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Figure S1. Antibacterial activity of HCPRE at different concentrations against Gram +ve bacteria. 0 ,1, 2, 3, 4 
and 5 refer to (0, 25, 50, 100, 200 and 250 µg/mL, respectively). 
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Figure S2. Antifungal activity of HCPRE at different concentrations against pathogenic fungi. 0, 1, 2, 3, 4 and 
5 refer to (0,100,200,300,400 and 500 µg/mL, respectively). 
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OCTADECANAL

274 C18H30D6O 56554-5
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0.14 WileyRegi
stry8e

10.88 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

0.14 WileyRegi
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-4
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RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

12.51 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.20 WileyRegi
stry8e

12.51 2,2,3,3,4,4 HEXADEUTERO
OCTADECANAL

274 C18H30D6O 56554-5
1-9

0.20 WileyRegi
stry8e

12.51 DOTRIACONTANE 450 C32H66 544-85-4 0.20 WileyRegi
stry8e

12.51 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

0.20 WileyRegi
stry8e
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-4

0.19 WileyRegi
stry8e
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0.19 WileyRegi
stry8e
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stry8e



My GC-MS Report
Hit Spectrum Compound Structure

100 200 300 400
0

20

40

60

80

100
57

71

85

97
113

141 197 211 450269 309 408377

DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367

50 100 150 200 250
0

20

40

60

80

100
57

43

28

69
71

83
97

111

125
126 238210154 196 239

1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO

50 100 150 200 250
0

20

40

60

80

100
43

57

28

83
69

97

98

124 138 222 250152 194 252

2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

50 100 150 200 250
0

20

40

60

80

100
43

57

71

85

97
99

111 112
128 254226155 194 256

2,2,3,3,4,4 HEXADEUTERO OCTADECANAL
Formula C18H30D6O, MW 274, CAS# 56554-51-9, Entry# 159360

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

13.07 DOTRIACONTANE 450 C32H66 544-85-4 0.42 WileyRegi
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0.42 WileyRegi
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0.42 WileyRegi
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0.15 WileyRegi
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1-9

0.23 WileyRegi
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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2,2,3,3,4,4 HEXADEUTERO OCTADECANAL
Formula C18H30D6O, MW 274, CAS# 56554-51-9, Entry# 159360

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

17.34 DOTRIACONTANE 450 C32H66 544-85-4 0.13 WileyRegi
stry8e

17.34 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.13 WileyRegi
stry8e

17.34 14-á-H-PREGNA 288 C21H36 NA 0.13 WileyRegi
stry8e

17.34 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

0.13 mainlib



My GC-MS Report
Hit Spectrum Compound Structure

100 200 300 400
0

20

40

60

80

100
57

71

85

97
113

141 197 211 450269 309 408377

DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

17.58 DOTRIACONTANE 450 C32H66 544-85-4 0.17 WileyRegi
stry8e

17.58 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.17 WileyRegi
stry8e

17.58 14-á-H-PREGNA 288 C21H36 NA 0.17 WileyRegi
stry8e

17.58 1-NONADECENE 266 C19H38 18435-4
5-5

0.17 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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1-NONADECENE
Formula C19H38, MW 266, CAS# 18435-45-5, Entry# 157387

AI3-36475

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

17.67 DOTRIACONTANE 450 C32H66 544-85-4 0.15 WileyRegi
stry8e

17.67 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.15 WileyRegi
stry8e

17.67 14-á-H-PREGNA 288 C21H36 NA 0.15 WileyRegi
stry8e

17.67 2,2,3,3,4,4 HEXADEUTERO
OCTADECANAL

274 C18H30D6O 56554-5
1-9

0.15 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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2,2,3,3,4,4 HEXADEUTERO OCTADECANAL
Formula C18H30D6O, MW 274, CAS# 56554-51-9, Entry# 159360

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

17.97 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.23 WileyRegi
stry8e

17.97 14-á-H-PREGNA 288 C21H36 NA 0.23 WileyRegi
stry8e

17.97 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

0.23 WileyRegi
stry8e

17.97 1-NONADECENE 266 C19H38 18435-4
5-5

0.23 WileyRegi
stry8e
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO
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1-NONADECENE
Formula C19H38, MW 266, CAS# 18435-45-5, Entry# 157387

AI3-36475

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

18.30 14-á-H-PREGNA 288 C21H36 NA 0.40 WileyRegi
stry8e

18.30 01297107001 TETRANEURIN - A - DIOL 280 C15H20O5 NA 0.40 WileyRegi
stry8e

18.30 DOTRIACONTANE 450 C32H66 544-85-4 0.40 WileyRegi
stry8e

18.30 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.40 WileyRegi
stry8e
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA
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01297107001 TETRANEURIN - A - DIOL
Formula C15H20O5, MW 280, CAS# NA, Entry# 170378
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367

50 100 150 200 250
0

20

40

60

80

100
43

57

28

83
69

97

98

124 138 222 250152 194 252

2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

18.37 1-Heptatriacotanol 536 C37H76O 105794-
58-9

0.22 mainlib

18.37 HEXADECADIENOIC ACID, METHYL
ESTER

266 C17H30O2 29961-5
4-4

0.22 WileyRegi
stry8e

18.37 14-á-H-PREGNA 288 C21H36 NA 0.22 WileyRegi
stry8e

18.37 Cholestan-3-ol, 2-methylene-, (3á,5à)- 400 C28H48O 22599-9
6-8

0.22 mainlib
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1-Heptatriacotanol
Formula C37H76O, MW 536, CAS# 105794-58-9, Entry# 6567

1-Heptatriacontanol  #

OH
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HEXADECADIENOIC ACID, METHYL ESTER
Formula C17H30O2, MW 266, CAS# 29961-54-4, Entry# 157129

METHYL HEXADECADIENOATE
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA
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Cholestan-3-ol, 2-methylene-, (3á,5à)-
Formula C28H48O, MW 400, CAS# 22599-96-8, Entry# 28998

5à-Cholestan-3á-ol, 2-methylene-

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

18.59 Cholestan-3-ol, 2-methylene-, (3á,5à)- 400 C28H48O 22599-9
6-8

0.55 mainlib

18.59 CHOLESTAN-3-OL, 2-METHYLENE-,
(3á,5à)-

400 C28H48O 22599-9
6-8

0.55 WileyRegi
stry8e

18.59 1-Heptatriacotanol 536 C37H76O 105794-
58-9

0.55 mainlib

18.59 14-á-H-PREGNA 288 C21H36 NA 0.55 WileyRegi
stry8e
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Cholestan-3-ol, 2-methylene-, (3á,5à)-
Formula C28H48O, MW 400, CAS# 22599-96-8, Entry# 28998

5à-Cholestan-3á-ol, 2-methylene-

HO
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CHOLESTAN-3-OL, 2-METHYLENE-, (3á,5à)-
Formula C28H48O, MW 400, CAS# 22599-96-8, Entry# 256365

2-METHYLENECHOLESTAN-3-OL #

HO
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1-Heptatriacotanol
Formula C37H76O, MW 536, CAS# 105794-58-9, Entry# 6567

1-Heptatriacontanol  #

OH
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

19.22 DOTRIACONTANE 450 C32H66 544-85-4 0.31 WileyRegi
stry8e

19.22 14-á-H-PREGNA 288 C21H36 NA 0.31 WileyRegi
stry8e

19.22 14-á-H-PREGNA 288 C21H36 NA 0.31 WileyRegi
stry8e

19.22 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.31 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

19.46 DOTRIACONTANE 450 C32H66 544-85-4 0.91 WileyRegi
stry8e

19.46 14-á-H-PREGNA 288 C21H36 NA 0.91 WileyRegi
stry8e

19.46 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.91 WileyRegi
stry8e

19.46 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

0.91 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

19.70 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.49 WileyRegi
stry8e

19.70 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

0.49 WileyRegi
stry8e

19.70 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

0.49 mainlib

19.70 DOTRIACONTANE 450 C32H66 544-85-4 0.49 WileyRegi
stry8e



My GC-MS Report
Hit Spectrum Compound Structure

50 100 150 200 250
0

20

40

60

80

100
43

57

28

83
69

97

98

124 138 222 250152 194 252

2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

20.37 14-á-H-PREGNA 288 C21H36 NA 0.09 WileyRegi
stry8e

20.37 DOTRIACONTANE 450 C32H66 544-85-4 0.09 WileyRegi
stry8e

20.37 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

0.09 mainlib

20.37 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

0.09 WileyRegi
stry8e
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367

50 100 150 200 250
0

20

40

60

80

100
57

43

41
69

71
83

97

111

125
126 238210154 196 239

1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

20.57 DOTRIACONTANE 450 C32H66 544-85-4 1.20 WileyRegi
stry8e

20.57 1-CHLOROOCTADECANE 288 C18H37Cl 3386-33
-2

1.20 WileyRegi
stry8e

20.57 DOCOSANE 310 C22H46 629-97-0 1.20 WileyRegi
stry8e

20.57 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

1.20 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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1-CHLOROOCTADECANE
Formula C18H37Cl, MW 288, CAS# 3386-33-2, Entry# 359171

1-CHLOROCTADECAN

Cl

50 100 150 200 250 300
0

20

40

60

80

100
57

71

85

97
99

113 141 310183 211 253 267

DOCOSANE
Formula C22H46, MW 310, CAS# 629-97-0, Entry# 198706

C22H46 STANDARD
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

20.80 DOCOSANE 310 C22H46 629-97-0 1.57 WileyRegi
stry8e

20.80 1-CHLOROOCTADECANE 288 C18H37Cl 3386-33
-2

1.57 WileyRegi
stry8e

20.80 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

1.57 mainlib

20.80 HENEICOSANE 296 C21H44 629-94-7 1.57 WileyRegi
stry8e
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DOCOSANE
Formula C22H46, MW 310, CAS# 629-97-0, Entry# 198707

C22H46 STANDARD
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1-CHLOROOCTADECANE
Formula C18H37Cl, MW 288, CAS# 3386-33-2, Entry# 359171
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO
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HENEICOSANE
Formula C21H44, MW 296, CAS# 629-94-7, Entry# 186361

HENICOSANE

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

21.00 DOTRIACONTANE 450 C32H66 544-85-4 1.86 WileyRegi
stry8e

21.00 1-CHLOROOCTADECANE 288 C18H37Cl 3386-33
-2

1.86 WileyRegi
stry8e

21.00 14-á-H-PREGNA 288 C21H36 NA 1.86 WileyRegi
stry8e

21.00 1-Chloroeicosane 316 C20H41Cl 42217-0
2-7

1.86 mainlib
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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1-CHLOROOCTADECANE
Formula C18H37Cl, MW 288, CAS# 3386-33-2, Entry# 359171
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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1-Chloroeicosane
Formula C20H41Cl, MW 316, CAS# 42217-02-7, Entry# 20712

Eicosane, 1-chloro-

Cl

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

21.30 14-á-H-PREGNA 288 C21H36 NA 0.64 WileyRegi
stry8e

21.30 DOTRIACONTANE 450 C32H66 544-85-4 0.64 WileyRegi
stry8e

21.30 14-á-H-PREGNA 288 C21H36 NA 0.64 WileyRegi
stry8e

21.30 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.64 WileyRegi
stry8e
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA

100 200 300 400
0

20

40

60

80

100
57

71

85

97
113

141 197 211 450269 309 408377

DOTRIACONTANE
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

21.41 14-á-H-PREGNA 288 C21H36 NA 0.10 WileyRegi
stry8e

21.41 DOTRIACONTANE 450 C32H66 544-85-4 0.10 WileyRegi
stry8e

21.41 14-á-H-PREGNA 288 C21H36 NA 0.10 WileyRegi
stry8e

21.41 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.10 WileyRegi
stry8e
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

21.78 14-á-H-PREGNA 288 C21H36 NA 2.24 WileyRegi
stry8e

21.78 DOTRIACONTANE 450 C32H66 544-85-4 2.24 WileyRegi
stry8e

21.78 14-á-H-PREGNA 288 C21H36 NA 2.24 WileyRegi
stry8e

21.78 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

2.24 WileyRegi
stry8e
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

21.90 DOTRIACONTANE 450 C32H66 544-85-4 1.86 WileyRegi
stry8e

21.90 14-á-H-PREGNA 288 C21H36 NA 1.86 WileyRegi
stry8e

21.90 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

1.86 mainlib

21.90 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

1.86 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

22.29 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.15 WileyRegi
stry8e

22.29 14-á-H-PREGNA 288 C21H36 NA 0.15 WileyRegi
stry8e

22.29 14-á-H-PREGNA 288 C21H36 NA 0.15 WileyRegi
stry8e

22.29 2-Dodecen-1-yl(-)succinic anhydride 266 C16H26O3 19780-1
1-1

0.15 mainlib
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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2-Dodecen-1-yl(-)succinic anhydride
Formula C16H26O3, MW 266, CAS# 19780-11-1, Entry# 2388

2,5-Furandione, 3-dodecenyl-

O OO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

22.46 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

1.22 WileyRegi
stry8e

22.46 14-á-H-PREGNA 288 C21H36 NA 1.22 WileyRegi
stry8e

22.46 DOTRIACONTANE 450 C32H66 544-85-4 1.22 WileyRegi
stry8e

22.46 14-á-H-PREGNA 288 C21H36 NA 1.22 WileyRegi
stry8e
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

22.65 DOTRIACONTANE 450 C32H66 544-85-4 2.23 WileyRegi
stry8e

22.65 14-á-H-PREGNA 288 C21H36 NA 2.23 WileyRegi
stry8e

22.65 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

2.23 mainlib

22.65 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

2.23 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

22.78 DOTRIACONTANE 450 C32H66 544-85-4 0.28 WileyRegi
stry8e

22.78 14-á-H-PREGNA 288 C21H36 NA 0.28 WileyRegi
stry8e

22.78 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.28 WileyRegi
stry8e

22.78 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

0.28 mainlib
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367

100 200 300 400 500
0

20

40

60

80

100
57

71

97

111

125
137

183 288 294 570419 505

14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

22.97 DOTRIACONTANE 450 C32H66 544-85-4 0.49 WileyRegi
stry8e

22.97 14-á-H-PREGNA 288 C21H36 NA 0.49 WileyRegi
stry8e

22.97 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.49 WileyRegi
stry8e

22.97 14-á-H-PREGNA 288 C21H36 NA 0.49 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

23.10 DOTRIACONTANE 450 C32H66 544-85-4 1.60 WileyRegi
stry8e

23.10 14-á-H-PREGNA 288 C21H36 NA 1.60 WileyRegi
stry8e

23.10 2-OCTADECYLOXY-1,1,2,2-TETRADEUTE
ROETHANOL

318 C20H38D4O2 56599-3
9-4

1.60 WileyRegi
stry8e

23.10 14-á-H-PREGNA 288 C21H36 NA 1.60 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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2-OCTADECYLOXY-1,1,2,2-TETRADEUTEROETHANOL
Formula C20H38D4O2, MW 318, CAS# 56599-39-4, Entry# 202042
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

23.24 DOTRIACONTANE 450 C32H66 544-85-4 0.32 WileyRegi
stry8e

23.24 14-á-H-PREGNA 288 C21H36 NA 0.32 WileyRegi
stry8e

23.24 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.32 WileyRegi
stry8e

23.24 14-á-H-PREGNA 288 C21H36 NA 0.32 WileyRegi
stry8e



My GC-MS Report
Hit Spectrum Compound Structure

100 200 300 400
0

20

40

60

80

100
57

71

85

97
113

141 197 211 450269 309 408377

DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

200 400 600
0

20

40

60

80

100
57

71

85

111

125
137

218 292 657567320 419 529

14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

23.31 DOTRIACONTANE 450 C32H66 544-85-4 0.56 WileyRegi
stry8e

23.31 14-á-H-PREGNA 288 C21H36 NA 0.56 WileyRegi
stry8e

23.31 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.56 WileyRegi
stry8e

23.31 2-OCTADECYLOXY-1,1,2,2-TETRADEUTE
ROETHANOL

318 C20H38D4O2 56599-3
9-4

0.56 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359
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2-OCTADECYLOXY-1,1,2,2-TETRADEUTEROETHANOL
Formula C20H38D4O2, MW 318, CAS# 56599-39-4, Entry# 202042

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

23.41 14-á-H-PREGNA 288 C21H36 NA 0.49 WileyRegi
stry8e

23.41 DOTRIACONTANE 450 C32H66 544-85-4 0.49 WileyRegi
stry8e

23.41 14-á-H-PREGNA 288 C21H36 NA 0.49 WileyRegi
stry8e

23.41 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.49 WileyRegi
stry8e
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

23.53 14-á-H-PREGNA 288 C21H36 NA 0.96 WileyRegi
stry8e

23.53 DOTRIACONTANE 450 C32H66 544-85-4 0.96 WileyRegi
stry8e

23.53 14-á-H-PREGNA 288 C21H36 NA 0.96 WileyRegi
stry8e

23.53 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.96 WileyRegi
stry8e
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

23.95 DOTRIACONTANE 450 C32H66 544-85-4 4.89 WileyRegi
stry8e

23.95 14-á-H-PREGNA 288 C21H36 NA 4.89 WileyRegi
stry8e

23.95 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

4.89 WileyRegi
stry8e

23.95 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

4.89 mainlib
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

24.06 DOTRIACONTANE 450 C32H66 544-85-4 1.14 WileyRegi
stry8e

24.06 14-á-H-PREGNA 288 C21H36 NA 1.14 WileyRegi
stry8e

24.06 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

1.14 mainlib

24.06 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

1.14 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

24.23 DOTRIACONTANE 450 C32H66 544-85-4 0.33 WileyRegi
stry8e

24.23 ISOCHIAPIN B 346 C19H22O6 NA 0.33 WileyRegi
stry8e

24.23 ISOCHIAPIN B %2< 350 C19H26O6 NA 0.33 WileyRegi
stry8e

24.23 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

0.33 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367

SI 735, RSI 743, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807
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ISOCHIAPIN B %2<
Formula C19H26O6, MW 350, CAS# NA, Entry# 228500
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

24.37 ISOPROPYL TETRADECANOATE 270 C17H34O2 110-27-0 7.72 WileyRegi
stry8e

24.37 Isopropyl Myristate 270 C17H34O2 110-27-0 7.72 replib
24.37 ISOPROPYL MYRISTATE 270 C17H34O2 NA 7.72 WileyRegi

stry8e
24.37 Isopropyl Myristate 270 C17H34O2 110-27-0 7.72 replib
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ISOPROPYL TETRADECANOATE
Formula C17H34O2, MW 270, CAS# 110-27-0, Entry# 161319

1-METHYLETHYL TETRADECANOATE

O

O

SI 784, RSI 845, replib, Entry# 2232, CAS# 110-27-0, Isopropyl Myristate
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Isopropyl Myristate
Formula C17H34O2, MW 270, CAS# 110-27-0, Entry# 2232

Tetradecanoic acid, 1-methylethyl ester

O

O
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ISOPROPYL MYRISTATE
Formula C17H34O2, MW 270, CAS# NA, Entry# 384718

TETRADECANOIC ACID, 1-METHYLETHYL ESTER

O

O

SI 780, RSI 830, replib, Entry# 2233, CAS# 110-27-0, Isopropyl Myristate
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Isopropyl Myristate
Formula C17H34O2, MW 270, CAS# 110-27-0, Entry# 2233

Tetradecanoic acid, 1-methylethyl ester

O

O

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

24.86 DOTRIACONTANE 450 C32H66 544-85-4 0.10 WileyRegi
stry8e

24.86 14-á-H-PREGNA 288 C21H36 NA 0.10 WileyRegi
stry8e

24.86 ISOCHIAPIN B 346 C19H22O6 NA 0.10 WileyRegi
stry8e

24.86 ISOCHIAPIN B %2< 350 C19H26O6 NA 0.10 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA

SI 760, RSI 772, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B

50 100 150 200 250 300
0

20

40

60

80

100
57

43
69

71

85

97
149

111 334
123

335228167 191 246
319279

ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807
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ISOCHIAPIN B %2<
Formula C19H26O6, MW 350, CAS# NA, Entry# 228500

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

24.96 DOTRIACONTANE 450 C32H66 544-85-4 0.30 WileyRegi
stry8e

24.96 14-á-H-PREGNA 288 C21H36 NA 0.30 WileyRegi
stry8e

24.96 ISOCHIAPIN B 346 C19H22O6 NA 0.30 WileyRegi
stry8e

24.96 ISOCHIAPIN B %2< 350 C19H26O6 NA 0.30 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA

SI 750, RSI 763, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807
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ISOCHIAPIN B %2<
Formula C19H26O6, MW 350, CAS# NA, Entry# 228500

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

25.21 DOTRIACONTANE 450 C32H66 544-85-4 1.26 WileyRegi
stry8e

25.21 14-á-H-PREGNA 288 C21H36 NA 1.26 WileyRegi
stry8e

25.21 ISOCHIAPIN B 346 C19H22O6 NA 1.26 WileyRegi
stry8e

25.21 ISOCHIAPIN B %2< 350 C19H26O6 NA 1.26 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367

100 200 300 400 500
0

20

40

60

80

100
57

71

97

111

125
137

183 288 294 570419 505

14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA

SI 722, RSI 743, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807
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ISOCHIAPIN B %2<
Formula C19H26O6, MW 350, CAS# NA, Entry# 228500

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

25.66 DOTRIACONTANE 450 C32H66 544-85-4 5.60 WileyRegi
stry8e

25.66 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

5.60 mainlib

25.66 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

5.60 WileyRegi
stry8e

25.66 14-á-H-PREGNA 288 C21H36 NA 5.60 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

25.74 DOTRIACONTANE 450 C32H66 544-85-4 4.19 WileyRegi
stry8e

25.74 14-á-H-PREGNA 288 C21H36 NA 4.19 WileyRegi
stry8e

25.74 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

4.19 WileyRegi
stry8e

25.74 1-Hexadecanol, 2-methyl- 256 C17H36O 2490-48
-4

4.19 mainlib
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO
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1-Hexadecanol, 2-methyl-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 20717

2-Methylhexadecan-1-ol

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

26.08 DOTRIACONTANE 450 C32H66 544-85-4 0.46 WileyRegi
stry8e

26.08 14-á-H-PREGNA 288 C21H36 NA 0.46 WileyRegi
stry8e

26.08 14-á-H-PREGNA 288 C21H36 NA 0.46 WileyRegi
stry8e

26.08 Tetrapentacontane, 1,54-dibromo- 914 C54H108Br2 NA 0.46 mainlib
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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Tetrapentacontane, 1,54-dibromo-
Formula C54H108Br2, MW 914, CAS# NA, Entry# 21687

Br Br

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

26.25 DOTRIACONTANE 450 C32H66 544-85-4 4.18 WileyRegi
stry8e

26.25 14-á-H-PREGNA 288 C21H36 NA 4.18 WileyRegi
stry8e

26.25 14-á-H-PREGNA 288 C21H36 NA 4.18 WileyRegi
stry8e

26.25 ISOCHIAPIN B 346 C19H22O6 NA 4.18 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

SI 739, RSI 751, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

26.79 DOTRIACONTANE 450 C32H66 544-85-4 3.79 WileyRegi
stry8e

26.79 14-á-H-PREGNA 288 C21H36 NA 3.79 WileyRegi
stry8e

26.79 14-á-H-PREGNA 288 C21H36 NA 3.79 WileyRegi
stry8e

26.79 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

3.79 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367

100 200 300 400 500
0

20

40

60

80

100
57

71

97

111

125
137

183 288 294 570419 505

14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

27.30 14-á-H-PREGNA 288 C21H36 NA 2.97 WileyRegi
stry8e

27.30 14-á-H-PREGNA 288 C21H36 NA 2.97 WileyRegi
stry8e

27.30 HAHNFETT 0 N/A NA 2.97 WileyRegi
stry8e

27.30 HAHNFETT 0 N/A NA 2.97 WileyRegi
stry8e
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

SI 706, RSI 712, WileyRegistry8e, Entry# 305496, CAS# NA, HAHNFETT
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HAHNFETT
Formula , MW 0, CAS# NA, Entry# 305496

B

SI 706, RSI 712, WileyRegistry8e, Entry# 391160, CAS# NA, HAHNFETT
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HAHNFETT
Formula , MW 0, CAS# NA, Entry# 391160

B

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

27.58 DOTRIACONTANE 450 C32H66 544-85-4 2.35 WileyRegi
stry8e

27.58 14-á-H-PREGNA 288 C21H36 NA 2.35 WileyRegi
stry8e

27.58 ISOCHIAPIN B 346 C19H22O6 NA 2.35 WileyRegi
stry8e

27.58 ISOCHIAPIN B %2< 350 C19H26O6 NA 2.35 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA

SI 748, RSI 760, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807
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ISOCHIAPIN B %2<
Formula C19H26O6, MW 350, CAS# NA, Entry# 228500

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

28.05 DOTRIACONTANE 450 C32H66 544-85-4 13.79 WileyRegi
stry8e

28.05 14-á-H-PREGNA 288 C21H36 NA 13.79 WileyRegi
stry8e

28.05 14-á-H-PREGNA 288 C21H36 NA 13.79 WileyRegi
stry8e

28.05 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

13.79 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

28.25 DOTRIACONTANE 450 C32H66 544-85-4 0.28 WileyRegi
stry8e

28.25 14-á-H-PREGNA 288 C21H36 NA 0.28 WileyRegi
stry8e

28.25 14-á-H-PREGNA 288 C21H36 NA 0.28 WileyRegi
stry8e

28.25 1-HEXADECANOL, 2-METHYL- 256 C17H36O 2490-48
-4

0.28 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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1-HEXADECANOL, 2-METHYL-
Formula C17H36O, MW 256, CAS# 2490-48-4, Entry# 146911

2-METHYLHEXADECAN-1-OL

HO

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

28.49 DOTRIACONTANE 450 C32H66 544-85-4 3.50 WileyRegi
stry8e

28.49 14-á-H-PREGNA 288 C21H36 NA 3.50 WileyRegi
stry8e

28.49 14-á-H-PREGNA 288 C21H36 NA 3.50 WileyRegi
stry8e

28.49 2,2-DIDEUTERO OCTADECANAL 270 C18H34D2O 56555-0
7-8

3.50 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA

200 400 600
0

20

40

60

80

100
57

71

85

111

125
137

218 292 657567320 419 529

14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938
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2,2-DIDEUTERO OCTADECANAL
Formula C18H34D2O, MW 270, CAS# 56555-07-8, Entry# 159359

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

28.88 DOTRIACONTANE 450 C32H66 544-85-4 4.29 WileyRegi
stry8e

28.88 14-á-H-PREGNA 288 C21H36 NA 4.29 WileyRegi
stry8e

28.88 14-á-H-PREGNA 288 C21H36 NA 4.29 WileyRegi
stry8e

28.88 ISOCHIAPIN B 346 C19H22O6 NA 4.29 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

SI 730, RSI 749, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

29.10 DOTRIACONTANE 450 C32H66 544-85-4 4.04 WileyRegi
stry8e

29.10 14-á-H-PREGNA 288 C21H36 NA 4.04 WileyRegi
stry8e

29.10 14-á-H-PREGNA 288 C21H36 NA 4.04 WileyRegi
stry8e

29.10 ISOCHIAPIN B 346 C19H22O6 NA 4.04 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

SI 731, RSI 748, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

29.33 DOTRIACONTANE 450 C32H66 544-85-4 1.96 WileyRegi
stry8e

29.33 14-á-H-PREGNA 288 C21H36 NA 1.96 WileyRegi
stry8e

29.33 14-á-H-PREGNA 288 C21H36 NA 1.96 WileyRegi
stry8e

29.33 17-Pentatriacontene 490 C35H70 6971-40
-0

1.96 mainlib
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367

100 200 300 400 500
0

20

40

60

80

100
57

71

97

111

125
137

183 288 294 570419 505

14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA
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17-Pentatriacontene
Formula C35H70, MW 490, CAS# 6971-40-0, Entry# 21018

(17E)-17-Pentatriacontene  #

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

29.55 DOTRIACONTANE 450 C32H66 544-85-4 2.26 WileyRegi
stry8e

29.55 14-á-H-PREGNA 288 C21H36 NA 2.26 WileyRegi
stry8e

29.55 14-á-H-PREGNA 288 C21H36 NA 2.26 WileyRegi
stry8e

29.55 ISOCHIAPIN B 346 C19H22O6 NA 2.26 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

SI 740, RSI 755, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

29.73 DOTRIACONTANE 450 C32H66 544-85-4 0.67 WileyRegi
stry8e

29.73 14-á-H-PREGNA 288 C21H36 NA 0.67 WileyRegi
stry8e

29.73 14-á-H-PREGNA 288 C21H36 NA 0.67 WileyRegi
stry8e

29.73 17-Pentatriacontene 490 C35H70 6971-40
-0

0.67 mainlib
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939

14-á-PREGNA
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA
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17-Pentatriacontene
Formula C35H70, MW 490, CAS# 6971-40-0, Entry# 21018

(17E)-17-Pentatriacontene  #

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

29.80 DOTRIACONTANE 450 C32H66 544-85-4 0.10 WileyRegi
stry8e

29.80 14-á-H-PREGNA 288 C21H36 NA 0.10 WileyRegi
stry8e

29.80 14-á-H-PREGNA 288 C21H36 NA 0.10 WileyRegi
stry8e

29.80 ISOCHIAPIN B 346 C19H22O6 NA 0.10 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

SI 747, RSI 768, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

29.95 DOTRIACONTANE 450 C32H66 544-85-4 1.57 WileyRegi
stry8e

29.95 14-á-H-PREGNA 288 C21H36 NA 1.57 WileyRegi
stry8e

29.95 14-á-H-PREGNA 288 C21H36 NA 1.57 WileyRegi
stry8e

29.95 ISOCHIAPIN B 346 C19H22O6 NA 1.57 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478

AI3-52367
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

SI 732, RSI 750, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807

RT Compound Name Molecular
Weight

Molecular Formula Cas # Area % Library

30.21 DOTRIACONTANE 450 C32H66 544-85-4 3.74 WileyRegi
stry8e

30.21 14-á-H-PREGNA 288 C21H36 NA 3.74 WileyRegi
stry8e

30.21 14-á-H-PREGNA 288 C21H36 NA 3.74 WileyRegi
stry8e

30.21 ISOCHIAPIN B 346 C19H22O6 NA 3.74 WileyRegi
stry8e
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DOTRIACONTANE
Formula C32H66, MW 450, CAS# 544-85-4, Entry# 274478
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178939
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14-á-H-PREGNA
Formula C21H36, MW 288, CAS# NA, Entry# 178938

14-á-PREGNA

SI 732, RSI 750, WileyRegistry8e, Entry# 225807, CAS# NA, ISOCHIAPIN B
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ISOCHIAPIN B
Formula C19H22O6, MW 346, CAS# NA, Entry# 225807


