl)ethanol
4-Nitrophenetole; 1-Ethoxy-4-nitrobenzene
4-Nitrophenol

4-Nitrophenyl acetate

4-Nitrophenyl isocyanate

4-Nitrophenyl phenyl ether; 4-Nitrodiphenyl ether
4-Nitropheny! trifluoroacetate

4-Nitrotoluene

4-Nonanol

4-Nonene, (E) + (2)

4-Octanol

4-Octanone

4-Octylaniline

4-Octyne

4-Penten-1-ol

4-Penten-1-yl acetate
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No.

803
2291
4410
3427
2363
6202
6201
6237
4547

5153
4098
3888
4229
4799
4236
6256
4977
4577
5174
4808
5821
4629
5175
4101
4623
5945
1805
1774
5071
3970
4404
3809
3955
1790
6045
5995
2045
4409
4408

936
2044
1600
3958
5941
3370
3960
4416

278
3867
5212
3431
1235

5943
3480

2140
4955
1309

Compound Description

4-Penten-2-ol

4-Pentenoic acid

4-Pentylaniline

4-Pentylbiphenyl
4-Pentylcyclohexanecarboxylic acid, trans-
4-Pentyn-1-ol

4-Pentyn-2-ol

4-Pentynoic acid

4-Phenoxyaniline; 4-Aminophenyl phenyl ether;
4-Aminodiphenyl ether
4-Phenoxybenzaldehyde

4-Phenoxyphenol; 4-Hydroxydiphenyl ether
4-Phenyl-1,3-dioxane

4-Phenyl-1-butanol

4-Phenyl-2-butanone; Benzylacetone
4-Phenyl-3-buten-2-ol; a-Methylcinnamyl alcohol
4-Phenyl-3-butyn-2-one
4-Phenylbenzophenone; 4-Benzoylbiphenyl
4-Phenylbutylamine; 1-Amino-4-phenylbutane
4-Phenylbutyric acid

4-Phenylcyclohexanone

4-Phenylimidazole

4-Phenylmorpholine

4-Phenylpentanoic acid; 4-Phenylvaleric acid
4-Phenylphenol; 4-Hydroxybiphenyl
4-Phenylpiperidine

4-Phenylpyridine

4-Piperidineethanol; 2-(4-Piperidyl)ethanol
4-Piperidinopiperidine; 1,4'-Bipiperidine
4-Propoxybenzaldehyde

4-Propoxyphenol

4-Propylaniline

4-Propylanisole; 1-Methoxy-4-propylbenzene
4-Propylphenol

4-Propylpiperidine

4-Pyridinecarboxaldehyde; Isonicotinaldehyde
4-Pyridinemethanol

4-t-Amylcyclohexanone
4-t-Butyl-N,N-dimethylaniline

4-t-Butylaniline

4-t-Butylcyclohexanol, cis + trans
4-t-Butylcyclohexanone
4-t-Butylcyclohexylamine

4-t-Butylphenol

4-t-Butylpyridine

4-t-Butyltoluene

4-t-Octylphenol; 4-(1,1,3,3-Tetramethylbutyl)phenol
4-Tetradecylaniline

4-Vinyl-1-cyclohexene

4-Vinylanisole; 4-Methoxystyrene
4-Vinylbenzoic acid

4-Vinylbiphenyl; 4-Phenylstyrene
4-Vinylcyclohexene diepoxide; 3,
4-Epoxy-1-(epoxyethyl)cyclohexane
4-Vinylpyridine
4H-Cyclopenta[deflphenanthrene;
4,5-Methylenephenanthrene

4H-Pyran-4-one; g-Pyrone
5'-Fluoro-2'-hydroxyacetophenone
5,5-Dimethoxy-1,2,3,4-tetrachlorocyclopentadiene

No.

5955

3975
4439
4000
5953
5952
6100
4639

3114
1884
2139
1877
1227
1975
4859

5944
5853
6042
1603
5803
1692
1579

6028
6027
4455
5880
6156
6148
3687
3699

525
3605

3663
5110

5101

4191

540
5779
3668
3773
2329
6078
5961
5817
5816
6194
6001
5109

4473
4743
4726
1982
6003

Compound Description

5,6,7,8,9,10,11,12,13,14-Decahydrocyclododecalb]pyridine;
2,3-Cyclododecenopyridine
5,6,7,8-Tetrahydro-1-naphthol
5,6,7,8-Tetrahydro-1-naphthylamine
5,6,7,8-Tetrahydro-2-naphthol
5,6,7,8-Tetrahydroisoquinoline; 3,4-Cyclohexenopyridine
5,6,7,8-Tetrahydroquinoline; 2,3-Cyclohexenopyridine
5,6,7,8-Tetrahydroquinoxaline
5,6-Benzo-4,7,13,16,21,24-hexaoxa-1,
10-diazabicyclo[8.8.8]hexacosane
5,6-Dihydro-2,4,4,6-tetramethyl-4H-1,3-oxazine
5,6-Dihydro-2-isopropenyl-4,4,6-trimethyl-4H-1,3-oxazine
5,6-Dihydro-2H-pyran-2-one
5,6-Dihydro-5-methyl-4H-1,3,5-dithiazine
5,6-Epoxy-1-hexene; 1,5-Hexadiene monoepoxide
5,7-Dimethyl-3,5,9-decatrien-2-one
5,7-Dimethyl-a-tetralone;
5,7-Dimethyl-3,4-dihydro-1(2H)-naphthalenone
5-(4-Pyridyl)-2,7-nonadiene, mixture of isomers
5-Acetyl-2,4-dimethylthiazole
5-Acetyl-2-methylpyridine
5-Amino-1,3,3-trimethylcyclohexanemethylamine
5-Amino-1-ethylpyrazole

5-Amino-1-pentanol
5-Amino-2,2,4-trimethyl-1-cyclopentanemethylamine,
mixture of isomers

5-Amino-2-butoxypyridine
5-Amino-2-methoxypyridine

5-Aminoindane

5-Aminoindole

5-Aminoisoquinoline

5-Aminoquinoline

5-Bromo-1,2,3-trifluorobenzene
5-Bromo-1,2,4-trimethylbenzene

5-Bromo-1-pentene

5-Bromo-2-chlorobenzotrifluoride;
5-Bromo-2-chloro-a,a,a-trifluorotoluene

5-Bromo-2-fluorotoluene

5-Bromo-2-hydroxybenzaldehyde;
5-Bromosalicylaldehyde

5-Bromo-2-methoxybenzaldehyde;
5-Bromo-o-anisaldehyde

5-Bromo-2-methoxybenzyl alcohol
5-Bromo-2-methyl-2-pentene
5-Bromo-2-thiophenecarboxaldehyde
5-Bromo-m-xylene; 1-Bromo-3,5-dimethylbenzene
5-Bromoacenaphthene

5-Bromopentanoic acid; 5-Bromovaleric acid
5-Bromopyrimidine

5-Butyl-2-methylpyridine; 5-Butyl-2-picoline
5-Chloro-1-ethyl-2-methylimidazole
5-Chloro-1-methylimidazole

5-Chloro-1-pentyne

5-Chloro-2(1H)-pyridone; 5-Chloro-2-hydroxypyridine
5-Chloro-2-hydroxybenzaldehyde;
5-Chlorosalicylaldehyde

5-Chloro-2-methylaniline; 5-Chloro-o-toluidine
5-Chloro-2-nitroanisole
5-Chloro-2-nitrobenzotrifluoride
5-Chloro-2-pentanone
5-Chloro-3-hydroxypyridine;

5-Chloro-3-pyridinol
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No.

5871
2326
3177
1707
2148

704
5960

305
4460
5916
4750
4715
5870

820
1968

822

855
6205
6247
2976

2978

5879
1292
2972

6145
2977

5092
3999
2586

2587

954

2585

4006
4854
4493

5875
4946

3834
5873
4084

177
4802
4801
5902
2015

694
1928
4737
4756
4749

302

Compound Description

5-Chloroindole

5-Chloropentanoic acid; 5-Chlorovaleric acid
5-Chlorovaleronitrile
5-Diethylamino-2-pentanol
5-Diethylamino-2-pentanone
5-Ethyl-2-heptanol

5-Ethyl-2-methylpyridine; 5-Ethyl-2-picoline
5-Ethylidene-2-norbornene, (E) + (Z)
5-Fluoro-2-methylaniline; 5-Fluoro-o-toluidine
5-Fluoro-2-methylbenzothiazole
5-Fluoro-2-nitrophenol
5-Fluoro-2-nitrotoluene

5-Fluoroindole

5-Hexen-1-ol

5-Hexen-2-one

5-Hexen-3-ol; 1-Hexen-4-ol
5-Hexene-1,2-diol

5-Hexyn-1-ol

5-Hexynenitrile

5-Hydroxydecanoic acid lactone; d-Decanolactone;
6-Pentyltetrahydropyran-2-one

5-Hydroxydodecanoic acid lactone; d-Dodecanolactone; 6-
Heptyltetrahydropyran-2-one

5-Hydroxyindole

5-Hydroxymethyl-5-methyl-1,3-dioxane
5-Hydroxypentanoic acid lactone; d-Valerolactone;
Tetrahydropyran-2-one; d-Pentanolactone
5-Hydroxyquinoline; 5-Quinolinol

5-Hydroxyundecanoic acid lactone; d-Undecanolactone; 6-
Hexyltetrahydropyran-2-one

5-Indancarboxaldehyde

5-Indanol

5-Isopropenyl-2-methyl-2-cyclohexen-1-yl acetate;

Carvyl acetate

5-Isopropenyl-2-methyl-2-cyclohexen-1-yl proanoate; Carvyl
propionate

5-Isopropenyl-2-methylcyclohexanol; p-Menth-8-en-2-ol;
Dihydrocarveol

5-Isopropenyl-2-methylcyclohexyl acetate;
Dihydrocarvyl acetate

5-Isopropyl-2-methylphenol; 5-1sopropyl-o-cresol; Carvacrol
5-Methoxy-1-indanone
5-Methoxy-2-methylaniline;
5-Methoxy-o-toluidine;

6-Methyl-m-anisidine

5-Methoxy-2-methylindole

5-Methoxy-a-tetralone;
5-Methoxy-3,4-dihydro-1(2H)-naphthalenone
5-Methoxyindane

5-Methoxyindole

5-Methoxyresorcinol; 3,5-Dihydroxyanisole
5-Methyl-1,3,6-heptatriene
5-Methyl-1-phenyl-1-hexen-3-one
5-Methyl-1-phenyl-3-hexanone
5-Methyl-1H-benzotriazole
5-Methyl-2,3-hexanedione

5-Methyl-2-hexanol; 1,4-Dimethylpentanol
5-Methyl-2-hexanone

5-Methyl-2-nitroanisole; 3-Methoxy-4-nitrotoluene
5-Methyl-2-nitrobenzyl alcohol
5-Methyl-2-nitrophenol; 6-Nitro-m-cresol
5-Methyl-2-norbornene; 5-Methylbicyclo[2.2.1]hept-2-ene

No.

5039
3093
5776

707
1938

697
1931
1967
6099
5898

303

5707
5861
5837
5827
6160
1272
5841
4783
4782
6157
6151

673
1949

972

2644
912

2230
973
3208
2346
4232
5176
3384
304
4873
2236
904
241
5954

5825
5951
5772

1693
3100
3204
1008

526
4530
2330
1007
6000
6083
5872

Compound Description

5-Methyl-2-phenyl-2-hexenal
5-Methyl-2-pyrrolidinone
5-Methyl-2-thiophenecarboxaldehyde
5-Methyl-3-heptanol

5-Methyl-3-heptanone

5-Methyl-3-hexanol

5-Methyl-3-hexanone; Ethyl isobutyl ketone
5-Methyl-3-hexen-2-one
5-Methyl-6,7-dihydro-5H-cyclopentalb]pyrazine
5-Methylbenzimidazole
5-Methylene-2-norbornene;
5-Methylenebicyclo[2.2.1]hept-2-ene
5-Methylfurfural

5-Methylindole

5-Methylisothiazole

5-Methylisoxazole

5-Methylquinoxaline
5-Methyltetrahydrofurfuryl alcohol
5-Methylthiazole
5-Nitro-1,2,4-trichlorobenzene
5-Nitro-1,2,4-trifluorobenzene
5-Nitroisoquinoline

5-Nitroquinoline

5-Nonanol

5-Nonanone; Dibutyl ketone
5-Norbornen-2-ol, exo + endo;
Bicyclo[2.2.1]hept-5-en-2-ol

5-Norbornen-2-yl acetate, endo + exo
5-Norbornene-2,2-dimethanol;
Bicyclo[2.2.1]hept-5-ene-2,2-dimethanol
5-Norbornene-2-carboxaldehyde
5-Norbornene-2-methanol, endo + exo
5-Oxohexanenitrile; 4-Acetylbutyronitrile
5-Oxohexanoic acid; 4-Acetylbutyric acid
5-Phenyl-1-pentanol

5-Phenylpentanoic acid; 5-Phenylvaleric acid
5-t-Butyl-m-xylene; 1-t-Butyl-3,5-dimethylbenzene
5-Vinyl-2-norbornene; 5-Vinylbicyclo[2.2.1]hept-2-ene
6'-Methyl-2'-acetonaphthone
6,10-Dimethyl-3-oxa-9-undecenal; Citronelloxyacetaldehyde
6,6-Dimethylbicyclo[3.1.1]hept-2-ene-2-methanol; Myrtenol
6,6-Dimethylfulvene
6,7,8,9-Tetrahydro-5H-cyclohepta[b]pyridine;
2,3-Cycloheptenopyridine
6,7,8,9-Tetrahydro-5H-tetrazoloazepine;
1,5-Pentamethylenetetrazole
6,7-Dihydro-5H-cyclopenta[b]pyridine;
2,3-Cyclopentenopyridine
6,7-Dihydrothianaphthen-4(5H)-one;
4-Keto-4,5,6,7-tetrahydrothianaphthene
6-Amino-1-hexanol

6-Aminohexanoic acid lactam; e-Caprolactam
6-Aminohexanonitrile; 6-Aminocapronitrile
6-Bromo-1-hexanol

6-Bromo-1-hexene
6-Bromo-2,3,4-trifluoroaniline
6-Bromohexanoic acid

6-Chloro-1-hexanol

6-Chloro-2(1H)-pyridone; 6-Chloro-2-hydroxypyridine
6-Chloro-2,4-dimethoxypyrimidine
6-Chloroindole
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No.

6143
4632
2960

3835
4855
5917
5573
4812

6142
5997
2009

703
6046
5998
5999
2975

830
1970
5445
5862
6127
4233
4046
1956
1201
3178
2234
4813

2084

183
5446
5863
6128
1279
2347
1958
6149
1009

527
2124
6146
6129
1960
3467
3476
3473

596
4561
5162
3775
3777

842

978
5884
3462
4215
5017

Compound Description

6-Ethoxy-2-methylquinoline; 6-Ethoxyquinaldine
6-Fluoroindoline

6-Hydroxyhexanoic acid lactone;
e-Hexanolactone; e-Caprolactone

6-Methoxy-1,2,3,4-tetrahydronaphthalene
6-Methoxy-1-indanone
6-Methoxy-2-methylbenzothiazole
6-Methoxy-2-naphthonitrile
6-Methoxy-b-tetralone;
6-Methoxy-3,4-dihydro-2(1H)-naphthalenone
6-Methoxyquinoline

6-Methyl-2(1H)-pyridone; 2-Hydroxy-6-methylpyridine
6-Methyl-2,4-heptanedione
6-Methyl-2-heptanol
6-Methyl-2-pyridinecarboxaldehyde
6-Methyl-2-pyridinemethanol
6-Methyl-2-pyridinepropanol
6-Methyl-3,4-dihydro-2H-pyran-2-one
6-Methyl-5-hepten-2-ol
6-Methyl-5-hepten-2-one

6-Methylcoumarin

6-Methylindole

6-Methylquinoline

6-Phenyl-1-hexanol
6-t-Butyl-2,4-dimethylphenol

6-Undecanone; 6-Hendecanone; Diamyl ketone
7,8-Epoxy-2-methyloctadecane, cis-
7-Bromoheptanonitrile
7-Methoxy-3,7-dimethyloctanal
7-Methoxy-b-tetralone;
7-Methoxy-3,4-dihydro-2(1H)-naphthalenone
7-Methoxymethyl-5-norbornen-2-one, syn-
7-Methyl-3-methylene-1,6-octadiene; Myrcene
7-Methylcoumarin

7-Methylindole

7-Methylquinoline
7-Oxabicyclo[2.2.1]heptane; 1,4-Epoxycyclohexane
7-Oxononanoic acid; 7-Acetylheptanoic acid
7-Tridecanone; Dihexyl ketone
8-Aminoquinoline

8-Bromo-1-octanol

8-Bromo-1-octene

8-Cyclohexadecen-1-one, (E) + (2)
8-Hydroxy-2-methylquinoline; 8-Hydroxyquinaldine
8-Methylquinoline

8-Pentadecanone; Diheptyl ketone
9,10-Dihydroanthracene
9,10-Dihydrophenanthrene
9,10-Dimethylanthracene
9,9-Dibromobicyclo[6.1.0]Jnonane
9-Aminophenanthrene

9-Anthraldehyde; Anthracene-9-carboxaldehyde
9-Bromofluorene

9-Bromophenanthrene

9-Decen-1-ol

9-Ethylbicyclo[3.3.1]Jnonan-9-ol
9-Ethylcarbazole

9-Ethylfluorene

9-Fluorenemethanol

9-Fluorenone

No.

2131

3472
5883
4798

852

743
3475
5887
3463
3474
5886
3813
3525
3522
3523

4166
5244
5034

5328
3727
5033

4167
4244
5035

301
2095

2093

5491

5180
1799
3741

4569
5032

872
2953
3397
1236

2979
895

2725
2642
2643

4856
4275
3464
3465
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Compound Description

9-Methyl-D5(10)-octalin-1,6-dione;
8a-Methyl-3,4,8,8a-tetrahydro-1(2H),
6(7H)-naphthalenedione

9-Methylanthracene

9-Methylcarbazole

9-Nitroanthracene

9-Octadecen-1-ol

9-Octyl-9-heptadecanol; Trioctyl carbinol
9-Phenylanthracene

9-Phenylcarbazole

9-Phenylfluorene

9-Vinylanthracene

9-Vinylcarbazole

a,4-Dichloroanisole; Chloromethyl 4-chlorophenyl ether
a,a’-Dibromo-o-xylene; 1,2-Bis(bromomethyl)benzene
a,a’-Dichloro-o-xylene; 1,2-Bis(chloromethyl)benzene
a,a,a',a'-Tetrachloro-o-xylene;
1,2-Bis(dichloromethyl)benzene
a,a-Dicyclopropyl-4-methylbenzyl alcohol
a-(Trichloromethyl)benzyl acetate
a-Amylcinnamaldehyde;

2-Benzylideneheptanal;

2-Pentyl-3-phenyl-2-propenal

a-Amylcinnamyl acetate; 2-Benzylideneheptyl acetate
a-Bromostyrene

a-Butylcinnamaldehyde; 2-Benzylidenehexanal; 2-Butyl-3-
phenyl-2-propenal

a-Cyclopropyl-4-fluorobenzyl alcohol
a-Cyclopropylbenzyl alcohol; Cyclopropyl phenyl carbinol
a-Hexylcinnamaldehyde;

2-Benzylideneoctanal; 2-Hexyl-3-phenyl-2-propenal
a-Humulene;
(E,E,E)-2,6,6,9-Tetramethyl-1,4,8-cycloundecatriene
a-lonone;
4-(2,6,6-Trimethyl-2-cyclohexen-1-yl)-3-buten-2-one
a-Irone;

4-(2,5,6,6-Tetramethyl-2-cyclohexen-1-yl)
-3-buten-2-one
a-Methoxy-a-(trifluoromethyl)phenylacetonitrile;
2-Methoxy-2-phenyl-3,3,3-trifluoropropionitrile
a-Methoxyphenylacetic acid
a-Methyl-1-piperidineethanol; 1-Piperidino-2-propanol
a-Methyl-2,3,4,5,6-pentafluorostyrene;
2-(Pentafluorophenyl)propene

a-Methylbenzylamine; 1-Phenylethylamine
a-Methylcinnamaldehyde; 2-Methyl-3-phenyl-2-propenal
a-Methylcyclopropanemethanol; 1-Cyclopropylethanol
a-Methylene-g-butyrolactone

a-Methylstyrene; 2-Phenylpropene; Isopropenylbenzene
a-Pinene oxide;
2,7,7-Trimethyl-3-oxatricyclo[4.1.1.0(2,4)]octane
a-Pyrone; 2H-Pyran-2-one;
5-Hydroxy-2,4-pentadienoic acid lactone

a-Terpineol; p-Menth-1-en-8-ol;
2-(4-Methyl-3-cyclohexen-1-yl)-2-propanol

a-Terpinyl acetate; p-Menth-1-en-8-yl acetate
a-Terpinyl formate; p-Menth-1-en-8-yl formate
a-Terpinyl isovalerate;

p-Menth-1-en-8-yl 3-methylbutanoate

a-Tetralone; 3,4-Dihydro-1(2H)-naphthalenone
a-Toluenethiol; Benzyl mercaptan

Acenaphthene

Acenaphthylene
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No.

6165
6291
6292
2162
3048
6295
6293
6294
2248
2992
6299
2249
6166
6290
6303
3119
6330
6329
4829
6331
4828
2943
3008
3007
6301
3006
2993
6171
6117
2186
3052
2287
3148
3029

229
2938
2283
3142

150
2676
2691
2096

2607
2658

793

522
1101
2634

521
1394
1099
1214

523
3231
3250
2663
1392
5288

Compound Description

Acetaldehyde oxime; Acetaldoxime
Acetaldehyde-1-d

Acetaldehyde-d4

Acetaldehyde; Ethanal

Acetamide

Acetic acid-2-13C-2-d3

Acetic acid-d4

Acetic acid-O-d

Acetic acid; Ethanoic acid

Acetic anhydride

Acetic anhydride-d6

Acetic-2-13C acid

Acetone oxime; 2-Propanone oxime
Acetone-d6

Acetonitrile-d3

Acetonitrile; Methyl cyanide
Acetophenone-2',3',4',5',6'-d5
Acetophenone-2,2,2-d3
Acetophenone-2-13C

Acetophenone-d8

Acetophenone; Acetylbenzene
Acetoxyacetic acid

Acetyl bromide

Acetyl chloride

Acetyl chloride-d3

Acetyl fluoride

Acetyl sulfide; Diacetyl sulfide

Acetylene; Ethyne

Acetylpyrazine

Acrolein; Propenal

Acrylamide; Propenoamide

Acrylic acid; Propenoic acid

Acrylonitrile; Vinyl cyanide

Acryloyl chloride; Propenoyl chloride
Adamantane; Tricyclo[3.3.1.1(3,7)]decane
Adipic acid monomethyl ester; Methyl adipate
Adipic acid; Hexanedioic acid

Adiponitrile; 1,4-Dicyanobutane

Allene; Propadiene

Allyl (E)-2-methyl-2-butenoate; Allyl tiglate
Allyl 10-undecenoate; Allyl 10-hendecenoate
Allyl a-ionone;
1-(2,6,6-Trimethyl-2-cyclohexen-1-yl)
-1,6-heptadien-3-one

Allyl acetate

Allyl acrylate; 2-Propen-1-yl propenoate
Allyl alcohol; 2-Propen-1-ol

Allyl bromide; 3-Bromopropene

Allyl butyl ether

Allyl butyrate

Allyl chloride; 1-Chloro-2-propene

Allyl disulfide; Diallyl disulfide

Allyl ethyl ether; 3-Ethoxypropene

Allyl glycidyl ether

Allyl iodode; 1-lodo-2-propene

Allyl isocyanate

Allyl isothiocyanate

Allyl methacrylate; 2-Propen-1-yl 2-methylpropenoate
Allyl methyl sulfide; 1-(Methylthio)-2-propene
Allyl phenoxyacetate

No.

3865
1100
1393
2631
1617
3400
6386
6365

269

268
6418
3742
3318
6573
6406
6434
6352
1657

1656

1427
1428
6326
4352
6324
3778
3468
6317
5018
2942
2286
3146
1742
5630
6458
5631
3438
3728
3046

2553
1423
2090

3864
4584

3398

5036
5508
4810
3491
3490
5040
3921
6170
3326
6306

Compound Description

Allyl phenyl ether; 3-Phenoxypropene
Allyl propyl ether

Allyl sulfide; Diallyl sulfide

Allyl thiopropionate

Allylamine; 3-Amino-1-propene
Allylbenzene; 3-Phenylpropene
Allylchlorodimethylsilane
Allylchloromethyldimethylsilane
Allylcyclohexane

Allylcyclopentane
Allyloxytrimethylsilane
Allylpentafluorobenzene; 3-(Pentafluorophenyl)propene
Allylphosphonic dichloride
Allyltributyltin

Allyltrichlorosilane
Allyltriethoxysilane
Allyltrimethylsilane
Aminoacetaldehyde diethyl acetal;
2,2-Diethoxyethylamine
Aminoacetaldehyde dimethyl acetal;
2,2-Dimethoxyethylamine

Ammonia

Ammonia-15N

Aniline-2,3,4,5,6-d5

Aniline; Phenylamine; Benzeneamine

Anisole, methyl-d3

Anisole; Methoxybenzene; Methyl phenyl ether
Anthracene

Anthracene-d10

Anthrone; 9-Oxo0-9,10-dihydroanthracene

Azelaic acid monomethyl ester; Methyl azelate
Azelaic acid; Nonanedioic acid

Azelanitrile; 1,7-Dicyanoheptane

Azetidine; Trimethyleneimine

Azidomethyl phenyl sulfide

Azidotrimethylsilane; Trimethylsilyl azide
Azoxybenzene

Azulene

b-Bromostyrene

b-Chloropivaloyl chloride;
3-Chloro-2,2-dimethylpropionyl chloride
b-D-Ribopyranose 1,2,3,4-tetraacetate
b-Hydroxyethyl propyl sulfide

b-lonone;
4-(2,6,6-Trimethyl-1-cyclohexen-1-yl)-3-buten-2-one
b-Methoxystyrene, (Z) + (E)
b-Methylphenethylamine;

2-Phenyl-1-propylamine;
1-Amino-2-phenylpropane

b-Methylstyrene;

1-Phenylpropene; Propenylbenzene, (E) + (2)
b-Phenylcinnamaldehyde; 3,3-Diphenyl-2-propenal
b-Phenylcinnamonitrile; 3,3-Diphenyl-2-propenenitrile
b-Tetralone; 3,4-Dihydro-2(1H)-naphthalenone
Benzal bromide; a,a-Dibromotoluene

Benzal chloride; a,a-Dichlorotoluene
Benzaldehyde

Benzaldehyde dimethyl acetal; a,a-Dimethoxytoluene
Benzaldehyde oxime, syn-

Benzene

Benzene-d1
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6307
4274
4273
5888
6152
5894
6153
6158
6134
5193
6332
4945

5511
4976
5912
5901
3579
3578
5906
5453
5452
5493
5451
5596
5590
4844
4846
4845
4843
5327
5258
5261
5325
5241
4108
5338
3489
5245
3896
5406
5256
6321
3488
5319
5506
3893
3894
5303
5592
5576
4331
5302
4330
4332
5574
4568
3350
2130

312

Compound Description

Benzene-d6

Benzeneselenol; Selenophenol

Benzenethiol; Thiophenol

Benzo[b]furan; 2,3-Benzofuran
Benzo[b]quinoline; 2,3-Benzoquinoline; Acridine
Benzo[b]thiophene; Thianaphthene
Benzo[c]pyridine; Isoquinoline
Benzo[d]pyridazine; Phthalazine; 2,3-Benzodiazine
Benzo[h]quinoline; 7,8-Benzoquinoline

Benzoic acid

Benzoic-d5 acid

Benzoin isobutyl ether;
2-Isobutoxy-2-phenylacetophenone

Benzonitrile

Benzophenone

Benzothiazole

Benzotriazole

Benzotrichloride; a,a,a-Trichlorotoluene
Benzotrifluoride; a,a,a-Trifluorotoluene
Benzoxazole

Benzoyl bromide

Benzoyl chloride

Benzoyl cyanide

Benzoyl fluoride

Benzoyl isocyanate

Benzoyl isothiocyanate

Benzoylcyclobutane; Cyclobutyl phenyl ketone
Benzoylcyclohexane; Cyclohexyl phenyl ketone
Benzoylcyclopentane; Cyclopentyl phenyl ketone
Benzoylcyclopropane; Cyclopropyl phenyl ketone
Benzyl (E)-2-methyl-2-butenoate; Benzyl tiglate
Benzyl 2-methylpropionate; Benzyl isobutyrate
Benzyl 3-methylbutyrate; Benzyl isovalerate
Benzyl 3-oxobutanoate; Benzyl acetoacetate
Benzyl acetate

Benzyl alcohol

Benzyl benzoate

Benzyl bromide; a-Bromotoluene

Benzyl bromoacetate

Benzyl butyl ether

Benzyl butyl phthalate

Benzyl butyrate

Benzyl chloride-d7

Benzyl chloride; a-Chlorotoluene

Benzyl cinnamate

Benzyl cyanoformate

Benzyl ether; Dibenzyl ether

Benzyl ethyl ether; a-Ethoxytoluene

Benzyl ethyl malonate

Benzyl isocyanate

Benzyl isothiocyanate

Benzyl methyl disulfide

Benzyl methyl malonate

Benzyl methyl sulfide

Benzyl phenyl sulfide

Benzyl thiocyanate

Benzylamine; a-Aminotoluene; Benzenemethylamine
Bibenzyl; 1,2-Diphenylethane
Bicyclo[10.3.0]pentadec-12(1)-en-13-one
Bicyclo[2.2.1]hepta-2,5-diene

No.

306
2370
2071

307

308

3415
3309

2580

1565
3305
2524
2715
5403
2535

1504
1644
2705
1620
3761

3758
4164
6366
3702

6477
1567
1369
2516
4350

3759

4333
6577
6545
6490
6541
6358
6571
2595
2592

6593
6591
6590
3010
3009
3486
6320
403
578
461
6548
3756
325

Compound Description

Bicyclo[2.2.2]oct-2-ene
Bicyclo[3.3.0]octane-2-carboxylic acid, cis-, endo + exo
Bicyclo[3.3.1]Jnonan-9-one
Bicyclo[4.3.0]nona-3,6(1)-diene; 2,3,4,8-Tetrahydro-1H-
indene; 4,8-Dihydroindane
Bicyclo[4.3.0]nona-3,7-diene;
3a,4,7,7a-Tetrahydro-1H-indene

Biphenyl

Bis(2,2,2-trifluoroethyl)
(methoxycarbonylmethyl)phosphonate
Bis(2,2,3,3,4,4,5,5,6,6,7,7-dodecafluoroheptyl)
(+/-)-camphorate

Bis(2-aminopropyl)amine

Bis(2-chloroethyl) methylphosphonate
Bis(2-ethylhexyl) adipate; Bis(2-ethylxexyl) hexanedioate
Bis(2-ethylhexyl) fumarate

Bis(2-ethylhexyl) phthalate

Bis(2-ethylhexyl) sebacate;

Bis(2-ethylhexyl) decanedioate

Bis(2-ethylhexyl)amine

Bis(2-methoxyethyl)amine

Bis(2-methylallyl) carbonate

Bis(2-methylallyl)amine
Bis(3-(trifluoromethyl)phenyl)methane;
3,3'-Methylenebis(a,a,a-trifluorotoluene)
Bis(4-fluorophenyl)methane
Bis(4-Fluorophenyl)methanol; 4,4'-Difluorobenzhydrol
Bis(chloromethyl)dimethylsilane

Bis(chloromethyl)mesitylene; a2,a4-
Dichloropentamethylbenzene
Bis(dimethylamino)dimethylsilane
Bis(hexamethylene)triamine; Bis(6-aminohexyl)amine
Bis(methylthio)methane

Bis(p-menth-1-yl) succinate

Bis(pentafluorophenyl) sulfide;

Pentafluorophenyl sulfide;
Perfluorodiphenyl sulfide

Bis(pentafluorophenyl)bromomethane; Decafluorobenzhydryl
bromide

Bis(phenylthio)methane
Bis(tributylstannyl)acetylene
Bis(trimethylsilyl) acetylenedicarboxylate
Bis(trimethylsilyl) malonate
Bis(trimethylsilyl)acetylene
Bis(trimethylsilyl)methane
Bis(trimethylsilylmethyl)mercury

Bornyl 3-methylbutanoate; Bornyl isovalerate
Bornyl acetate;
1,7,7-Trimethylbicyclo[2.2.1]hept-2-yl acetate, endo-
Boron tribromide

Boron trichloride

Boron trifluoride

Bromoacetyl bromide

Bromoacetyl! chloride

Bromobenzene

Bromobenzene-d5

Bromochloromethane

Bromocyclohexane; Cyclohexyl bromide
Bromodichloromethane
Bromodimethylborane
Bromodiphenylmethane; Benzhydryl bromide
Bromoethane; Ethyl bromide
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6271
463
406

3004
321

2730

1077

1081

1907

3719
480

6375
475

6582

6371

3783
2810
2688
5361
5394
2385
2650
5332
2411
2760
3296
1380
2463
1050
2375
1210
2447
2440
3225
3122
3248
2807
2661
1049
1378
1885
2478
2401
6057
1379
2865
1098
1434
3331

203
6551
6578
3317
6589
2166
2251
2995
3121
4831

Compound Description

Bromoform-d

Bromoform; Tribromomethane
Bromoiodomethane

Bromomaleic anhydride
Bromomethane; Methyl bromide
Bromomethyl acetate
Bromomethyl methyl ether
Bromomethyl octyl ether
Bromonitromethane
Bromopentafluorobenzene
Bromotrichloromethane
Bromotriethylsilane; Triethylsilyl bromide
Bromotrifluoromethane; CFC-13B1
Bromotrimethylgermane
Bromotrimethylsilane; Trimethylsilyl bromide
Butane

Butoxybenzene; Butyl phenyl ether
Butyl 2-butoxy-2-hydroxyacetate
Butyl 2-decenoate

Butyl 4-hydroxybenzoate; Butyl paraben
Butyl 4-nitrobenzoate

Butyl acetate

Butyl acrylate; Butyl propenoate
Butyl benzoate

Butyl butyrate

Butyl chloroacetate

Butyl dichlorophosphite

Butyl disulfide; Dibutyl disulfide
Butyl dodecanoate; Butyl laurate
Butyl ethyl ether; 1-Ethoxybutane
Butyl formate

Butyl glycidyl ether; 1-Butoxy-2,3-epoxypropane

Butyl heptanoate; Butyl enanthate

Butyl hexanoate; Butyl caproate

Butyl isocyanate

Butyl isocyanide

Butyl isothiocyanate

Butyl lactate; Butyl 2-hydroxypropanoate
Butyl methacrylate; Butyl 2-methylpropenoate
Butyl methyl ether; 1-Methoxybutane
Butyl methyl sulfide

Butyl nitrite

Butyl octadecanoate; Butyl stearate

Butyl propionate

Butyl pyridine-3-carboxylate; Butyl nicotinate
Butyl sulfide; Dibutyl sulfide

Butyl thioglycolate; Butyl mercaptoacetate
Butyl vinyl ether

Butylamine

Butylbenzene

Butylcyclohexane
Butyldiisopropoxyborane

Butylferrocene

Butylphosphonic dichloride

Butyltin trichloride

Butyraldehyde; Butanal

Butyric acid; Butanoic acid

Butyric anyhdride

Butyronitrile; Propyl cyanide

Butyrophenone; 1-Phenyl-1-butanone; Butyrylbenzene

No.

3019
2988
2991
2986

482

479
2989
2987
2990
4069
6547

983

6501
6388
6379
2232
2320
3166
3239
3485
6319
3238

577
6387
6369

474

462
2319
2998

458
6373
6376
6385
6384
6515
6514
6368
6382
3755
6516

324
6270

460

404

320
4339
1079
3232
1412
1080
4319
2737

3244
6427
6422
3718

498
6105

Compound Description

Butyryl chloride

Carbon dioxide

Carbon disulfide

Carbon monoxide

Carbon tetrabromide; Tetrabromomethane
Carbon tetrachloride; Tetrachloromethane
Carbon-13C dioxide

Carbon-13C monoxide

Carbonyl sulfide

Catechol; Pyrocatechol; 1,2-Dihydroxybenzene

Catecholborane; 1,3,2-Benzodioxaborole

Cedrol; 2,2,6,10-Tetramethyltricyclo[5.3.1.0(3,7)Jundecan-10-

ol
Chloro(3-cyanopropyl)dimethylsilane
Chloro(chloromethyl)dimethylsilane

Chloro-t-butyldimethylsilane; t-Butyldimethylsilyl chloride

Chloroacetaldehyde
Chloroacetic acid
Chloroacetonitrile

Chloroacetyl isocyanate
Chlorobenzene
Chlorobenzene-d5
Chlorocarbonyl isocyanate
Chlorocyclohexane; Cyclohexyl chloride
Chlorocyclohexyldimethylsilane
Chlorodi-t-butylsilane
Chlorodibromofluoromethane
Chlorodibromomethane
Chlorodifluoroacetic acid
Chlorodifluoroacetic anhydride
Chlorodifluoromethane; CFC-22
Chlorodimethylethylsilane
Chlorodimethylisopropylsilane
Chlorodimethyloctadecylsilane
Chlorodimethyloctylsilane
Chlorodimethylpentafluorophenylsilane
Chlorodimethylphenylsilane
Chlorodimethylsilane

Chlorodimethylthexylsilane; Dimethylthexylsilyl chloride

Chlorodiphenylmethane; Benzhydryl chloride
Chlorodiphenylmethylsilane
Chloroethane; Ethyl chloride
Chloroform-d

Chloroform; Trichloromethane
Chloroiodomethane
Chloromethane; Methyl chloride
Chloromethyl 4-chlorophenyl sulfide
Chloromethyl ethyl ether
Chloromethyl isocyanate
Chloromethyl methyl sulfide
Chloromethyl octyl ether
Chloromethyl phenyl sulfide

Chloromethyl pivalate;
Chloromethyl 2,2-dimethylpropionate

Chloromethyl thiocyanate
Chloromethyl(diisopropoxy)methylsilane
Chloromethyldimethylisopropoxysilane
Chloropentafluorobenzene
Chloropentafluoroethane; CFC-115
Chloropyrazine
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3280
6519
6381
6374

564

471
6383
6380
6377
6581
6370
6518
6378

875

5450
5269
5257
3762
3002

2601
5444
2192
2288
3150
3030
528
3330
2353
877
876
2029
574
1575
195
2059
196
899
969
2061
236
1232

1183
1610
193
2368
896
1606
963
2056
287
233
581
580
3157
1607
192
6262
2364

Compound Description

Chlorosulfonyl isocyanate
Chlorotribenzylsilane; Tribenzylsilyl chloride
Chlorotributylsilane; Tributylsilyl chloride
Chlorotriethylsilane; Triethylsilyl chloride
Chlorotrifluoroethylene; CFC-1113
Chlorotrifluoromethane; CFC-13
Chlorotrihexylsilane; Trihexylsilyl chloride
Chlorotriisobutylsilane; Triisobutylsilyl chloride
Chlorotriisopropylsilane; Triisopropylsilyl chloride
Chlorotrimethylgermane
Chlorotrimethylsilane; Trimethylsilyl chloride
Chlorotriphenylsilane; Triphenylsilyl chloride
Chlorotripropylsilane; Tripropylsilyl chloride

Chrysanthemyl alcohol, cis + trans;
2,2-Dimethyl-3-isobutenylcyclopropanemethanol

Cinnamoyl chloride

Cinnamyl 3-methylbutyrate; Cinnamyl isovalerate
Cinnamyl butyrate

Cinnamyl chloride; 3-Chloro-1-phenylpropene
Citraconic anhydride;
2,5-Dioxo-3-methyl-2,5-dihydrofuran
Citronellyl formate; 3,7-Dimethyl-6-octen-1-yl formate
Coumarin; 2,1-Benzopyrone

Crotonaldehyde; 2-Butenal

Crotonic acid; 2-Butenoic acid

Crotononitrile, (E) + (Z); 2-Butenenitrile
Crotonyl chloride; 2-Butenoyl chloride

Crotyl chloride; 1-Chloro-2-butene

Cumene; Isopropylbenzene
Cyclobutanecarboxylic acid
Cyclobutanemethanol

Cyclobutanol

Cyclobutanone

Cyclobutyl bromide; Bromocyclobutane
Cyclobutylamine

Cyclodecane

Cyclodecanone

Cyclododecane

Cyclododecanemethanol

Cyclododecanol

Cyclododecanone

Cyclododecene

Cyclododecene oxide;

1,2-Epoxycyclododecane; 13-Oxabicyclo[10.1.0]tridecane

Cyclododecyl methyl ether; Methoxycyclododecane
Cyclododecylamine

Cycloheptane

Cycloheptanecarboxylic acid
Cycloheptanemethanol
Cycloheptanemethylamine

Cycloheptanol

Cycloheptanone

Cycloheptatriene

Cycloheptene

Cycloheptyl bromide; Bromocycloheptane
Cycloheptyl chloride; Chlorocycloheptane
Cycloheptyl cyanide; Cyanocyloheptane
Cycloheptylamine

Cyclohexane

Cyclohexane-d12

Cyclohexaneacetic acid; Cyclohexylacetic acid

No.

1582
2366
2224
2358
3045
2581

884
1581
2367
2365
1345

919
2035
6169

232
1222

1400
2579
2574
2578
1395
3229
3156
3251
2025
2575
2026
1583
3348
6355

582
2058

194
2225

897

966
2057
1223

1608
2063
6604
191
2355
2354
879
878
880
2356
3014

1344
913
2030
6168
231
1221

576
575

Compound Description

Cyclohexanebutylamine; 4-Cyclohexylbutylamine
Cyclohexanebutyric acid; 4-Cyclohexylbutyric acid
Cyclohexanecarboxaldehyde

Cyclohexanecarboxylic acid

Cyclohexanecarboxylic acid chloride
Cyclohexaneethyl acetate; 2-Cyclohexylethyl acetate
Cyclohexanemethanol; Cyclohexylmethanol
Cyclohexanemethylamine

Cyclohexanepentanoic acid; 5-Cyclohexylvaleric acid
Cyclohexanepropionic acid; 3-Cyclohexylpropionic acid
Cyclohexanethiol; Cyclohexyl mercaptan
Cyclohexanol; Cyclohexyl alcohol

Cyclohexanone

Cyclohexanone oxime

Cyclohexene

Cyclohexene oxide; 1,2-Epoxycyclohexane;
7-Oxabicyclo[4.1.0]heptane

Cyclohexene sulfide; 7-Thiabicyclo[4.1.0]heptane
Cyclohexyl 3-methylbutanoate; Cyclohexyl isovalerate
Cyclohexyl acetate

Cyclohexyl butyrate

Cyclohexyl disulfide; Dicyclohexyl disulfide
Cyclohexyl isocyanate

Cyclohexyl isocyanide

Cyclohexyl isothiocyanate

Cyclohexyl methyl ketone; Acetylcyclohexane
Cyclohexyl propionate

Cyclohexylacetone; 1-Cyclohexyl-2-propanone
Cyclohexylamine

Cyclohexylbenzene; Phenylcyclohexane
Cyclohexyldimethylsilane

Cyclohexylmethyl bromide; (Bromomethyl)cyclohexane
Cyclononanone

Cyclooctane

Cyclooctanecarboxaldehyde
Cyclooctanemethanol

Cyclooctanol

Cyclooctanone

Cyclooctene oxide; 1,2-Epoxycyclooctene;
9-Oxabicyclo[6.1.0]nonane

Cyclooctylamine

Cyclopentadecanone

Cyclopentadienylcobalt dicarbonyl
Cyclopentane

Cyclopentaneacetic acid; Cyclopentylacetic acid
Cyclopentanecarboxylic acid
Cyclopentaneethanol; 2-Cyclopentylethanol
Cyclopentanemethanol; Cyclopentylmethanol
Cyclopentanepropanol; 3-Cyclopentyl-1-propanol
Cyclopentanepropionic acid; 3-Cyclopentylpropionic acid
Cyclopentanepropionyl chloride;
3-Cyclopentylpropionyl chloride
Cyclopentanethiol; Cyclopentyl mercaptan
Cyclopentanol; Cyclopentyl alcohol
Cyclopentanone

Cyclopentanone oxime

Cyclopentene

Cyclopentene oxide; 1,2-Epoxycyclopentane;
6-Oxabicyclo[3.1.0]hexane

Cyclopentyl bromide; Bromocyclopentane
Cyclopentyl chloride; Chlorocyclopentane
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1576
190
2223
2348
3044
871
5771
571
3155

2022
4285
1573
3346
4121
3347
2062
898
2060
5001
3753
981
982
2583
1792
221
222
223
6264
6265
1791
6454
2180
11
2258
2396
2415
2406
1440
2984

6272
6304
6586
3980
1499
6039
4338
3373
2502
1501
2498
2491
3287
6393
6505
2704
1102
2713
5404

Compound Description

Cyclopentylamine

Cyclopropane

Cyclopropanecarboxaldehyde
Cyclopropanecarboxylic acid
Cyclopropanecarboxylic acid chloride
Cyclopropanemethanol; Cyclopropylmethanol
Cyclopropyl 2-thienyl ketone

Cyclopropyl bromide

Cyclopropyl cyanide;

Cyanocyclopropane;

Cyclopropanecarbonitrile

Cyclopropyl methyl ketone; Acetylcyclopropane
Cyclopropyl phenyl sulfide

Cyclopropylamine

Cyclopropylbenzene; Phenylcyclopropane
Cyclopropyldiphenylmethanol; a-Cyclopropylbenzhydrol
Cyclopropylphenylmethane; Benzylcyclopropane
Cyclotridecanone

Cycloundecanemethanol

Cycloundecanone

Decafluorobenzophenone; Perfluorobenzophenone
Decafluorobiphenyl; Perfluorobiphenyl
Decahydro-1-naphthol, cis-
Decahydro-2-naphthol, cis + trans
Decahydro-2-naphthyl acetate
Decahydroisoquinoline, cis + trans
Decahydronaphthalene, cis + trans; Decalin, cis + trans
Decahydronaphthalene, cis-; Decalin, cis-
Decahydronaphthalene, trans-; Decalin, trans-
Decahydronaphthalene-d18
Decahydronaphthalene-d18, cis-
Decahydroquinoline, cis + trans
Decamethyltetrasiloxane

Decanal; Capraldehyde; Decylaldehyde
Decane

Decanoic acid; Capric acid

Decyl acetate

Decyl butyrate

Decyl propionate

Decylamine

Dehydroacetic acid,;
3-Acetyl-6-methyl-2H,3H-pyran-2,4-dione
Deuterium oxide; Water-d2
Di(methyl-d3)cyanamide
Di(t-butyl)dichlorostannane; Di-t-butyltin dichloride
Di-(2-butyl)phenol, mixture of isomers
Di-2-butylamine, dl + meso

Di-2-pyridyl ketone

Di-p-tolyl disulfde; p-Tolyl disulfide
Di-p-tolylmethane

Di-t-butyl malonate

Di-t-butyl nitroxide

Di-t-butyl oxalate

Di-t-butyl pyrocarbonate
Di-t-butylchlorophosphine
Di-t-butyldichlorosilane

Di-t-butylsilyl bis(trifluoromethanesulfonate)
Diallyl carbonate

Diallyl ether; Allyl ether

Diallyl maleate

Diallyl phthalate

No.

2707
1622
6353
5891
3466

5019

5895
4336
4335
4334
4351
3168

481

476

405
2523
3306
1051
2714
2830
2711
2497
3302
5402
6061
2534
2531
1498
6606
6587
3288
2321
3011
6392

472
6391
3757
6521

459
3179
6269

402
1078
6550
6520
6390
6394
5648

219
5405

937
1586

885
6356

313

1578
2024
3258

Compound Description

Diallyl succinate

Diallylamine

Diallyldimethylsilane

Dibenzofuran; Biphenylene oxide
Dibenzosuberane;
10,11-Dihydro-5H-dibenzo[a,d]cycloheptene
Dibenzosuberone;
10,11-Dihydro-5H-dibenzo[a,d]cyclohepten-5-one
Dibenzothiophene

Dibenzyl diselenide; Benzyl diselenide
Dibenzyl disulfide; Benzyl disulfide
Dibenzyl sulfide; Benzyl sulfide
Dibenzyl trisulfide; Benzyl trisulfide
Dibromoacetonitrile
Dibromodichloromethane
Dibromodifluoromethane
Dibromomethane; Methylene bromide
Dibutyl adipate; Dibutyl hexanedioate
Dibutyl chloromethylphosphonate
Dibutyl ether; Butyl ether

Dibutyl fumarate

Dibutyl L-tartrate

Dibutyl maleate

Dibutyl oxalate

Dibutyl phosphite

Dibutyl phthalate

Dibutyl pyridine-2,6-dicarboxylate
Dibutyl sebacate; Dibutyl decanedioate
Dibutyl suberate; Dibutyl octanedioate
Dibutylamine

Dibutyltin diacetate

Dibutyltin dibromide
Dichloro(diisopropylamino)phosphine
Dichloroacetic acid

Dichloroacetyl chloride
Dichlorodiethylsilane
Dichlorodifluoromethane; CFC-12
Dichlorodimethylsilane
Dichlorodiphenylmethane
Dichlorodiphenylsilane
Dichlorofluoromethane; CFC-21
Dichloromalononitrile
Dichloromethane-d2; Methylene chloride-d2
Dichloromethane; Methylene chloride
Dichloromethyl methyl ether
Dichloromethyldiisopropoxyborane
Dichloromethylphenylsilane
Dichloromethylsilane
Dichloromethylvinylsilane
Dichlorophenylphosphine
Dicyclohexyl

Dicyclohexyl phthalate
Dicyclohexyl-4,4'-diol, mixture of isomers
Dicyclohexylamine
Dicyclohexylmethanol
Dicyclohexylmethylsilane

Dicyclopentadiene;
Tricyclo[5.2.1.0(2,6)]deca-4,8-diene, endo-

Dicyclopentylamine
Dicyclopropyl ketone
Dicyclopropyl ketone azine
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1061
1506
6424
1113
6426
2891
2893
2892
2748
2855
5300
2570
2569
2559
2826
2520

2551
2747
5299
5315
2825
6246
2522
2722
2537
3091
5297
5296
5650
2746
2510
2487
2745
3313
3294
3319
2827
2512
2507
2504
2539
1046
5301
2717
2506
2744
2712
5731
2718
2519
2750
2723
2509
2709
2500
6298
2503
3304
2517

Compound Description

Didecyl ether; Decyl ether

Didecylamine

Diethoxydimethylsilane

Diethoxymethane; Formaldehyde diethyl acetal
Diethoxymethylvinylsilane

Diethyl (2-(dimethylamino)ethyl)malonate
Diethyl (3-(diethylamino)propyl)malonate
Diethyl (3-(dimethylamino)propyl)malonate
Diethyl (3-chloropropyl)malonate

Diethyl (ethoxymethylene)malonate

Diethyl (p-tolyl)malonate

Diethyl 1,1-cyclobutanedicarboxylate

Diethyl 1,1-cyclopropanedicarboxylate

Diethyl 1,2-cyclopropanedicarboxylate

Diethyl 2,3-dihydroxysuccinate; Diethyl tartrate
Diethyl 2,4-dimethylglutarate;

Diethyl 2,4-dimethylpentanedioate

Diethyl 2-(2-(carbomethoxy)propyl)malonate
Diethyl 2-bromo-2-methylmalonate

Diethyl 2-phenylcyclopropane-1,1-dicarboxylate
Diethyl 3,3'-(phenethylimino)dipropionate
Diethyl 3-hydroxyglutarate

Diethyl acetylenedicarboxylate; Diethyl 2-butynedioate

Diethyl adipate; Diethyl hexanedioate
Diethyl allylmalonate

Diethyl azelate; Diethyl nonanedioate
Diethyl azodicarboxylate

Diethyl benzalmalonate

Diethyl benzylmalonate

Diethyl benzylphosphonate

Diethyl bromomalonate

Diethyl butylmalonate

Diethyl carbonate

Diethyl chloromalonate

Diethyl chlorophosphate

Diethyl chlorophosphite

Diethyl chlorothiophosphate

Diethyl D-tartrate

Diethyl diallylmalonate

Diethyl diethylmalonate

Diethyl dimethylmalonate

Diethyl dodecanedioate

Diethyl ether; Ethyl ether; Ether
Diethyl ethyl(p-tolyl)malonate

Diethyl ethylidenemalonate

Diethyl ethylmalonate

Diethyl fluoromalonate

Diethyl fumarate

Diethyl furan-3,4-dicarboxylate
Diethyl glutaconate; Diethyl pentendioate
Diethyl glutarate; Diethyl pentanedioate

Diethyl hexafluoroglutarate; Diethyl hexafluoropentanedioate

Diethyl isopropylidenemalonate
Diethyl isopropylmalonate
Diethyl maleate

Diethyl malonate

Diethyl malonate-d2

Diethyl methylmalonate

Diethyl methylphosphonate
Diethyl methylsuccinate

No.

2898
2496
2920
3922
5295
5646
3299
5400
2528
2508
6060
2490
2533
2530
2514
3283
3268
2511
3307
1492
1662

3377
3191
1072
1069
1070
1159
1559
6339
2312
5694
5693
1059
1503
2094

836

407
1058
1055
1500
2538
1701
6549
6563
1048
3301
1495
3192
2945
1112

6526
2589
2582
5410
2526

5411

Compound Description

Diethyl nitromalonate

Diethyl oxalate

Diethyl oxomalonate

Diethyl phenyl orthoformate; a,a-Diethoxyanisole
Diethyl phenylmalonate

Diethyl phenylphosphonite

Diethyl phosphite

Diethyl phthalate

Diethyl pimelate; Diethyl heptanedioate
Diethyl propylmalonate

Diethyl pyridine-3,4-dicarboxylate

Diethyl pyrocarbonate

Diethyl sebacate; Diethyl decanedioate
Diethyl suberate; Diethyl octanedioate
Diethyl succinate

Diethyl sulfate

Diethyl sulfite

Diethyl t-butylmalonate

Diethyl vinylphosphonate

Diethylamine

Diethylaminoacetaldehyde diethyl acetal;
2,2-Diethoxy-N,N-diethylethylamine
Diethylbenzene, mixture of isomers
Diethylcyanamide

Diethylene glycol dibutyl ether; 2-Butoxyethyl ether
Diethylene glycol diethyl ether; 2-Ethoxyethyl ether
Diethylene glycol t-butyl methyl ether
Diethylene glycol; 2-Hydroxyethyl ether
Diethylenetriamine

Diethylmethylsilane

Difluoroacetic acid

Difurfuryl disulfide; Furfuryl disulfide
Difurfuryl sulfide; Furfuryl sulfide

Dihexyl ether; Hexyl ether

Dihexylamine

Dihydrocarvone; p-Menth-8-en-2-one;
5-Isopropenyl-2-methylcyclohexanone
Dihydromyrcenol; 2,6-Dimethyl-7-octen-2-ol
Diiodomethane; Methylene iodide
Diisoamyl ether; Isoamyl ether

Diisobutyl ether; Isobutyl ether
Diisobutylamine

Diisooctyl azelate; Diisooctyl nonanedioate
Diisopropanolamine; 1,1'-Iminodi(2-propanol)
Diisopropoxymethylborane
Diisopropoxyphenylborane

Diisopropy! ether; Isopropyl ether
Diisopropyl phosphite

Diisopropylamine

Diisopropylcyanamide

Diketene; 3-Hydroxy-3-butenoic acid lactone

Dimethoxymethane; Methylal;
Formaldehyde dimethyl acetal

Dimethoxymethylphenylsilane

Dimethyl 1,3-cyclohexadiene-1,4-dicarboxylate
Dimethyl 1,4-cyclohexanedicarboxylate, cis + trans
Dimethyl 2,3-naphthalenedicarboxylate

Dimethyl 2,5-dimethyladipate;

Dimethyl 2,5-dimethylhexanedioate

Dimethyl 2,6-naphthalenedicarboxylate
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2525

2873
2890

2719

6245

2521
5409
2536
2540
2486
3320
2824
2505
2716
2710
5730
2518
5407
2721
2823
2708
2499
2853
3303
2720
2897
2495
5645
3298
5399
2527
2571

2489
2532
2529
2513
3282
3267
3260
5408
1489
1661

1660

3042
3190
6416
6338
6341
6348
6513
6508
3279
6506
1060

Compound Description

Dimethyl 2-methyladipate;
Dimethyl 2-methylhexanedioate
Dimethyl 3,3'-thiodipropionate
Dimethyl 3-aminoglutaconate;
Dimethyl 3-aminopentenedioate

Dimethyl 3-methylglutaconate; Dimethyl 3-methyl-2-
pentenedioate

Dimethyl acetylenedicarboxylate;
Dimethyl 2-butynedioate

Dimethyl adipate; Dimethyl hexanedioate
Dimethyl aminoterephthalate

Dimethyl azelate; Dimethyl nonanedioate
Dimethyl brassylate; Dimethyl tridecanedioate
Dimethyl carbonate

Dimethyl chlorothiophosphate

Dimethyl D-tartrate

Dimethyl diethylmalonate

Dimethyl ethylidenemalonate

Dimethyl fumarate; Dimethyl (E)-2-butenedioate
Dimethyl furan-3,4-dicarboxylate

Dimethyl glutarate; Dimethyl pentanedioate
Dimethyl isophthalate

Dimethyl itaconate; Dimethyl 2-methylenesuccinate
Dimethyl L-tartrate

Dimethyl maleate; Dimethyl (Z)-2-butenedioate
Dimethyl malonate

Dimethyl methoxymalonate

Dimethyl methylphosphonate

Dimethyl methylsuccinate

Dimethyl nitromalonate

Dimethyl oxalate

Dimethyl phenylphosphonite

Dimethyl phosphite

Dimethyl phthalate

Dimethyl pimelate; Dimethyl heptanedioate
Dimethyl pinate;

Dimethyl 3-carboxy-2,2-dimethylcyclobutaneacetate
Dimethyl pyrocarbonate

Dimethyl sebacate; Dimethyl decanedioate
Dimethyl suberate; Dimethyl octanedioate
Dimethyl succinate

Dimethyl sulfate

Dimethyl sulfite

Dimethyl sulfoxide; Methyl sulfoxide
Dimethyl terephthalate

Dimethylamine

Dimethylaminoacetaldehyde diethyl acetal;
2,2-Diethoxy-N,N-dimethylethylamine
Dimethylaminoacetaldehyde dimethyl acetal;
2,2-Dimethoxy-N,N-dimethylethylamine
Dimethylcarbamyl chloride
Dimethylcyanamide
Dimethylethoxyvinylsilane
Dimethylethylsilane

Dimethylisopropylsilane
Dimethyloctadecylsilane
Dimethylpentafluorophenylsilane
Dimethylphenylsilane

Dimethylsulfamoyl chloride
Dimethylthexylsilyl trifluoromethanesulfonate
Dioctyl ether; Octyl ether

No.

1505
1234

281

1056
1502
4329
4328
5640
4327
5639
5968
5025
6251
4355
3349
4124
6511
5637
6510
6233
2488
3314
3321
1047
3300
5401
3261
1494
1071
1173
1364
3264
3411
1689
1688
1673
1681
5447

23
1848
2183

13
3147
2260
3136
2397
1383
1442
6402

32

21
1204

1203

Compound Description

Dioctylamine
Dipentene diepoxide;

3,4-Epoxy-4-methyl-1-(1-methylepoxyethyl)cyclohexane

Dipentene;

p-Mentha-1,8-diene;
4-Isopropenyl-1-methylcyclohexene
Dipentyl ether; Amyl ether; Pentyl ether
Dipentylamine

Diphenyl diselenide; Phenyl diselenide
Diphenyl disulfide; Phenyl disulfide
Diphenyl phosphite

Diphenyl sulfide; Phenyl sulfide
Diphenyl(o-tolyl)phosphine
Diphenyl-2-pyridylmethane; 2-Benzhydrylpyridine
Diphenylacetaldehyde
Diphenylacetylene; Tolan
Diphenylamine

Diphenylmethane

Diphenylmethanol; Benzhydrol
Diphenylmethylsilane
Diphenylphosphine

Diphenylsilane

Dipropargylamine

Dipropyl carbonate

Dipropyl chlorophosphate

Dipropyl chlorothiophosphate

Dipropyl ether; Propyl ether

Dipropyl phosphite

Dipropyl phthalate

Dipropyl sulfone; Propyl sulfone
Dipropylamine

Dipropylene glycol dimethyl ether
Dipropylene glycol methyl ether, mixture of isomers

Dithioerythritol; 1,4-Dimercapto-2,3-butanediol, erythro-

Divinyl sulfone; Vinyl sulfone
Divinylbenzene, mixture of isomers
DL-2-Amino-1-hexanol
DL-2-Amino-1-pentanol
DL-2-Amino-1-propanol
DL-2-Amino-3-methyl-1-butanol
DL-a-Tocopherol acetate; Vitamin E acetate
Docosane

Dodecamethyleneimine; Azacyclotridecane
Dodecanal; Lauraldehyde; Dodecylaldehyde
Dodecane

Dodecanedinitrile; 1,10-Dicyanodecane
Dodecanoic acid; Lauric acid
Dodecanonitrile; Lauronitrile; Undecyl cyanide
Dodecyl acetate; Lauryl acetate

Dodecyl sulfide; Didodecyl sulfide
Dodecylamine; Laurylamine
Dodecyltrichlorosilane

Dotriacontane

Eicosane

Epibromohydrin;
1-Bromo-2,3-epoxypropane;

Glycidyl bromide

Epichlorohydrin;
1-Chloro-2,3-epoxypropane;

Glycidyl chloride
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No.

1202

1321
614
613

1670

2337

3240

3241

6415
2699
2667
2669
5320
5321
5279
6486
2695
2700
2911
2910
2899
2795
2906
2557
2904

2902

3090
3084
2900
2883
2690
2558
2781
5304

2852
2921
2698
5289
5384

2869
6493
2550
5383
2788

2785
2801
2799
2792
2777
2775
3218
3217
5324

Compound Description

Epifluorohydrin;

1,2-Epoxy-3-fluoropropane;

Glycidyl fluoride

Ethane

Ethanethiol; Ethyl mercaptan

Ethanol-1-13C; Ethyl-1-13C alcohol

Ethanol; Ethyl alcohol

Ethanolamine; 2-Aminoethanol; 2-Hydroxyethylamine
Ethoxyacetic acid

Ethoxycarbonyl isocyanate; Ethyl isocyanatoformate

Ethoxycarbonyl isothiocyanate;
Ethyl isothiocyanatoformate

Ethoxytrimethylsilane

Ethyl (2E,4Z)-2,4-decadienoate

Ethyl (E)-2-butenoate; Ethyl crotonate

Ethyl (E)-2-methyl-2-butenoate; Ethyl tiglate
Ethyl (E)-4-bromocinnamate

Ethyl (E)-4-nitrocinnamate

Ethyl (phenylacetoxy)acetate

Ethyl (trimethylsilyl)acetate

Ethyl (2)-9-octadecenoate; Ethyl oleate

Ethyl (Z,2)-9,12-octadecadienoate; Ethyl linoleate
Ethyl 1,3-dithiane-2-carboxylate

Ethyl 1,3-dithiolane-2-carboxylate

Ethyl 1-azetidinepropionate

Ethyl 1-bromocyclobutanecarboxylate

Ethyl 1-methyl-1,2,3,6-tetrahydropyridine-4-carboxylate
Ethyl 1-methylcyclopropanecarboxylate

Ethyl 1-methylnipecotate;

Ethyl 1-methylpiperidine-3-carboxylate

Ethyl 1-methylpipecolinate;

Ethyl 1-methylpiperidine-2-carboxylate

Ethyl 1-piperazinecarboxylate

Ethyl 1-piperidineglyoxylate

Ethyl 1-piperidinepropionate

Ethyl 1-pyrrolidineacetate

Ethyl 10-undeceneoate; Ethyl 10-hendecenoate
Ethyl 2,2,3,3-tetramethylcyclopropanecarboxylate
Ethyl 2,3-dibromopropionate

Ethyl 2,3-epoxy-2-methyl-3-phenylpropanoate;
Ethyl methylphenylglycidate

Ethyl 2,3-epoxybutyrate

Ethyl 2,4-dioxovalerate; Ethyl 2,4-dioxopentanoate
Ethyl 2,4-hexadienoate; Ethyl sorbate

Ethyl 2-(4-chlorophenoxy)-2-methylpropionate
Ethyl 2-(dimethylamino)benzoate;

Ethyl N,N-dimethylanthranilate

Ethyl 2-(methylthio)acetate

Ethyl 2-(trimethylsilymethyl)acetoacetate

Ethyl 2-acetoxy-2-methylacetoacetate

Ethyl 2-aminobenzoate; Ethyl anthranilate

Ethyl 2-bromo-2-methylpropionate;

Ethyl 2-bromoisobutyrate

Ethyl 2-bromobutyrate

Ethyl 2-bromoheptanoate

Ethyl 2-bromohexanoate

Ethyl 2-bromopentanoate; Ethyl 2-bromovalerate
Ethyl 2-bromopropionate

Ethyl 2-chloropropionate

Ethyl 2-cyano-1-cyclopropanecarboxylate

Ethyl 2-cyano-3-methyl-2-butenoate

Ethyl 2-fluorobenzoylacetate

No.

2560
5713
5352
1417
2821
2819

2866
2684
2685
2927
5340
2423
2568
6241
2417
6244
5292
6050
5785
5784
5788
2851
2850
2681
5669
2562

5729
6487
6544
5385
2884
2887
5806

5316
2780
2778
2837
5343
2933
5717
5357
2816
2868
2917
5342
2428
5313

5290
6258
6058
3118
5786
2928

2742

5388

Compound Description

Ethyl 2-formyl-1-cyclopropanecarboxylate

Ethyl 2-furoate

Ethyl 2-hydroxybenzoate; Ethyl salicylate

Ethyl 2-hydroxyethyl sulfide; 2-(Ethylthio)ethanol
Ethyl 2-hydroxyhexanoate

Ethyl 2-hydroxyisobutyrate;

Ethyl 2-hydroxy-2-methylpropionate

Ethyl 2-mercaptopropionate

Ethyl 2-methyl-3-pentenoate

Ethyl 2-methyl-4-pentenoate

Ethyl 2-methylacetoacetate; Ethyl 2-methyl-3-oxobutyrate

Ethyl 2-methylbenzoate; Ethyl o-toluate

Ethyl 2-methylbutanoate

Ethyl 2-methylcyclopropanecarboxylate

Ethyl 2-methylene-4-pentynoate

Ethyl 2-methylpropanoate; Ethyl isobutyrate
Ethyl 2-nonynoate

Ethyl 2-phenylcyclopropanecarboxylate, trans-
Ethyl 2-pyridylacetate

Ethyl 2-thiopheneacetate

Ethyl 2-thiophenecarboxylate

Ethyl 2-thiopheneglyoxylate

Ethyl 3,3-diethoxyacrylate

Ethyl 3,3-diethoxypropionate

Ethyl 3,3-dimethylacrylate; Ethyl 3-methyl-2-butenoate
Ethyl 3,5-dimethylpyrrole-2-carboxylate

Ethyl 3-(2,2-dichlorovinyl)-2,2-dimethyl-1-
cyclopropanecarboxylate

Ethyl 3-(furfurylthio)propionate

Ethyl 3-(trimethylsilyl)propionate

Ethyl 3-(trimethylsilyl)propynoate

Ethyl 3-aminobenzoate

Ethyl 3-aminobutyrate

Ethyl 3-aminocrotonate; Ethyl 3-amino-2-butenoate

Ethyl 3-aminopyrazole-4-carboxylate;
3-Amino-4-carbethoxypyrazole

Ethyl 3-benzoylacrylate

Ethyl 3-bromopropionate

Ethyl 3-chloropropionate

Ethyl 3-ethoxyacrylate

Ethyl 3-fluorobenzoate

Ethyl 3-formylcyclohexanecarboxylate

Ethyl 3-furoate

Ethyl 3-hydroxybenzoate

Ethyl 3-hydroxybutyrate

Ethyl 3-mercaptopropionate

Ethyl 3-methyl-2-oxobutyrate

Ethyl 3-methylbenzoate; Ethyl m-toluate

Ethyl 3-methylbutanoate; Ethyl isovalerate

Ethyl 3-phenyl-2,3-epoxypropionate;

Ethyl 3-phenylglycidate

Ethyl 3-phenylpropionate; Ethyl hydrocinnamate
Ethyl 3-phenylpropynoate; Ethyl phenylpropiolate
Ethyl 3-pyridylacetate

Ethyl 3-rhodanineacetate

Ethyl 3-thiopheneacetate

Ethyl 4,4,4-trifluoroacetoacetate; E
thyl 3-oxo0-4,4,4-trifluorobutyrate

Ethyl 4,4,4-trifluorocrotonate;
Ethyl 4,4,4-trifluoro-2-butenoate

Ethyl 4-(dimethylamino)benzoate
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5369
5387
2793
2741
2787
5368
5348
5286

5359
5615
5367
5284
2918

5346
5393
2930
5291
2798
2727
2922
2800
6059
2703
5510
2382
2925
2649
6276
6277
6275
5732

5330
5323
2877
2755
3088
2408
2753
3043
2573

5318
3214
3210
2563
2565
2577
2567
2564
2556
2459
3257
3295
3322
2848
1373
3087
6218

Compound Description

Ethyl 4-acetylbenzoate

Ethyl 4-aminobenzoate

Ethyl 4-bromobutyrate

Ethyl 4-bromocrotonate; Ethyl 4-bromo-2-butenoate
Ethyl 4-chlorobutyrate

Ethyl 4-ethoxybenzoate

Ethyl 4-fluorobenzoate

Ethyl 4-hydroxy-3-methoxyphenylacetate;
Ethyl homovanillate

Ethyl 4-hydroxybenzoate; Ethyl paraben
Ethyl 4-isocyanatobenzoate

Ethyl 4-methoxybenzoate; Ethyl p-anisate
Ethyl 4-methoxyphenylacetate

Ethyl 4-methyl-2-oxopentanoate;
Ethyl 4-methyl-2-oxovalerate

Ethyl 4-methylbenzoate; Ethyl p-toluate

Ethyl 4-nitrobenzoate

Ethyl 4-oxocyclohexanecarboxylate

Ethyl 4-phenylbutyrate

Ethyl 5-bromopentanoate; Ethyl 5-bromovalerate
Ethyl 5-norbornene-2-carboxylate, endo + exo
Ethyl 5-oxohexanoate; Ethyl 4-acetylbutyrate
Ethyl 6-bromohexanoate

Ethyl 6-methyl-3-pyridyloxyacetate

Ethyl 9,12,15-octadecatrienoate; Ethyl linolenate
Ethyl a-cyanocinnamate

Ethyl acetate

Ethyl acetoacetate; Ethyl 3-oxobutyrate

Ethyl acrylate; Ethyl propenoate

Ethyl alcohol-2,2,2-d3; Ethanol-2,2,2-d3

Ethyl alcohol-d6; Ethanol-d6

Ethyl alcohol-O-d; Ethanol-O-d

Ethyl b-oxo-3-furanpropionate;

Ethyl 3-(3-furyl)-3-oxopropionate

Ethyl benzoate

Ethyl benzoylformate; Ethyl phenylglyoxylate
Ethyl bis(ethylthio)acetate

Ethyl bromoacetate

Ethyl butylcarbamate; N-Butylurethane

Ethyl butyrate

Ethyl chloroacetate

Ethyl chlorothiolformate

Ethyl chrysanthemumate, cis + trans;
Ethyl 2,2-dimethyl-3-isobutenylcyclopropaneacetate

Ethyl cinnamate; Ethyl 3-phenylpropenoate
Ethyl cyanoacetate

Ethyl cyanoformate

Ethyl cyclobutanecarboxylate

Ethyl cyclohexanecarboxylate

Ethyl cyclohexanepropionate

Ethyl cyclohexylacetate

Ethyl cyclopentylacetate

Ethyl cyclopropanecarboxylate

Ethyl decanoate; Ethyl caprate

Ethyl diazoacetate

Ethyl dichlorophosphite

Ethyl dichlorothiophosphate

Ethyl diethoxyacetate

Ethyl disulfide; Diethyl disulfide

Ethyl ethylcarbamate; N-Ethylurethane
Ethyl ethynyl ether; Ethoxyacetylene

No.

2751
2373
2475
2749
2445
2472
2437
5882
2756
2929
3222
3237
3213
2983

2905
3246
3272
2805
2919
5280
2142
5308
2660
3271
2839
1371
6167
5480
2903
2894
2480
2456
5311
2477
2450
3037
5633
5298
2784
2427
4325
5272
2901
2434
2399
6239
5805
6048
6054
6063
2915
3041
1372
2468
1247

2878
3243
2864

Compound Description

Ethyl fluoroacetate

Ethyl formate

Ethyl heptadecanoate; Ethyl margarate
Ethyl heptafluorobutyrate

Ethyl heptanoate; Ethyl enanthate
Ethyl hexadecanoate; Ethyl palmitate
Ethyl hexanoate; Ethyl caproate

Ethyl indole-3-acetate

Ethyl iodoacetate

Ethyl isobutyrylacetate; Ethyl 4-methyl-3-oxopentanoate

Ethyl isocyanate

Ethyl isocyanatoacetate

Ethyl isocyanoacetate

Ethyl isodehydracetate;

Ethyl 4,6-dimethyl-2-oxo0-2H-pyran-5-carboxylate
Ethyl isonipecotate; Ethyl piperidine-4-carboxylate
Ethyl isothiocyanate

Ethyl L-2-((methylsulfonyl)oxy)propionate

Ethyl lactate; Ethyl 2-hydroxypropionate

Ethyl levulinate; Ethyl 4-oxopentanoate

Ethyl m-tolylacetate; Ethyl (3-methylphenyl)acetate
Ethyl maltol; 2-Ethyl-3-hydroxy-4H-pyran-4-one
Ethyl mandelate; Ethyl a-hydroxyphenylacetate
Ethyl methacrylate; Ethyl 2-methylpropenoate
Ethyl methanesulfonate

Ethyl methoxyacetate

Ethyl methyl sulfide

Ethyl N-hydroxyacetimidate

Ethyl N-phenylthiobutyrimidate

Ethyl nipecotate; Ethyl piperidine-3-carboxylate
Ethyl nitroacetate

Ethyl nonadecanoate

Ethyl nonanoate; Ethyl pelargonate

Ethyl o-tolylacetate; Methyl (2-methylphenyl)acetate
Ethyl octadecanoate; Ethyl stearate

Ethyl octanoate; Ethyl caprylate

Ethyl oxalyl chloride; Ethyl chloroglyoxylate

Ethyl p-toluenesulfonate

Ethyl p-tolylacetate; Ethyl 4-methylphenylacetate
Ethyl pentafluoropropionate

Ethyl pentanoate; Ethyl valerate

Ethyl phenyl sulfide; Thiophenetole

Ethyl phenylacetate

Ethyl pipecolinate; Ethyl piperidine-2-carboxylate
Ethyl pivalate; Ethyl 2,2-dimethylpropanoate
Ethyl propionate

Ethyl propynoate; Ethyl propiolate

Ethyl pyrazole-4-carboxylate

Ethyl pyridine-2-carboxylate; Ethyl picolinate
Ethyl pyridine-3-carboxylate; Ethyl nicotinate
Ethyl pyridine-4-carboxylate; Ethyl isonicotinate
Ethyl pyruvate; Ethyl 2-oxopropanoate

Ethyl succinyl chloride

Ethyl sulfide; Diethyl sulfide

Ethyl tetradecanoate; Ethyl myristate

Ethyl tetrahydrofurfuryl ether;
2-(Ethoxymethyl)tetrahydrofuran

Ethyl thioacetate
Ethyl thiocyanate
Ethyl thioglycolate; Ethyl mercaptoacetate
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2765
2916

2466
2767
2461
1096
3263
1432
3328
6309
6310

200

198
2541
2492
2881

2548
2653
1219
2682
2856
1396
3269
2493

67
2857

1474
259
258

2117
240

6398

6248

6188

6576

6539

2075

5023

3481

3460

3165

3484

6318
477
473

2246

3047

2247

2936

3154

3039

5673

5700

5726

5720

5685

5728

5724

Compound Description

Ethyl trichloroacetate

Ethyl trichloropyruvate;
Ethyl 2-ox0-3,3,3-trichloropropanoate

Ethyl tridecanoate

Ethyl trifluoroacetate

Ethyl undecanoate; Ethyl hendecanoate
Ethyl vinyl ether; Ethoxyethene

Ethyl vinyl sulfone

Ethylamine

Ethylbenzene
Ethylbenzene-2,3,4,5,6-d5
Ethylbenzene-d10

Ethylcyclohexane

Ethylcyclopentane

Ethylene brassylate; Ethylene tridecanedioate
Ethylene carbonate; 1,3-Dioxolan-2-one

Ethylene glycol di(thioglycolate);
Ethylene glycol di(mercaptoacetate)

Ethylene glycol diacetate; 1,2-Diacetoxyethane

Ethylene glycol diacrylate

Ethylene glycol diglycidyl ether

Ethylene glycol dimethacrylate

Ethylene glycol monoacetate; 2-Hydroxyethyl acetate
Ethylene sulfide; Thiirane

Ethylene sulfite; Glycol sulfite; 1,3,2-Dioxathiolane-2-oxide
Ethylene trithiocarbonate; 1,3-Dithiolane-2-thione
Ethylene; Ethene

Ethylenebis(2-oxyethyl acetate);
Triethylene glycol diacetate

Ethylenediamine; 1,2-Diaminoethane
Ethylidenecyclohexane
Ethylidenecyclopentane
Ethyltetramethylcyclohexenone, mixture of isomers
Ethyltetramethylcyclopentadiene
Ethyltrichlorosilane

Ethynylbenzene; Phenylacetylene
Ethynylcyclohexane; Cyclohexylacetylene
Ethynyltributyltin

Ethynyltrimethylsilane; (Trimethylsilyl)acetylene
Fenchone; 1,3,3-Trimethylbicyclo[2.2.1]heptan-2-one
Flavanone; 2,3-Dihydroflavone; 2-Phenyl-4-chromanone
Fluoranthene

Fluorene

Fluoroacetonitrile

Fluorobenzene

Fluorobenzene-d5

Fluorotribromomethane
Fluorotrichloromethane; CFC-11
Formaldehyde; Formalin

Formamide

Formic acid

Fumaric acid monoethyl ester; Ethyl fumarate
Fumaronitrile; (E)-1,2-Dicyanoethene

Fumaryl chloride

Furan

Furfural dimethylhydrazone

Furfuryl 3-methylbutanoate; Furfuryl isovalerate
Furfuryl acetate

Furfuryl alcohol

Furfuryl benzoate

Furfuryl butyrate

No.

5692
5688
5691
5690
5727
5725
5722
5721
5723
5695
5711
5440

2628

541
2604
1974
2937
3141
1293

1038
2822
1205
2907
1209
1213
2858
1208
1140
3439

314

2645

22

28

18
2265
1181
2315
3001
6478
1845
2177

6260
2254
3027
2393
2413
2380
2454
1437
6570

570
1991
3726

610
6337

Compound Description

Furfuryl isopropyl sulfide

Furfuryl mercaptan; 2-Furanmethanethiol

Furfuryl methyl disulfide

Furfuryl methyl sulfide

Furfuryl octanoate

Furfuryl pentanoate

Furfuryl propionate

Furfuryl thioacetate; Furfurylthiol acetate

Furfuryl thiopropionate

Furfurylamine; 2-Furanmethylamine

Furylacrylic acid; 3-(2-Furyl)propenoic acid
g-Phenyl-g-butyrolactone;

4-Hydroxy-4-phenylbutyric acid lactone

Geranyl acetate; 3,7-Dimethyl-2,6-octadien-1-yl acetate
Geranyl chloride; 1-Chloro-3,7-dimethyl-2,6-octadiene
Geranyl formate; 3,7-Dimethyl-2,6-octadien-1-yl formate
Geranylacetone; 6,10-Dimethyl-5,9-undecadien-2-one
Glutaric acid monomethyl ester; Methyl glutarate
Glutaronitrile; 1,3-Dicyanopropane

Glycerol formal;

1,3-Dioxan-5-ol + 1,3-Dioxolane-4-methanol

Glycerol; 1,2,3-Propanetriol; Glycerine

Glyceryl 5-hydroxydecanoate

Glycidol; 2,3-Epoxy-1-propanol

Glycidyl acrylate; 2,3-Epoxypropyl propenoate
Glycidyl isopropyl ether

Glycidyl lauryl ether; 1-Dodecyloxy-2,3-epoxypropane
Glycidyl methacrylate; 2,3-Epoxypropyl methacrylate
Glycidyl methyl ether; 1,2-Epoxy-3-methoxypropane
Glyoxal bis(diallyl acetal)

Guaiazulene; 1,4-Dimethyl-7-isopropylazulene
Guaiene; 1,4-Dimethyl-7-isopropylidene-
1,2,3,4,5,6,7,8-octahydroazulene

Guaiyl acetate;
2-(3a,8a-Dimethyl-1,2,3,4,5b,6,7,8-octahydro-5-azulene)-2-
propyl acetate

Heneicosane

Heptacosane

Heptadecane

Heptadecanoic acid; Margaric acid

Heptaethylene glycol

Heptafluorobutyric acid; Perfluorobutyric acid
Heptafluorobutyric anhydride
Heptamethyldisilazane

Heptamethyleneimine; Azocane; Azacyclooctane
Heptanal; Heptaldehyde

Heptane

Heptane-d16

Heptanoic acid; Enanthic acid

Heptanoyl chloride

Heptyl acetate

Heptyl butyrate

Heptyl formate

Heptyl octanoate; Heptyl caprylate

Heptylamine

Hexabutylditin; Bis(tributyltin)
Hexachloro-1,3-butadiene
Hexachloro-2-propanone; Hexachloroacetone
Hexachlorobenzene

Hexachlorocyclopentadiene

Hexachlorodisilane
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2264
1445
1180
1989
3713
497
3005
568
220
3394
6455
311

6360
6450
6569
3230
1843
1862

62
3297
2174

6259
2939

3051
2253
3130
1841

2674
5715
1425
2425
2421
2432
5375
2391
5334
2412
3131
2453
5276
2405
1381
1436
1849
1429

319

318
1319
4086
5900
5807

Compound Description

Hexachloroethane

Hexachloropropene

Hexacosane

Hexadecane

Hexadecanoic acid; Palmitic acid
Hexadecylamine

Hexaethylene glycol

Hexafluoro-2-propanone; Hexafluoroacetone
Hexafluorobenzene

Hexafluoroethane; CFC-116
Hexafluoroglutaric anhydride
Hexafluoropropene; CFC-1216
Hexahydroindane; Bicyclo[4.3.0]Jnonane
Hexamethylbenzene
Hexamethylcyclotrisiloxane
Hexamethyldewarbenzene; Hexamethylbicyclo[2.2.0]hexa-
2,5-diene

Hexamethyldisilane

Hexamethyldisiloxane; Bis(trimethylsilyl) ether
Hexamethylditin; Bis(trimethyltin)
Hexamethylene diisocyanate
Hexamethyleneimine; Homopiperidine; Azepane

Hexamethylenetetramine;
1,3,5,7-Tetraazatricyclo[3.3.1.1(3,7)]decane;
Methenamine

Hexamethylethane; 2,2,3,3-Tetramethylbutane
Hexamethylphosphorous triamide

Hexanal; Caproaldehyde

Hexane

Hexane-d14

Hexanedioic acid monoethyl ester; Ethyl adipate
Hexanes

Hexanoamide; Caproamide

Hexanoic acid; Caproic acid

Hexanonitrile; Amyl cyanide

Hexetidine;
5-Amino-1,3-bis(2-ethylhexyl)-5-methylhexahydropyrimidine
Hexyl (E)-2-methyl-2-butenoate; Hexyl tiglate
Hexyl 2-furoate

Hexyl 2-hydroxyethyl sulfide

Hexyl 2-methylbutanoate

Hexyl 2-methylpropanoate; Hexyl isobutyrate
Hexyl 3-methylbutanoate; Hexyl isovalerate
Hexyl 4-hydroxy-3-methoxybenzoate; Hexyl vanillate
Hexyl acetate

Hexyl benzoate

Hexyl butyrate

Hexyl isocyanide

Hexyl octanoate; Hexyl caprylate

Hexyl phenylacetate

Hexyl propionate

Hexyl sulfide; Dihexyl sulfide

Hexylamine

Homopiperazine; 1,4-Diazepane

Hydrazine

Hydrogen bromide

Hydrogen chloride

Hydrogen sulfide

Hydroquinone; 1,4-Dihydroxybenzene
Imidazo[1,2-a]pyridine

Imidazole

No.

3358
5897
3437
5856
4630
3169
3487

579
6267

326

464

323
6266

322
3723

478
6372
6603
2762
1892
1888
3337

975
2596
2593

2591
2594

110
2387
3035
2376
2808
2662
1891
1886
2402
1097
3333
2164
3050
2996
4832
3020
3882
2052

5061
959
172

2606

2671

2419

2430

2384

2757

2410

1385

2473

2439

Compound Description

Indane

Indazole; Benzo[d]pyrazole

Indene

Indole

Indoline; 2,3-Dihydroindole

lodoacetonitrile

lodobenzene

lodocyclohexane; Cyclohexyl iodode
lodoethane-d5; Ethyl iodide-d5

lodoethane; Ethyl iodide

lodoform; Triiodomethane

lodomethane-13C

lodomethane-d3; Methyl iodide-d3

lodomethane; Methyl iodide
lodopentafluorobenzene

lodotrifluoromethane; Trifluoromethyl iodide
lodotrimethylsilane; Trimethylsilyl iodide

Iron pentacarbonyl

Isoamyl chloroacetate; 3-Methylbutyl chloroacetate
Isoamyl nitrate; 3-Methylbutyl nitrate

Isoamyl nitrite; 3-Methylbutyl nitrite
Isoamylbenzene; (3-Methylbutyl)benzene
Isoborneol; 1,7,7-Trimethylbicyclo[2.2.1]heptan-2-ol, exo-
Isobornyl 3-methylbutanoate; Isobornyl isovalerate

Isobornyl acetate;
1,7,7-Trimethylbicyclo[2.2.1]hept-2-yl acetate, exo-

Isobornyl formate

Isobornyl propionate

Isobutene; 2-Methylpropene

Isobutyl acetate; 2-Methylpropyl formate

Isobutyl chloroformate

Isobutyl formate; 2-Methylpropyl formate

Isobutyl lactate; 2-Methylpropyl 2-hydroxypropionate
Isobutyl methacrylate; 2-Methylpropyl 2-methylpropenoate
Isobutyl nitrate

Isobutyl nitrite

Isobutyl propionate; 2-Methylpropyl propionate
Isobutyl vinyl ether

Isobutylbenzene

Isobutyraldehyde; 2-Methylpropanal

Isobutyramide

Isobutyric anhydride

Isobutyrophenone; 2-Methyl-1-phenyl-1-propanone
Isobutyryl chloride; 2-Methylpropionyl chloride
Isochroman; 3,4-Dihydro-1H-benzo[c]pyran
Isomenthone;

p-Menthan-3-one, cis-;
2-Isopropyl-5-methylcyclohexanone, cis-
Isophthalaldehyde; Isophthaldicarboxaldehyde
Isopinocampheol; 3-Pinanol, (exo-2,endo-3)
Isoprene; 2-Methyl-1,3-butadiene

Isopropenyl acetate

Isopropyl (E)-2-methyl-2-butenoate; Isopropyl tiglate
Isopropyl 2-methylpropanoate; Isopropyl isobutyrate
Isopropyl 3-methylbutanoate; Isopropyl isovalerate
Isopropyl acetate

Isopropyl bromoacetate

Isopropyl butyrate

Isopropyl disulfide; Diisopropyl disulfide

Isopropyl hexadecanoate; Isopropyl palmitate
Isopropyl hexanoate; Isopropyl caproate
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No.

3224
1890
5274
6056
1384
2469

202
3445
3277
2597

1304

309
5836
3024
5826
2101

1680
2335
1684

585

2809

2665
1255

2629

2603
2638

2633

3418
4290
4384
4295
3360
3139

984

2051

2340
2187
2292
3031
2728

3276
1320

612
2336
3182
3040
1095
4320
6107

Compound Description

Isopropyl isocyanate

Isopropyl nitrate

Isopropyl phenylacetate

Isopropyl pyridine-3-carboxylate; Isopropyl nicotinate
Isopropy! sulfide; Diisopropyl sulfide

Isopropyl tetradecanoate; Isopropyl myristate
Isopropylcyclohexane

Isopropylnaphthalene, mixture of isomers
Isopropylsulfonyl chloride

Isopulegyl acetate,
mixture of isomers;
2-Isopropenyl-5-methylcyclohexyl acetate

Isosorbide dimethyl ether;
1,4:3,6-Dianhydrosorbitol 2,5-dimethyl ether

Isotetralin; 1,4,5,8-Tetrahydronaphthalene

Isothiazole

Isovaleryl chloride; 3-Methylbutyryl chloride

Isoxazole

Jasmone, cis-;
(2)-3-Methyl-2-(2-pentenyl)-2-cyclopenten-1-one
L-2-Amino-3-methyl-1-butanol

L-2-Hydroxypropionic acid; L-Lactic acid

L-Isoleucinol; 2-Amino-3-methyl-1-pentanol

L-Menthyl chloride; [1S-(1a,2b,4b)]-2-Chloro-1-isopropyl-4-
methylcyclohexane

L-Menthyl lactate; (1a,2b,5a)-2-Isopropyl-5-methylcyclohexyl
L-2-hydroxypropionate

Lauryl methacrylate; Dodecyl 2-methylpropenoate

Linalool oxide;
a,a,5-Trimethyl-5-vinyltetrahydrofurfuryl alcohol
Linalyl acetate;

3,7-Dimethyl-1,6-octadien-3-yl acetate; Bergamol
Linalyl formate; 3,7-Dimethyl-1,6-octadien-3-yl formate
Linalyl isovalerate; 3,7-Dimethyl-1,6-octadien-3-yl 2-
methylbutanoate

Linalyl propionate;

3,7-Dimethyl-1,6-octadien-3-yl propionate
m-Terphenyl

m-Toluenethiol; 3-(Methyl)thiophenol; m-Thiocresol
m-Toluidine; 3-Methylaniline

m-Xylene-a,a'-dithiol; 1,3-Benzenebis(methanethiol)
m-Xylene; 1,3-Dimethylbenzene

Malononitrile; Methylene cyanide

Manool; 3-Methyl-5-(2-methylene-5,5,8a-trimethyldecahydro-
1-naphthyl)-1-penten-3-ol

Menthone; p-Menthan-3-one, trans-;
2-Isopropyl-5-methylcyclohexanone, trans-
Mercaptoacetic acid; Thioglycolic acid

Methacrolein; 2-Methylpropenal

Methacrylic acid; 2-Methylpropenoic acid
Methacryloyl chloride; 2-Methylpropenoyl chloride
Methallylidene diacetate; 3,3-Diacetoxy-2-methylpropene
Methane

Methanesulfonyl chloride

Methanethiol; Methyl mercaptan

Methanol; Methyl alcohol

Methoxyacetic acid

Methoxyacetonitrile

Methoxyacetyl chloride

Methoxyethylene; Methyl vinyl ether

Methoxymethyl phenyl sulfide

Methoxypyrazine

No.

6414
2862

2693
2668
2686
2932
2931
6485
2692
2694
2697
2701

5667
2724
2600
5668
5294
2854
2689
2696
3109
2561
2802
2909
2817
5282
5372
2908

5719
2739
2875
5389

5382
5350
5397
2783
2776
2666
6240
2770
5395
2743

2772
5712
5376

5351
2818

5365
5718
5339
2422
2416
6053

5390

Compound Description

Methoxytrimethylsilane

Methyl (4S)-2,2,5-trimethyl-1,3-dioxolane-4-carboxylate,
trans-

Methyl (E)-11-octadecenoate; Methyl (E)-vaccenate
Methyl (E)-2-methyl-2-butenoate; Methyl tiglate
Methyl (E)-2-nonenoate

Methyl (R)-(+)-1-methyl-2-oxocyclohexanepropionate
Methyl (S)-(-)-1-methyl-2-oxocyclohexanepropionate
Methyl (trimethylsilyl)acetate

Methyl (Z)-11-octadecenoate; Methyl (Z)-vaccenate
Methyl (Z)-9-octadecenoate; Methyl oleate

Methyl (Z,2)-9,12-octadecadienoate; Methyl linoleate
Methyl (Z,2,2)-6,9,12-octadecatrienoate;

Methyl g-linolenate

Methyl 1,5-dimethylpyrrole-2-carboxylate

Methyl 1-cyclohexene-1-carboxylate

Methyl 1-methoxybicyclo[2.2.2]oct-5-ene-2-carboxylate
Methyl 1-methyl-2-pyrroleacetate

Methyl 1-naphthaleneacetate

Methyl 10,11-epoxyundecanoate

Methyl 10-undecenoate; Methyl 10-hendecenoate
Methyl 11-eicosenoate

Methyl 2,2,2-trichloroacetimidate

Methyl 2,2-dichloro-1-methylcyclopropanecarboxylate
Methyl 2,2-dichloro-2-methoxyacetate

Methyl 2,2-dimethyl-1,3-dioxolane-4-carboxylate
Methyl 2,2-dimethyl-3-hydroxypropionate

Methyl 2,3,4,5,6-pentafluorophenylacetate

Methyl 2,5-dichlorobenzoate

Methyl 2,5-dihydro-2,5-dimethoxyfuran-2-carboxylate,
cis + trans

Methyl 2,5-dimethyl-3-furoate

Methyl 2-(bromomethyl)acrylate

Methyl 2-(methylthio)butyrate

Methyl 2-amino-5-chlorobenzoate;
Methyl 5-chloroanthranilate

Methyl 2-aminobenzoate; Methyl anthranilate
Methyl 2-bromo-5-fluorobenzoate

Methyl 2-bromo-5-nitrobenzoate

Methyl 2-bromobutyrate

Methyl 2-bromopropionate

Methyl 2-butenoate; Methyl crotonate

Methyl 2-butynoate

Methyl 2-chloro-2,2-difluoroacetate

Methyl 2-chloro-4-nitrobenzoate

Methyl 2-chloroacetoacetate;
Methyl 2-chloro-3-oxobutyrate

Methyl 2-chloropropionate
Methyl 2-furoate

Methyl 2-hydroxy-4-methoxybenzoate;
Methyl 4-methoxysalicylate

Methyl 2-hydroxybenzoate; Methyl salicylate
Methyl 2-hydroxyisobutyrate; Methyl
2-hydroxy-2-methylpropionate

Methyl 2-methoxybenzoate; Methyl o-anisate
Methyl 2-methyl-3-furoate

Methyl 2-methylbenzoate; Methyl o-toluate
Methyl 2-methylbutanoate

Methyl 2-methylpropanoate; Methyl isobutyrate
Methyl 2-methylpyridine-5-carboxylate;
Methyl 6-methylnicotinate

Methyl 2-nitrobenzoate
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6243
2590
6242
3895
6049
2849
5381
5380
5374
5378
5377
2885
2871
2870
6488
5787
2886
2791

2779
5344
5370
2815
5356
2820
2867
5341
5391
2895
2687
5363
2876
5281
5386
2740
5396
5349
2786
5545
5398
5373
5358
5285
5366
5283
5345
5392
2896
5347
2797
5362
2796
2726

2702
2381
2924
2648
6274
6273

Compound Description

Methyl 2-nonynoate
Methyl 2-norbornanecarboxylate
Methyl 2-octynoate

Methyl 2-phenylethyl ether; 1-Methoxy-2-phenylethane

Methyl 2-pyridylacetate

Methyl 3,3-dimethoxypropionate
Methyl 3,4,5-trimethoxyanthranilate
Methyl 3,4,5-trimethoxybenzoate
Methyl 3,4-dimethoxybenzoate

Methyl 3,5-dibromo-4-methylbenzoate
Methyl 3,5-dimethoxybenzoate

Methyl 3-(dimethylamino)propionate
Methyl 3-(ethylthio)propionate

Methyl 3-(methylthio)propionate
Methyl 3-(trimethylsilyloxy)crotonate
Methyl 3-amino-2-thiophenecarboxylate

Methyl 3-aminocrotonate; Methyl 3-amino-2-butenoate

Methyl 3-bromo-2-(bromomethyl)propionate;
Methyl 3,3'-dibromoisobutyrate

Methyl 3-bromopropionate

Methyl 3-chlorobenzoate

Methyl 3-hydroxy-2-naphthoate

Methyl 3-hydroxy-4,4,4-trichlorobutyrate
Methyl 3-hydroxybenzoate

Methyl 3-hydroxyhexanoate

Methyl 3-mercaptopropionate

Methyl 3-methylbenzoate; Methyl m-toluate
Methyl 3-nitrobenzoate

Methyl 3-nitropropionate

Methyl 3-nonenoate

Methyl 4-(hydroxymethyl)benzoate
Methyl 4-(methylthio)butyrate

Methyl 4-(t-butyl)phenylacetate

Methyl 4-aminobenzoate

Methyl 4-bromocrotonate; Methyl 4-bromo-2-butenoate

Methyl 4-chloro-2-nitrobenzoate
Methyl 4-chlorobenzoate
Methyl 4-chlorobutyrate

Methyl 4-cyanobenzoate

Methyl 4-formylbenzoate

Methyl 4-hydroxy-3-methoxybenzoate; Methyl vanillate

Methyl 4-hydroxybenzoate; Methyl paraben

Methyl 4-hydroxyphenylacetate

Methyl 4-methoxybenzoate; Methyl p-anisate
Methyl 4-methoxyphenylacetate

Methyl 4-methylbenzoate; Methyl p-toluate

Methyl 4-nitrobenzoate

Methyl 4-nitrobutyrate

Methyl 4-t-butylbenzoate

Methyl 5-bromopentanoate; Methyl 5-bromovalerate
Methyl 5-chloro-2-methoxybenzoate

Methyl 5-chloropentanoate; Methyl 5-chlorovalerate

Methyl 5-norbornene-2-carboxylate;
Methyl bicyclo[2.2.1]hept-5-ene-2-carboxylate

Methyl 9,12,15-octadecatrienoate; Methyl linolenate
Methyl acetate

Methyl acetoacetate; Methyl 3-oxobutyrate

Methyl acrylate; Methyl propenoate

Methyl alcohol-d4; Methanol-d4

Methyl alcohol-O-d; Methanol-O-d

No.

5312
5329
5322
2754
2407
2752
3032
5317
2981
3211
2572
2576
2566
3220
2555
2458
2763
3316
3308
2847
6532
5647
1368
2483
2462
2481
1045
2372
6297
2836
2482
2474
2794
2444
2471
2436
3221
3212
2982

3245
5305
2659
3270
2838
2479
2455
2476
2449
3036
4323
2470
5364
2782
2426
5287
4318
4317
5271

Compound Description

Methyl benzilate; Methyl diphenylglycolate
Methyl benzoate

Methyl benzoylformate; Methyl phenylglyoxylate
Methyl bromoacetate

Methyl butyrate

Methyl chloroacetate

Methyl chloroformate

Methyl cinnamate; Methyl 3-phenylpropenoate

Methyl coumalate; Methyl 2-oxo-2H-pyran-5-carboxylate

Methyl cyanoacetate

Methyl cyclohexanecarboxylate
Methyl cyclohexanepropionate
Methyl cyclohexylacetate

Methyl cyclopentylidenecyanoacetate
Methyl cyclopropanecarboxylate
Methyl decanoate; Methyl caprate
Methyl dichloroacetate

Methyl dichlorophosphate

Methyl diethylphosphonoacetate
Methyl dimethoxyacetate

Methyl diphenylmethylsilylacetate

Methyl diphenylphosphinite; Diphenylmethoxyphosphine

Methyl disulfide; Dimethyl disulfide

Methyl docosanoate; Methyl behenate

Methyl dodecanoate; Methyl laurate

Methyl eicosanoate; Methyl arachidate

Methyl ether; Dimethyl ether

Methyl formate

Methyl formate-d1

Methyl glycolate; Methyl hydroxyacetate
Methyl heneicosanoate

Methyl heptadecanoate; Methyl margarate
Methyl heptafluorobutyrate

Methyl heptanoate; Methyl enanthate

Methyl hexadecanoate; Methyl palmitate
Methyl hexanoate; Methyl caproate

Methyl isocyanate

Methyl isocyanoacetate

Methyl isodehydracetate;

Methyl 4,6-dimethyl-2-oxo-2H-pyran-5-carboxylate
Methyl isothiocyanate

Methyl mandelate; Methyl a-hydroxyphenylacetate
Methyl methacrylate; Methyl 2-methylpropenoate
Methyl methanesulfonate

Methyl methoxyacetate

Methyl nonadecanoate

Methyl nonanoate; Methyl pelargonate

Methyl octadecanoate; Methyl stearate

Methyl octanoate; Methyl caprylate

Methyl oxalyl chloride; Methyl chloroglyoxylate
Methyl p-tolyl sulfide; 4-(Methylthio)toluene
Methyl pentadecanoate

Methyl pentafluorobenzoate

Methyl pentafluoropropionate

Methyl pentanoate; Methyl valerate

Methyl phenoxyacetate

Methyl phenyl disulfide

Methyl phenyl sulfide; Thioanisole

Methyl phenylacetate
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2433

6219
2398
1374
1375
6238
6052
6062
2913
6288
1367
6305
2485
2467
1246

2874
3242
2863
2764
2484
2465
2766
3273
6546

2460
3262
6116
2091

1430
1659

1658

5042

199
6263
316

197
2547
256
260
257
3788
1431
4087
5636
6588
6397
6431
6430
6438
34
1863
4586
3108

Compound Description

Methyl pivalate; Methyl trimethylacetate;
Methyl 2,2-dimethylpropanoate

Methyl propargyl ether; 1-Methoxy-2-propyne
Methyl propionate

Methyl propyl disulfide

Methyl propyl trisulfide

Methyl propynoate; Methyl propiolate

Methyl pyridine-3-carboxylate; Methyl nicotinate
Methyl pyridine-4-carboxylate; Methyl isonicotinate
Methyl pyruvate; Methyl 2-oxopropanoate
Methyl sulfide-d6; Dimethyl sulfide-d6

Methyl sulfide; Dimethyl sulfide

Methyl sulfoxide-d6; Dimethyl sulfoxide-d6
Methyl tetracosanoate

Methyl tetradecanoate; Methyl myristate

Methyl tetrahydrofurfuryl ether;
2-(Methoxymethyl)tetrahydrofuran

Methyl thiobutyrate

Methyl thiocyanate

Methyl thioglycolate; Methyl mercaptoacetate
Methyl trichloroacetate

Methyl tricosanoate

Methyl tridecanoate

Methyl trifluoroacetate

Methyl trifluoromethanesulfonate

Methyl trimethylsilyl dimethylketene acetal;
[(1-Methoxy-2-methyl-1-propenyl)oxy]trimethylsilane;
MTDA

Methyl undecanoate; Methyl hendecanoate
Methyl vinyl sulfone
Methyl(methylthio)pyrazine, mixture of isomers
Methyl-b-ionone; b-Cetone; 1-(2,6,6-Trimethyl-1-cyclohexen-
1-yl)-1-penten-3-one

Methylamine

Methylaminoacetaldehyde diethyl acetal;
2,2-Diethoxy-N-methylethylamine
Methylaminoacetaldehyde dimethyl acetal;
2,2-Dimethoxy-N-methylethylamine
Methylbenzaldehydes (mixed 2,3,4);
Tolualdehydes (mixed o,m,p)
Methylcyclohexane

Methylcyclohexane-d14
Methylcyclopentadiene dimer;
Dimethyltricyclo[5.2.1.0(2,5)]deca-3,8-diene
Methylcyclopentane

Methylene diacetate

Methylenecyclobutane
Methylenecyclohexane
Methylenecyclopentane
Methylenedioxybenzene; 1,3-Benzodioxole
Methylhydrazine

Methylhydroquinone; 1,4-Dihydroxy-2-methylbenzene
Methylphenylphosphine

Methyltin trichloride

Methyltrichlorosilane

Methyltriethoxysilane

Methyltrimethoxysilane
Methyltris(2-methoxyethoxy)silane

Mineral spirits; Ligroin

Morpholine
N'-Benzyl-N,N-dimethylethylenediamine
N'-t-Butyl-N,N-dimethylformamidine

No.

1561
1715
1562
1569
6474
4541
5629
3255
3256
1548
1625
1532
1549
3254
1534
1547
1556
1530
4542
4357
1555
4510
4504
1551
1627
1540
3281
1716
1552
1553
1550
1554
4540
1557
1626
1524
1539
1538
1535
1664
6496
6499
1546

3068
1545

4539
5475

5476

1537
3070
4362
1593
3075
1533
3066
1669
1510

Compound Description

N,N'-Bis(2-aminoethyl)-1,3-propanediamine
N,N'-Bis(2-hydroxyethyl)ethylenediamine
N,N'-Bis(3-aminopropyl)-1,3-propanediamine
N,N'-Bis(3-aminopropyl)ethylenediamine
N,N'-Bis(trimethylsilyl)-1,4-butanediamine
N,N'-Di-(2-butyl)-1,4-phenylenediamine
N,N'-Di-p-tolylcarbodiimide
N,N'-Di-t-butylcarbodiimide
N,N'-Dicyclohexylcarbodiimide
N,N'-Diethyl-1,3-propanediamine
N,N'-Diethyl-2-butene-1,4-diamine
N,N'-Diethylethylenediamine
N,N'-Diisopropyl-1,3-propanediamine
N,N'-Diisopropylcarbodiimide
N,N'-Diisopropylethylenediamine
N,N'-Dimethyl-1,3-propanediamine
N,N'-Dimethyl-1,6-hexanediamine
N,N'-Dimethylethylenediamine
N,N'-Diphenyl-1,4-phenylenediamine
N,N'-Ethylenedianiline
N,N,2,2-Tetramethyl-1,3-propanediamine
N,N,2,4,6-Pentamethylaniline

N,N,3,5-Tetramethylaniline; N,N-Dimethyl-3,5-xylidine

N,N,N',N'-Tetraethyl-1,3-propanediamine
N,N,N',N'-Tetraethyl-2-butene-1,4-diamine
N,N,N',N'-Tetraethylethylenediamine
N,N,N',N'-Tetraethylsulfamide

N,N,N',N'-Tetrakis(2-hydroxypropyl)ethylenediamine

N,N,N',N'-Tetramethyl-1,2-propanediamine
N,N,N',N'-Tetramethyl-1,3-butanediamine
N,N,N',N'-Tetramethyl-1,3-propanediamine
N,N,N',N'-Tetramethyl-1,4-butanediamine
N,N,N',N'-Tetramethyl-1,4-phenylenediamine
N,N,N',N'-Tetramethyl-1,6-hexanediamine
N,N,N',N'-Tetramethyl-2-butene-1,4-diamine
N,N,N',N'-Tetramethyldiaminomethane
N,N,N',N'-Tetramethylethylenediamine
N,N,N'-Triethylethylenediamine
N,N,N'-Trimethylethylenediamine
N,N-Bis(2,2-diethoxyethyl)methylamine
N,N-Bis(trimethylsilyl)acetamide
N,N-Bis(trimethylsilyl)trifluoroacetamide
N,N-Dibutyl-1,3-propanediamine;
3-(Dibutylamino)propylamine
N,N-Dibutylformamide
N,N-Diethyl-1,3-propanediamine;
3-(Diethylamino)propylamine
N,N-Diethyl-1,4-phenylenediamine
N,N-Diethyl-2-hydroxybenzamide;
N,N-Diethylsalicylamide
N,N-Diethyl-m-toluamide;
N,N-Diethyl-3-methylbenzamide
N,N-Diethyl-N'-methylethylenediamine
N,N-Diethylacetamide

N,N-Diethylaniline
N,N-Diethylcyclohexylamine

N,N-Diethyldodecanamide; N,N-Diethyllauramide
N,N-Diethylethylenediamine; 2-(Diethylamino)ethylamine

N,N-Diethylformamide
N,N-Diethylhydroxylamine
N,N-Diethylmethylamine
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6064
3077

3074
6466
1513
3067
3312
6467
1544

4538
4553
4598
4674
4385
1536
4402
3069
3076
4360
5474
4587
1592
1522
1509
1531

3064
1653

1651

1654

1650

1655

1652

3065
6302
2882

1516
1518
6232

3073
3117
6465
6469
1560
5672
4585

3059

6473
5697
1641

Compound Description

N,N-Diethylnicotinamide
N,N-Diethylnipecotamide;
N,N-Diethylpiperidine-3-carboxamide
N,N-Diethylpropionamide
N,N-Diethyltrimethylsilylamine
N,N-Diisopropylethylamine
N,N-Diisopropylformamide

N,N-Diisopropylmethylphosphonamidic chloride

N,N-Diisopropyltrimethylsilylamine
N,N-Dimethyl-1,3-propanediamine;
3-(Dimethylamino)propylamine
N,N-Dimethyl-1,4-phenylenediamine
N,N-Dimethyl-1-naphthylamine
N,N-Dimethyl-3-methoxybenzylamine
N,N-Dimethyl-3-nitroaniline

N,N-Dimethyl-m-toluidine; N,N,3-Trimethylaniline

N,N-Dimethyl-N'-ethylethylenediamine

N,N-Dimethyl-p-toluidine; N,N,4-Trimethylaniline

N,N-Dimethylacetamide
N,N-Dimethylacrylamide
N,N-Dimethylaniline
N,N-Dimethylbenzamide
N,N-Dimethylbenzylamine
N,N-Dimethylcyclohexylamine
N,N-Dimethyldodecylamine
N,N-Dimethylethylamine
N,N-Dimethylethylenediamine;
2-(Dimethylamino)ethylamine
N,N-Dimethylformamide

N,N-Dimethylformamide dibutyl acetal;
1,1-Dibutoxytrimethylamine

N,N-Dimethylformamide diethyl acetal;
1,1-Diethoxytrimethylamine
N,N-Dimethylformamide diisopropyl acetal;
1,1-Diisopropoxytrimethylamine
N,N-Dimethylformamide dimethyl acetal;
1,1-Dimethoxytrimethylamine
N,N-Dimethylformamide dineopentyl acetal;
1,1-Di(neopentyloxy)trimethylamine
N,N-Dimethylformamide dipropyl acetal;
1,1-Dipropoxytrimethylamine
N,N-Dimethylformamide-carbonyl-13C
N,N-Dimethylformamide-d7
N,N-Dimethylglycine ethyl ester;

Ethyl (dimethylamino)acetate
N,N-Dimethylhexylamine
N,N-Dimethyloctylamine
N,N-Dimethylpropargylamine;
1-Dimethylamino-2-propyne
N,N-Dimethylpropionamide
N,N-Dimethylthioformamide
N,N-Dimethyltrimethylsilylamine
N,O-Bis(trimethylsilyl)hydroxylamine
N-(2-Aminoethyl)-1,3-propanediamine

N-(2-Cyanoethyl)pyrrole; 3-(1-Pyrrolyl)propionitrile

N-(2-Phenylethyl)-2-norbornaneamine;
N-(2-Norbornyl)phenethylamine

N-(2-Propyl)cyclopropane carboxamide;
N-Isopropylcyclopropane carboxamide
N-(3-(Trimethoxysilyl)propyl)ethylenediamine
N-(a-Benzylfurfuryl)ethylamine
N-(Methoxymethyl)diethylamine

No.

4582
6498
6537
6457
6495
6531
3062
3082
3080
3081
4358
1602
6533
4364
5314
4567
4566
1712
4359
1595

3056
1780
5473
1619
4660
4496
4692
4386
4361
4368
3058
4354
4580
1497
1585
1587
1711
1527
1491
3079
3078
1543
4581
1594
1529

1541
4659
4691
3200
6497
5477
6255
3071
3057
1618
4353
4579
3061

Compound Description

N-(t-Butyl)benzylamine; N-Benzyl-t-butylamine
N-(t-Butyldimethylsilyl)-N-methyltrifluoroacetamide
N-(t-Butyldimethylsilyl)imidazole
N-(Trimethylsilyl)-2-oxazolidinone
N-(Trimethylsilyl)acetamide
N-(Trimethylsilylmethyl)benzylamine
N-Acetylethylenediamine; N-(2-Aminoethyl)acetamide
N-Acetylmorpholine

N-Acetylpiperidine

N-Acetylpyrrolidine

N-Allylaniline; N-(2-Propen-1-yl)aniline
N-Allylcyclohexylamine
N-Benzyl-N-(trimethylsilylmethyl)aminoacetonitrile
N-Benzyl-N-ethylaniline

N-Benzylglycine ethyl ester; Ethyl N-benzylglycinate
N-Benzylideneaniline

N-Benzylidenemethylamine

N-Butyldiethanolamine; 2,2'-(Butylimino)diethanol
N-Crotylaniline; N-(2-Buten-1-yl)aniline
N-Cyclohexyl-1,3-propanediamine;
3-(Cyclohexylamino)propylamine
N-Cyclohexylformamide

N-Cyclohexylpiperidine
N-Ethyl-2'-methylcrotonanilide; N-Ethyl-o-crotonotoluidide
N-Ethyl-2-methylallylamine

N-Ethyl-2-nitroaniline
N-Ethyl-3,4-(methylenedioxy)aniline
N-Ethyl-4-nitroaniline

N-Ethyl-m-toluidine; N-Ethyl-3-methylaniline
N-Ethyl-N-methylaniline

N-Ethyl-o-toluidine; N-Ethyl-2-methylaniline
N-Ethylacetamide

N-Ethylaniline

N-Ethylbenzylamine; N-Benzylethylamine
N-Ethylbutylamine

N-Ethylcyclohexylamine

N-Ethyldicyclohexylamine

N-Ethyldiethanolamine; 2,2'-(Ethylimino)diethanol
N-Ethylethylenediamine; 2-(Ethylamino)ethylamine
N-Ethylmethylamine; N-Methylethylamine
N-Formylpiperidine; 1-Piperidinecarboxaldehyde
N-Formylpyrrolidine; 1-Pyrrolidinecarboxaldehyde
N-Isopropyl-1,3-propanediamine
N-Isopropylbenzylamine; N-Benzylisopropylamine
N-Isopropylcyclohexylamine
N-Isopropylethylenediamine;
2-(Isopropylamino)ethylamine
N-Methyl-1,3-propanediamine; 3-(Methylamino)propylamine
N-Methyl-2-nitroaniline

N-Methyl-4-nitroaniline

N-Methyl-b-alaninenitrile; 3-(Methylamino)propionitrile
N-Methyl-N-(trimethylsilyl)trifluoroacetamide
N-Methyl-N-phenylurethane; Ethyl N-methylcarbanilate
N-Methyl-N-propargylbenzylamine
N-Methyl-N-vinylacetamide

N-Methylacetamide

N-Methylallylamine

N-Methylaniline

N-Methylbenzylamine; N-Benzylmethylamine
N-Methylbis(trifluoroacetamide)
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1496
1609
1611
1584
1577
1514
1724
1519
1526
3054
5471
5696
1507
4583
6231
3063
1493
5654
1647
3060
4554
4555
4356
4578
5479
1542
1574
1528
3055
1558

1566
3440
6316
388
387
389
2435

2627
6600
4645
6327
1905
1904
1897
6601
1895
1896
6289
4789
4640
6599

30
2318

20
2179

10
2257
3134

Compound Description

N-Methylbutylamine

N-Methylcyclodecylamine
N-Methylcyclododecylamine
N-Methylcyclohexylamine
N-Methylcyclopentylamine

N-Methyldibutylamine

N-Methyldiethanolamine; 2,2'-(Methylimino)diethanol
N-Methyldioctylamine

N-Methylethylenediamine; 2-(Methylamino)ethylamine
N-Methylformamide

N-Methylformanilide; N-Methyl-N-phenylformamide
N-Methylfurfurylamine

N-Methyloctadecylamine

N-Methylphenethylamine; N-Methyl-2-phenylethylamine
N-Methylpropargylamine

N-Methylpropionamide

N-Methylpropylamine

N-Methylpyrrole

N-Methyltetrahydrofurfurylamine
N-Methyltrifluoroacetamide
N-Phenyl-1-naphthylamine
N-Phenyl-2-naphthylamine

N-Phenylbenzylamine; N-Benzylaniline
N-Phenylethylenediamine; N-(2-Aminoethyl)aniline
N-Phenylthio-e-caprolactam
N-Propyl-1,3-propanediamine
N-Propylcyclopropanemethylamine
N-Propylethylenediamine; 2-(Propylamino)ethylamine
N-t-Butylformamide
N1,N1-Diethyl-1,4-pentanediamine;
4-Amino-1-(diethylamino)pentane
N1-Isopropyl-2-methyl-1,2-propanediamine
Naphthalene

Naphthalene-d8

Neopentyl bromide; 1-Bromo-2,2-dimethylpropane
Neopentyl chloride; 1-Chloro-2,2-dimethylpropane
Neopentyl iodide; 2,2-Dimethyl-1-iodopropane
Neopentyl pivalate;

2,2-Dimethylpropyl 2,2-dimethylpropanoate

Neryl acetate; (Z)-3,7-Dimethyl-2,6-octadien-1-yl acetate
Nitric oxide

Nitrobenzene

Nitrobenzene-d5

Nitrocyclohexane

Nitrocyclopentane

Nitroethane

Nitrogen dioxide

Nitromethane

Nitromethane-13C, 99 atom % 13C
Nitromethane-d3

Nitropentafluorobenzene; Pentafluoronitrobenzene
Nitrosobenzene

Nitrous oxide; Dinitrogen monoxide

Nonacosane

Nonadecafluorodecanoic acid; Perfluorodecanoic acid
Nonadecane

Nonanal; Pelargonaldehyde

Nonane

Nonanoic acid; Pelargonic acid

Nonanonitrile; Octyl cyanide

No.

2395
1439
3961
225
295
2070

6468
3259
3417
4278
6333
4367
4284
6311
3354

29

19
3138
3228
1446
6403
3772
3716
6456
6453
2178

6261
2256
2255
3133
3028
5716
2394
2414
3227
1382
1438
6401
1628
5830
1266
1237
2114

1355
3419
4296
4401
6313
6314
3366

906

1988
3707
599
495
4068
26

Compound Description

Nonyl acetate

Nonylamine

Nonylphenol

Norbornane; Bicyclo[2.2.1]heptane

Norbornylene; Norbornene; Bicyclo[2.2.1]hept-2-ene
Norcamphor; 2-Norbornanone;
Bicyclo[2.2.1]heptan-2-one
O-(Trimethylsilyl)hydroxylamine
O-Methyl-N,N'-diisopropylisourea

o-Terphenyl

o-Toluenethiol; 2-(Methyl)thiophenol; o-Thiocresol
o-Toluic acid, ring, methyl-d7

o-Toluidine; 2-Methylaniline

o-Xylene-a,a'-dithiol; 1,2-Benzenebis(methanethiol)
0-Xylene-d10

o-Xylene; 1,2-Dimethylbenzene

Octacosane

Octadecane

Octadecanonitrile; Stearonitrile; Heptadecyl cyanide
Octadecyl isocyanate

Octadecylamine

Octadecyltrichlorosilane

Octafluoronaphthalene; Perfluoronaphthalene
Octafluorotoluene; Perfluorotoluene
Octamethylcyclotetrasiloxane
Octamethyltrisiloxane

Octanal; Caprylaldehyde

Octane

Octane-d18

Octanoic acid-1-13C

Octanoic acid; Caprylic acid

Octanonitrile; Caprylonitrile; Heptyl cyanide
Octanoyl chloride; Capryloyl chloride

Octyl 2-furoate

Octyl acetate

Octyl butyrate

Octyl isocyanate

Octyl sulfide; Dioctyl sulfide

Octylamine

Octyltrichlorosilane

Oleylamine; (Z)-9-Octadecenylamine

Oxazole

Oxepane; Hexamethylene oxide; Oxacycloheptane
Oxetane; Trimethylene oxide
p-Menth-1-en-3-one;

a-Piperitone; 6-1sopropyl-3-methyl-2-cyclohexen-1-one
p-Menthane-2,9-dithiol

p-Terphenyl

p-Toluenethiol; 4-(Methyl)thiophenol; p-Thiocresol
p-Toluidine; 4-Methylaniline
p-Xylene-a,a,a,a',a',a'-dé

p-Xylene-d10

p-Xylene; 1,4-Dimethylbenzene

Patchenol;
2,2-Dimethylbicyclo[2.2.1]hept-3-ylideneethanol
Pentachloro-2-propanone; Pentachloroacetone
Pentachlorobenzene

Pentachlorocyclopropane

Pentachloroethane

Pentachlorophenol

Pentacosane
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2316

16
2263
1179
5142
3704
5634
4313
5236
5569
5470
4067
2314
5983
3393
1403
4066

2252
3127
5714
2389
2378
2448
2442
2451
1435
3335

206
6400
1415

602
603
1032
513
601
604
517
500
514
515
516
3000
509
518
1632
224
1765
894
33
3477
4574
3779
3925
6325
4638
4637
5177
5448

Compound Description

Pentadecafluorooctanoic acid; Perfluorooctanoic acid
Pentadecane

Pentadecanoic acid

Pentaethylene glycol

Pentafluorobenzaldehyde

Pentafluorobenzene

Pentafluorobenzenesulfonyl chloride
Pentafluorobenzenethiol; Pentafluorothiophenol
Pentafluorobenzoic acid

Pentafluorobenzonitrile; Perfluorobenzonitrile
Pentafluorobenzoyl chloride; Perfluorobenzoyl chloride
Pentafluorophenol

Pentafluoropropionic acid; Perfluoropropionic acid
Pentafluoropyridine

Pentamethylbenzene

Pentamethylene sulfide; Thiane; Tetrahydrothiopyran
Pentamethylphenol

Pentane

Pentanoic acid; Valeric acid

Pentanonitrile; Valeronitrile; Butyl cyanide

Pentyl 2-furoate; Amyl furoate

Pentyl acetate; Amyl acetate

Pentyl formate; Amyl formate

Pentyl heptanoate; Amyl enanthate

Pentyl hexanoate; Amyl caproate

Pentyl octanoate; Amyl caprylate

Pentylamine; Amylamine

Pentylbenzene; 1-Phenylpentane

Pentylcyclohexane

Pentyltrichlorosilane, mixture of isomers

Perchloro(methyl mercaptan);
Trichloromethanesulfenyl chloride

Perfluoro(methylcyclohexane)
Perfluoro-1,3-dimethylcyclohexane
Perfluoro-t-butyl alcohol; Nonafluoro-2-methyl-2-propanol
Perfluorobutyl iodide; 1-lodononafluorobutane
Perfluorocyclohexane

Perfluorodecalin, cis + trans

Perfluorodecyl iodide; 1-lodoperfluorodecane
Perfluoroethyl iodide; lodopentafluoroethane
Perfluorohexane; Tetradecafluorohexane
Perfluorohexyl iodide; 1-lodotridecafluorohexane
Perfluorooctyl iodide; 1-lodoheptadecafluorooctane
Perfluoropropionic anhydride

Perfluoropropyl iodide; 1-lodoheptafluoropropane
Perfluorotetracosane

Perfluorotributylamine

Perhydrofluorene

Perhydroindole, cis + trans

Perillyl alcohol; p-Mentha-1,8-dien-7-ol
Petroleum ether

Phenanthrene

Phenethylamine; 2-Phenylethylamine

Phenetole; Ethoxybenzene; Ethyl phenyl ether
Phenol

Phenol-d6

Phenothiazine

Phenoxazine; Dibenzoxazine

Phenoxyacetic acid

Phenoxyacetyl chloride

No.

5435
5371
5415
5337
5649
3876
5643
5591
5575
4286
5632
4239
5024
3918

3919

5163
5635
6254

6522
6527
6509
1973
3284
6607
6592
5052
3790
5442
2284
3143

762
1828
1772
3887

152

6228
2163
3049
2250
2994
3120
3013
4830

2670
2418
5379
2429
5360
2383
5331
2409
2759
3034

Compound Description

Phenyl 2-hydroxybenzoate; Phenyl salicylate
Phenyl 3-hydroxy-2-naphthoate

Phenyl acetate

Phenyl benzoate

Phenyl dichlorophosphate

Phenyl ether; Diphenyl ether

Phenyl ethylene phosphate

Phenyl isocyanate

Phenyl isothiocyanate

Phenyl vinyl sulfide

Phenyl vinylsulfonate; Phenyl ethenesulfonate
Phenyl-1,2-ethanediol; Phenylethylene glycol
Phenylacetaldehyde

Phenylacetaldehyde dimethyl acetal;
1,1-Dimethoxy-2-phenylethane

Phenylacetaldehyde ethylene acetal;
2-Benzyl-1,3-dioxolane

Phenylacetic acid

Phenylphosphine

Phenylpropynal diethyl acetal;
3,3-Diethoxy-1-phenylpropyne
Phenyltrichlorosilane

Phenyltriethoxysilane
Phenyltrimethylsilane

Phorone; 2,6-Dimethyl-2,5-heptadien-4-one
Phosphine

Phosphorous oxychloride

Phosphorous trichloride

Phthalaldehyde; Phthalic dicarboxaldehyde
Phthalan; 1,3-Dihydroisobenzofuran; o-Xylylene oxide
Phthalide; Isobenzofuran-1(3H)-one
Pimelic acid; Heptanedioic acid
Pimelonitrile; 1,5-Dicyanopentane

Pinacol; 2,3-Dimethyl-2,3-butanediol
Piperazine

Piperidine

Piperonyl butoxide;

1-(2-(2-Butoxyethoxy)ethoxymethyl))-4,5-methylenedioxy-2-

propylbenzene

Piperylene, (E) + (Z); 1,3-Pentadiene, (E) + (2)
Propane

Propargylamine; 2-Propynylamine
Propionaldehyde; Propanal

Propionamide

Propionic acid; Propanoic acid

Propionic anhydride

Propionitrile; Ethyl cyanide

Propionyl chloride

Propiophenone;

1-Phenyl-1-propanone;

Propionylbenzene

Propyl (E)-2-methyl-2-butenoate; Propyl tiglate
Propyl 2-methylpropanoate; Propyl isobutyrate
Propyl 3,4,5-trihydroxybenzoate; Propyl gallate
Propyl 3-methylbutanoate; Propyl isovalerate
Propyl 4-hydroxybenzoate; Propyl paraben
Propyl acetate

Propyl benzoate

Propyl butyrate

Propyl chloroacetate

Propyl chloroformate
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3315
1377
2374
2446
2438
3223
3247
1889
5273
2400
6055
1376
1433
3329

201
2494
2843

1176
1188
1397
68
6236
5792
6068
5920
6162
6334
6074
4076
5653
5665
1743
3205
226
6124
5628
5420
4078
2602
2637

2632

5593
1460
2771
5416
2647

2941
6335
2861
1571
292
66
189

3910

Compound Description

Propyl dichlorophosphite

Propy! disulfide; Dipropyl disulfide
Propyl formate

Propyl heptanoate; Propyl enanthate
Propyl hexanoate; Propyl caproate
Propyl isocyanate

Propyl isothiocyanate

Propyl nitrate

Propyl phenylacetate

Propyl propionate

Propyl pyridine-3-carboxylate; Propyl nicotinate
Propyl sulfide; Dipropy! sulfide
Propylamine

Propylbenzene

Propylcyclohexane

Propylene carbonate

Propylene glycol methyl
ether acetate;
2/1-Methoxy-1/2-propyl acetate

Propylene glycol monomethyl ether

Propylene oxide; 1,2-Epoxypropane

Propylene sulfide; 1,2-Epithiopropane; 3-Methylthiirane
Propylene; Propene

Propynoic acid; Propiolic acid

Pyrazole

Pyridazine

Pyridine

Pyridine 1-oxide

Pyridine-d5

Pyrimidine

Pyrogallol; 1,2,3-Trihydroxybenzene; 1,2,3-Benzenetriol
Pyrrole

Pyrrole-2-carboxaldehyde; 2-Formylpyrrole
Pyrrolidine; Tetrahydropyrrole

Pyruvonitrile; 2-Oxopropionitrile; Acetyl cyanide
Quadricyclane; Tetracyclo[3.2.0.0(2,7).0(4,6)]heptane
Quinoline; Benzo[b]pyridine

R(-)-1-(1-Naphthyl)ethyl isocyanate

Resorcinol diacetate; 1,3-Diacetoxybenzene
Resorcinol; 1,3-Dihydroxybenzene

Rhodinyl formate; 3,7-Dimethyl-6/7-octen-1-yl formate

Rhodinyl isovalerate;
3,7-Dimethyl-6/7-octen-1-yl 3-methylbutanoate

Rhodinyl propionate;

3,7-Dimethyl-6/7-octen-1-yl propionate
S(-)-a-Methylbenzyl isocyanate
S-(-)-2-Methylbutylamine

S-Ethyl trifluorothioacetate

S-Phenyl thioacetate

Santalyl acetate;
(2)-5-(2,3-Dimethyltricyclo[2.2.1.0(2,6)]
heptan-3-yl)-2-methyl-2-penten-1-yl acetate
Sebacic acid monomethyl ester; Methyl sebacate
Silane

Sorbitan monolaurate; Span (R) 20

Spermine; N,N'-Bis(3-aminopropyl)-1,4-butanediamine
Spiro[2.4]hepta-4,6-diene

Squalane; 2,6,10,15,19,23-Hexamethyltetracosane

Squalene;
2,6,10,15,19,23-Hexamethyltetracosa-2,
6,10,14,18,22-hexaene

Stilbene oxide, cis-; 2,3-Diphenyloxirane, cis-

No.

3911
3907
6315
3396
2940
2285
3144
2935
6300
3140
6602
6595
6610
1057
5670
2388
2651
2761
2758
3215
1390
1053
2501
2377
1211
719
3226
3126
3249
1052
1388
1887
1054
5439
2403
1389
3026
3334
6517
205
6344
6411
6504
6525
4088
6399
1342
5079
6575
5756
6444
6568
607
566
5755
25
2185
15
2262
1444

Compound Description

Stilbene oxide, trans-; 2,3-Diphenyloxirane, trans-
Styrene oxide; Epoxyethylbenzene; Phenyloxirane
Styrene-d8

Styrene; Vinylbenzene

Suberic acid monomethyl ester; Methyl suberate
Suberic acid; Octanedioic acid

Suberonitrile; 1,6-Dicyanohexane

Succinic acid monomethyl ester; Methyl succinate
Succinic anhydride-d4

Succinonitrile; 1,2-Dicyanoethane

Sulfur dioxide

Sulfur hexafluoride

Sulfuryl chloride

t-Amyl methyl ether; 1,1-Dimethyl-1-methoxypropane
t-Butyl 3,4,5-trimethylpyrrole-2-carboxylate

t-Butyl acetate

t-Butyl acrylate; t-Butyl propenoate

t-Butyl bromoacetate

t-Butyl chloroacetate

t-Butyl cyanoacetate

t-Butyl disulfide; Di-t-butyl disulfide

t-Butyl ethyl ether; 1,1-Dimethyl-1-ethoxyethane
t-Butyl ethyl malonate

t-Butyl formate

t-Butyl glycidyl ether; 1-t-Butoxy-2,3-epoxypropane
t-Butyl hydroperoxide

t-Butyl isocyanate

t-Butyl isocyanide

t-Butyl isothiocyanate

t-Butyl methyl ether; 1,1-Dimethyl-1-methoxyethane
t-Butyl methyl sulfide

t-Butyl nitrite

t-Butyl peroxide; Di-t-butyl peroxide

t-Butyl phenyl carbonate

t-Butyl propionate

t-Butyl sulfide; Di-t-butyl sulfide

t-Butylacetyl chloride; 3,3-Dimethylbutyryl chloride
t-Butylbenzene

t-Butylchlorodiphenylsilane

t-Butylcyclohexane

t-Butyldimethylsilane

t-Butyldimethylsilanol

t-Butyldimethylsilyl trifluoromethanesulfonate
t-Butyldiphenylmethoxysilane
t-Butylhydroquinone; 2-t-Butyl-1,4-dihydroxybenzene
t-Butyltrichlorosilane

t-Dodecanethiol, mixture of isomers
Terephthalaldehyde; Terephthaldicarboxaldehyde
Tetraallyltin

Tetrabromothiophene

Tetrabutyl orthosilicate

Tetrabutyltin

Tetrachlorocyclopropene

Tetrachloroethylene

Tetrachlorothiophene

Tetracosane

Tetradecanal; Myristaldehyde; Tetradecylaldehyde
Tetradecane

Tetradecanoic acid; Myristic acid
Tetradecylamine
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No.

1136
6442
2655
1075

1074

1111

1076

1178
1570
6350
6567
4090

470
1240
6286
2859
1254
1262
2860
1261
1646
1265
1273
1278
1271
2036
1402
3265

1404
2159
1137
1624
1135
6441
6104
6349
6566
1912
3353
6443
6354
6574
5773

5839
1738
2343
5021
1739
6609
5738
3038
6608
2069
6598

Compound Description

Tetraethyl orthocarbonate; Tetraethoxymethane
Tetraethyl orthosilicate; Tetraethoxysilane
Tetraethylene glycol diacrylate

Tetraethylene glycol diethyl ether;
Bis(2-(2-ethoxyethoxy)ethyl) ether
Tetraethylene glycol dimethyl ether;
Bis(2-(2-methoxyethoxy)ethyl) ether

Tetraethylene glycol ethyl vinyl ether;
3,6,9,12,15-Pentaoxa-1-heptadecene

Tetraethylene glycol monododecyl ether;
Brij 30; Polyoxyethylene(4) lauryl ether

Tetraethylene glycol; Bis(2-(2-hydroxyethoxy)ethyl) ether
Tetraethylenepentamine

Tetraethylsilane

Tetraethyltin

Tetrafluorohydroquinone;
1,4-Dihydroxytetrafluorobenzene

Tetrafluoromethane; Carbon tetrafluoride; CFC-14
Tetrahydrofuran

Tetrahydrofuran-d8

Tetrahydrofurfuryl acetate

Tetrahydrofurfuryl alcohol; 2-Tetrahydrofuranmethanol

Tetrahydrofurfuryl bromide; 2-(Bromomethyl)tetrahydrofuran

Tetrahydrofurfuryl butyrate

Tetrahydrofurfuryl chloride; 2-(Chloromethyl)tetrahydrofuran

Tetrahydrofurfurylamine
Tetrahydropyran
Tetrahydropyran-2-methanol
Tetrahydropyran-2-ol
Tetrahydropyran-4-ol
Tetrahydropyran-4-one
Tetrahydrothiophene

Tetrahydrothiophene-1,1-dioxide;
Tetramethylene sulfone; Sulfolane

Tetrahydrothiopyran-3-ol
Tetrahydrothiopyran-4-one

Tetraisopropyl orthocarbonate; Tetraisopropoxymethane
Tetrakis(dimethylamino)ethylene

Tetramethyl orthocarbonate; Tetramethoxymethane
Tetramethyl orthosilicate; Tetramethoxysilane
Tetramethylpyrazine

Tetramethylsilane

Tetramethyltin

Tetranitromethane

Tetraphenylmethane

Tetrapropyl orthosilicate

Tetravinylsilane

Tetravinyltin; Tetraethenyltin
Thenoyltrifluoroacetone;
1-(2-Thienyl)-4,4,4-trifluoro-1,3-butanedione
Thiazole

Thiazolidine

Thioacetic acid; Thiolacetic acid
Thiochroman-4-one

Thiomorpholine; Tetrahydro-1,4-thiazine

Thionyl chloride

Thiophene

Thiophosgene; Thiocarbonyl dichloride
Thiophosphoryl chloride; Phosphorous sulfochloride
Thujone; 1-Isopropyl-4-methylbicyclo[3.1.0]hexan-3-one
Titanium(1V) butoxide

No.

6594
6596
6597
6308
3327
5624

5625

6557
2542

31
5414
1623
2233
6556
2832

3292
1515
3286
6346
6585
6565
6572
2543
3167
3012
3236
561
3233
6336
6405
24
2072

227
886
2184
14
2261
3137
1443
1523
1713
6429
6433
2546
2552
3310
3311
6553
2831

2544
1131
3917
1128
1132
3324
3290

Compound Description

Titanium(IV) chloride

Titanium(lV) ethoxide

Titanium(1V) isopropoxide
Toluene-d8

Toluene; Methylbenzene

Tolylene 2,4-diisocyanate;
4-Methyl-1,3-phenylene diisocyanate
Tolylene 2,6-diisocyanate;
2-Methyl-1,3-phenylene diisocyanate
Tri-t-butyl borate

Triacetin; Glyceryl triacetate; Acetin
Triacontane

Triallyl 1,3,5-benzenetricarboxylate; Triallyl trimesate
Triallylamine

Tribromoacetaldehyde

Tributyl borate

Tributyl citrate;

Tributyl 2-hydroxy-1,2,3-propanetricarboxylate
Tributyl phosphite

Tributylamine

Tributylphosphine

Tributylsilane

Tributyltin chloride

Tributyltin hydride

Tributylvinyltin; Ethenyltributyltin
Tributyrin; Glyceryl tributyrate; Butyrin
Trichloroacetonitrile

Trichloroacetyl chloride
Trichloroacetyl isocyanate
Trichloroethylene

Trichloromethyl isocyanate
Trichlorosilane

Trichlorovinylsilane

Tricosane
Tricyclo[5.2.1.0(2,6)]dec-4-en-8-one;
8-Ketotricyclo[5.2.1.0(2,6)]-4-decene
Tricyclo[5.2.1.0(2,6)]decane
Tricyclohexylmethanol

Tridecanal

Tridecane

Tridecanoic acid

Tridecanonitrile; Dodecyl cyanide
Tridecylamine

Tridodecylamine

Triethanolamine; 2,2',2"-Nitrilotriethanol
Triethoxysilane

Triethoxyvinylsilane

Triethyl 1,1,2-ethanetricarboxylate
Triethyl 1,3,5-pentanetricarboxylate
Triethyl 2-phosphonopropionate
Triethyl 4-phosphonocrotonate
Triethyl borate

Triethyl citrate;
Triethyl 2-hydroxy-1,2,3-propanetricarboxylate

Triethyl methanetricarboxylate

Triethyl orthoacetate; 1,1,1-Triethoxyethane
Triethyl orthobenzoate; (Triethoxymethyl)benzene
Triethyl orthoformate; Triethoxymethane

Triethyl orthopropionate; 1,1,1-Triethoxypropane
Triethyl phosphate

Triethyl phosphite
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No.

1511
2683
1073

1110
1174
1568
6340
6584
2313
6296
2999

457
3274
3278
1517
6347
6345
1521
1717
6435
6555
3291
6342
6560
6428
6432
5412
5413

6552
1129
3916
1133
1127
1134
3323
3289
2165

2997

3025

1508
6559
1401
6494
6483
6491
6502
6503
6492
6484
6583
1520
5651
5641
4363

Compound Description

Triethylamine
Triethylene glycol dimethacrylate

Triethylene glycol dimethyl ether;
1,2-Bis(2-methoxyethoxy)ethane

Triethylene glycol divinyl ether
Triethylene glycol; 1,2-Bis(2-hydroxyethoxy)ethane
Triethylenetetramine

Triethylsilane

Triethyltin bromide

Trifluoroacetic acid

Trifluoroacetic acid-d

Trifluoroacetic anhydride
Trifluoromethane; Fluoroform; CFC-23
Trifluoromethanesulfonic anhydride
Trifluoromethanesulfonyl chloride
Trihexylamine

Trihexylsilane

Triisobutylsilane

Triisooctylamine

Triisopropanolamine; 1,1',1"-Nitrilotri-2-propanol
Triisopropoxyvinylsilane

Triisopropyl borate

Triisopropyl phosphite
Triisopropylsilane

Trimethoxyboroxine

Trimethoxysilane
Trimethoxyvinylsilane

Trimethyl 1,2,4-benzenetricarboxylate

Trimethyl 1,3,5-benzenetricarboxylate;
Trimethyl trimesate

Trimethyl borate

Trimethyl orthoacetate; 1,1,1-Trimethoxyethane
Trimethyl orthobenzoate; (Trimethoxymethyl)benzene
Trimethyl orthobutyrate; 1,1,1-Trimethoxybutane
Trimethyl orthoformate; Trimethoxymethane
Trimethyl orthovalerate; 1,1,1-Trimethoxypentane
Trimethyl phosphate

Trimethyl phosphite

Trimethylacetaldehyde;
2,2-Dimethylpropionaldehyde;

Pivalaldehyde

Trimethylacetic anhydride;
2,2-Dimethylpropionic anhydride;
Pivalic anhydride
Trimethylacetyl chloride;
Pivaloyl chloride;
2,2-Dimethylpropionyl chloride
Trimethylamine
Trimethylboroxine
Trimethylene sulfide; Thietane
Trimethylsilyl (trimethylsilyloxy)acetate
Trimethylsilyl acetate
Trimethylsilyl bromoacetate
Trimethylsilyl isocyanate
Trimethylsilyl isothiocyanate
Trimethylsilyl trifluoroacetate
Trimethylsilylmethyl acetate
Trimethyltin bromide
Trioctylamine

Triphenyl phosphate

Triphenyl phosphite
Triphenylamine

No.

6580
3483
3436
3352
5638
6512
6523
6234
6554
3325
1512
2654
1177
6343
3293
1572
1130

6439
6564
1621
6558
1525
1725

1370
4326
6507
6359
6436
1645
1408
5652
1859

2156

2181

12
2259
3135
1441
3086
2171
3023
6611
5428
5429

2680
2639
2605
519
2640
2769
266
267
265
2706

Compound Description

Triphenylantimony

Triphenylene

Triphenylethylene

Triphenylmethane

Triphenylphosphine

Triphenylsilane

Triphenylsilanol

Tripropargylamine

Tripropyl borate

Tripropyl phosphate

Tripropylamine

Tripropylene glycol diacrylate

Tripropylene glycol monomethyl ether
Tripropylsilane

Tris(2,2,2-trifluoroethyl) phosphite
Tris(2-aminoethyl)amine
Tris(2-chloroethyl) orthoformate;
Tris(2-chloroethoxy)methane
Tris(2-methoxyethoxy)vinylsilane
Tris(2-methoxyethyl) borate
Tris(2-methylallyl)amine
Tris(dimethylamino)borane
Tris(dimethylamino)methane
Tris(hydroxymethyl)methylamine;
2-Amino-2-(hydroxymethyl)-1,3-propanediol;
TRIS

Tris(methylthio)methane
Tris(phenylthio)methane; Tripheny! trithioorthoformate
Tris(trimethylsilyl) phosphate
Tris(trimethylsilyl)methane
Tris(trimethylsilyloxy)ethylene
Tris[2-(2-methoxyethoxy)ethyllamine; TDA-1
Trithioacetone; Hexamethyl-1,3,5-trithiane
Tritolyl phosphate, mixture of isomers
Tropine;

3-Tropanol;
8-Methyl-8-azabicyclo[3.2.1]octan-3-ol
Tropinone;

3-Tropanone;
8-Methyl-8-azabicyclo[3.2.1]octan-3-one
Undecanal; Hendecanal; Undecylaldehyde
Undecane; Hendecane

Undecanoic acid; Hendecanoic acid
Undecanonitrile; Decyl cyanide
Undecylamine; Hendecylamine

Urethane; Ethyl carbamate
Valeraldehyde; Pentanal

Valeryl chloride; Pentanoyl chloride
Vanadium oxytrichloride

Vanillin acetate; 3-Methoxy-4-acetoxybenzaldehyde

Vanillin isobutyrate;
4-Formyl-2-methoxyphenyl isobutyrate

Vinyl 2-butenoate; Vinyl crotonate

Vinyl 2-ethylhexanoate

Vinyl acetate

Vinyl bromide; Bromoethylene

Vinyl neodecanoate; Vinyl 2,2-dimethyloctanoate
Vinyl trifluoroacetate

Vinylcyclohexane

Vinylcyclooctane

Vinylcyclopentane

Vinylene carbonate; 1,3-Dioxolen-2-one
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No. Compound Description No. Compound Description

6579 Vinylferrocene 3791 Xanthene; Dibenzo-1,4-pyran

5022 Xanthone; 9-Xanthenone; Dibenzopyrone
3376 Xylenes, mixture of isomers

6351 Vinyltrimethylsilane; Trimethylvinylsilane
611 Water
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