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Faatinad 1
Polyglyceryl-2trisostearate
Cetylethylhexanoate
Acetylatedlanolin

Diisostearylmalate
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Ethylene/propylne copolymer
Hydrogenated polyisobutene
Ceresin

Triethyhexanoin
Microcrystalline wax
Candelilia wax

Silica dimethysilylate

Butyl paraben

Ethyl paraben

Dimethicone (Silicone oil 305)

Lecithin

Fagtingd 2
Cetostearyl alcohol
Cetyl palmitate
Isopropyl myristate
Sorbitan monostearate
Polysorbate60
Triethanolamine

Benzyl alcohol

Faatine 3

White beeswax

BHT

Lanolin alcohol (Lanixol AWS)
Cetomacrogol 1000

Methyl paraben

Propyl paraben

Finneinad 4
Glyceryl monostearate SE
Alfa-tocopherol

Titanium dioxide (micronized)
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Faatined 5
Hydrogenated vegetable oil
Petrolatum
Acetoglycirides
Canauba wax

Candelilla wax

Bees wax

Ozokerite 70-72°
Spermaceti

Ceresin wax
Silphenylene copolymers

Castor oil

ANTUAINAY
Rose alcohol
Rose ester

Aniseed, cinnamon, clove, lemon, orange, tangerine, ylang ylang,geranium oil

Faatinai 6
Isopropyl linoleate
Lanolin anh
Liquid paraffin
Oleyl alcohol
Stearic acid

Bromo acid dye

Faatinadl 7

Diethy sebacate
Eosin paste

Butyiene glycol
Ceresin, 70°

Cetyl alcohol

Liquid paraffin, Heavy
Laramine GM-101

69



o J e - -
nmsiguIATENE 9N PTaUAIY 9nlansun mdl ATazeIAuAzABE 2552

Propylene glycol monomyristate
Aceto glyceride L/C

Aceto glyceride S/C
Polyethylene glycol 200
Polyethylene glycol 400
Polyethylene glycol 600
Polyethylene glycol 1000
PEG 400 monostearate
Ethanol

Isopropy! alcohol, pure
Distilled coconut triglyceride

EDTA, sodium

Faatined 8

Moisture lotion
Glycerin

Steric acid triple press
PEG-100 stearate
Wheat germ oil
Xantan Gum

Vitamin E palmitate
Vitamin E acetate
Glyceryl stearate
Carbopol 2020

Ethyl paraben
Tetrasodium EDTA
Blue (C142090)

Yellow 5(C119140)
Triclosan 0.3%
Phenoxy ethanol
Acetylate lanolin alcohol

Pro vitamin B5
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Hydroxy propylmethyl! cellulose

Butylene alcohol

Fagtinadi 9 Citrus twist

Mineral oil

Stearic acid

Glyceryl stearate

Sunflower seed oil

Cetyl alcohol

Lanolin alcohol
Ascorbylmethylsilanol pectinate
Ascorbic acid

Biotin

Tocopheryl acetate

Retinyl palmitate

Agar

Lavender extract

Corylus americana seed extract
Salvia officinalis(sage) leaf extract
Paraffin

Propy! paraben methyl paraben
Triethanolamine
Benzophenone-3

Disodium EDTA

Yellow 10/amarinllo

Titanium dioxide
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GC MS Library search S2
Library Search Report # 2

Data File: kabok_S2 Orig Data Path: kabok_S2.RAW
Curr Data Path: C:\Xcalibur\Data\Ake\\  Sample Type: Unknown
Sample ID: 1 Sample Name:
Operator: PolarisQ Acquisition Date: 02/26/10 19:40:41
Run Time (min): 73.35 Comments: 3g 2BF_3MeOH
Vial: 208 Inst Method: C:\Xcalibur\methods\jeab\scf_extract.meth
Proc Method: C:\Xcalibur\methods\Ake\mint

RT: 5.00-78.35 SM: 15G

RTE 34.15 ggBEG
100 S e TICF: +c
] e
80 . :

E ] A 7375305 i
2 60+ kabok_S2
a2

£ 40

] ]

& 20 Rr:10.08 RT: 25.73 RT: 48.69

] AA130642  ggp9 ANBIGISE | 54, Tl
e o B I e e T o 4 = e L 0 e e e L L TR R R R AT A R R R
10 15 20 25 30 35 40 45 50 55
Time (min)

RT Peak Area Area % S/N

5.00 48000 0.20 4.06

8.57 561104 2:31 55.23

10.08 136642 0.56 60.21

11.47 15091 0.06 2.14

11.82 4929 0.02 2.16

12.02 10837 0.04 2.07

17.05 31282 0.13 3.36

18.29 166080 0.68 33.30

2437 28241 0.12 5.61
25.73 816754 3.36 68.43
32.72 60768 0.25 9.37
34.15 11209006 46.09 1679.73
35.91 231603 0.95 3.51
36.93 247419 1.02 8.26
38.79 50662 0.21 4.00
38.99 67531 0.28 3.54
39.18 115437 0.47 4.16
41.77 7379895 30.34 351.94
43.24 642399 2.64 8.54
44.26 221863 0.91 527
45.66 66778 0.27 3.90
45.98 57056 0.23 4.16
47.93 67080 0.28 7.41
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48.69 802919 3.30 93.71
49.30 51123 0.21 5.60
50.90 11951 0.05 2.95
54.15 1073646 441 112.23
55.01 87610 0.36 7.96
56.17 27952 0.11 3.71
58.19 30430 0.13 5.09
RT Name SI Library Formula
5.00 Oxirane, 2-(chloromethyl)-2-cyclopropyl- 245 mainlib C6HICIO
5.00 4-Cyclopropylnorcarane 276 mainlib C10H16
5.00 Cyclohexaneethanol, v-methylene- 304 mainlib C9H160
1003 139.08
£
§ 505 79.02
< ]
R |
8 - l
=l AL L)
* G:]l 1 1‘11 R LT | 11179{112] [2|29[.1[0| T 12199|'7|7r U '3817].1? 14129|'017[ ?714?9 et Iﬁ5415—'[4§ T 15?8'7161 81413189
50 100 150 200 250 300 350 400 450 500 550 600 650
m/iz
RT Name SI Library Formula
8.57 2-Propanone, (1-methylethyl)(2-propenyl)hydrazone 524 mainlib C9HI8N2
8.57 p-Toluenesulfinylamide 526 mainlib CTHINOS
8.57 3-Acetyl-2,5-dimethylthiophene 549 replib C8H1008S
1 73.06
.
:
® 213.03
L
¥ 95
m G T [ A 1l LI 115]3“:113! T 7 I T TrrT L3'0]2k.l T T ]%I3.(IB‘ T ]41I5I8? T I 14716|0f | T 15[39]1IO"I L T 31 |
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
10.08 | 1,1,1-Trimethyl-4,4-dichloro-4-vinyldisilethylene 394 mainlib CTH16CI2Si2
10.08 | 4-Methoxymandelic acid, ethyl ester, TMS 396 mainlib C14H2204Si
10.08 1-Butyl-3-methylimidazolium 428 nist_msms C8HI5N2
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{#Raw File Name}

91.12

-

Relative Abundance
?I 1 l$l L1§1 1 I$l 1 l$l L 1$

121.14|

17712 227.02 269.02

80

326.17 375.12 462.78 52590 574.39 632.47
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
1147 | Diazene, methylphenyl-, 1-oxide, (E)- 287 mainlib CTH8N20
11.47 | Cyclopenta[c]pyran-1,3-dione, 4,4a,5,6-tetrahydro-4,7-dimethyl- 330 mainlib C10H1203
11.47 | Cyclohexene, 3-methyl-6-(1-methylethylidene)- 405 mainlib CI0H16
1 119.11
:
:
- |
3 203 I’ 283.04  343.03
@ . . 417.01 491.00 572.10 -
0 ; N 638.6
50 100 150 250 300 350 450 550 600 650
m/z
RT Name SI Library Formula
11.82 | 2-Cyclohexene-6-carboxylic acid, 3-methyl-1-(5-0xo0-3,4-dihydro-2H-pyrrolyl)-, 128 mainlib C14H21NO3
ethyl ester
11.82 | Benzeneethanamine, ,3,4-trimethyl- 275 mainlib CIIHITN
11.82 | 2,3-Dimethylamphetamine 279 mainlib C11H17N
100, 67.08
g w0
g 6(? 94.12
!
g 40 || 11912
2 3
s 20- ’ 181.10 227.03 san)
G:% ‘|I'i‘ . imJI IJ fh'%'lﬂ%lly"ll“jw‘rldr'g'%hl‘f" 4 lk‘T‘lf 't ?814‘?51 ?2r6'13‘17r1 =i | 15215?] Bl T T
50 100 150 200 250 300 350 400 450 500 550 600 650
mz
RT Name SI Library Formula
12.02 | Mercury, chloro(3,17-dioxoandrosta-1,4,6-trien-2-yl)- 161 mainlib CI9H21CIHgO2
12.02 | 1-Methylene-2b-hydroxymethyl-3,3-dimethyl-4b-(3-methylbut-2-enyl)- 194 mainlib C15H260
cyclohexane
1202 | 2-Cyclopentene-1-acetaldehyde, 2-formyl-i,3-dimethyl- 314 mainlib C10H1402
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{#Raw File Name}
153.10
100 215.02
:
:
3
8
[
e - | 26908 344.95 41701 48934  549.93 633.43
S e (o 2 O S (N N ) U N VA S o AN I S IR N N T DA e O 0 T O 1 T O
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
17.05 | 2-Propenoic acid, 3,3-dibromo-, methyl ester 176 mainlib C4H4Br202
17.05 | 1-Propene, 1,1,2,3,3,3-hexachloro- 276 replib C3CI6
17.05 | Phenol, 2-[(phenylimino)methyl]-, N-oxide 339 mainlib CI3HIINO2
1003 285.07
g a0
:
4
=)
g 209 7309 15313 209 10
> ;
o [V ey o | 376.94 46217 507.14 549.11  606.20
cI‘Tl‘[Y]r]llllllII1T71[IIII[I]IIIIIII]IIII]]III]!III]II[I]ITIV]
50 100 150 200 250 300 350 400 450 500 550 600 650
m/iz
RT Name SI Library Formula
18.29 Dimpam 491 nist_msms C16HI13CIN20
18.29 | Oxazepam 636 nist_msms CI5SHIICIN202
18.29 Diazepam 660 nist_msms C16H13CIN20
100
g s
b=
=
'
2
3 2 ' 127.12 299.01
= “ e b o1 T B 37322 41705 47713 52533 637.95
{0 s N A A (A S T A A A AN ) 0 S S N I (Y T NP S N 0 L O O M R
50 100 150 200 250 300 350 400 450 500 550 800 650
mz
RT Name SI Library Formula
24.37 | Tetradecanoic acid, 2-iodo- 115 mainlib C14H27102
2437_| (5S,6R)-Thymidine glycol 120 nist_msms | CIOHIGN207
24.37 | 4-Cyclooctene-1-carboxaldehyde 388 mainlib C9H140
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{#Raw File Name}
100 | 143.11
8 1] 7409
§ 807
§ 60
2 1
g 407
E 207 ( |
I Wl h 186.15 24319 32505 40102 44743 49810 S4TS9 _636.94
[I l]l]ll[llll|l|ll|ll|||||II L S O E O (O O A T 1||Il||
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
25.73 | Methyl 6-methyl heptanoate 549 mainlib C9H1802
25.73 | Decanoic acid, 2-methyl- 600 mainlib C11H2202
25.73 | Decanoic acid, methyl ester 709 replib C11H2202
1 73.09
225.08
8
S 80
-
® 358.81
5 208.94
% 20 149.13
@ 385.17 433.98 510.07 570.38 642.26
T | Tt Lo T T T T gl et 1 gjeT 7 -] Tl T TG T T ]
50 100 150 200 250 300 350 400 450 500 550 600 650
m/iz
RT Name SI Library Formula
32.72 | O-Acetyldimethylcephalotaxinone 220 mainlib CI9HI9NOS
3272 | 1,1,1,3,5,7,9,11,11,11-Decamethyl-5-(trimethylsiloxy)hexasiloxane 294 mainlib C13H4206Si7
32.72 | Phosphonic acid, methyl-, bis(trimethylsilyl) ester 417 replib CTH2103PSi2
100, 87.06
g 80 143.11
§ 60 \ 171.14
g 407 ‘
i | l L
- ML 21408 270.18 34960 41813 47020 52973 604.71
] TTIIII Il]I]YIIY]T'l*TT—[T7]7rTTrT‘T‘TT‘YI| l|T|II]TTTYTrITY|
50 100 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
34.15 Dodecanoic acid, 2-methyl- 665 mainlib C13H2602
34.15 | Undecanoic acid, methyl ester 689 replib CI12H2402
34.15 | Dodecanoic acid, methyl ester 733 replib C13H2602
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' {#Raw File Name}
I 87.08
8 161.09
2
=
3
2 191.13 286.09
g 40 | 230.97
3 2 I 358.73 Dane
L: AT Ol 9 50953 62502
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
3591 | 1-Phenyl-1-methyl-2,2-dibromo-cyclopropane 131 mainlib C10H10Br2
3591 | 2,2,4-Trimethyl-3-pentanol 280 mainlib C8H180
3591 | Benzeneacetic acid, 2-methoxy-+{trimethylsilyl)oxy]-, methyl ester 310 mainlib C13H20048i
55.05
8100—5 73.07 157.10
c
2 w; 101.07 185.13
3 607
% ' |
2 407 1
3 207
el b bt L ILZZE'” 2111 34497 30339 46090 548.55 632.50
0- NSRS R G R SRR R S AR R R R e
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
36.93 | Dimethyl 2-carbethoxy-cyclopropane-1,1-dicarboxylate 132 mainlib C10H1406
36.93 | Mercury, chloro(3,17-dioxoandrosta-1,4,6-trien-2-yl)- 240 mainlib CI19H21CIHgO2
36.93 | Pentanedioic acid, 3,3-dimethyl-, dimethyl ester 300 replib C9H1604
73.11
8"’03 225.03
§ 80
40-
% . 149.13
$ 207 414.99
. A 477.21 547.36 611.65
IIII‘(]]T‘IIIIIIIITITW‘T_Y_\
50 100 150 200 250 300 350 400 450 500 550 600 650
m/iz
RT Name SI Library Formula
38.79 | Proadifen 148 nist_msms C23H31NO2
38.79 | 5'-O-(tert-butyldimethylsilyl)-thymidine 230 mainlib C16H28N205Si
38.79 | 2-Phenyl-4-ethoxycarbonyl-3H-imidazo[1,5-b]pyridazine-5,7(6H)-dione 313 mainlib CISHI3N304
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{#Raw File Name}
83.08
1
:
£ 6o
<
e 163.15
=
° 55.09
@ ir . ,'_\ W v 26100 34601 40213 4629 51414 57748
‘rlll“ll]l‘lIITTTXIIITWII|I1TTllII]IIlTIllITIllIl|l]
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
38.99 | 16-Azatricyclo[9.2.2.1(4,8])hexadeca—4,6,8(16),11,13,14-hexaene, 16-oxide 71 mainlib C15H15NO
38.99 | 1-Hexyl-1-nitrocyclohexane 155 mainlib CI12H23NO2
38.99 | 2-Pentene, 5-bromo-2,3-dimethyl- 362 mainlib CTHI3Br
100 191.16
g 0 119.15
fel L
= 83.13
g A |
= 7
s 207
i wil . 28509  327.06 41833 463.14 535.00 627.41
TH [TIII]IIII[T]II|Y|T‘T‘IIII]IIII‘IIII[T'IIIIIIIII
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
39.18 | 2,3,4'-Benzophenonetricarboxylic acid 231 mainlib C16H1007
39.18 | 2,4,4-Trimethyl-3-hydroxymethyl-5a-(3-methyl-but-2-enyl)-cyclohexene 276 mainlib CI5H260
39.18 | Cyclohexanone, 2,3,3-trimethyl-2+(3-methyl-1,3-butadienyl)-, (Z)- 379 mainlib C14H220
1 143.11
g Z’Q 87.06
§ j55.()3 ’
§ 60- 199.16
g 4 |
% . “J [ i l 1 24217
* dllT | ]LI T rdt T IL.[ i o |31|618|‘|3|612?7T T 1?314121[ T 14199'9]21 T |§5(3'123| 1762538?T1 1
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
41.77 | Dimethyl 2-carbethoxy-cyclopropane-1,1-dicarboxylate 236 mainlib CI10H1406
41.77 | 7-Tridecanol, 7-ethyl- 487 mainlib CI5H320
41.77 | Tetrabutylsilane 526 mainlib CI6H36Si
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1 105.05
8
&
2
é’ 2 o6 194.12
g 40—_1 |
2 203 L 167.15
1
© Al oty l | 25014 30813 36865 43093  489.02 577.51 62827
"[—[_IllllTTTT]IIT'Ir'I‘l!||lI|I|IIII|IIY_|7T77_|_T]llIlTIlI| I(l(]lllr]
50 100 150 200 250 300 350 400 500 550 600 650
miz
RT Name SI Library Formula
43.24 | Phenacyl thiocyanate 434 mainlib CSHTNOS
43.24 | Benzyl Benzoate 608 NISTDEMO | C14H1202
43.24 Benzyl Benzoate 608 mainlib C14H1202
' 73.10
g
§ 157.14 22503 28111
s
+ L 358.83 401.07
4 & E L ais 489.87 563.05  620.79
l]lllI(IIII]TT[T||l1|[ll]l‘[!|ll|IY_T—|
50 100 150 200 250 300 350 400 500 550 650
miz
RT Name SI Library Formula
4426 | (5R,6S)-Thymidine glycol 82 nist_msms C10H16N207
4426 | Proadifen 133 nist_msms C23H31NO2
4426 | 2-Phenyl-4-cthoxycarbonyl-3H-imidazo[ 1,5-b]pyridazine-5,7-(6H)-dione 334 mainlib CISHI3N304
100, 243.18
” 1
3 % 213.20
g 40
% 20- 510 171.20
a Mhm | 28300 327.16 39613 10 596.34
ITIlII!]TTYTIIIIIIIYTrT‘TTTY]IIIII IR L |
50 100 150 200 250 300 350 400 500 550 600 650
miz
RT Name SI Library Formula
45.66 | (E)-2-Methoxymethoxy-4'-fluoro-stilbene 185 mainlib CI16HISFO2
45.66 | 3(2,7-Dimethoxy-1-naphthyl)acrylic acid 243 mainlib CI5H1404
45.66 | 2,3,4-Trimethoxydibenzofuran 299 mainlib CISH1404
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243.16

-

Relative Abundance

| 281.11

347.08 418.38 491.09 547.27 596.09 646.19

i Ry

50 100 150 200 250 300

350 400 450 500
m/z

|11“|f|‘11]|111]1|11||11I||:1|[||x|1r111—(11111111r

550 600 650

RT Name SI Library Formula
4598 | 7-Methyl-5-phenyl-5H-pyrazolo[3,4-€]-1,2,4-triazine-3-thiol 207 mainlib CITHINSS
4598 | S-Isoxazolidinecarboxylic acid, 2-[2,3-O~(1-methylethylidene)-5-O- 211 mainlib C32H35NO7
(triphenylmethyl)-u-D-ribofuranosyl]-, methyl ester, (S)-
4598 | Methyl-2,3-dideoxy-2-C-methyl-6-O-triphenylmethyl-i-d-threo-hexopyranoside-4- | 214 mainlib C27H2804
ulose
100 55.10
fwd | |
o
g 407
5 20
& Pt 385.00  441.21 483.35 525.94
50 100 150 200 250 300 350 400 450 500 550 600 650
m/iz
RT Name SI Library Formula
4793 | 1,2-Dioxin-3-acetic acid, 6-(8,10-dodecadienyl)-3,6-dihydro-6-methoxy-, methyl | 277 mainlib C20H3205
ester, [3,6,6(8E,10E)]-
47.93 | Cyclohexaneethanol, v-methylene- 331 mainlib C9H160
47.93 | (2S,4R)-p-Mentha-[1(7),8]-diene 2-hydroperoxide 358 mainlib CI0H1602
1 143.14
§ :j ’ 87[11
2
5 171.16 227.16
g R
= t l { l { 270.19
® lnl, kg L ;J] |292?1 3‘7502 40?.14 459.40 1526. : 602.44
II|IIIIIIIIIIIKYIIIIlllllIllY|IlIll!!T1!]!lll]
50 100 150 200 250 300 350 400 450 500 550 600 650
m/iz
RT Name SI Library Formula
48.69 | Dimethyl 2-carbethoxy-cyclopropane-1,1-dicarboxylate 204 mainlib C10H1406
48.69 | Hexadecanoic acid, methyl ester 710 replib C17H3402
48.69 | Hexadecanoic acid, methyl ester 710 mainlib C17H3402
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225.01

87

1 281.11
8
«éi
<
g
B 338.81 401.03
B e Eke Witz T
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
49.30 | N~(2,6-Dichlorophenyl)-N-[(2E)-3-methyl-1,3-thiazolidin-2-ylidene]amine # 119 mainlib C10H10CI2N2S
49.30 | (5R,6S)-Thymidine glycol 125 nist_msms C10H16N207
49.30 | 2-Phenyl-4-ethoxycarbonyl-3H-imidazo[1,5-b]pyridazine-5,7-(6H)-dione 337 mainlib CISHI3N304
2‘:2 15714 225.00
s 101.12 |
§ 60
< 0
% 281.11
20 | 342.03
b4 407.29 48899 55028 631.51
D
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
50.90 | Ethyl 2-aza-3-oxatricyclo[3.3.3.0(1,5)]undecane-4-carboxylate 229 mainlib CI2H19NO3
50.90 | Tetrazepam 406 nist_msms C16H17CIN20
50.90 | Bisnorallocholanic acid 421 mainlib C22H3602
100, 55.10
g 1 | 8113
g 807 |
5
% 40 152.09
* Oj '("L]‘]illrillj]IllzgrsL.:TIl111153199]"21111612'1777111|5151].4|8|17[1116‘16']21
50 100 150 200 250 300 350 400 450 500 550 600 650
mz
RT Name SI Library Formula
54.15 | cis,trans-1,6-Dimethylspiro[4.5]decane 377 mainlib CI12H22
54.15 | trans,trans-1,6-Dimethylspiro[4.5]decane 382 mainlib C12H22
54.15 | cis,cis-1,6-Dimethylspiro[4.5]decane 391 mainlib CI2H22
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88

1 143.17
8
S
g 55.07 g0 20
2 Ll | 255.24
32 298.27
=
[
2 iy | 32507 406.93  463.26 608.93
610 ] L e L R B et | i L R LU R TSGR
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
55.01 | 2-(2-Furyl)-2,5-dimethyltetrahydrofuran 193 mainlib C10H1402
55.01 | 7-Tridecanol, 7-ethyl- 231 mainlib C15H320
55.01 | 7-Hydroxy-3-(1,1-dimethylprop-2-enyl)coumarin 268 mainlib CI14H1403
1 55.09
8
&
©
c
% ‘ 137.'14
£ 191.15 265.13
[} 30089 355.09 401.09
= T“ ||"'Tl Tt |1 l]“ |hlJ ‘l‘hr ’[I Ifl’r“'{r[ {I“T‘Lt %‘ Ty |h pelp s { 5418()?.11L6|'152y§‘195r |5171|.911 |612:|"x101 ]
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
56.17 | 10-Pentadecen-5-yn-1-ol, (E)- 76 mainlib C15H260
56.17 | 5,10-Pentadecadiyn-1-ol 78 mainlib C15H240
56.17 | Norethindrone 135 nist_msms C20H2602
100 281.10
8 1
S 807 22503
8 3 7310
3 *3
]
g 403 |
B 20 149.15 365.04
g 4 121.14 428.98
o Ujﬁurf “M’-}‘L‘r\ ILI 11'L‘T‘L1ﬁl‘ = Tal 14‘.188?.9]81 S o e 16]111221 S
50 100 150 200 250 300 350 400 450 500 550 600 650
mz
RT Name SI Library Formula
58.19 | Spathulasin diacetate 59 mainlib C34H52010
58.19 1,1,1,3,5,5,7,7,7-Nonamethyl-3-(trimethylsiloxy)tetrasiloxane 303 mainlib CI2H3604Si5
58.19 | 2-Phenyl-4-ethoxycarbonyl-3H-imidazo[1,5-b]pyridazine-5,7{6H)-dione 307 mainlib CISHI3N304
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Library Search Report # 2
Data File: kabok_S3_Cosolv Orig Data Path: kabok_S3_Cosolv.RAW
Curr Data Path: C:\Xcalibur\Data\Ake\\  Sample Type: Unknown
Sample ID: 1 Sample Name:
Operator: PolarisQAcquisition Date: 02/26/10 16:52:09
Run Time (min): 73.38 Comments: 3g 2BF 3MeOH
Vial: 210 Inst Method: C:\Xcalibur\methods\jeab\scf_extract.meth
Proc Method: C:\Xcalibur\methods\Ake\mint
RT: 5.00-78.38 SM: 15G
AR 2770016 57565
100 TICF:.+c¢
. Fullms [
80— 35.00-
g 650.00] MS
3 _ kabok_S3_Co
£ 60 sov
<
(Y]
2 4 RT: 41.77 £ /
: 20| MR RT:48.70 RT: 55.96 67.89 N
oo Wum men  Jew || REnmes O
I L B e o A0 B oy o o o B o e e e e e e
10 15 20 2 30 35 40 45 50 55 60 65 70 75
Time (min)
RT Peak Area Area % S/N
8.45 84378 1.36 6.99
10.86 25108 0.41 2.06
11.97 19825 0.32 2.15
15.68 52202 0.84 4.34
18.22 19174 0.31 3.83
20.36 46603 0.75 10.36
24.34 13937 0.23 2.55
25.71 32409 0.52 430
29.44 49186 0.79 6.66
31.51 66121 1.07 4.35
32.58 65751 1.06 3.47
34.17 2770016 44.77 79.91
36.60 377037 6.09 4.95
36.92 27318 0.44 2.60
38.98 113699 1.84 2.90
40.36 249060 4.03 3.03
41.77 446674 7.22 11.37
42.40 209183 3.38 4.88
43.22 679553 10.98 14.70
44.24 43722 0.71 2.06
45.30 36578 0.59 2.86
45.63 208870 3.38 8.06




o J ° -
nmimuAINd1eNgeiauasiay anlansun widl AzazeaussAn 2552
GC MS Library search S3 cosolvent

45.96 133882 2.16 5.94
48.70 62373 1.01 4.52
50.01 57244 0.93 2.01
50.92 27425 0.44 4.17
51.16 81932 1.32 13.43
53.56 31684 0.51 3.04
54.16 85044 1.37 4.70
55.96 71425 1.15 2.39
1 139.10
§ 79.07
g 80-
3 l |
& FE N W1 . 21747 27317 316.36 404.22 479.20 573.32
‘Illll]lll|II]l]lTTITl(|I|IlIl][ll!]Ill[]TTI|||I|YIII|ll1
100 150 200 250 300 350 400 450 5(|JO 5\’[>0 6(])0 65130
miz
RT Name SI Library Formula
8.45 Bicyclo[3.1.0]Jhexane, 6-methylene- 181 replib C7H10
845 Tricyclo[3.2.1.0(2,4)]octan-8-one, 3,3-dimethyl-, (1,2,44,50- 206 mainlib C10H140
8.45 2-Propanone, (1-methylethyl)}(2-propenyl)hydrazone 362 mainlib COHI8N2
1
8 E' 91.11
(]
:
5
g 2 17.14 183.18 277.19
* “lﬁzlll‘lljl'[l“lILT“rL#ITil“LlIAll.“l‘B‘f “71'VJT“1"] e rﬁ3:5£7y =T |41291r'014[ T 4|914]13l T T 15917]3121 US|
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
10.86 | 5,10-Pentadecadiyn-1-ol 127 mainlib C15H240
10.86 | S,10-Pentadecadiyne, 1-chloro- 137 mainlib CI5H23Cl
10.86 | 6,9,12-Octadecatrienoic acid, phenylmethyl ester, (Z,Z,Z)- 532 mainlib C25H3602
100, 91.12
£ o0
37 136.14
e |
3 20 J d 178.12 277.17
225.07
* L 111 l‘wdx TlJ] e Jll“x“ly ‘#“l’lx‘f“;*rﬁilql .l, i 13?7r0'191 T [L??!j“ggw S |5317r.46' ,59}38‘
50 100 150 200 250 300 350 400 450 500 550 600 650

m/z
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91

RT Name S1 Library Formula
1197 | 2-Cyclohexene-6-carboxylic acid, 3-methyl-1-(5-oxo0-3,4-dihydro-2H-pyrrolyl)-, 164 mainlib C14H2INO3

ethyl ester
1197 | 3-Oxazolidinecarboxylic acid, 2-(1,1-dimethylethyl)-4-[4-hydroxyphenylmethyl]- | 226 mainlib C22H25NO5

5-oxo-, phenylmethyl ester, (2S,4R4'S)-
11.97 | Tricyclo[4.1.0.0(2,4)]heptane, 5-(phenylthio)-, (1,2u,44,5,61- 323 mainlib CI13H148

1003 67.09

8

g % 107.12

:

il |1

£ 2

= AL L‘?‘,-Zﬁ 20518 265.12 355.07 399.65 448.19 490.15 533.04 577.47  633.08

ll|]ll][||T7I]|[IlT"ll!I]IIFT]II[1[||II|1 I]I|I||Ilfr]
50 100 150 200 250 500 550 600 650
miz
RT Name SI Library Formula
15.68 | 5,10-Pentadecadiyne, 1-chloro- 159 mainlib C15H23Cl
15.68 | 10-Pentadecen-5-yn-1-ol, (E)- 159 mainlib C15H260
15.68 | 5,10-Pentadecadiyn-1-ol 165 mainlib C15H240
1 285.05

:

2

g

2 % 73.09 153.10

[ i - 209.08

* [ e J'IQZIJ:NI“T L I |"|Lh!‘”1 T‘TJL‘1 L O '37T§]_[3] T 14’1.1]81 (o o | |52|61919] T 158T6‘13]21 161391318

50 100 150 200 250 300 350 400 450 500 550 600 650
miz

RT Name SI Library Formula
18.22 | 2-(4-Nitrophenylthio)-5-methylthio-1,3,4-thiadiazole 365 mainlib C9HTN302S83
18.22 Oxazepam 465 nist_msms CI15H11CIN202
18.22 | Diazepam 524 nist_msms CI6H13CIN20




msﬁmmm‘i’mdwwﬁv;«ﬂauanﬁu anlanzun wiel AFAzerAuacAE 2552
GC MS Library search S3 cosolvent

92

67.08
1
N
s
:
2
=
©
['4 167.15 226.21 269.09 358.77 429.10 493.23 536984 591.06 637.13
50 100 150 200 250 300 350 400 450 500 550 600 650
mz
RT Name SI Library Formula
20.36 | 5,10-Pentadecadienoic acid, (Z,Z)- 143 mainlib C15H2602
20.36 | 5,10-Pentadecadien-1-ol, (Z,Z)- 144 mainlib C15H280
20.36 | 5,10-Pentadecadienoic acid, (E,E)- 144 mainlib C15H2602
100,
£ w0
5 %
40
§ - 85.11
5 204 127.09 17017 54541 277.18
Oj i;LfHII lh‘x’ ?“f‘%“ymr'“i 1“[‘. I e 1{ :1,23113 T ]‘1Z1.917T‘| ?qug?Tﬁ T 15151|.5|61 i S .2?‘]
50 100 150 200 250 300 350 400 450 500 550 600 850
miz
RT Name SI Library Formula
24.34 | Tricyclo[4.4.0.0(2,7)]dec-3-ene-3-methanol, 1-methyl-8-(1-methylethyl)- 243 mainlib C15H240
24.34 | 2-Methyl-2-[(1-E,3Z-E,5E)-4-methyl-6+(2,6,6-trimethyl-1-cyclohexenyl)-1,3,5- 293 mainlib C20H3002
hexatrienyl]-1,3-dioxolane
24.34 | 17-Octadecene-9,11-diynoic acid, 8-oxo-, methyl ester 326 mainlib CI19H2603
:
2
3
(4 22016 277.18 34211 418 47313 53525 591.03
[|||||I]I]TY]TT‘|7TI7717II}II lillll]ll[]]TllT|lllT]
200 250 300 350 400 450 500 550 600 650
mz
RT Name SI Library Formula
2571 | 1,2,3-Propanetricarboxylic acid, 1-hydroxy-, trimethyl ester, (R*,S*)-(a) 265 mainlib C9H1407
25.71 1-Naphthalenemethyl monobromoacetate 279 mainlib C13H11BrO2
25.71 | 2,3-Dimethyl-3-decanol 400 mainlib CI12H260
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100 67.10
8 —
§ 807
g 60,
<
g 40
& 7
© 207 151.11
o Ndoa L 2701 35620 42008 47595 55868 61545
0——‘ l]l]ll[lllT]T1l]]’1lll]]lll[llll]llll]|lll]l||1Tl1]¥]‘|llll
50 100 150 200 250 300 400 450 500 550 600
miz
RT Name SI Library Formula
29.44 | 6-syn-(1-Hydroxy-1-methylallyl)-3,3-dimethylbicyclo[2.2.2]octan-2-one 207 mainlib Cl4H2202
2944 | cis-syn-6-tert-Butylperhydroazulen-4(1H)-one 275 mainlib C14H240
29.44 | 1-Oxaspiro[2.5]octane, 2,4,4-trimethyl-8-methylene- 352 replib CIIHI80
1 105.13
% ‘ ' 175.14
- | l l 268.08 346.97 401.08  461.02 533.37 625.17
.]_I—FT‘I_FTTII|II'IIIIIII|T171TTI R R L T U ol 0 e |
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
3151 | 2,5-Octadiyne, 4,4-diethyl- 292 mainlib CI2H18
3151 | Ethyl-o-methoxy-r-methylbenzyl alcohol 296 mainlib C11H1602
31.51 | 3,4-Nonadien-6-yne, 5-ethyl-3-methyl- 324 mainlib CI2HI18
1 131.15
003 175.13
)
I
=
S 91.11
(-]
2
«©
® 2
* Zi—ﬁmfi] o rjl T T T T 1271711161 T 1?5|5|0:? |4|01"91v T l4|6?.1lol Bl T §3|6w1? 15?8{416] T |31§1 |
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
32.58 | 1-(p-Toluenesulfonyl)-2-pyrrolidinone 221 mainlib C11HI3NO3S
3258 | trans-2-Ethoxy-u-methyl-u-nitrostyrene 368 replib C11HI3NO3
32.58 | Benzenepropanal, 4-(1,1-dimethylethyl)- 514 mainlib CI3H180
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189.12
100 131.13
' g 80;-:
3%
3 40 91.13 |
s A
© 207
= 03 m L 1 25204 31328 02.36 437.61 525.95 604.17
'III]IIIT,7T]TT11II|[I[1IT [llll]llll]lll|!l|l|]
50 100 150 200 250 300 350 400 450 550 600 650
m/iz
RT Name SI Library Formula
34.17 | 2-Amino-3,8-dimethylimidazo[4,5-f Jquinoxaline 162 nist_msms CITHIINS
34.17 | Gly Leu 221 nist_msms C8H16N203
34.17 Lilial 677 replib CI14H200
1 149.06
:
B
=)
S
2 40-
§ 2 65.10 121.11 Ly
= 1] L 231.18 298.94 356.13 401.07 475.07 550.06 593.28 638.03
cl]|l1ITTTlII[IT'[I—I'TIIYIIIIT‘TII]]Il]]ljI]ITIT|I|1|l|ll]TT_|j
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
36.60 1-Methyl-3-ethyladamantane 570 mainlib CI13H22
36.60 | 1,3-Dioxolane-2-heptanenitrile, -methyl--0oxo-2-phenyl- 590 mainlib C17H2INO3
36.60 | Diethyl Phthalate 653 replib CI12H1404
100-, 5§5.07
8 1 157.11
g 80~ 101.08 L
3 603 129.13
el NIN |
E 3 209.08
e 207 282.13
* 03 I.IH |.LL PR PP - . 431.79 526.91 622.90
LA LS L ) S B e e
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
36.92 | 5,10-Pentadecadiyne, 1-chloro- 94 mainlib CI15H23Cl1
36.92 | 5,10-Pentadecadiyn-1-ol 112 mainlib C15H240
36.92 | 2,6-Dimethyl-3-thioxo-5-0x0-2,3,4,5-tetrahydro-1,2,4-triazine 291 mainlib CSHTN30S
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1 83.08
8
&
-
-
'
2 153.17
-
< §5.09
S TR l ]l 19513 27747 34605 41703 48098 53600 56181 637.14
IITIT’]l]l[‘lll{llll]llllII]I‘llIl‘l]Illl[!]‘llllT]TI
50 100 150 200 250 300 350 400 450 500 550
m/z
RT Name SI Library Formula
38.98 1-Hexyl-2-nitrocyclohexane 189 mainlib CI12H23NO2
3898 | 2-Methyl-3{3-methyl-but-2-enyl)-2{(4-methyl-pent-3-enyl)-oxetane 190 mainlib C15H260
38.98 | 2,4,4-Trimethyl-3-hydroxymethyl-5a-(3-methyl-but-2-enyl)-cyclohexene 202 mainlib CI5H260
1 205.13
8
&
g 131.14
'
é 159.16
T 2 91.14 L
m 0 15]5'301 ul J!L ]‘LI LI li[ T TJT 1 L LS| 12717;116| 13217;117] T T |4Io?.92[ ﬁ7i291 L B | 15215]8? ]“ial.algl 18216}13)
50 100 150 200 250 300 350 400 450 500 550 600 650
m/iz
| RT Name SI Library Formula
40.36 | trans-2-Ethoxy-u-methyl-w-nitrostyrene 382 replib C11HI13NO3
40.36 | trans-2-Ethoxy-u-methyl-u-nitrostyrene 401 mainlib CI11HI3NO3
40.36 | Propanoic acid, 2-methyl-3-[4-t-butyl]phenyl- 779 mainlib C14H2002
1:3 143.12
B o
§ ) ’ 199.17
g A | l
s
© A, | 4219 20627 34265 38828  463. 5.89 62067
|l!IITIITI]IIIIITTTT|lIll]II|1]lII(]lIl]]TI”(_[T_!*ll TTT]
50 100 150 200 250 300 350 400 450 500 550 600 650
mz
RT Name SI Library Formula
41.77 | Butanamide, N-(1-naphthyl)- 332 mainlib C14HISNO
41.77 | Dimethyl 3,6-epoxytridecanedioate 341 mainlib C15H2605
41.77 | Tridecanoic acid, 12-methyl-, methyl ester 728 mainlib C15H3002
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1 129.12
8
&
£ 60
2 91.15 |
g 215.16
g 20 185.11 [
i 24109  298.38 343.06 43000 47507 51919 58874
1‘TTT[II¥||!II||!T!I]IIITT T 1 1T L T 177171
50 100 150 200 250 400 450 650
m/z
RT Name SI Library Formula
4240 | 3,5-Methano-2,3,4,5(1H)-tetrahydrobenzo(b)azepine 378 mainlib CIIHI3N
42.40 | Octanal, 2(phenylmethylene)- 730 replib CI15H200
42.40 | Octanal, 2(phenylmethylene)- 733 replib C15H200
9 105.06
:
§ 71.08 194.12
-§ J‘ l 167.14
° 2
i Y AN R TENEE o T L R
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
43.22 | 2{(Dibenzoylmethyl)-4-p-toluenesulfonylimino-1-naphthalenone 478 mainlib C32H23NOSS
43.22 Benz!l Benzoate 712 NISTDEMO C14H1202
43.22 | Benzyl Benzoate 712 mainlib C14H1202
157.13
1
e
] 80 213.15
2 60 115.14
2
g 40 N
321 bl
Oj ]L!hlﬂ‘l "1'}11 t v“lf' ‘Il L%J%‘?'T‘fzsliﬂf‘fx |3AI4§L?31 rngm;l = 14]6111.(1)31 L 15|‘91‘111| ??5[8?1 T
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
44.24 | 5,10-Pentadecadiyn-1-ol 90 mainlib C15H240
44.24 | 5,10-Pentadecadiyne, 1-chloro- 93 mainlib C15H23Cl
4424 | Dimethyl 2-carbethoxy-cyclopropane-1,1-dicarboxylate 102 mainlib C10H1406
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1 129.12
3 61.10 B90:43
&
b=
3 ‘
2 ‘] “ 17115
£
% l 270.14
* ll‘r I![f‘l LI‘ Ildf ln '1‘11 '1“i“r lh {J‘l T 53]5‘81;873T 11‘41165“9? 14]61.991 l5|08|.5T07 T ]561419‘:? T ?215‘111 1
50 100 150 200 250 300 400 450 500 550 600 650
m/z
RT Name SI Library Formula
45.30 | Heptanedioic acid, 3-methyl-, dimethyl ester 221 replib CI0H1804
4530 | 2-Butenoic acid, 2-methoxy-3-methyl-, methyl ester 283 mainlib C7H1203
4530 | 6-Dodecanone, 5,8-diethyl-7-hydroxy- 335 mainlib C16H3202
243.18
8
g
§ 213.18
£
[
« e 30095 35024 41893 47316 563922 62392
lll|l|lTIIIIIIIII|T]7l‘IITTIIII To T it T T T T
200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
45.63 | Dimethyl 2-carbethoxy-cyclopropane-1,1-dicarboxylate 82 mainlib C10H1406
45.63 | 3-Phenyl-5-fluoro-2,1-benzisoxazole 256 mainlib C13H8FNO
45.63 | 5(6H)-Benzocyclooctenone, 7,8-dihydro-8,8-dimethyl- 293 mainlib C14H160
100, 243.16
g oo
o ]
3 o 159.18
£ |
T 20 J
x n ‘1[ ] L281.08I 33339 3671 44008 527.90 S77.10
T T 1T T1TTrT 11T T I 17T T T 1rrJrrrrr IIIIIVIIT)IIII11
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
45.96 | 5-Isoxazolidinecarboxylic acid, 2-[2,3-O-(1-methylethylidene)-5-O- 267 mainlib C32H35NO7
(triphenylmethyl)-u-D-ribofuranosyl]-, methyl ester, (S)-
45.96 | u-Alanine, N-hydroxy-N-[2,3-O(1-methylethylidene)-5-O-(triphenylmethyl)-ud- | 285 replib C31H35NO7
ribofuranosyl]-, methyl ester
45.96 | Ethanone, 1-(5,6,7,8-tetrahydro-3,5,5,6,8,8-hexamethyl-2-naphthalenyl)- 661 mainlib C18H260
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143.16
g‘:‘g 87.12
<
g l
171.17 22719
: | =
£
o
°
@ 401.10  461.01
50 100 150
RT Name SI Library Formula
48.70 | Dimethyl 2-carbethoxy-cyclopropane-1,1-dicarboxylate 125 mainlib C10H1406
48.70 | Octadecanoic acid, 11-methyl-, methyl ester 211 mainlib C20H4002
48.70 | 2(1H)-Phenanthrenone, 3,4,4a,9,10,10a-hexahydro-1,1,4a-trimethyl- 434 mainlib C17H220
8
&
:
g
3
4 393.38 462.16 52594 576.89 626.02
300 350 400 450 500 550 600 650
m/iz
RT Name SI Library Formula
50.01 | 5(6H)-Benzocyclooctenone, 7,8-dihydro-8,8-dimethyl- 263 mainlib C14H160
50.01 | 17-Octadecene-9,11-diynoic acid, 8-hydroxy-, methyl ester 350 mainlib C19H2803
50.01 | 2H-Benz[e]inden-3-ol, 3,3a,4,5-tetrahydro-3a-methyl-, (3S-cis)- 356 mainlib C14H160
1 157.11
:
B
=
<
:
@ 43004 49217  548.94 59128 639.86
R T T T T g
450 500 550 600 650
RT Name SI Library Formula
50.92 | 3,4-Nonadien-6-yne, 5-ethyl-3-methyl- 141 mainlib CI2HI8
5092 | 2,3-Dimethylamphetamine 267 mainlib CITHIIN
50.92 | Verrucarol 539 mainlib CI5H2204
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83.12

Relative Abundance

565.25

642.16

miz
RT Name SI Library Formula
51.16 | 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid 195 mainlib C9H1204
51.16 | 1,2-Dioxin-3-acetic acid, 6«(8,10-dodecadienyl)-3,6-dihydro-6-methoxy-, methyl | 293 mainlib C20H3205
ester, [3,6,6(8E,10E)]-
51.16 | 1-Phenyl-3-[bis(methoxycarbonyl)methyl]hex-1-en-4-yne 320 mainlib CI7H1804
1 186.15
§ 131.14
]
g 60
<
g . 320.12
5 2 239.20 283.05
e | . 36310 41713 47433 565.24
T
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
53.56 | 2-Amino-3-(methyl-d3)-8-methylimidazo[4,5-f Jquinoxaline 61 nist_msms CI1H8D3N5
53.56 Gly Leu 66 nist_msms C8H16N203
53.56 | 2-Amino-3,8-dimethylimidazo[4,5-f ]quinoxaline 75 nist_msms CI1HI1INS
100, 81.14
g a0
3%
o 40 257.24
2 ]
2 207 212.06
LN pi, 02 38536 46630 52598 62398
Illl]lTIl{TITT}rTT'll[Illl|lll1]TITT!llYl]
50 100 150 200 250 300 350 400 450 500 550 600 650
mz
RT Name SI Library Formula
54.16 | 1-Methylene-2b-hydroxymethyl-3,3-dimethyl-4b~(3-methylbut-2-enyl)- 166 mainlib C15H260
cyclohexane
54.16 | Tricyclo[4.4.0.0(2,5)]dec-8-ene, 1,2,3,3,4,4,5,6-octafluoro- 176 mainlib CI0H6F8
54.16 | 2-Butenoic acid, 3-methyl-4-[tetrahydro-3,4-dihydroxy-5-[[3-(2-hydroxy-1- 185 mainlib CI9H3207
methylpropyl)oxiranyljmethyl}-2H-pyran-2-yl]-, ethyl ester, [2S-[2(E),3u,4u,5:
2R* 3R*(1R* 2R*)]]}-
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100

100, 257.15

: o

g 60

< ]

g 407

3 20 14119 20113 {

* Gzr?rj;‘ol'l T ]‘rhfjrfu']m‘r‘ﬂl‘llﬁlfl‘luljl 1] ﬁTlr—r[ T 1 |35|7;0181 T r4128|.gT517ﬁ 1510]2?91 75150|'8|41 T 1611 ™

100 150 200 250 300 350 400 450 550 650
miz

RT Name SI Library Formula
55.96 | N-(3-Carboxyphenyl)anthranilic acid 340 mainlib CI14HIINO4
55.96 | 3-Methyl-1-phenyl-2-azafluorene 424 mainlib CI9HISN
55.96 | 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10a-octahydro-1,4a-dimethyl-, 524 mainlib C18H2402

methyl ester, [1S-(1,4a,10au)}
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Library Search Report # 2
Data File: kabok_S3 Orig Data Path: kabok_S3.RAW
Curr Data Path: C:\Xcalibur\Data\Ake\\ Sample Type: Unknown
Sample ID: 1 Sample Name:
. PolarisQ Acquisition Date: 02/26/10 21:05:20
Run Time (min): 7335 Comments: 3g 2BF_3MeOH
Vial: 209 Inst Method: C:\Xcalibur\methods\jeab\scf_extract.meth
Proc Method: C:\Xcalibur\methods\Ake\mint
RT: 5.00-78.35 SM: 15G
ZT\S %124 !;I;GEG
Las TICF:+c
. Full ms [
g 80 RT: 41.77 35.00-
e AA: 9329782 650.00]
s ] MS
S 60 kabok_S3
<
2 40
a ]
£ 20 RT: 26.72 RT: 48.69
4 RT:10.07 17, e a4 - 58.
| AATToT2e pasgags AR |y, | ANSRSM RS
GlllIfTI)IIlVAIY_[TTrllliI]]IIl]ITﬂl]Ill]]lllj—{l—l'lleVl[llll[llI))ll!l|l|l
10 15 20 25 30 35 40 45 50 55 60 65 70
Time (min)
RT Peak Area Area % S/N
8.56 534201 1.80 79.68
10.07 179724 0.61 32.16
14.95 9443 0.03 3.31
16.49 9821 0.03 2.74
17.04 20756 0.07 3.47
17.98 32205 0.11 2.89
18.29 230662 0.78 35.46
24.36 64102 0.22 7.41
2512 1009622 3.40 90.41
28.02 8386 0.03 2.07
30.06 20515 0.07 2.74
32.72 73831 0.25 19.19
32.94 7289 0.02 2.03
34.15 13682124 46.06 1960.04
36.93 282353 0.95 6.23
38.79 59279 0.20 4.48
39.17 395598 1.33 9.94
41.77 9329782 31.41 426.79
43.24 1129113 3.80 30.09
44.26 222916 0.75 10.14
45.99 61974 0.21 3.52
47.93 74519 0.25 5:32
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48.69 943904 3.18 75.61
49.30 50102 0.17 4.71
54.15 1134360 3.82 110.83
55.01 81558 0.27 8.88
56.17 24800 0.08 2.07
58.19 31277 0.11 5.46
1 139.08
8
c
<
I 79.03
<
2
=
s 20 |
m c IlT l‘LY T ! LI | B |2'°91.1101 7 [ l2817;3]11 T 135|71‘110T 14?8l'2?l 14'%‘26 T 5,“]"05' li 15716.[4181 T —[63T7;‘]5
100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
8.56 2-Propanone, (1-methylethyl)(2-propenyl)hydrazone 474 mainlib C9HI8N2
8.56 3-Acetyl-2,5-dimethylthiophene 520 replib C8H1008
8.56 p-Toluenesulfinylamide 535 mainlib CTHINOS
100+, 73.05
g ]
£ 60
<
g 40 213.02
5 50
[7] 4
% o3 153.11 - ?Oi“ 35221 304.17_437.97 482.03 | 7.
B T Ty Ty T LIS TR EI TN A O PO N TN |
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
10.07 | Benzeneacetic acid, 2-methoxy-+-itrimethylsilyl)oxy]-, methyl ester 364 mainlib C13H2004Si
10.07 | Phosphinic acid, (2-methylphenyl)phenyl- 367 mainlib CI13HI302P
10.07 | 1-Butyl-3-methylimidazolium 441 nist_msms C8HI5N2
100
: “ﬁ
s
§ 6
g « |
g 20 131.16 197.03 267.05
OiL ‘]‘ijlllmwlﬁLw”idll“l‘fhl“l W'I'IL] Jrll iy .]‘:“xﬂ 3‘21—5“1911 T r4]1?;|5r 1‘[613-31r i 5|6?:,01 16!1?.?8|
50 100 150 200 250 300 350 400 450 500 550 600 650
m/iz
[RT | Name | sI | Library | Formula
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1495 | 2-Methyl-2-[(1-E,3Z-E,SE)-4-methyl-6<2,6,6-trimethyl-1-cyclohexenyl)-1,3,5- 229 mainlib C20H3002
hexatrienyl}-1,3-dioxolane
14.95 | Santolina alcohol 386 mainlib CI0H180
14.95 | Verrucarol 492 mainlib C15H2204
1
:
:
2
8
@
o 358.71 401.07
50 100 150 200 250 300 350 400 450 500 550 600 650
mz
RT Name SI Library Formula
16.49 | 2,6-Dimethyl-3,5,7-octatriene-2-ol, Z,Z- 337 mainlib CI0H160
16.49 | Diazoprogesterone 347 mainlib C21H30N4
16.49 | 8a(2H)-Phenanthrenol, 7-ethenyldodecahydro-1,1,4a,7-tetramethyl-, acetate, [4as- | 355 mainlib C22H3602
(4a,4bw,7u,8a, 10aw)-
3 213.07
8
]
:
2
B 20-
x 417.03 462.11 525.96 597.11
lI]I‘I‘I‘IIITTITT]III]]I’IT‘Y_]
400 450 500 550 600 850
RT Name SI Library Formula
17.04 | Dimethyl 3-hydroxy-6-oxo-2 4,5-trimethyltetrahydropyran-2,3-dicarboxylate 186 mainlib C12H1807
17.04 | Cyclopropane, 1,1-dibromo-2-chloro- 283 mainlib C3H3Br2Cl
17.04 | Stannane, chlorotriethyl- 490 mainlib C6H15CISn
100~ 285.06
o
B
=
?g | 7310
I | 151.09
£ 20| 224.99 355.07
@ : 1q7,10 . ’ 418.11 491.08 538.82 579.02
1 [ N 1 A (o P e i i e i [t S i s
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
17.98 | (5S,6R)-Thymidine glycol » 67 nist_msms C10HI6N207
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17.98 | 2-Amino-1-(o-hydroxyphenyl)propane 197 mainlib C9H13NO
1798 | Benzyl alcohol, i(1-aminoethyl)-m-hydroxy-, (-)- 266 replib CSHI3NG2
1 285.08
8
G
:
£
[} 73.11
°© 1563.12  209.07
o \ [ 111.14 ﬂ‘[ Lo L 376.94 418.87 46215 5 572. 635.59
GIIIIII|IIIT T el el e Tl T TR¥ 7 ] & T Ll ] sl T T U ol T ]
50 100 150 200 250 300 400 450 500 550 800 650
miz
RT Name SI Library Formula
18.29 Diazepam 463 nist_msms C16H13CIN20
18.29 Diazepam 629 nist_msms C16H13CIN20
18.29 Oxazepam 647 nist_msms CI15H11CIN202
1
:
:
2
L
¥ 127.13
x MJ.; P e T ‘21.?.08 281.10 343.11 434.02 494.00 549.30 600.89
|Y]1]I11llII]IIYI[IIII[IIII"II‘[IKI|]|1T1]IIII]IIII|Illl|
50 100 150 200 250 300 350 400 450 500 5§50 600 650
m/z
RT Name SI Library Formula
24.36 | 2-Amino-octadec-7-ene-1,3-diol butaneboronate 269 mainlib C22H44BNO2
24.36 | 3-Methyl-3-hexen-2-ol 385 mainlib C7H140
24.36 1-Methylcyclooctanol 405 mainlib C9HI180
1
g 803| |
sl ]
g 407 |
- zc»_J |
“ Ak L J 186.08 266.01 342.96 385.26 429.04 50145 54951  607.27
[I TT\I|I]I!TI|)!Y\]ITI‘]’YITTTTI]]]IIll]7||l]l|1l|ll!1]llll]
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
25.72 | Decanoic acid, 2-methyl- 592 mainlib C11H2202
25.72 | Undecanoic acid, 2-methyl- 674 mainlib CI12H2402
25.72 | Decanoic acid, methyl ester 698 replib C11H2202
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100 13543 20908
8
c
g
4
3 2 342.05
e . : 40010 45824 533.53 626.08
1730 T I e e 1 L e o o o e e
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
28.02 | Phosphine, [[bis(pentafluorophenyl)phosphino]ethynyl]diphenyl- 160 mainlib C26H10F10P2
28.02 | 5-O<(tert-butyldimethylsilyl)-thymidine 262 mainlib C16H28N205Si
28.02 | Ethyl phosphoric acid, di-TMS derivative 342 mainlib C8H2304PSi2
100+ 55.07
E o]
_g ] 143.14
60 |
<
'g 40; 22499
2 20| | ‘ t "~ 28110 34486 il
* 05 &m':‘:h: jﬁl"'ll Jlt""l'"l“f b 4 l}”‘ﬁ 711(‘111‘[‘ (L‘x il I‘L] by T 117 T lale? 1‘?8{-2151 LA S e ?915‘(691 T
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
30.06 | 1-Naphthalenepropanol, rethenyldecahydro-2,4-dihydroxy-,2,5,5,8a-pentamethyl- | 93 mainlib C20H3603
, [IR-(1«R*),2u,4,4au,8ay)-
30.06 | Oxireno[4.5]cyclopenta[l,2-c]pyran-2(1bH)-one, 1a,4,5,5a,6,6a-hexahydro-5a,6- | 118 mainlib CSHI205
dihydroxy-1a-methyl-, (1as,1by,5a,61,6a)-
30.06 | Oxireno[4,5]cyclopenta[1,2-c]pyran-2(1aH)-one, hexahydro-5a,6-dihydroxy-1a- 122 mainlib C9HI1205
methyl-, (1ay,1bu,5au,61,6a:-
1 73.08
8 225.06
&
:
% 28501 341.04
R v
429.07
Oirlr‘v—rk“f“r*{‘r‘ﬁ_l#r‘ﬁ* Il]ll[lllll]llll]lII[]I4.817.[0]31lY.]l|[I[116:l37!55
50 100 150 200 450 500 550 600 650
mIZ
RT Name SI Library Formula
32.72 Cortisone 102 nist_msms C21H2805
3272 | 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy)tetrasiloxane 275 mainlib C13H40058i6
32.72 1,1,1,3,5,7,9,11,11,11-Decamethyl-5-(trimethylsiloxy)hexasiloxane 306 mainlib CI13H4206Si7

Page 105 of 11
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71.10

8

99.07 45747
|

Relative Abundance
iy

106

128.16 224.99
269.07
! 358.62 460.97
||llJ L th.Lll l|JJ ||J'l FIY TN SRS TN Y M |f114l.86u. L 597'02 596.91
l1|l]|Ill]lllI[lIll]llll]ITII']ITFIIIII}|IIT[II7_F]
50 100 150 200 250 300 350 400 550 800 650
miz
RT Name SI Library Formula
3294 | 4,4'-Dicarboxybenzhydrol 298 mainlib CI5H1205
3294 | Butane, 1-(benzyloxy)-2-[(benzyloxy)methyl]-4-chloro- 307 mainlib C19H23CIO02
32.94 | 2-Phenyl-4-ethoxycarbonyl-3H-imidazo[1,5-b]pyridazine-5,7-(6H)-dione 340 mainlib C15H13N304
1 87.07
g ZZ% =
o
§ 171.15
2
13
g, | ‘
© : |
m ‘u} J?‘l(”‘L T [ T Yﬂl 2[114‘.'1121 72[59T.2731 T ]3118;! 13[61'1[41 ¥ [4?81.“Fl4[6l T ] T 71544.[38l ISI“I.EOT 9?8';0]4
50 100 150 200 250 300 350 400 450 550 600
mz
RT Name SI Library Formula
34.15 | Octadecanoic acid, 11-methyl-, methyl ester 462 mainlib C20H4002
34.18 2,3-Dimethyl-3-decanol 550 mainlib C12H260
34.15 | Undecanoic acid, 2-methyl- 670 mainlib C12H2402
100-, 73.07
e 157.13
& 807
% a0
3 60 12042 | 18513
£ |
in il
« 3 ' l { . 1{ y ., 26906 363.43 409.31 488.76 572.57 623.10
TTY]IIIITTTYT[)ITIf!I]T[ITII[lIlfﬁTTT'{IITﬁ]]Iff]IITYI
150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
36.93 | Phosphine, [[bis(pentafluorophenyl)phosphino]ethynyl]diphenyl- 206 mainlib C26HI10F10P2
36.93 | Heptanoic acid, 2-ethyl- 332 mainlib C9H1802
36.93 | Undecanoic acid, 2,8-dimethyl-, methyl ester 481 mainlib C14H2802
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1 7311
8
:
.
2
<
2 399.04
ara 469.09 54896  611.82
III]TIIT]Y!II[!lll]]lTT‘(jT‘[ﬁ
400 450 500 550 600 650
RT Name S1 Library Formula
38.79 | Proadifen 163 nist_msms C23H31NO2
3879 | 1,1,1,3,5,5,5-Heptamethyltrisiloxane 205 mainlib C7H22028i3
38.79 | 2-Phenyl-4-ethoxycarbonyl-3H-imidazo[ 1,5-b]pyridazine-5,7-(6H)-dione 299 mainlib CISHI3N304
100 191.16
g 80 119.14
§ 60- 83.12
g 40
5 207
o 19.
* oj : leugw 20812 34497 387.13 436.98 533.07 57747 63586
: T L | rlll'lll‘[llll]lTIl‘l(\l]]lY]*[]I)l]l!l‘r]llll]
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
39.17 | Iron, acetyldicarbonyl[(1,2,3,4,5-0)-1,2,3,4,5-pentamethyl-2 4-cyclopentadienyl]- | 161 mainlib C14H18FeO3
39.17 | Diallylmethylchlorosilane 357 mainlib CTHI3CISi
39.17 | Spiro[4.5]dec-7-ene, 1,8-dimethyl-4-(1-methylethenyl)-, [1S-(1,4u,50)- 410 mainlib CI5H24
143.11
8
8
) 199.18
3
'
2
3
® ' JL ! | l l | w218 335.95 417.97 46293 552.13
!I]|IT1_[‘FIIIIITT‘TTrj‘T1_|'I|!T]]IT|]FYIX|l|l![1Tl|]|(ITj
150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
41.77 | 7-Tridecanol, 7-ethyl- 476 mainlib CI5H320
41.77 | Tetrabutylsilane 542 mainlib C16H36Si
41.77 | Tridecanoic acid, 12-methyl-, methyl ester 738 mainlib CI15H3002
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1 105.05
.
c
-
E 60—: 77 08 164.14
=] |
40 |
% 3 167.13
o 20—
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50 100 150 200 250 300 350 400 450 500 550 600 650
mz
RT Name SI Library Formula
4324 | Orciprenaline 170 nist_msms C11HITNO3
43.24 | Isoprenaline 295 nist_msms C11H17NO3
43.24 | Benzyl Benzoate 628 NISTDEMO | C14HI1202
8
g
2
=
&
SB00 8220 600
550 600 650
[RT Name SI Library Formula
4426 | 5'-O<(tert-butyldimethylsilyl)-thymidine 252 mainlib C16H28N205Si
44.26 | 2-Phenyl-4-ethoxycarbonyl-3H-imidazo[1,5-b]pyridazine-5,7-(6H)-dione 320 mainlib CI5SHI3N304
4426 Tetrazepam 409 nist_msms C16H17CIN20
100, 243.17
g 80—: 159.22
§ 60; 18717
2405 |
i
JER I TR AT 355.05 400.97 489.22 624.
][111][11!11!|I|!|]]]TI$1]IT‘IIIII1_F!|]1|l'rT—IIIII'|
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
45.99 | Ferrocene, [1-(hydroxyimino)ethyl]-, (Z)- 202 mainlib CI2HI3FeNO
4599 | Ethanone, 1-(5,6,7,8-tetrahydro-3,5,5,6,8,8-hexamethyl-2-naphthalenyl)- 390 mainlib C18H260
45.99 | Ethanone, 1-(5,6,7,8-tetrahydro-3,5,5,6,8,8-hexamethyl-2-naphthalenyl)- 467 mainlib C18H260
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100- 81.12
£ o
o
o 40 123.17
£ ] 207.13
g 20 268.08
B A ho | 20898 3834 40103 g0z 56282 62135
[IITII|ll[!IIT]IlIY]II|l][l]l]lll|]l’TTl](l—lT‘)
50 100 150 200 250 300 350 400 450 500 550 600 650
miz
RT Name SI Library Formula
47.93 | 1,2-Dioxin-3-acetic acid, 6-(8,10-dodecadienyl)-3,6-dihydro-6-methoxy-, methyl | 243 mainlib C20H3205
ester, [3‘,6'96(8E: IOE)]-
47.93 | Ethyl 2-aza-3-oxatricyclo[3.3.3.0(1,5)Jundecane-4-carboxylate 296 mainlib CI2HI9NO3
47.93 | Kauran-18-al, 17-(acetyloxy)-, (4u)- 422 mainlib C22H3403
100, 143.15
§ ] 87.07
o
§ 60+ 171.16 .-
g 407 (
3‘; 20 l 270.16
€ 5 wal L LL l | 32488 38710 43802 50839  563.04 644.57
[7]][‘lllr]llll‘[flllTTlll]]l I]l1|l[lT1ﬁ|ll|[1'7![11‘[7_‘
50 100 150 200 250 300 350 400 450 500 550 800 650
m/z
RT Name SI Library Formula
48.69 | Dimethyl 2-carbethoxy-cyclopropane-1,1-dicarboxylate 189 mainlib C10H1406
48.69 | Hexadecanoic acid, methyl ester 698 mainlib C17H3402
48.69 | Hexadecanoic acid, methyl ester 701 replib CI17H3402
1
8
[
£
'
358.85
§ 401.06
d LTﬂ | |, . 45916 50819 55050 604.13
III[IIIT]I|74|011T"|7IIIT|1!TI!YIII|
50 100 150 200 250 300 350 400 450 500 550 600 850
m/z
RT Name SI Library Formula
49.30 | 5'-O<(tert-butyldimethylsilyl)-thymidine 268 mainlib C16H28N205Si
49.30 | 2-Phenyl-4-ethoxycarbonyl-3H-imidazo[1,5-b]pyridazine-5,7-(6H)-dione 325 mainlib CISHI3N304
49.30 | Benzeneacetic acid, 4-methoxy-i-{trimethylsilyl)oxy]-, trimethylsilyl ester 343 mainlib C15H2604512
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100 55.12
8 96.07
5
:
l}
£ 264.15
- 222.16 l
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50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
54.15 | 1,2-Dioxin-3-acetic acid, 6~8,10-dodecadienyl)-3,6-dihydro-6-methoxy-, methyl | 338 mainlib C20H3205
ester, [3,6,6(8E,10E)]-
54.15 | Bicyclo[4.1.0]heptane, 7-pentyl- 363 mainlib CI2H22
54.15 | Cyclohexaneethanol, u-methylene- 367 mainlib CSH160
100, 143.17
2 80_: 87.10 199.17
3 60 256.22
@ 40 298.25
£ 1 |
i Ll L
05 J*JIIJLILF‘ ‘|‘ ILI.JI |}‘['uj‘;l | - S P 51 l?5|5hl(”? T \4129'1'0181 TT (49|6f2191 |515?'6le T |??$i‘|
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Name SI Library Formula
55.01 Proadifen 139 nist_msms C23H31NO2
55.01 | Benzeneacetic acid, 2-methoxy-{itrimethylsilyl)oxy]-, methyl ester 327 mainlib C13H2004Si
55.01 | Octadecanoic acid, methyl ester 404 replib CI9H3802
100
8 s
&
:
2 40
2
3 449.24 57745  630.16
N ) 1 LA B e |
450 500 550 600 650
RT Name SI Library Formula
56.17 | Proadifen 202 nist_msms C23H31NO2
56.17 | 1-Ethyl-4-methoxy-9H-pyrido[3,4-b}indole 299 mainlib C14H14N20
56.17 | Tetrazepam 391 nist_msms C16H17CIN20
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281.09

-

Relative Abundance
?l 1 l$l | l%l 1 I$I 1 l$i L 1$

225.00

637.11
L TR T P O O I S G
550 600 650

RT Name SI Library Formula
58.19 | 5'-O+tert-butyldimethylsilyl)-thymidine 258 mainlib CI16H28N205Si
58.19 | 2-Phenyl-4-ethoxycarbonyl-3H-imidazof 1,5-b]pyridazine-5,7(6H)-dione 337 mainlib CISHI3N304
58.19 | Tetrazepam 401 nist_msms C16HI7CIN20









