TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C
INJECTION VOL: 1 MICRO LITER
SAMPLE ID : C160

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He

C160 Scan El+
- 15.80 TIC
100, 7.04¢€’
% 33.72
°3.01 1123 33.38
i 701 24.33 08,75 29.83 31.01
i 5.53 : 20.56 i -
13-073.99 | 6.12 l 8.729 20 M11]\8m713-6dm13'§7 " 15'96‘ 17.32 18.79 ‘Lw_fl'2€22f1 ‘,“J[w 25.7827.55
0 — T — T —— B e e e — — T —— T —Time
5.00 10.00 15.00 20.00 25.00 30.00 35.00
# RT Scan Height Area Area % Norm %
1 5.534 507 9,493,158 391,403.0 0.819 14.96
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
1 5534 1 Benzaldehyde, 2-methyl- 724 861 17.8 529-20-4 mainlib
2  Benzaldehyde, 3-methyl- 717 851 13.6 620-23-5 replib
3  Benzaldehyde, 4-methyl- 712 846 11.0 104-87-0 mainlib
4  Benzaldehyde, 3-methyl- 711 844 13.6 620-23-5 mainlib
5 Benzaldehyde, 4-methyl- 710 848 11.0 104-87-0 replib
6  Bicyclo[4.2.0]octa-1,3,5-trien-7-ol 708 847 9.3  35447-99-5 mainlib
7  Benzaldehyde, 2-methyl- 706 835 17.8 529-20-4 replib
8 Benzaldehyde, 4-methyl- 703 841 11.0 104-87-0 replib
9  Benzaldehyde, 4-methyl- 702 838 11.0 104-87-0 replib
10 Benzaldehyde, 4-methyl- 700 849 11.0 104-87-0 replib
C160 507 (5.534) Cm (506:508-499) Scan El+
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
2 7.905 981 11,602,610 317,636.8 0.665 12.14
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
2 7.905 1 Benzene, 1,3-bis(1,1-dimethylethyl)- 680 814 375 1014-60-4 replib
2  Benzene, 1,3-bis(1,1-dimethylethyl)- 663 796 375 1014-60-4 replib
3  Benzene, 1,3-bis(1,1-dimethylethyl)- 657 796 375 1014-60-4 mainlib
4  Benzene, 1,4-bis(1,1-dimethylethyl)- 657 784 13.7 1012-72-2 replib
5 Benzene, 1,4-bis(1,1-dimethylethyl)- 652 772 13.7 1012-72-2 mainlib
6  Benzo[c]furanone, 3,3,4,7-tetramethyl- 648 759 9.9  37740-08-2 mainlib
7 m-Cymene, 5-tert-butyl- 637 748 6.8  29577-19-3 mainlib
8 Benzene, 1,4-dimethyl-2,5-bis(1-methylethyl)- 632 731 5.5 10375-96-9 replib
9  Benzene, 1,5-dimethyl-2,4-bis(1-methylethyl)- 629 760 4.9 5186-68-5 mainlib
10 Benzene, 1,4-dimethyl-2,5-bis(1-methylethyl)- 625 734 5.5 10375-96-9 replib
C160 981 (7.905) Cm (980:982-972) Scan El+
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M:680 RM:814 P:37.5 replib 26431: Benzene, 1,3-bis(1,1-dimethylethyl)- Hit: 1
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M:663 RM:796 P:37.5 replib 26433: Benzene, 1,3-bis(1,1-dimethylethyl)- Hit: 2
175
100
% 57 176 190
0 3539,41 5052 | 59 6567 71 7580 838791 98 101106 113118 126131 139142147 156159 173 || ""181 | m/z
A e LR e R AL A R L e AR AR ARRRRRENS

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
3 11.227 1645 20,994,868 905,327.2 1.894 34.61
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
3 11.227 1 1-Dodecanol 740 862 7.0 112-53-8 replib
2 1-Undecanol 732 875 5.2 112-42-5 mainlib
3 1-Hexadecanol 730 844 4.8  36653-82-4 mainlib
4  1-Pentadecene 727 841 42  13360-61-7 replib
5 n-Tridecan-1-ol 722 832 3.4 112-70-9 replib
6  Cyclotetradecane 721 835 3.3 295-17-0 mainlib
7  Hexadecen-1-ol, trans-9- 721 835 3.3  64437-47-4 mainlib
8  Cyclopentadecane 721 833 3.3 295-48-7 replib
9 n-Tridecan-1-ol 719 814 3.4 112-70-9 replib
10 Cyclotridecane 718 844 2.9 295-02-3 mainlib
C160 1645 (11.227) Cm (1644:1646-1633) Scan El+
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
4 11.867 1773 5,417,990 237,810.4 0.498 9.09
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
4 11.867 1  2,4-Di-tert-butylphenol 569 718 28.7 96-76-4 replib
2 Phenol, 3,5-bis(1,1-dimethylethyl)- 561 719 214 1138-52-9 replib
3 2,4-Di-tert-butylphenol 555 728 28.7 96-76-4 mainlib
4 2,4-Di-tert-butylphenol 550 756 28.7 96-76-4 replib
5 Phenol, 2,6-bis(1,1-dimethylethyl)- 548 692 13.8 128-39-2 replib
6  Phenol, 3,5-bis(1,1-dimethylethyl)- 545 740 214 1138-52-9 replib
7  Phenol, 3,5-bis(1,1-dimethylethyl)- 543 723 214 1138-52-9 replib
8  Phenol, 2,5-bis(1,1-dimethylethyl)- 541 710 10.6 5875-45-6 mainlib
9  Phenol, 2,5-bis(1,1-dimethylethyl)- 541 694 10.6 5875-45-6 replib
10  Phenol, 2,6-bis(1,1-dimethylethyl)- 528 685 13.8 128-39-2 replib
C160 1773 (11.867) Cm (1772:1774-1763) Scan El+
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M:569 RM:718 P:28.7 replib 27858: 2,4-Di-tert-butylphenol Hit: 1
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M:561 RM:719 P:21.4 replib 27863: Phenol, 3,5-bis(1,1-dimethylethyl)- Hit: 2
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M:555 RM:728 P:28.7 mainlib 177130: 2,4-Di-tert-butylphenol Hit: 3
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
5 15.804 2560 65,737,824 2,616,165.8 5.473 100.00
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
5 15.804 1 Dodecyl acrylate 873 902 48.5 2156-97-0 replib
2  Dodecyl acrylate 870 904 48.5 2156-97-0 replib
3  Dodecyl acrylate 792 820 48.5 2156-97-0 mainlib
4 2-Propenoic acid, tridecyl ester 791 821 4.9 3076-04-8 mainlib
5 1-Dodecanol 783 836 3.7 112-53-8 replib
6  2-Propenoic acid, pentadecyl ester 775 802 2.8  43080-23-5 mainlib
7  Ethylene diacrylate 762 795 1.8 2274-11-5 mainlib
8  1-Tetradecanol 761 777 1.7 112-72-1 replib
9  1-Undecanol 758 852 1.5 112-42-5 mainlib
10 1-Dodecanol 757 805 3.7 112-53-8 replib
C160 2560 (15.804) Cm (2559:2561-2546) Scan El+
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
6 15.964 2592 5,955,808 261,784.0 0.548 10.01
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
6 15.964 1 Hexadecane, 1,1-bis(dodecyloxy)- 486 557 5.3 56554-64-4 mainlib
2 5-Octadecenal 479 556 4.1 56554-88-2 mainlib
3  17-Pentatriacontene 476 575 3.6 6971-40-0 replib
4  17-Pentatriacontene 472 501 3.6 6971-40-0 mainlib
5  Vinyl lauryl ether 470 737 2.8 765-14-0 mainlib
6  Tetrapentacontane, 1,54-dibromo- 469 538 2.7 mainlib
7 Z-10-Methyl-11-tetradecen-1-ol propionate 468 549 2.6 mainlib
8 Oleic Acid 466 535 2.4 112-80-1 replib
9 cis-11-Eicosenoic acid 465 524 2.3 5561-99-9 mainlib
10 1-Tricosanol 463 520 2.1 3133-01-5 replib
C160 2592 (15.964) Cm (2591:2593-2580) Scan El+
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M:486 RM:557 P:5.31 mainlib 7742: Hexadecane, 1,1-bis(dodecyloxy)- Hit: 1
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INSTRUMENT: PERKIN ELMER CLARUS SQ8C

INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25 IM CARRIER GAS:
SAMPLE ID : C160
# RT Scan Height Area Area % Norm %
7 17.634 2926 2,179,672 187,130.9 0.392 7.15
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
7 17.634 1 Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15- 364 522 11.3  19095-24-0 mainlib
hexadecamethyl-
2  2,4-Imidazolidinedione, 5-[3,4- 362 384 10.4  55517-85-6 mainlib

TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

bis[(trimethylsilyl)oxy]phenyl]-3-methyl-5-phenyl-1-
(trimethylsilyl)-

3  Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13- 358 520 8.8  19095-23-9 mainlib
tetradecamethyl-
4 17-(1,5-Dimethylhexyl)-10,13-dimethyl-3- 352 372 6.9 mainlib
styrylhexadecahydrocyclopenta[a]phenanthren-2-
one
5  Morphine, 2TMS derivative 340 396 46  55449-66-6 replib
6  (+)-Prostaglandin F2a, 4TMS derivative 338 374 4.2  50669-95-9 mainlib
7  Morphine, 2TMS derivative 337 358 46  55449-66-6 replib
8 Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11- 329 451 3.1 995-82-4 mainlib
dodecamethyl-
9  Morphine, bis(trimethylsilyl) ether 326 345 2.7 mainlib
10 Pregn-4-en-3-one, 11,17,20,21- 323 366 2.4  57325-93-6 mainlib
tetrakis[(trimethylsilyl)oxy]-, O-methyloxime, (114,
20S)-

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN

He

100

C160 2926 (17.634) Cm (2925:2927-2916)
73

207

Scan El+
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M:364 RM:522 P:11.3 mainlib 43294: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15-hexadecamethyl- Hit: 1
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M:362 RM:384 P:10.4 mainlib 43118: 2,4-Imidazolidinedione, 5-[3,4-bis[(trimethylsilyl)oxy]phenyl]-3-methyl-5-phenyl-1-(trimethylsilyl)- Hit: 2
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INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
8 20.555 3510 9,525,572 517,484.4 1.083 19.78
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
8 20.555 1 Hexadecanoic acid, methyl ester 544 801 10.2 112-39-0 replib
2 Undecanoic acid, 2-methyl- 536 838 7.6 24323-25-9 mainlib
3  Tetracosanoic acid, methyl ester 518 619 3.9 2442-49-1 replib
4 Heptacosanoic acid, methyl ester 517 676 3.8  55682-91-2 mainlib
5 Hexadecanoic acid, methyl ester 517 673 10.2 112-39-0 mainlib
6  Decanoic acid, 2-methyl- 516 859 3.6 24323-23-7 mainlib
7  Hexadecanoic acid, 15-methyl-, methyl ester 515 745 3.5 6929-04-0 mainlib
8 Pentadecanoic acid, 14-methyl-, methyl ester 514 714 3.3 5129-60-2 mainlib
9 Hexadecanoic acid, 14-methyl-, methyl ester 514 600 3.3 2490-49-5 mainlib
10 Methyl tetradecanoate 510 707 2.8 124-10-7 replib
C160 3510 (20.555) Cm (3509:3511-3502) Scan El+
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INSTRUMENT: PERKIN ELMER CLARUS SQ8C
INJECTION VOL: 1 MICRO LITER
SAMPLE ID : C160

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN

DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25 IM

CARRIER GAS: He

# RT Scan Height Area Area % Norm %
9 21.051 3609 4,116,618 157,959.8 0.330 6.04
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
9 21.051 1 Diethyl phthalate 583 900 52.1 84-66-2 nist_msms
2 Metaproterenol 548 902 13.1 586-06-1 nist_ msms
3  Methyldopa 491 929 2.4 555-30-6 nist_msms
4 Ethaneperoxoic acid, 1-cyano-1-[2-(2-phenyl-1,3- 481 920 1.7  58422-92-7 mainlib
dioxolan-2-yl)ethyl]pentyl ester
5 1,2-Benzenedicarboxylic acid 481 918 1.7 88-99-3 nist_msms
6  Benzoylmetronidazole 477 875 1.5 13182-89-3 nist_msms
7  Dibutyl phthalate 474 686 1.3 84-74-2 replib
8 1,2-Benzenedicarboxylic acid, butyl octyl ester 473 652 1.2 84-78-6 replib
9  Benzyl butyl phthalate 469 627 1.0 85-68-7 replib
10 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl 463 676 0.8 85-69-8 replib

ester

C160 3609 (21.051) Cm (3608:3610-3604) Scan El+
149 1.31e6
100
%
52 %563 739091 105 124 1150 164 178 192 206 223235248 268280294 310 324 341360 368 388402 424431445457 484490 s
T e B R A R B T By TRt BB R ey R e T B Y R A e R R B e R R e R S b YR SRR A T
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
M:583 RM:900 P:52.1 nist_msms 31545: Diethyl phthalate Hit: 1
149
100
%
0 148 ‘ 1‘50 miz
148 149 150
M:548 RM:902 P:13.1 nist_msms 61235: Metaproterenol Hit: 2
100 149
%
o1 | 150 miz
148 149 150 151
M:491 RM:929 P:2.44 nist_msms 22315: Methyldopa Hit: 3
100 149
%
105 121 123 131 151 164 174 177
Ot T T T T T e M/Z
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C
INJECTION VOL: 1 MICRO LITER
SAMPLE ID : C160

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN

DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25 IM

# RT Scan Height Area Area % Norm %

10 21.196 3638 3,936,683 150,992.9 0.316 5.77
Pk # RT Hit Compound Name Match R.Match  Prob. CAS
10 21196 1 Dasycarpidan-1-methanol, acetate (ester) 442 509 5.3 55724-48-6
2  Octadecanoic acid, 2-hydroxy-1,3-propanediyl ester 442 498 5.3 504-40-5
3  Octadecanoic acid, 4-hydroxybutyl ester 440 516 4.9 15337-64-1
4 Hexadecanoic acid, 1-(hydroxymethyl)-1,2- 437 476 4.3 761-35-3

ethanediyl ester

5 Pentadecanoic acid, 14-bromo- 434 523 3.8  74685-41-9
6  n-Decanoic acid 432 618 35 334-48-5
7 Octadecanoic acid 430 542 3.2 57-11-4
8  Octadecanoic acid 427 555 3.2 57-11-4
9  Pentadecanoic acid, 15-bromo- 426 513 2.8  56523-59-2
10  Octadecanoic acid 425 592 3.2 57-11-4

Library

mainlib
replib
mainlib
mainlib
mainlib
replib
replib
mainlib
mainlib

replib

CARRIER GAS: He

100

C160 3638 (21.196) Cm (3637:3639-3626)

157177 193207 219 243 259265

281

288 308 326 344 356375

392 413 430449456464 483 491

Scan El+
4.03e5

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

M:442 RM:509 P:5.31 mainlib 35331: Dasycarpidan-1-methanol, acetate (ester) Hit: 1
69

100

% w8 111

I I ‘HM\H%H 12 138 149160167120 185194 208512 222 235 345 256 267500084 204300 323 26

wm_m_m‘u rtata "H_m_m_mwwm“‘H‘_‘H"H‘_m‘mwm‘mwm_‘H"H‘_‘H‘HH_m‘mwmwuwmwm‘

80 100 120 140 160 180 200 220 240 260 280 300 320
M:442 RM:498 P:5.31 replib 2272: Octadecanoic acid, 2-hydroxy-1,3-propanediyl ester Hit: 2
100 4357
6073 98
% 29 85 9
13415 185 241 207 284

0 25 ALl ‘H HH w M ‘ 152 194212 L 309327 359368395 409437 451470 493521 534 563 577 606 m/z

L e e e e o e D o

0 50 100 150 200 250 350 400 450 500 550 600
M:440 RM:516 P:4.9 mainlib 40609: Octadecanoic acid, 4-hydroxybutyl ester Hit: 3

73
100
43 55

% 84 98
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C
INJECTION VOL: 1 MICRO LITER

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN

DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25 IM

CARRIER GAS: He

SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
11 21.326 3664 3,183,206 156,253.2 0.327 5.97
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
11 21.326 1  6-Hydroxy-powelline-N-nitroso-7-demethoxy-, 373 442 12.0 mainlib
aldehyde
2  Bufa-20,22-dienolide, 14,15-epoxy-3,16-dihydroxy- 371 405 1.1 4026-95-3 mainlib
, (34,54,154,164)-
3  4H-Cyclopropal[5',6'benz[1',2":7,8]azuleno[5,6- 363 374 8.2  64807-01-8 mainlib
bloxiren-4-one, 8,8a-bis(acetyloxy)-2a-
[(acetyloxy)methyl]-1,1a,1b,1c,2a,3,3a,6a,6b,7,8,
8a-dodecahydro-6b-hydroxy-3a-methoxy-1,1,5,7-
tetramethyl-, [1aR-(1aa,1ba,1ca,2aa,3aa,6aa,6ba,
7a,84,8aa)]-
4  Bufa-20,22-dienolide, 14,15-epoxy-3,11-dihydroxy- 361 399 7.6 39005-15-7 mainlib
, (34,54,11a,154)-
5  Powelline, 6-hydroxy- 346 425 4.6 31128-98-0 mainlib
6  Bufa-20,22-dienolide, 16-(acetyloxy)-14,15-epoxy- 342 367 3.9 470-37-1 mainlib
3-hydroxy-, (34,54,154,164)-
7  7,7-Dibromobicyclo[2.2.1]heptane-1-carboxylic 336 431 3.1 59093-00-4 mainlib
acid, methyl ester
8  Chlortetracycline 334 349 2.8 57-62-5 replib
9  Pregn-16-en-20-one, 11,18-bis(acetyloxy)-3,9- 332 354 2.6 30384-39-5 mainlib
epoxy-3-methoxy-, (3a,54,11a)-
10 Bufa-20,22-dienolide, 3-(acetyloxy)-14,15-epoxy- 329 349 2.3 4026-96-4 replib
16-hydroxy-, (34,54,154,164)-
C160 3664 (21.326) Cm (3663:3665-3662) Scan El+
100 1.89e5
55 7377
% > o 281
o 6 9296 115 192205 233
i 122135149 165 (g5 221 247253272 50r 309 327 349 364 335 400413 450443462 480 490 /
m/z
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
M:373 RM:442 P:12. mainlib 228390: 6-Hydroxy-powelline-N-nitroso-7-demethoxy-, aldehyde Hit: 1
316
100
% 280
. 118127 139152157 169 179188 205 215208 231245255 561270281 298 54, /
m/z
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
M:371 RM:405 P:11.1 mainlib 83743: Bufa-20,22-dienolide, 14,15-epoxy-3,16-dihydroxy-, (34,54,154,164)- Hit: 2
100 798191 197 215
% 133 147159 173 5. 201 (216233 400
0 ‘HMM‘ M[.\IES\ML\ Ll fz‘g\s\ ?50'261 273 2\91 303 ?21\ \f?)36 3‘\19 3\64 38\2388\ m/z
gy A g b e e e S e
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M:363 RM:374 P:8.25 mainlib 9657: 4H-Cyclopropa[5',6']benz[1',2".7,8]azuleno[5,6-b]oxiren-4-one, 8,8a-bis(acetyloxy)-2a-[(acetyloxy)methyl]...
83
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
12 21.821 3763 2,408,792 167,188.4 0.350 6.39
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
12 21.821 1 6-Amino-5-cyano-4-(5-cyano-2,4-dimethyl-1H- 396 473 13.6 mainlib
pyrrol-3-yl)-2-methyl-4H-pyran-3-carboxylic acid
ethyl ester
2  1-Benzazirene-1-carboxylic acid, 2,2,5a-trimethyl- 380 469 7.8 mainlib
1a-[3-oxo-1-butenyl] perhydro-, methyl ester
3  2H-3,9a-Methano-1-benzoxepin, octahydro-2,2,5a, 367 502 5.0 5956-09-2 replib
9-tetramethyl-, [3R-(34,5a4,94,9aa)]-
4 Malonic acid, mononitrile, monothioamide, 2-(3- 358 470 3.7 310454-37-6 mainlib
methyl-2-thienylmethylene)-
5  2-(1-Cyclohexyl-1H-tetrazol-5-ylsulfanylmethyl)-6- 355 455 3.2 mainlib
nitro-1H-benzoimidazole
6  2,6-Di-t-butyloctahydroazulene-3a,8-diol 353 434 3.0 mainlib
7 2-Myristynoyl pantetheine 351 425 2.8 mainlib
8  Thieno[2,3-c]furan-3-carbonitrile, 2-amino-4,6- 348 459 2.4 447412-24-0 mainlib
dihydro-4,4,6,6-tetramethyl-
9  Carvacrol, TBDMS derivative 348 454 2.4 mainlib
10 (2R,3R,4aR,5S,8aS)-2-Hydroxy-4a,5-dimethyl-3- 344 448 2.0 66884-74-0 mainlib
(prop-1-en-2-yl)octahydronaphthalen-1(2H)-one
C160 3763 (21.821) Cm (3762:3764-3746) Scan El+
100 57 207 2.76e5

208

215235,,4 265 276 5389

315 324 338 358 37 399 419426439 463 480 494

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

M:396 RM:473 P:13.6 mainlib 188606: 6-Amino-5-cyano-4-(5-cyano-2,4-dimethyl-1H-pyrrol-3-yl)-2-methyl-4H-pyran-3-carboxylic acid ethyl es...Hit: 1
100 207
% 43 179 326
. 455157 H‘ 75076 838095 105119133 134143 161 168 '™ 196 2‘08217226[ 246 223 265 279 297 311 7 ,
‘H‘HH‘m"m“H‘“mu_m_H‘_HWm‘uH‘mHUH“m“HH‘HuwH‘_Hw_HN‘HH‘HH‘m"m“H‘“HH_m_H‘_H“HH‘HHWH‘W‘_mz
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
M:380 RM:469 P:7.81 mainlib 188829: 1-Benzazirene-1-carboxylic acid, 2,2,5a-trimethyl-1a-[3-oxo-1-butenyl] perhydro-, methyl ester Hit: 2
100 207
43 g 152
% 8o 192 208
107 133 222
262733y 4454 60 867179829195 V111120 Bray | 1o 167 [agp 19 21078 psmurousoea2e5
Loy oo D T L B e ““““““‘
20 40 60 80 100 120 140 160 180 200 220 240 260
M:367 RM:502 P:5.04 replib 29101: 2H-3,9a-Methano-1-benzoxepin, octahydro-2,2,5a,9-tetramethyl-, [3R-(3a,5aa,9a,9aa)]- Hit: 3
207
100 4143 55 137
m/z
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INSTRUMENT: PERKIN ELMER CLARUS SQ8C

INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25 IM CARRIER GAS:
SAMPLE ID : C160
# RT Scan Height Area Area % Norm %
13 24.332 4265 10,652,421 456,686.2 0.955 17.46
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
13 24332 1 Heptadecanoic acid, 16-methyl-, methyl ester 597 681 19.1 5129-61-3 mainlib
2 Methyl stearate 581 709 11.0 112-61-8 replib
3  Heptadecanoic acid, 9-methyl-, methyl ester 574 651 8.4  54934-57-5 mainlib
4 Methyl stearate 571 718 11.0 112-61-8 replib
5  Methyl stearate 571 666 11.0 112-61-8 mainlib
6  Heptadecanoic acid, 10-methyl-, methyl ester 570 643 71 2490-25-7 mainlib
7  Heptadecanoic acid, 16-methyl-, methyl ester 568 640 19.1 5129-61-3 replib
8  Methyl stearate 565 752 11.0 112-61-8 replib
9 Hexadecanoic acid, 15-methyl-, methyl ester 563 638 5.4 6929-04-0 replib
10 Hexadecanoic acid, 14-methyl-, methyl ester 558 629 4.4 2490-49-5 mainlib

TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN

He

100

C160 4265 (24.332) Cm (4264:4266-4256)
74

95104129129 143

Scan El+
2.38e6|

0 165 185 207213226 241255 269 290 298312325 341355 372 403409 431 442455 470 486 /Z
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
M:597 RM:681 P:19.1 mainlib 44788: Heptadecanoic acid, 16-methyl-, methyl ester Hit: 1
74
100 87
% 55 |75
o 1517 26394353 2961, |7 8897101 111120120143 151 163172181 199 207 222227 237250255264 279284 298 "
e R T T
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
M:581 RM:709 P:11. replib 10453: Methyl stearate Hit: 2
74
100
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0 143
% 29 69|75 143 199 255
25 32H44 59“ 8897101110119 129 |~ 148157166175 185 199204213222 2412467 267 283 298
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20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
M:574 RM:651 P:8.43 mainlib 44502: Heptadecanoic acid, 9-methyl-, methyl ester Hit: 3
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
14 29.834 5365 5,393,782 197,319.5 0.413 7.54
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
14 29.834 1 Benzoic acid, 4-methyl-2-trimethylsilyloxy-, 427 544 12.2 35-27-8 mainlib
trimethylsilyl ester
2  Spirost-8-en-11-one, 3-hydroxy-, (34,5a,144,204, 413 463 7.6 58072-54-1 mainlib
223,25R)-
3  Octadecane, 1,1'-[1,3-propanediylbis(oxy)]bis- 410 437 6.8 17367-38-3 mainlib
4 3-Methylsalicylic acid, 2TMS derivative 409 504 6.5 mainlib
5  Stearic acid, 3-(octadecyloxy)propyl ester 408 441 6.2 17367-40-7 mainlib
6  Methyl glycocholate, 3TMS derivative 396 431 42 57326-16-6 mainlib
7 2-(tert.-Butyldimethylsilyl)oxybenzylidene 395 505 4.0 mainlib
acetophenone
8 1,2-Propanediol, 3-(octadecyloxy)-, diacetate 395 456 4.0 21994-81-0 mainlib
9  Hexadecanoic acid, 1-(hydroxymethyl)-1,2- 393 419 3.7 761-35-3 mainlib
ethanediyl ester
10 5-Methylsalicylic acid, 2TMS derivative 388 503 3.0 mainlib
C160 5365 (29.834) Cm (5364:5366-5357) Scan El+
281 5.28e5

100 73 g5

168 179193~ 227 238250 265 | 283296300 325343 3°° 369382304 410 425438 460467492493

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

M:427 RM:544 P:12.2 mainlib 219921: Benzoic acid, 4-methyl-2-trimethylsilyloxy-, trimethylsilyl ester Hit: 1
281
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M:413 RM:463 P:7.64 mainlib 227869: Spirost-8-en-11-one, 3-hydroxy-, (34,5a,144,204,224,25R)- Hit: 2
314
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“““““““““““““““““
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M:410 RM:437 P:6.75 mainlib 219910: Octadecane, 1,1'-[1,3-propanediylbis(oxy)]bis- Hit: 3
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

%

# RT Scan Height Area Area % Norm %
15 30.539 5506 4,350,617 183,841.0 0.385 7.03
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
15 30.539 1 Hexa-t-butylselenatrisiletane 431 455 21.2  93194-15-1 mainlib
2  3-Dimethylamino-2-(4-chlorphenyl)-thioacrylic acid, 399 452 5.7 mainlib
thiomorpholide
3  1,9-Dioxa-5-thianonane, 3,7-bis(9- 398 426 5.4 mainlib
borabicyclo[3.3.1]non-9-yloxy)-1,9-diphenyl-
4 (-)-Myrtenol, TBDMS derivative 392 517 4.3 mainlib
5 Hexadecanoic acid, (2-phenyl-1,3-dioxolan-4- 392 427 4.3 42495-31-8 mainlib
yl)methyl ester, cis-
6  18,19-Secoyohimban-19-oic acid, 16,17,20,21- 383 443 3.1 5523-49-9 mainlib
tetradehydro-16-(hydroxymethyl)-, methyl ester,
(154,16E)-
7 1-Methoxy-4-nitro-2,3,5,6-tetramethylbenzene 381 522 2.9  52415-08-4 mainlib
8 Isodemecolcine, N-desmethyl- 375 423 2.2 102419-92-1 replib
9  1,5-Bis(4-methoxyphenyl)bicyclo[3.2.0]heptane 372 417 2.0 157367-56-1 mainlib
10  1-(2,4-Dichloro-phenyl)-N'-hydroxy- 370 465 1.8 mainlib
cyclopropanecarboxamidine
C160 5506 (30.539) Cm (5505:5507-5497) Scan El+
100 73 4.28e5

" 95105115 14960168 192207 2
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M:431 RM:455 P:21.2 mainlib 42802: Hexa-t-butylselenatrisiletane Hit: 1
100 57 13 149
% 55 oq g9 111127 167 228 393
o 59 1 sl 150, JB1195209 22 247261 279293307321335340 367, 401415420 149 dorasisos
50 1 00 1 50 200 250 300 350 400 450 500
M:399 RM:452 P:5.6452mainlib 4970: 3-Dimethylamino-2-(4-chlorphenyl)-thioacrylic acid, thiomorpholide Hit: 2
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M:398 RM:426 P:5.43 mainlib 117077: 1,9-Dioxa-5-thianonane, 3,7-bis(9-borabicyclo[3.3.1]non-9-yloxy)-1,9-diphenyl- Hit: 3
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
16 33.366 6071 7,920,426 360,421.4 0.754 13.78
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
16 33.366 1  &-D-Glucopyranosiduronic acid, 3-(5- 396 434 8.9  55556-80-4 mainlib

ethylhexahydro-2,4,6-trioxo-5-pyrimidinyl)-1,1-
dimethylpropyl 2,3,4-tris-O-(trimethylsilyl)-, methyl
ester
2  Hexadecanoic acid, 1a,2,5,5a,6,9,10,10a- 389 389 6.8  52557-26-3 mainlib
octahydro-5,5a-dihydroxy-4-(hydroxymethyl)-1,1,
7,9-tetramethyl-11-oxo-1H-2,8a-
methanocyclopenta[a]cyclopropale]cyclodecen-6-
yl ester, [1aR-(1aa,2a,54,5a4,64,8aa,9a,10aa)]-

3  9-Octadecenoic acid (Z)-, tetradecy! ester 379 426 4.8  22393-85-7 mainlib
4 Endrin ketone 369 435 3.4  53494-70-5 replib
5  Dihydromorphine, 2TMS derivative 368 396 3.2 mainlib
6  1,25-Dihydroxyvitamin D3, TMS derivative 367 502 3.1 55759-94-9 mainlib
7 9-Octadecenoic acid, (2-phenyl-1,3-dioxolan-4- 366 425 3.0 56599-45-2 mainlib
yl)methyl ester, cis-
8 Pseduosarsasapogenin-5,20-dien 363 462 2.7 mainlib
9  Decanoic acid, 1,1a,1b,4,4a,5,7a,7b,8,9- 363 372 2.7  24928-17-4 replib

decahydro-4a,7b-dihydroxy-3-(hydroxymethyl)-1,
1,6,8-tetramethyl-5-oxo0-9aH-cyclopropa[3,
4]benz[1,2-e]azulene-9,9a-diyl ester, [1aR-(1aa,
1ba,4a4,7aa,7ba,8a,94,9aa)]-

10  Crinamine, 1,2-dihydro-6-hydroxy-11-oxo- 362 428 2.5 mainlib

100

C160 6071 (33.366) Cm (6070:6072-6067)
57

40
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83 9% 106 131 147154 175 143196208 927 237 253265 282295 °| ' 324 338 355367382 401415 429443 456468 490

60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

M:396 RM:434 P:8.86 mainlib 43610: 4-D-Glucopyranosiduronic acid, 3-(5-ethylhexahydro-2,4,6-trioxo-5-pyrimidinyl)-1,1-dimethylpropyl 2,3,4... Hit: 1

100 73
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147 217
4045 55 |76 89 103117133 " 169 18% 204 7531 |254768282996%17324 340354375 385406420 495
A R e e S W 393 L L 231 2272082822967 | 324 340354375 385406420 495
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M:389 RM:389 P:6.78 mainlib 215169: Hexadecanoic acid, 1a,2,5,5a,6,9,10,10a-octahydro-5,5a-dihydroxy-4-(hydroxymethyl)-1,1,7,9-tetram... Hit: 2
43 266
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147 151 185
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C
INJECTION VOL: 1 MICRO LITER
SAMPLE ID : C160

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He

# RT Scan Height Area Area % Norm %
17 33.451 6088 8,064,527 324,254 1 0.678 12.39
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
17 33.451 1 17-(1,5-Dimethylhexyl)-10,13-dimethyl-3- 400 417 1.4 mainlib
styrylhexadecahydrocyclopenta[a]phenanthren-2-
one
2 Methyl glycocholate, 3TMS derivative 393 431 8.8  57326-16-6 mainlib
3  17a-Methyl-34-methoxy-17a-aza-D-homoandrost- 374 464 4.3 149942-10-9 mainlib
5-ene-17-one
4 2-Myristynoyl pantetheine 373 457 4.1 mainlib
5  11a-Hydroxyprogesterone, trimethylsilyl ether, 371 384 3.8 mainlib
bis(O-methyloxime)
6  Chromone, 5-hydroxy-6,7,8-trimethoxy-2,3-dimethyl- 369 452 3.5 mainlib
7 1,5,8-Trimethoxy-12a-methyl-1,2,3,3a,3b,4,5,6,7,8, 367 426 3.2 mainlib
9,10,10b,11,12,12a-hexadecahydro-benzo[3,
4]cyclohepta[1,2-E]indene
8  9,10-Secocholesta-5,7,10(19)-triene-3,24,25-triol, 366 475 3.1 40013-87-4 mainlib
(34,52,7E)-
9  Spirost-8-en-11-one, 3-hydroxy-, (34,5a,144,204, 364 428 2.8 58072-54-1 mainlib
223,25R)-
10 2-(2-Azepan-1-yl-2-oxoethyl)-1-hydroxy-1-phenyl- 353 429 2.0 mainlib
octahydro-pyrido[1,2-a]azepin-4-one
C160 6088 (33.451) Cm (6087:6089-6079) Scan El+
5.72e5
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%]  54|g571g191 128 207208 316
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0 m/z
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
M:400 RM:417 P:11.4 mainlib 59079: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-3-styrylhexadecahydrocyclopenta[a]phenanthren-2-one Hit: 1
100 o
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M:393 RM:431 P:8.77 mainlib 41378: Methyl glycocholate, 3TMS derivative Hit: 2
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M:374 RM:464 P:4.26 mainlib 2735: 17a-Methyl-34-methoxy-17a-aza-D-homoandrost-5-ene-17-one Hit: 3|
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C
INJECTION VOL: 1 MICRO LITER
SAMPLE ID : C160

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN

DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25 IM

CARRIER GAS: He

# RT Scan Height Area Area % Norm %
18 33.486 6095 9,689,604 324,053.4 0.678 12.39
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
18 33.486 1 Bicyclo[5.3.0]decan-2-one, 9-(diphenylmethylene)- 370 450 7.7 345938-61-6 mainlib
2  2-Thiophenecarboxaldehyde, 5-ethynyl-, (2,4- 359 460 5.2  56588-21-7 mainlib
dinitrophenyl)hydrazone
3  1,3-Cyclohexanedione, 2-[4-(4- 347 448 3.5 mainlib
methoxyphenylamino)-2-thiazolyl]-
4 1-(3-Bromo-2-fluoro-4-nitro-phenyl)-4-methyl- 346 430 3.4 mainlib
piperidine
5 16-Hydroxymethyleneandrost-5-en-3-o0l-17-one 345 408 3.2 mainlib
6  5-Oxo-3,4-dimethyl-2-pyrrolylideneacetothioic acid, 340 413 2.6 mainlib
a-(2H-3,4-dihydro-2-cyano-2,3,3-trimethylpyrrol-5-
yl)-, S-t-butyl ester
7 Acetonitrile, 2-(1,2-dihydro-5-trifluoromethyl-1- 339 424 2.5 301313-00-8 mainlib
methylpyridin-2-ylideno)-2-(2-benzimidazolyl)-
8  8-Amino-5-[3-chlorophenylthio]-6-methoxyquinoline 339 419 25  64895-56-3 mainlib
9  6-Hydroxy-powelline-N-nitroso-7-demethoxy-, 339 416 25 mainlib
aldehyde
10  1-Phenylpiperazine, 4-(5-amino-2-fluoro-4- 336 393 2.2 mainlib
nitrophenyl)-
C160 6095 (33.486) Cm (6094:6096-6089) Scan El+
316 3.71e5
100 55 191 317
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0 m/z
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M:370 RM:450 P:7.65 mainlib 228433: Bicyclo[5.3.0]decan-2-one, 9-(diphenylmethylene)- Hit: 1
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M:359 RM:460 P:5.25 mainlib 228376: 2-Thiophenecarboxaldehyde, 5-ethynyl-, (2,4-dinitrophenyl)hydrazone Hit: 2
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M:347 RM:448 P:3.49 mainlib 228431: 1,3-Cyclohexanedione, 2-[4-(4-methoxyphenylamino)-2-thiazolyl]- Hit: 3
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
19 33.541 6106 8,963,888 555,089.2 1.161 21.22
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
19 33.541 1 4-[4-(2-Methoxyphenyl)-1H-pyrazol-3-yllbenzene- 394 497 6.4 mainlib
1,3-diol
2  Corynan-17-ol, 18,19-didehydro-10-methoxy-, 393 464 6.1 56053-13-5 mainlib
acetate (ester)
3  Octadecane, 1,1'-[1,3-propanediylbis(oxy)]bis- 393 420 6.1 17367-38-3 mainlib
4 5H-Cyclohepta[b]pyridine-3-carbonitrile, 6,7,8,9- 388 464 4.9 mainlib
tetrahydro-2-amino-4-(2-fluorophenyl)-
5  Corynan-17-ol, 18,19-didehydro-10-methoxy- 380 444 3.7 56053-12-4 mainlib
6  1-(2'-Chloro-5'-sulfophenyl)-3-methyl-5-pyrazolone 371 436 2.7 88-76-6 mainlib
7  2,3,4,5,7-Pentaaza-13-oxa-16- 368 451 2.4 mainlib

thiatetracyclo[7.7.0.0(2.6).0(10.15)]hexadeca-1(9),
3,5,10(15)-tetraen-8-one, 7-benzyl-12,12-dimethyl-

8  2-(tert.-Butyldimethylsilyl)oxybenzylidene 365 486 2.1 mainlib
acetophenone
9  5-Ethoxy-2-[4-(2-methoxyphenyl)-1H-pyrazol-3- 365 453 2.1 mainlib
yllphenol
10 1,2-Cyclobutanedicarboxamide, N,N'-diheptyl-N,N'- 364 433 2.0 82057-84-9 mainlib
dimethyl-
C160 6106 (33.541) Cm (6105:6107-6099) Scan El+
100 70 3.20e5
66 g1 105 133 209
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m/z
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M:394 RM:497 P:6.38 mainlib 220177: 4-[4-(2-Methoxyphenyl)-1H-pyrazol-3-ylJbenzene-1,3-diol Hit: 1
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m/z
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M:393 RM:464 P:6.13 mainlib 35310: Corynan-17-ol, 18,19-didehydro-10-methoxy-, acetate (ester) Hit: 2
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M:393 RM:420 P:6.13 mainlib 219910: Octadecane, 1,1'-[1,3-propanediylbis(oxy)]bis- Hit: 3
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
20 33.606 6119 9,324,453 568,830.8 1.190 21.74
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
20 33.606 1 Methyl 9,11,13-octadecatrienoate, adduct with 1- 386 460 8.7 mainlib
methyl-1,3,4-triazolin-2,5-dione
2 1,8-Dioxa-5-thiaoctane, 8-(9-borabicyclo[3.3.1]non- 370 437 5.0 mainlib
9-yl)-3-(9-borabicyclo[3.3.1]non-9-yloxy)-1-phenyl-
3  Benz[e]azulene-3,8-dione, 3a,4,6a 7,9,10,10a,10b- 366 473 4.2 77590-91-1 mainlib

octahydro-3a,10a-dihydroxy-5-(hydroxymethyl)-7-
(1-hydroxy-1-methylethyl)-2,10-dimethyl-, [3aR-
(3aa,6aa,7a,104,10a4,10ba)]-
4 Ethyl 5-(([3-cyano-4-(methoxymethyl)-6- 366 448 4.2 mainlib
methylpyridin-2-yl]sulfanyl)methyl)-1,2-oxazole-3-
carboxylate
5  Cyclohexanecarboxamide, N-furfuryl- 362 541 3.5 6341-32-8 mainlib

6  Benz[e]azulene-3,8-dione, 3a,4,6a,7,9,10,10a,10b- 358 459 3.0 25578-89-6 mainlib
octahydro-3a,10a-dihydroxy-5-(hydroxymethyl)-2
10-dimethyl-, (3aa,6aa,104,10a4,10ba)-(+)-

7  5-Cyano-4(4-methoxyphenyl)-2-(4- 358 412 3.0 mainlib
methylaminobutyl)-6-anilinopyrimidine
8  Deuteroporphyrin IX 356 411 2.8 448-65-7 nist_msms
9  Pregn-5-en-20-one, 12-(acetyloxy)-3,8,14- 353 409 2.5 55955-56-1 mainlib
trinydroxy-, (34,124,144)-
10  Deuteroporphyrin IX 353 407 2.8 448-65-7 nist_msms
C160 6119 (33.606) Cm (6118:6120-6115) Scan El+
100 8591 2.86e5
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M:386 RM:460 P:8.66 mainlib 228553: Methyl 9,11,13-octadecatrienoate, adduct with 1-methyl-1,3,4-triazolin-2,5-dione Hit: 1
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m/z
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M:370 RM:437 P:4.98 mainlib 68432: 1,8-Dioxa-5-thiaoctane, 8-(9-borabicyclo[3.3.1]non-9-yl)-3-(9-borabicyclo[3.3.1]non-9-yloxy)-1-phenyl- Hit: 2
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M:366 RM:473 P:4.21 mainlib 188584: Benz[e]azulene-3,8-dione, 3a,4,6a 7,9,10,10a,10b-octahydro-3a, 10a-dihydroxy-5-(hydroxymethyl)-7-(... Hit: 3
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
21 33.686 6135 9,527,371 269,478.8 0.564 10.30
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
21 33.686 1  9,19-Cyclolanostan-3-ol, 24,24-epoxymethano-, 392 415 17.3 mainlib
acetate
2 9,19-Cyclo-25,26-epoxyergostan-3-ol, 4,4,14- 366 394 5.2 mainlib
trimethyl-, acetate
3  Bicyclo[5.3.0]decan-2-one, 9-(diphenylmethylene)- 358 434 3.9 345938-61-6 mainlib
4 Benzoic acid, 3,5-dicyclohexyl-4-hydroxy-, methyl 357 434 3.7  55125-23-0 mainlib
ester
5  Ethyl 5-(([3-cyano-4-(methoxymethyl)-6- 350 418 2.8 mainlib

methylpyridin-2-yl]sulfanyl)methyl)-1,2-oxazole-3-
carboxylate

100

%

6  Spirostan-12-one, 3-hydroxy-, (3a,5a,25R)- 350 382 2.8 467-55-0 mainlib

7  Sarreroside 346 421 2.4 mainlib

8  Allo-cassaic acid methyl ester 346 411 2.4 2209-01-0 mainlib

9  8-Amino-5-[3-chlorophenylthio]-6-methoxyquinoline 344 421 2.2  64895-56-3 mainlib

10 Cholest-4-ene, 34-(methoxymethoxy)- 344 367 2.2 4707-85-1 mainlib
C160 6135 (33.686) Cm (6134:6136-6129) Scan El+
56 4.66e5

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

M:392 RM:415 P:17.3 mainlib 24072: 9,19-Cyclolanostan-3-ol, 24,24-epoxymethano-, acetate Hit: 1
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INSTRUMENT: PERKIN ELMER CLARUS SQ8C
INJECTION VOL: 1 MICRO LITER

TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He

SAMPLE ID : C160

Pk #

22

# RT Scan Height Area Area % Norm %
22 33.721 6142 11,419,108 566,454.1 1.185 21.65
RT Hit Compound Name Match R.Match  Prob. CAS Library
33.721 1 Acetic acid, 17-(4-hydroxy-5-methoxy-1,5- 379 399 9.4 mainlib

dimethylhexyl)-4,4,10,13,14-pentamethyl-2,3,4,5,6,
7,10,11,12,13,14,15,16,17-
tetradecahydrocyclopenta[a]phenanthryl ester

2  Dasycarpidan-1-methanol, acetate (ester) 361 435 4.8  55724-48-6 mainlib

3  Decanoic acid, 1,1a,1b,4,4a,5,7a,7b,8,9- 360 364 4.7  24928-17-4 replib
decahydro-4a,7b-dihydroxy-3-(hydroxymethyl)-1,
1,6,8-tetramethyl-5-oxo0-9aH-cyclopropa[3,
4]benz[1,2-e]azulene-9,9a-diyl ester, [1aR-(1aa,
1ba,4a4,7aa,7ba,8a,94,9aa)]-
4 Decanoic acid, 1,1a,1b,4,4a,5,7a,7b,8,9- 357 374 4.7  24928-17-4 replib
decahydro-4a,7b-dihydroxy-3-(hydroxymethyl)-1,
1,6,8-tetramethyl-5-ox0-9aH-cyclopropa[3,
4]benz[1,2-e]azulene-9,9a-diyl ester, [1aR-(1aa,
1b4,4a4,7aa,7ba,8a,94,9aa)]-
5  Docosanoic acid, 1,2,3-propanetriyl ester 356 382 3.9 18641-57-1 mainlib

6  5H-Cyclopropa(3,4)benz(1,2-e)azulen-5-one, 1,1a- 354 362 3.6 54870-24-5 mainlib
a,1b-a,4,4a,7a-a,7b,8,9,9a-decahydro-7b-a,9-4,9a-
a-trihydroxy-3-hydroxymethyl-1,1,6,8-a-
tetramethyl-4a-methoxy-, 9,9a-didecanoate

7  Dihydromorphine, 2TMS derivative 350 386 3.1 mainlib

8  4-Piperidineacetic acid, 1-acetyl-5-ethyl-2-[3-(2- 348 389 2.8  55724-47-5 mainlib
hydroxyethyl)-1H-indol-2-yl]-a-methyl-, methyl ester

9  Decanoic acid, 1,1a,1b,4,4a,5,7a,7b,8,9- 348 348 2.8  20963-94-4 mainlib

decahydro-4a,7b-dihydroxy-1,1,6,8-tetramethyl-5-
ox0-3-[[(1-oxodecyl)oxy]methyl]-9aH-cyclopropa[3,
4]benz[1,2-e]azulene-9,9a-diyl ester, [1aR-(1aa,
1ba,4a4,7aa,7ba,8a,94,9aa)]-

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN

10 17-Pentatriacontene 347 368 2.7 6971-40-0 mainlib

C160 6142 (33.721) Cm (6141:6143-6137) Scan El+
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M:379 RM:399 P:9.41 mainlib 40616: Acetic acid, 17-(4-hydroxy-5-methoxy-1,5-dimethylhexyl)-4,4,10,13,14-pentamethyl-2,3,4,5,6,7,10,11,1... Hit: 1
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M:361 RM:435 P:4.85 mainlib 35331: Dasycarpidan-1-methanol, acetate (ester) Hit: 2
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

M:360 RM:364 P:4.66 replib 7567: Decanoic acid, 1,1a,1b,4,4a,5,7a,7b,8,9-decahydro-4a,7b-dihydroxy-3-(hydroxymethyl)-1,1,6,8-tetramethy... Hit: 3
100 6073
4357
% 93106 155 187 328
0 24 \ e b Lo Al J 218238 259292 | | 344364385405425445 482 500520 542562 584 608 636657 miz
“ oot ot o gt e e e e T e e e e e
0 50 100 150 200 250 300 350 400 450 500 550 600 650 700

# RT Scan Height Area Area % Norm %
23 33.776 6153 9,068,867 197,433.5 0.413 7.55

Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library

23 33.776 1 Glycidyl oleate 398 520 6.0 mainlib
2  22-Tricosenoic acid 393 449 4.8 65119-95-1 mainlib
3  4a-Methylandrostane2,3-diol-1,17-dione 390 450 4.3 mainlib
4 Oleic acid, eicosyl ester 385 403 3.4  22393-88-0 mainlib
5 cis-11-Eicosenoic acid 384 478 3.3 5561-99-9 mainlib
6  2,5-Furandione, dihydro-3-octadecyl- 384 424 3.3 47458-32-2 mainlib
7  Oleic Acid 382 473 3.0 112-80-1 replib
8  6-Octadecenoic acid, (Z)- 380 466 2.8 593-39-5 mainlib
9  9-Octadecenoic acid (Z)-, octadecyl ester 377 394 2.5 17673-49-3 mainlib
10 i-Propyl 11,12-methylene-octadecanoate 376 512 2.4 mainlib
C160 6153 (33.776) Cm (6152:6154-6151) Scan El+
57 1.14e6
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

M:398 RM:520 P:6. mainlib 112970: Glycidyl oleate Hit: 1
129
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% 43 |57 69 109116
42[44 i 58H \\‘\‘4““\ H\m AR \1\:\3\7;]43 155165175[ 199 207221226235 253 265 277 295 307 323337338 m/z
_m_m_mw "““““““““““““
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

M:393 RM:449 P:4.83 mainlib 20284: 22-Tricosenoic acid Hit: 2

100

334

138 151 163 175 189 207 221 235 249 263274 290 305316 350 352

0 m/z
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
M:390 RM:450 P:4.27 mainlib 207901: 4a-Methylandrostane2,3-diol-1,17-dione Hit: 3
246
100

316

55 71
% 678191 93105 121 147152 217 288
o 45 || 59 133 6217, 247

162 173 189199 20

264269 335

m/z

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

# RT Scan Height Area Area % Norm %
24 33.801 6158 8,937,539 150,710.5 0.315 5.76
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
24 33.801 1 Phenanthrene, 9-dodecyltetradecahydro- 421 451 6.2  55334-01-5 replib
2 9,12,15-Octadecatrienoic acid, 2-phenyl-1,3- 418 443 5.5 56700-76-6 mainlib
dioxan-5-yl ester
3  9,9'-Biphenanthrene, octacosahydro- 414 443 4.7  55334-18-4 mainlib
4 Milbemycin b, 13-chloro-5-demethoxy-28-deoxy-6, 411 412 4.1 107024-98-6 mainlib

28-epoxy-5-(hydroxyimino)-25-(1-methylethyl)-,
(6R,13R,25R)-
5  Trilinolein 404 422 3.2 537-40-6 mainlib

6  Spirostan-6-ol, 3-amino-, (34,5a,6a,25R)- 401 437 2.8  23656-00-0 mainlib



TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
7 1-Hydroxy-2-(2,3,4,6-tetra-O-acetyl-beta-d- 401 419 2.8 mainlib
glucopyranosyl)-9H-xanthene-3,6,7-triyl triacetate
8  Cucurbitacin B, dihydro- 400 468 2.7 13201-14-4 mainlib
9  Anthracene, 9-dodecyltetradecahydro- 399 446 2.6  55401-75-7 mainlib
10 Anthracene, 9-dodecyltetradecahydro- 398 451 2.6 55401-75-7 replib

C160 6158 (33.801) Cm (6157:6159-6155) Scan El+
55 4.57e5

100 67 g5

191

112 127146 1639 317

367
323335355 | 379 394 409 431443 457 467479
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

195 210229 239 254266279 296

M:421 RM:451 P:6.24 replib 27875: Phenanthrene, 9-dodecyltetradecahydro- Hit: 1
191
100 95
% 414355 67 81 109
0 H J58]70 |84 P ‘“0121 135 149 163173 |192202212020232242252 264274284 303308318328338348 360 Tz
e SR D8 LISl e et L 202212222232242252 £T274284 303083 18328338348

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

M:418 RM:443 P:5.51 mainlib 80214: 9,12,15-Octadecatrienoic acid, 2-phenyl-1,3-dioxan-5-yl ester Hit: 2
105
100

8195 | 108
129 334
1196)), ... 7136149163 178191204 219232245 261 278291304317 [ 349363376 392 439440

1
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M:414 RM:443 P:4.66 mainlib 176568: 9,9'-Biphenanthrene, octacosahydro- Hit: 3
95 190
100
W 4 s 9 s 109
39143 | ‘69‘\”83”‘ 96 1110121 135 148 161475 | 192503214205236247258269280291302313324 338349360371382

OH‘“Hu‘lm‘uH‘HH‘mwm‘HH‘mwmwm“‘H‘m“mwm‘mwm‘mWm‘mwm‘mWm‘mwm"HWm‘mwu‘“mWm‘m"HH‘mwm‘uH‘mwm‘m/z

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400




TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
25 33.821 6162 8,514,232 181,998.5 0.381 6.96
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
25 33.821 1 4-Acetyloxyimino-6,6-dimethyl-3-methylsulfanyl-4, 374 419 9.7 mainlib

5,6,7-tetrahydro-benzol[c]thiophene-1-carboxylic
acid methyl ester

2  2,6-Di-tert-butyl-4-(3-mercaptopropyl)phenol 363 473 6.7 71728-85-3 mainlib

3  Pseduosarsasapogenin-5,20-dien methyl ether 360 419 5.9 7604-99-1 mainlib

4  Pseduosarsasapogenin-5-en methyl ether 360 418 5.9 mainlib

5 5a-Pregn-16-en-20-one, 34,12a-dihydroxy-, 357 379 5.2 5767-82-8 mainlib
diacetate

6  5,12-Naphthacenedione, 8-ethyl-7,8,9,10- 354 419 4.6 4877-81-0 mainlib
tetrahydro-1,6,8,11-tetrahydroxy-

7  Diosgenin 352 422 4.2 512-04-9 mainlib

8 Hexahydropyridine, 1-acetyl-4-[4-hydroxy-3- 351 437 41 94427-40-4 mainlib
methoxyphenyl]-

9 Isoquinoline, 1,2,3,4-tetrahydro-5,6,7,8- 339 414 2.7  82261-00-5 mainlib
tetramethoxy-

10 (6,6-Dimethoxy-3a,6a-dimethyl-2- 337 422 2.5 mainlib

oxooctahydrocyclopenta[b]pyrrol-3-yl)acetic acid,
methyl ester

C160 6162 (33.821) Cm (6161:6163-6159) Scan El+
57 1.38e6
100
%
0 m/z
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

M:374 RM:419 P:9.71 mainlib 14368: 4-Acetyloxyimino-6,6-dimethyl-3-methylsulfanyl-4,5,6,7-tetrahydro-benzo[c]thiophene-1-carboxylic acid ... Hit: 1
43
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%

283 341
299310 326
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192 206 222 234939249 266

45
555969 77 82 91103108 121 134 147 159 174

M:363 RM:473 P:6.66 mainlib 23877: 2,6-Di-tert-butyl-4-(3-mercaptopropyl)phenol Hit: 2
57
100
% 41 265___ 280
o 34,1, 4755]6165717783919499 105 115 128 133141149157165173181189 201209 219 2202372452617 277 | o
et e T R s = e
40 60 80 100 120 140 160 180 200 220 240 260 280
M:360 RM:419 P:5.88 mainlib 40923: Pseduosarsasapogenin-5,20-dien methyl ether Hit: 3|
73
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C
INJECTION VOL: 1 MICRO LITER

COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN

DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25 IM

CARRIER GAS: He

SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
26 33.851 6168 9,400,841 199,050.9 0.416 7.61
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
26 33.851 1 9,12-Octadecadienoic acid, 2-phenyl-1,3-dioxan-5- 381 393 8.5 56687-50-4 mainlib
yl ester, cis-
2 N-(2-Phenylethyl)undeca-(2Z,4E)-diene-8,10- 368 459 5.5 99615-80-2 mainlib
diynamide
3  7,7-Dimethoxy-2,3,4,5,6,7-hexahydro-1H- 364 489 46  58866-66-3 mainlib
cyclopenta[a]pentalene
4  Leukotriene C4 351 514 3.0 72025-60-6 nist_msms
5  Aspidospermidine-3-carboxylic acid, 6,7- 351 387 3.0 101043-53-2 mainlib
didehydro-3,4-dihydroxy-16-methoxy-, methyl
ester, (24,34,44,5a,124,1 93)-
6  Cholest-2-en-1-ol 350 402 2.9 mainlib
7  Acetic acid, 8,9-dichloro-2-oxa-6-thia-adamantan- 349 429 2.8 mainlib
4-yl ester
8  Ethanone, 2-(5-methoxy-1-methyl-2- 347 497 2.5 302929-97-1 mainlib
benzimidazolyl)thio-1-phenyl-
9  9-Oxo-15S-hydroxy-52,8(12),13E,17Z- 345 510 2.3  36614-32-1 nist_msms
prostatetraenoic acid
10  Allocholesterol 341 385 2.0 517-10-2 mainlib
C160 6168 (33.851) Cm (6167:6169-6165) Scan El+
100 5770 128 3.37¢5
105 175 194
% 55l |73 133 149
. 51 232 949257 45289 324 341 358 380387 401 415 430442456 470 491 .
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
M:381 RM:393 P:8.46 mainlib 231826: 9,12-Octadecadienoic acid, 2-phenyl-1,3-dioxan-5-yl ester, cis- Hit: 1
100 105 336
81
29
% 107
82 163 337
0 H MP% L. | 135149777 185195505225 233246 263 279292305318 | 351364377390 407 440441 .
e W P o o o o 3 e e e e e el e e R e e
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
M:368 RM:459 P:5.46 mainlib 112443: N-(2- Phenylethyl)undeca (2Z,4E)-diene-8,10-diynamide Hit: 2
1003 4355 57 157 200
7 83 91 97 1 214 277
“ ‘ ‘ et g LT “““““““‘
40 60 1 120 140 160 180 200 220 240 260 280
M:364 RM:489 P:4.62 mainlib 136370: 7,7-Dimethoxy-2,3,4,5,6,7-hexahydro-1H-cyclopenta[a]pentalene Hit: 3|
100 148 176
206
ol 262731 394145515357636569 7779g389| 93 %8 103109 )
m/z
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY
INSTRUMENT: PERKIN ELMER CLARUS SQ8C ~ COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN

INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25 IM CARRIER GAS: He
SAMPLE ID : C160
# RT Scan Height Area Area % Norm %
27 33.886 6175 8,397,659 150,137.6 0.314 5.74
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
27 33.886 1  3-Desoxo-3,16-dihydroxy-12-desoxyphorbol 3,13, 394 424 8.8 mainlib
16,20-tetraacetate
2 Glycyl-L-histidyl-L-lysine acetate 377 441 4.8  72957-37-0 mainlib
3  Dexamethasone-21-acetate 374 388 4.3 1177-87-3 mainlib
4 1-Oxo-forskolin 369 459 3.4 mainlib
5 Benzoic acid, 3,5-dicyclohexyl-4-hydroxy-, methyl 369 435 3.4  55125-23-0 mainlib
ester
6  2,4-Imidazolidinedione, 5-[3,4- 368 382 3.3  55517-85-6 mainlib

bis[(trimethylsilyl)oxy]phenyl]-3-methyl-5-phenyl-1-
(trimethylsilyl)-
7  Benz[e]azulen-3(3aH)-one, 4,6a,7,8,9,10,10a,10b- 367 443 3.2  77573-30-9 mainlib
octahydro-3a,8,10a-trihydroxy-5-(hydroxymethyl)-
2,10-dimethyl-, [3aR-(3aa,6aa,84,104,10a4,10ba)]-

8 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19, 367 403 3.2 11051-27-7 mainlib
23-hexamethyl-, (all-E)-, didehydro deriv.
9  5-a3-Card-20(22)-enolide, 7-4,8-epoxy-3-a,11-a,14- 362 454 25 22146-03-8 mainlib
trihydroxy-12-oxo-
10 Benzaldehyde, 3-nitro-, (2-methyl-6-(1-piperidyl)- 361 443 2.5 330992-55-7 mainlib
pyrimid-4-yl)hydrazone
C160 6175 (33.886) Cm (6174:6176-6173) Scan El+
57 9.20e5
100
% 81
281
8296 109 129 149 175 191 316
o G B2 P 100 180 149 150 175 191 219721 297050 267" 207915324 41355074381 407408 423 438 454c 483456
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
M:394 RM:424 P:8.84 mainlib 8568: 3-Desoxo-3,16-dihydroxy-12-desoxyphorbol 3,13,16,20-tetraacetate Hit: 1
43
100
%
119 145 181 294
0 i W20 LY 225533 251267 T 312350336 24 372396 414 455 456 472 491 517534 e
pebha s B B e N ST e S S R R
0 50 100 150 200 250 300 350 400 450 500 550
M:377 RM:441 P:4.82 mainlib 51400: Glycyl-L-histidyl-L-lysine acetate Hit: 2
100 8182
% 84 108 205
0 ’38 i H\“eom | 9498 7" 121136 150160 176181 \204 215230235245255265275285295305 318 340
‘mwwm‘w‘ o “““““““““““‘“““
0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
M:374 RM:388 P:4.26 mainlib 103110: Dexamethasone-21-acetate Hit: 3
121
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0 135 414
01415 27 ‘44 5569 7791 107 | " |7 160173187 203°2%236 253267 277 295 |317 33 3543613743g7400 434 /
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
28 33.911 6180 7,196,684 285,180.1 0.597 10.90
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
28 33.911 1 1H-Cyclopropa[3,4]benz[1,2-e]azulene-3- 381 409 9.9 77573-49-0 mainlib

carboxaldehyde, 9a-(acetyloxy)-1a,1b,4,4a,5,7a,
7b,8,9,9a-decahydro-4a,7b-dihydroxy-1,1,6,8-
tetramethyl-5,9-dioxo-, [1aR-(1aa,1ba,4ad,7aa,7ba,

8a,9aa)]-
2  5-Methoxy-2-[4-(4-methoxyphenyl)-1H-pyrazol-3- 372 478 7.2 mainlib
yllphenol
3  Octadecanoic acid, 2-(octadecyloxy)ethyl ester 365 401 5.5  28843-25-6 mainlib
4 1H-Cyclopenta[a]phenanthrene-7-carboxylic acid, 361 383 4.7 mainlib

2,3,6,7,8,9,10,11,12,13,14,15,16,17-
tetradecahydro-10,13-dimethyl-3-ox0-17,2'-
spiro(5-oxotetrahydrofuran)-, ethyl ester

5  Aldrin 360 391 4.5 309-00-2 replib
6  Spirost-8-en-11-one, 3-hydroxy-, (34,5a,144,204, 354 407 3.5 58072-54-1 mainlib
223,25R)-
7  Aldrin 353 390 4.5 309-00-2 replib
8  Aldrin 353 386 4.5 309-00-2 replib
9  9-Ethyl-3-hydroxy-10,11b-dimethyl-1,2,3,4,6,6a,6b, 352 437 3.2 mainlib
7,8,9,11a,11b-dodecahydrobenzo[a]fluoren-11-one
10  Aspidofractinine-1-carboxaldehyde, 17-methoxy-3- 351 398 3.1 55724-67-9 mainlib
oxo-, (2a,5a)-
C160 6180 (33.911) Cm (6179:6181-6177) Scan El+
100 55 71 4.19e5
105 206
% 87 ogl11a!1® 191 267 281
133
. 52 89 146 174 1771 50c1 1210 227739252 296 510325 342355367 393399 414 409 450 469 480 494 /
m/z
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

M:381 RM:409 P:9.95 mainlib 234896: 1H-Cyclopropa[3,4]benz[1,2-e]azulene-3-carboxaldehyde, 9a-(acetyloxy)-1a,1b,4,4a,5,7a,7b,8,9,9a-d... Hit: 1
360
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M:372 RM:478 P:7.22 mainlib 223777: 5-Methoxy-2-[4-(4-methoxyphenyl)-1H-pyrazol-3-ylJphenol Hit: 2
296
100
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M:365 RM:401 P:5.53 mainlib 24395: Octadecanoic acid, 2-(octadecyloxy)ethyl ester Hit: 3|
100 43>/
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
29 33.981 6194 5,052,044 162,386.7 0.340 6.21
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
29 33.981 1  Spirost-8-en-11-one, 3-hydroxy-, (34,5a,144,204, 415 474 9.3  58072-54-1 mainlib
223,25R)-
2 Acetic acid, 17-acetoxy-4,4,10,13-tetramethyl-7- 405 424 6.5 mainlib

oxo0-2,3,4,7,8,9,10,11,12,13,14,15,16,17-
tetradecahydro-1H-cyclopenta[a]phenanthren-3-yl

(ester)
3  Octadecanoic acid, 2-(octadecyloxy)ethyl ester 396 433 4.8  28843-25-6 mainlib
4 Octadecane, 1-[2-(hexadecyloxy)ethoxy]- 393 437 42 17367-10-1 mainlib
5  Octadecanoic acid, 4-hydroxy-, methyl ester 391 456 3.9 2420-38-4 mainlib
6  Stearic acid, 3-(octadecyloxy)propyl ester 390 414 3.7  17367-40-7 mainlib
7  Thiocolchicine 389 444 3.6 mainlib
8  1H-Cyclopropa[3,4]benz[1,2-e]azulene-3- 389 410 3.6 77573-49-0 mainlib

carboxaldehyde, 9a-(acetyloxy)-1a,1b,4,4a,5,7a,
7b,8,9,9a-decahydro-4a,7b-dihydroxy-1,1,6,8-
tetramethyl-5,9-dioxo-, [1aR-(1aa,1ba,4ad,7aa,7ba,

8a,9aa)]-
9  Hexadecanoic acid, 2-(octadecyloxy)ethyl ester 385 431 3.0 29899-13-6 mainlib
10  9-Ethyl-3-hydroxy-10,11b-dimethyl-1,2,3,4,6,6a,6b, 384 447 2.9 mainlib
7,8,9,11a,11b-dodecahydrobenzo[a]fluoren-11-one
C160 6194 (33.981) Cm (6193:6195-6191) Scan El+
100 54 6 79 208 3.23e5
96 207
% 56 84 175177
105 115 437 163 282 e
S5 151 17903 | 221 237 249 265 1" 7 o5 313 599342355 571405410 (431 459 469 484 /
: m/z
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

M:415 RM:474 P:9.27 mainlib 227869: Spirost-8-en-11-one, 3-hydroxy-, (34,5a,144,204,224,25R)- Hit: 1
314
1003 414357 69

135 281299 |315
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| ; I
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M:405 RM:424 P:6.54 mainlib 14772: Acetic acid, 17-acetoxy-4,4,10,13-tetramethyl-7-ox0-2,3,4,7,8,9,10,11,12,13,14,15,16,17-tetradecahydr... Hit: 2
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M:396 RM:433 P:4.75 mainlib 24395: Octadecanoic acid, 2-(octadecyloxy)ethyl ester Hit: 3|
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TAMILNADU AGRICULTURAL UNIVERSITY - AGRICULTURAL MICROBIOLOGY

INSTRUMENT: PERKIN ELMER CLARUS SQ8C  COLOUMN: DB-5 MS CAPILARY STANDARD NON - POLARCOLOUMN
INJECTION VOL: 1 MICRO LITER DIMENSION: 30Mts, ID: 0.25 mm, FILM: 0.25IM  CARRIER GAS: He
SAMPLE ID : C160

# RT Scan Height Area Area % Norm %
30 34.126 6223 4,792,302 158,952.8 0.333 6.08
Pk # RT Hit Compound Name Match R.Match  Prob. CAS Library
30 34126 1  3,8,12-Tri-O-acetoxy-7-desoxyingol-7-one 406 442 9.5 mainlib
2 2-Nonadecanone 2,4-dinitrophenylhydrazine 396 426 6.7 28813-61-8 mainlib
3  1-(3-Cyano-4,5,6,7-tetrahydro-2-benzo[b]thienyl)- 393 525 5.9 mainlib
3-(3,4-dimethoxycinnamoyl)-2-thiourea
4 3,9-Epoxypregn-16-en-14-o0l-20-one, 11,18- 393 407 5.9 mainlib
diacetoxy-3-methoxy-
5  3-Desoxo-3,16-dihydroxy-12-desoxyphorbol 3,13, 392 421 5.7 mainlib
16,20-tetraacetate
6  4a,7a-Epoxy-5H- 386 412 4.5  51950-35-7 mainlib

cyclopenta[a]cyclopropalflcycloundecene-2,4,7,
10,11-pentol, 1,1a,2,3,4,6,7,10,11,11a-decahydro-
1,1,3,6,9-pentamethyl-, 2,7,10,11-tetraacetate

7  Dihydromorphine, 2TMS derivative 383 411 4.0 mainlib
8  9-Desoxo-9-x-acetoxy-3,8,12-tri-O-acetylingol 380 416 3.5 mainlib
9  9-Desoxo0-9-x-acetoxy-3-desoxy-7.8.12-ri-O- 377 416 3.1 mainlib
acetylingol-3-one
10  7,8,12-Tri-O-acetyl-3-desoxy-ingol-3-one 377 395 3.1 mainlib
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M:406 RM:442 P:9.49 mainlib 5525: 3,8,12-Tri-O-acetoxy-7-desoxyingol-7-one Hit: 1
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M:396 RM:426 P:6.7 mainlib 24752: 2-Nonadecanone 2,4-dinitrophenylhydrazine Hit: 2
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M:393 RM:525 P:5.92 mainlib 177097: 1-(3-Cyano-4,5,6,7-tetrahydro-2-benzo[b]thienyl)-3-(3,4-dimethoxycinnamoyl)-2-thiourea Hit: 3
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