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Cyclohexasiloxane, dodecamethyl- (CAS)

Cyclohexasiloxane, dodecamethyl-
Formula C12H3606Si6, MW 444, CAS# 540-97-6, Entry# 37894
Dodecamethylcyclohexasiloxane

Formula C12H3606Si6, MW 444, CAS# 540-97-6, Entry# 584464

Dodecamethylcyclohexasiloxane

CYCLOHEXASILOXANE, DODECAMETHYL-

Formula C12H3606Si6, MW 444, CAS# 540-97-6, Entry# 584463
2,2,4,4,6,6,8,8,10,10,12,12-DODECAMETHYLCYCLOHEXASILOXANE #

RT  Probability Compound Name Sl RSI Cas # Area % Area
10.35 19.54 Cyclohexasiloxane, dodecamethyl- 446 675 540-97-6 9.80 367019.64
10.35 19.54 Cyclohexasiloxane, dodecamethyl- 446 673 540-97-6 9.80 367019.64

(CAS)
10.35 19.54 CYCLOHEXASILOXANE, 443 683 540-97-6 9.80 367019.64

DODECAMETHYL-

\There is no signature data to report.
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Compound Structure

Benzoic acid, 3-methyl-2-trimethylsilyloxy-, trimethylsilyl ester
Formula C14H24038Si2, MW 296, CAS# NA, Entry# 173822
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TRIMETHYLSILYL ESTER OF 3-METHYL-2-TRIMETHYLSILYLOXY-BENZOIC ACID
281 Formula C14H2403Si2, MW 296, CAS# NA, Entry# 364618
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Cycloheptasiloxane, tetradecamethyl-
Formula C14H4207Si7, MW 518, CAS# 107-50-6, Entry# 37487
100 73 2,2,4,4,6,6,8,8,10,10,12,12,14,14-Tetradecamethylcycloheptasiloxane #
90— 281
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0Lt ‘\' ‘\H\\\‘\‘ i \\'\\\“‘\I\\\\‘\\
100 200 300 400 500
RT  Probability Compound Name Sl RSI Cas # Area % Area
14.43 6.91 Benzoic acid, 451 577 NA 18.14 679416.89
3-methyl-2-trimethylsilyloxy-,
trimethylsilyl ester
14.43 6.91 TRIMETHYLSILYL ESTER OF 451 576 NA 18.14 679416.89
3-METHYL-2-TRIMETHYLSILYLOX
Y-BENZOIC ACID
14.43 5.15 Cycloheptasiloxane, tetradecamethyl- 443 596 107-50-6 18.14 679416.89
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Pregnane-3,11,20,21-tetrol, cyclic 20,21-(butyl boronate), (3a,54,114,20R)-
Formula C25H43B0O4, MW 418, CAS# 55556-74-6, Entry# 41592

100 7 17-(2-Butyl-1,3,2-dioxaborolan-4-yl)androstane-3,11-diol #
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Pregnane-3,11,20,21-tetrol, cyclic 20,21-(butyl boronate), (34,54,114,20R)- (CAS)
Formula C25H43B0O4, MW 418, CAS# 55556-74-6, Entry# 562492

pall 54-PREGNAN-33,114,208,21-TETROL BUTYL BORONATE
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9,12,15-Octadecatrienoic acid, 2-[(trimethylsilyl)oxy]-1-[[(trimethylsilyl)oxy]methyl]ethyl ester, (Z,Z,Z)-
Formula C27H5204Si2, MW 496, CAS# 55521-23-8, Entry# 3312

100 A 2-[(Trimethylsilyl)oxy]-1-([(trimethylsilyl)oxy]methyl)ethyl (9E,12E,15E)-9,12,15-0octadecatrienoate #
90—
80—
70—
60 133 ! NN TN

50— 149

207 109 207 221
155
" H“ “H Lol m\n M‘m M‘n 23 249 25\;1
0 LI I [ \ T
50 100 150 200 250
RT  Probability Compound Name Sl RSI Cas # Area % Area
18.20 9.02 Pregnane-3,11,20,21-tetrol, cyclic =~ 435 497 55556-74-6 6.60 247113.44
20,21-(butyl boronate), (3a,54,114,20R)-
18.20 9.02 Pregnane-3,11,20,21-tetrol, cyclic =~ 435 497 55556-74-6 6.60 247113.44
20,21-(butyl boronate), (33,54,114,20R)-
(CAS)
18.20 7.09 9,12,15-Octadecatrienoic acid, 429 532 55521-23-8 6.60 247113.44

2-[(trimethylsilyl)oxy]-1-[[(trimethyIsil
yl)oxy]methyl]ethyl ester, (Z,Z,2)-

\There is no signature data to report.
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3-(1H-INDAZOL-6-YLAMINO)-6,7-DIMETHOXY-3H-ISOBENZOFURAN-1-ONE
Formula C17H15N304, MW 325, CAS# NA, Entry# 426046
3-(1H-INDAZOL-6-YLAMINO)-6,7-DIMETHOXY-2-BENZOFURAN-1(3H)-ONE
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N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide
Formula C15H15N30S, MW 285, CAS# NA, Entry# 340953
N-(2,5-Dimethylphenyl)-2-(2-pyridinylamino)-2-thioxoacetamide

oy
PN

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide
Formula C15H15N30S, MW 285, CAS# NA, Entry# 99711

Sl

RSI

Cas #

Area %

Area

4211 9.29 3-(1H-INDAZOL-6-YLAMINO)-6,7-D

IMETHOXY-3H-ISOBENZOFURAN-1
-ONE

4211 7.85  N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl

amino)-2-thioxo-acetamide

4211 6.93  N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl

amino)-2-thioxo-acetamide
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Formula C22H17N507, MW 463, CAS# NA, Entry# 597950

3,6-Dimethoxy-2,5-dinitrobenzaldehyde oxime

~

Formula C9HIN30O7, MW 271, CAS# NA, Entry# 16748

methyl 2-pyridyl ketone 4-[2-pyridyl]-3-thiosemicarbazone
Formula C13H13N5S, MW 271, CAS# 70619-05-5, Entry# 41366
(1E)-1-(3-Pyridinyl)ethanone N-(2-pyridinyl)thiosemicarbazone #

Compound Name Sl RSI

Cas #

Area %

Area

43.67

43.67

43.67

12.26

8.65

7.31

2-({[2-(3-ETHOXY-4-HYDROXYPHE 505 604
NYL)IMIDAZO[1,2-A]PYRIDIN-3-YL
JIMINO}METHYL)-4,6-DINITROPHE

NOL

3,6-Dimethoxy-2,5-dinitrobenzaldehyde 495 624

oxime

methyl 2-pyridyl ketone 491 596
4-[2-pyridyl]-3-thiosemicarbazone

NA

NA

70619-05-5

6.25

6.25

6.25

234141.06

234141.06

234141.06
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7,12-Dihydro-6,7-bis(4-hydroxyphenyl)-6H-[1,2,4]triazolo[1',5":1,2]pyrimido[5,4-c]chromen-2-ol
Formula C24H18N404, MW 426, CAS# NA, Entry# 27977

213 333
29 322 334 426

200 300 400

7,12-Dihydro-6,7-bis(4-hydroxyphenyl)-6H-[1,2,4]triazolo[1',5":1,2]pyrimido[5,4-c]chromen-2-ol
Formula C24H18N404, MW 426, CAS# NA, Entry# 569540
7,12-DIHYDRO-6,7-BIS(4-HYDROXYPHENYL)-6H-[1,2,4]TRIAZOLO[1',5"1,

~

213 333

200 300 400

105
\
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149
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T T T

DIMETHYLDIPHENYLTETHYLIDYLPYRROLIDINE

\ /

H

Formula C20H23N, MW 277, CAS# NA, Entry# 323094

100 150 200 250
RT  Probability Compound Name Sl RSI Cas # Area % Area
43.88 8.20  7,12-Dihydro-6,7-bis(4-hydroxyphenyl) 505 614 NA 4.39 164328.81
-6H-[1,2,4]triazolo[1',5":1,2]pyrimidol[5,
4-c]chromen-2-ol
43.88 7.88  7,12-Dihydro-6,7-bis(4-hydroxyphenyl) 504 614 NA 4.39 164328.81
-6H-[1,2,4]triazolo[1',5":1,2]pyrimido[5,
4-c]chromen-2-ol
43.88 5.25 DIMETHYLDIPHENYLTETHYLIDY 492 642 NA 4.39 164328.81

LPYRROLIDINE
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Compound Name

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide
Formula C15H15N30S, MW 285, CAS# NA, Entry# 99711

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide
Formula C15H15N30S, MW 285, CAS# NA, Entry# 340953
N-(2,5-Dimethylphenyl)-2-(2-pyridinylamino)-2-thioxoacetamide

oy
PN

Formula C22H17N507, MW 463, CAS# NA, Entry# 597950

Sl RSI

~

Cas #

Area %

Area

47.49 9.40

47.49 9.04

47.49 6.38

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl
amino)-2-thioxo-acetamide
N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl
amino)-2-thioxo-acetamide
2-({[2-(3-ETHOXY-4-HYDROXYPHE
NYL)IMIDAZO[1,2-A]PYRIDIN-3-YL
JIMINO}METHYL)-4,6-DINITROPHE
NOL

512 675

511 674

501 595

NA

NA

NA

4.26

4.26

4.26

159606.42

159606.42

159606.42
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Formula C22H17N507, MW 463, CAS# NA, Entry# 597950

~

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide

Formula C15H15N30S, MW 285, CAS# NA, Entry# 340953
N-(2,5-Dimethylphenyl)-2-(2-pyridinylamino)-2-thioxoacetamide

\

PN

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide

Formula C15H15N30S, MW 285, CAS# NA, Entry# 99711

RSI

Cas #

Area %

Area

47.95 18.52

47.95

11.22

47.95 10.35

2-({[2-(3-ETHOXY-4-HYDROXYPHE

511 613

NA

3.62

NYL)IMIDAZO[1,2-A]PYRIDIN-3-YL
JIMINO}METHYL)-4,6-DINITROPHE

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl

NOL

496 675 NA 3.62

amino)-2-thioxo-acetamide

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl

494 674 NA 3.62

amino)-2-thioxo-acetamide

135532.80

135532.80

135532.80
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Compound Name

Benzoic acid, 3,4,5-trihydroxy-, propyl ester (CAS)

Formula C10H1205, MW 212, CAS# 121-79-9, Entry# 168871
Nipa 49

H

H

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide
Formula C15H15N30S, MW 285, CAS# NA, Entry# 340953
N-(2,5-Dimethylphenyl)-2-(2-pyridinylamino)-2-thioxoacetamide

Sl

RSI

\

PN

Formula C22H17N507, MW 463, CAS# NA, Entry# 597950

~

Cas #

Area %

Area

48.26 7.80

48.26 5.50

48.26 5.08

Benzoic acid, 3,4,5-trihydroxy-, propyl
ester (CAS)
N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl
amino)-2-thioxo-acetamide
2-({[2-(3-ETHOXY-4-HYDROXYPHE
NYL)IMIDAZO[1,2-A]PYRIDIN-3-YL
JIMINO}METHYL)-4,6-DINITROPHE
NOL

514

504

502

621

651

581

121-79-9

NA

NA

6.90

6.90

6.90

258352.68

258352.68

258352.68
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Formula C22H19BrN40O7S, MW 562, CAS# NA, Entry# 636813

100 200 300 400 500
N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide
137 Formula C15H15N30S, MW 285, CAS# NA, Entry# 99711
100+
90—
80—
78
70|
60— 79
50—
40
51
a7 285
207 55 105121 138 252
10+
JI 'y . W‘w‘\ o “H\‘lﬁg;lf‘g‘ 185 224 ““2‘5‘3 !
50 100 150 200
N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide
Formula C15H15N30S, MW 285, CAS# NA, Entry# 340953
100+ 137 N-(2,5-Dimethylphenyl)-2-(2-pyridinylamino)-2-thioxoacetamide
90— —
80—
70| e \
60— 79
50—
40
51
30— al 77 - H
207 55 105121 138 252
b TR e [z
o “M 1\\‘\“}\\\ Mh “HH‘\H‘ ‘\ H‘! s \‘ Hu‘ : 3;67‘ ‘19‘2 : 2‘2?1 LR !
50 100 150 200
RT  Probability Compound Name Sl RSI Cas # Area % Area
48.81 4.69 N-(4-BROMO-2-NITRO-PHENYL)-N- 460 567 NA 3.54 132514.84
(2-HYDROXY-3-METHOXY-BENZYL
IDENE-HYDRAZINOCARBONYLME
THYL)-BENZENESULFONAMIDE
48.81 3.96 N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl 456 630 NA 3.54 132514.84
amino)-2-thioxo-acetamide
48.81 3.96 N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl 456 628 NA 3.54 132514.84

amino)-2-thioxo-acetamide
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Formula C22H17N507, MW 463, CAS# NA, Entry# 597950

~

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide

Formula C15H15N30S, MW 285, CAS# NA, Entry# 99711

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide

Formula C15H15N30S, MW 285, CAS# NA, Entry# 340953
N-(2,5-Dimethylphenyl)-2-(2-pyridinylamino)-2-thioxoacetamide

oy
PN

RSI Cas# Area %

Area

49.83 7.97

49.83 7.35

49.83 7.35

2-({[2-(3-ETHOXY-4-HYDROXYPHE

465 576 NA 6.47

NYL)IMIDAZO[1,2-A]PYRIDIN-3-YL
JIMINO}METHYL)-4,6-DINITROPHE

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl

NOL

463 643 NA 6.47

amino)-2-thioxo-acetamide

N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl

463 641 NA 6.47

amino)-2-thioxo-acetamide

242331.76

242331.76

242331.76
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7,12-Dihydro-6,7-bis(4-hydroxyphenyl)-6H-[1,2,4]triazolo[1',5":1,2]pyrimido[5,4-c]chromen-2-ol
Formula C24H18N404, MW 426, CAS# NA, Entry# 569540
100— ©° 7,12-DIHYDRO-6,7-BIS(4-HYDROXYPHENYL)-6H-[1,2,4]TRIAZOLO[1',5"1,

H

77

60— 52

152

213 333

100 200 300 400
o1 Formula C22H17N503S, MW 431, CAS# NA, Entry# 574442
100+
90— —~—
80 78
70—
60—
50—
40
301 .,
207 106 w6
12 J}‘\}u\“\u‘|\ﬁ‘n\\‘mt‘ﬂ‘ ‘17\1‘ 2‘95‘ 2‘27‘ 2‘83‘ 301 ‘\ B 3?53
100 200 300 400
7,12-Dihydro-6,7-bis(4-hydroxyphenyl)-6H-[1,2,4]triazolo[1',5":1,2]pyrimido[5,4-c]chromen-2-ol
100 65 Formula C24H18N404, MW 426, CAS# NA, Entry# 27977

100 200 300 400

RT  Probability Compound Name Sl RSI Cas # Area % Area

52.35 9.29  7,12-Dihydro-6,7-bis(4-hydroxyphenyl) 491 653 NA 4.47 167401.60
-6H-[1,2,4]triazolo[1',5":1,2]pyrimidol[5,
4-c]chromen-2-ol

52.35 7.49 METHANONE, 486 580 NA 4.47 167401.60
[4-[[4-METHYL-5-(PHENYLMETHY
L)-4H-1,2,4-TRIAZOL-3-YL]THIO]-3-
NITROPHENYL]2-PYRIDINYL-

52.35 719  7,12-Dihydro-6,7-bis(4-hydroxyphenyl) ~ 485 648 NA 4.47 167401.60
-6H-[1,2,4]triazolo[1',5":1,2]pyrimido[5,
4-c]chromen-2-ol

\There is no signature data to report.
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Hit Spectrum Compound Structure

Benzoic acid, 3,4,5-trihydroxy-, propyl ester (CAS)
Formula C10H1205, MW 212, CAS# 121-79-9, Entry# 168871
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Formula C26H27NO7, MW 465, CAS# NA, Entry# 599252
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N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-ylamino)-2-thioxo-acetamide
Formula C15H15N30S, MW 285, CAS# NA, Entry# 340953

137

100 N-(2,5-Dimethylphenyl)-2-(2-pyridinylamino)-2-thioxoacetamide
90 —
80
70 7 \
60— 79
50
40+
51
22: a| 7 105 285 "
104 55 ‘ 121 1‘22 22
o “\LH\M\M Mh “HH‘\H‘ ‘\ H‘U s \‘ Hu‘ : 3;67‘ ‘19‘2 : 2‘2?1 : ““%5(‘3 -
50 100 150 200 250
RT  Probability Compound Name Sl RSI Cas # Area % Area
52.74 8.16 Benzoic acid, 3,4,5-trihydroxy-, propyl 493 621 121-79-9 3.07 115071.08
ester (CAS)
52.74 6.42 2(3H)-OXAZOLONE, 487 570 NA 3.07 115071.08

3-[(3,4-DIMETHOXYPHENYL)METH
YL]DIHYDRO-4-HYDROXY-4,5-BIS(
4-METHOXYPHENYL)-

52.74 4.78  N-(2,5-Dimethyl-phenyl)-2-(pyridin-2-yl 479 638 NA 3.07 115071.08
amino)-2-thioxo-acetamide

\There is no signature data to report.
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51

RT  Probability Compound Name

Benzoic acid, 3,4,5-trihydroxy-, propyl ester (CAS)
Formula C10H1205, MW 212, CAS# 121-79-9, Entry# 168871
Nipa 49

H

DIMETHYLDIPHENYLTETHYLIDYLPYRROLIDINE
Formula C20H23N, MW 277, CAS# NA, Entry# 323094

Formula C22H17N507, MW 463, CAS# NA, Entry# 597950

~

SI RSI Cas# Area % Area

53.17 8.52 Benzoic acid, 3,4,5-trihydroxy-, propyl
ester (CAS)

53.17 5.84 DIMETHYLDIPHENYLTETHYLIDY
LPYRROLIDINE

53.17 493  2-({[2-(3-ETHOXY-4-HYDROXYPHE
NYL)IMIDAZO[1,2-A]PYRIDIN-3-YL
JIMINO}METHYL)-4,6-DINITROPHE

NOL

498 618 121-79-9 6.41 240147.20

487 661 NA 6.41 240147.20

483 568 NA 6.41 240147.20

\There is no signature data to report.
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Hit Spectrum Compound Structure

Benzoic acid, 3,4,5-trihydroxy-, propyl ester (CAS)
Formula C10H1205, MW 212, CAS# 121-79-9, Entry# 168871
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7,12-Dihydro-6,7-bis(4-hydroxyphenyl)-6H-[1,2,4]triazolo[1',5":1,2]pyrimido[5,4-c]chromen-2-ol
Formula C24H18N404, MW 426, CAS# NA, Entry# 569540
7,12-DIHYDRO-6,7-BIS(4-HYDROXYPHENYL)-6H-[1,2,4]TRIAZOLO[1',5"1,

~ H

\ /

7,12-Dihydro-6,7-bis(4-hydroxyphenyl)-6H-[1,2,4]triazolo[1',5":1,2]pyrimido[5,4-c]chromen-2-ol
Formula C24H18N404, MW 426, CAS# NA, Entry# 27977

100 200 300 400

65

100 200 300 400

RT  Probability Compound Name Sl RSI Cas # Area % Area

53.94 18.51 Benzoic acid, 3,4,5-trihydroxy-, propyl 517 661 121-79-9 5.98 224106.97
ester (CAS)

53.94 4.29 7,12-Dihydro-6,7-bis(4-hydroxyphenyl) 477 627 NA 5.98 224106.97
-6H-[1,2,4]triazolo[1',5":1,2]pyrimido[5,
4-c]chromen-2-ol

53.94 429  7,12-Dihydro-6,7-bis(4-hydroxyphenyl) 477 626 NA 5.98 224106.97

-6H-[1,2,4]triazolo[1',5":1,2]pyrimidol[5,
4-c]chromen-2-ol

\There is no signature data to report.




