LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.922 478 482 488 rBvV 65078 82567 3.06% 0.226%
2 5.328 547 551 555 rBV 2437273 2633949 97.59% 7.204%
3 6.363 722 727 738 rBvV 2552284 2677254 99.19% 7.323%
4 6.486 744 748 751 rBV 2917485 2699064 100.00% 7.382%
5 6.716 783 787 795 rBvY 922351 759927 28.16% 2.079%
6 6.869 809 813 817 rBvV 2282587 2107832 78.09% 5.765%
7 7.281 878 883 886 rBVY 1630643 1658659 61.45%  4.537%
8 7.998 1001 1005 1022 rVB 1101761 1007624 37.33% 2.756%
9 9.075 1183 1188 1191 rBV 2953624 2662681 98.65% 7.283%
10 9.469 1250 1255 1263 rBV 415069 347846 12.89% 0.951%
11 9.680 1285 1291 1295 rBV 100498 81742 3.03% 0.224%
12 9.751 1299 1303 1312 rVB 1073109 970388 35.95% 2.654%
13 10.180 1372 1376 1379 rVB 117710 98584 3.65% 0.270%
14 10.398 1407 1413 1416 rBV2 30327 44661 1.65% 0.122%

15 10.539 1433 1437 1447 rVB 1393822 1260250 46.69% 3.447%

16 10.651 1453 1456 1463 rBvV2 107968 110830 4.11% 0.303%

17 11.098 1529 1532 1535 rBV2 45047 38619 1.43% 0.106%
18 11.233 1551 1555 1559 rBvV 827658 760123 28.16% 2.079%
19 11.286 1562 1564 1567 rVB2 42746 36586 1.36% 0.100%
20 11.727 1634 1639 1642 rVB 48191 57510 2.13% 0.157%
21 11.763 1642 1645 1648 rBV2 41367 45997 1.70% 0.126%
22 11.921 1669 1672 1679 rVB4 48599 50003 1.85% 0.137%
23 12.374 1746 1749 1755 rBV 67683 64701 2.40% 0.177%
24 12.639 1791 1794 1797 rBV2 34161 31076 1.15% 0.085%
25 12.821 1820 1825 1828 rBV 1817489 1618838 59.98% 4.428%
26 13.215 1888 1892 1894 rBV 88987 87772 3.25% 0.240%
27 13.245 1894 1897 1899 rBV3 37224 31155 1.15% 0.085%
28 13.339 1908 1913 1916 rVvv4 28183 48424 1.79% 0.132%
29 13.380 1916 1920 1924 rVB4 19291 34680 1.28% 0.095%

30 13.715 1973 1977 1981 rBV 265724 291383 10.80% 0.797%

31 13.874 1997 2004 2011 rBV 757241 802926 29.75% 2.196%
32 13.968 2016 2020 2024 rBV7 23883 33474 1.24% 0.092%
33 14.039 2028 2032 2037 rVB 41334 50964 1.89% 0.139%
34 14.345 2080 2084 2091 rBV2 387999 441506 16.36% 1.208%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF012218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.639 2129 2134 2138 rBV3 72697 105527 3.91% 0.289%

36 14.704 2140 2145 2149 rVB 112814 145682 5.40% 0.398%

37 14.851 2166 2170 2174 rBV6 40585 59329 2.20% 0.162%
38 14.915 2178 2181 2184 rVVv4 49561 74135 2.75% 0.203%
39 14.962 2184 2189 2200 rVB 1452131 1643383 60.89% 4._.495%
40 15.204 2227 2230 2233 rBV2 44524 42440 1.57% 0.116%
41 15.298 2241 2246 2253 rBVY 556899 775796 28.74% 2.122%
42 15.556 2287 2290 2295 rVB3 39754 55110 2.04% 0.151%
43 15.627 2299 2302 2310 rVB2 60038 90372 3.35% 0.247%

44 15.733 2314 2320 2325 rVV 1216425 1827412 67.71% 4.998%
45 15.780 2325 2328 2336 rVB 109576 161505 5.98% 0.442%

46 15.845 2336 2339 2341 rBV3 27605 39987 1.48% 0.109%
47 15.980 2358 2362 2372 rVB2 124454 285929 10.59% 0.782%
48 16.198 2397 2399 2406 rVB2 59347 80706 2.99% 0.221%

49 16.703 2480 2485 2489 rBVS 66705 132025 4_89% 0.361%
50 16.756 2490 2494 2501 rVvVv 180683 330492 12.24% 0.904%

51 16.827 2502 2506 2518 rVBS8 79765 208959 7.74% 0.572%
52 17.221 2566 2573 2577 rBV3 378243 930550 34.48% 2.545%
53 17.421 2600 2607 2614 rVB3 243335 524850 19.45% 1.436%
54 17.533 2621 2626 2630 rBV7 61253 125337 4.64% 0.343%
55 17.656 2639 2647 2657 rBV2 460594 1421425 52.66% 3.888%

56 17.750 2658 2663 2674 rVB7 259948 726069 26.90% 1.986%
57 17.974 2694 2701 2719 rBV6 369159 1586911 58.79% 4.341%
58 18.109 2719 2724 2731 rVV4 149226 430201 15.94% 1.177%
59 18.180 2732 2736 2748 rVB5 141620 347600 12.88% 0.951%
60 18.533 2790 2796 2803 rVB9 90848 230047 8.52% 0.629%

61 18.991 2870 2874 2876 rBv4 32142 50435 1.87% 0.138%
62 19.162 2897 2903 2921 rVB6 124454 398630 14.77% 1.090%

Sum of corrected areas: 36560439
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF012318\
BF102368.D
24 Jan 2018

SJ3/J

U

J1269-01

22

3:09

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.49 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.49 71.03 ng 2699060 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.492 min): BF102368.D (-744) (-) m/z 132.00 100.00%
5000
68
6 ISR R R R
40 54 75 104 6.20 6.40 6.60 6.80
o..,....,....,....,".'..7.,....??.I.'....,..?‘.7,..!.,.-:..,.1.1:‘3.,....,-'...,.. m/z 134.00 33.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 "'I""I"L'I""I""
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 68.05 32.92%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.00 21.39%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R maa e
132 6.20 6.40 6.60 6.80
m/z 69.05 13.05%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Heptadecyl heptafluorobutyrate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.72 7.26 ng 291383 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91

Abundance Scan 1978 (13.721 min): BF102368.D (-1973) (-) m/z 57.05 100.00%
g7
e T WLJ&
ﬂkl 1240 12160 1280 1400
141 230 : : : :
0 ....,....,.L.J..,1.6.8.1.9,5....,..25.‘1.,....,....,....,...., m/z 43.10 81.27%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 SR BN DU A B
111 13.40 13.60 13.80 14.00
- ‘ m/z 71.05 57.52%
169 238
obi i \ L | ‘1%9‘,, <
m/z--> 0 50 200 250 300 350 400 450
Abundance
57
83 13.40 13.60 13.80 14.00
5000 m/z 55.00 49.85%
29 111
Oy |"%%%%§?{gf'%%7'%§q L AR DAL UURLL SU
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate A e m e
57 13.40 13.60 13.80 14.00
. m/z 69.10 45.38%
5000
- 125
0 | | 169106000 266294 339 490
m/z--> 0 55 100 150 200 250 360 350 400 450 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tritetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .34 11.00 ng 441506 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 91
3 Octadecane, 1l-chloro- 288 C18H37ClI 003386-33-2 91
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2083 (14.339 min): BF102368.D (-2080) (-) m/z 57.05 100.00%
57
5000 xﬁ__ﬂ\_*w__Jk_vwﬁajLw_\,
NNV BN U
141 14.00 14.20 14.40 14.60
ob bbbt 22s s | "m/z 43.05 66.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 LR DA SO B BULRE
14. oo 14. 20 14. 40 14.60
97 m/z 71.10 58.87%
0 ‘L$M\\}41 183 225 267 323 379 421 463 505 547 604
miz--> 0 §o 160 1éo 200 250 300 350 400 450 560 séo 660
Abundance
43
14.00 14.20 14.40 1460
5000 85 m/z 85.05 45 .68%
o 125155 210
m/z--> 0 §o 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #134594: Octadecane, 1-chloro- N EERmsEEEs s e
57 14.00 14.20 14.40 14.60
m/z 55.05 26.83%
- #b.J,‘J‘M
1
ol.26 LM.P?. 75 217 252 288
m/z--> c') 5'0 1(')0 150 200 250 300 350 400 4&'30 5(')0 5&1;0 6(|)O 14. 00 14. 20 14. 40 14. 60 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Supraene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.70 3.76 ng 145682 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 7,11-Dimethyldodeca-2,6,10-trien. .. 208 C14H240 125529-10-4 80
4 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 000762-29-8 64
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl1l4H24 062951-96-6 56
Abundance Scan 2144 (14.698 min): BF102368.D (-2140) (-) m/z 69.10 100.00%
69
4 UL AL B U
135 14.40 14.60 14.80 15.00
162 17208
o & 201281 m/z 81.10 57.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L LI BULIULE B SR
14,40 14.60 14.80 15.00
41 o 137 m/z 41.10 25.67%
o w b p 1 337 ] 163 191 217 245 273 299 341 367 410
L TT T L L LN LN UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14.80 15.00
5000 m/z 95.05 15.50%
41
95 137
0 117 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R R e R
69 14.40 14.60 14.80 15.00
m/z 135.05 11.64%
5000
41
95 137
oL L, J luws  Ses I
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .96 42 .37 ng 1643380 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2189 (14.962 min): BF102368.D (-2184) (-) m/z 57.10 100.00%

5000

113 141 14.60 14.80 15.00 15.20
o 169197 239267294323 365 m/z 71.10 66.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
85
5000

14.60 14.80 15.00 15.20
m/z 43.10 58.16%

29
0 \‘ . ‘ “\ h h‘ u‘ \ \1\16.9 197 225253 296
T A e e o B E s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

14.60 14.80 15.00 15.20
5000 85 m/z 85.05 47 . 70%
29

o 113141169197 225 253 281 300 337365 394

I o e B e L A I o e o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

14.60 14.80 15.00 15.20
m/z 55.05 21.82%

5000 ~N-/\ﬂkvwf~”JL\N~n‘/‘AJb\ﬂﬁ
| 113141169197 225253 281309337 379 421449477 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.73 47.11 ng 1827410 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 2320 (15.733 min): BF102368.D (-2314) (-) m/z 57.10 100.00%
57
5000 85 /\«
R e
141 15.40 15.60 15.80 16.00
B — ll e 109 197 239 267 295 337 319 | nyz 71.10  65.51%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 SR SRR SRR SRR
85 1540 15.60 15.80 16.00
29 m/z 43.10 55.44%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 15.40 15.60 15.80 16.00
5000 m/z 85.10 49_.19%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #141429: Eicosane, 2-methyl-
57 15.40 15.60 15.80 16.00
m/z 55.10 19.69%
5000 ~*Awd»~’v\d\—j\\v~wﬂﬁwﬁf~dk
85
29
0 |‘ 1| M1 |1 \] J 1?“-3‘141 169 197 253 281
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Trifluoroacetic acid, penta... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.78 4.16 ng 161505 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 72
2 Octacosanol 410 C28H580 000557-61-9 64
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 64
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 58
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 58
Abundance Scan 2328 (15.780 min): BF102368.D (-2325) (-) m/z 97.10 100.00%
g7
57
5000
125 LN U AN SUNILE
157181 218 265 297 15.40 15.60 15.80 16.00
ob—tlli m/z 83.10 97 .96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164114: Trifluoroacetic acid, pentadecyl ester
57
5000 SRR UM RN LR B
111 15.40 15.60 15.80 16.00
” o m/z 57.10 73.49%
255
ol ip H““ h\ A “Illﬁ? I ..?0§.. R —
m/z--> 50 200 250 300 350 400 450
Abundance
57
o1 AR SUNRE SRR SUNRE I
15.40 15.60 15.80 16.00
5000 m/z 69.05 68.45%
125
o 29 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester A B s B B
57 15.40 15.60 15.80 16.00
97 m/z 55.10 62.73%
5000
125
29
oL d Al l L 1010622252 a7 448
m/z--> 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00 |
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 dl-_alpha.-Tocopherol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.98 7.37 ng 285929 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dl-_alpha.-Tocopherol 430 C29H5002 010191-41-0 91
2 Vitamin E 430 C29H5002 000059-02-9 91
3 (+)-.gamma.-Tocopherol, O-methyl- 430 C29H5002 1000374-72-2 91
4 _.alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 74
5 9-Ethylfluorene 194 C15H14 002294-82-8 53
Abundance Scan 2362 (15.980 min): BF102368.D (-2358) (-) m/z 165.10 100.00%
165
5000
D g 0 T | M0 wo 15601580 1000 107
oY RN B a5 -~ - M m/z 164.05  30.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222353: dI-.alpha.-Tocopherol
165
5000
15.60 15.80 16.00 16.20
43 430 m/z 430.40 16.95%
69 136 205
ol iy Stuel | L 246 26 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
1560 15.80 16.00 16.20
5000 43 m/z 166.10 12 .53%
430
71
97 121143 205 520251275 301 341 368402
L L L L W U WA
m/z--> 50 100 150 200 250 300 350 400
Abundance #222360: (+)-.gamma.-Tocopherol, O-methy!-
165 15.60 15.80 16.00 16.20
430 m/z 43.00 11.32%
5000
205
ob— :‘,‘.7.1. 05 7 ) 1281 260268316344 372 | e
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Eicosane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.76 8.52 ng 330492 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Hentriacontane 437 C31H64 000630-04-6 81
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2495 (16.762 min): BF102368.D (-2490) (-) m/z 57.10 100.00%
g7
5000 85 \VHN,A0¢4¢//\J\VN~,J-/\
4 113 16.40 16.60 16.80 17.00
141 169 225
ol o UL M 109 188203 225 gmizer g5 | oR o R ey,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141429: Eicosane, 2-methyl-
57
5000 4 LA UL B
85 16,40 16.60 16.80 17.00
m/z 43.10 51.03%
0 H‘ ‘\ h il ) e l 141 ! 169 197 253 281
m/z--> 20 Jo 60 80 100 150 140 1éo 180 200 220 240 260 280 300
Abundance
57
85 16.40 16.60 16.80 17.00
5000 4l m/z 85.10 46.01%
141
ol 26 13 169184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane L B m S
57 16.40 16.60 16.80 17.00
m/z 99.10 17.48%
85
5000
4
113
0 ‘ L [ e a6 197 225 253268 296
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300 16,40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Stigmasterol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.83 5.39 ng 208959 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmasterol 412 C29H480 000083-48-7 42
2 19-Norpregn-4-ene-3,20-dione 300 C20H2802 000472-54-8 18
3 Chondrillasterol 412 C29H480 000481-17-4 15
4 Cycloprop[7,8]ergost-22-en-3-ol,... 412 C29H480 053866-87-8 11
5 Cyclohexanecarboxylic acid, 2,2,... 258 C9H13CI302 1000354-65-0 11
Abundance Scan 2507 (16.833 min): BF102368.D (-2502) (-) m/z 57.10 100.00%
5000
' 16.60 16.80 17.00 17.20
ob—— m/z 83.05 90.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216705: Stigmasterol
55 83
255
5000 LU SUMRE UM UL R
16.60 16.80 17.00 17.20
18 300 g5 394 m/z 55.00 88.74%
0 ‘ \‘I \I | 77 ‘\ \327 ‘ 372 ‘ 4t|'|5|
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
' 16.60 16.80 17.00 17.20
5000 110 m/z 69.00 85.03%
79 147 215 300
173 258
O S o T A et
m/z--> 50 100 150 200 250 300 350 400
Abundance #216706: Chondrillasterol B REEREESEET
55 16.60 16.80 17.00 17.20
271 m/z 97.05 78.74%
5000
412
“‘ 173 213 24 300 369
o~ H.‘.!....l‘.‘.‘..“l... L
m/z--> 50 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 _beta.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.22 23.99 ng 930550 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.beta.-Sitosterol 414 C29H500 000083-46-5 99
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 93
3 Campesterol 400 C28H480 000474-62-4 50
4 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 50
5 Kauren-18-ol, acetate, (4.beta.)- 330 C22H3402 072150-74-4 38
Abundance Scan 2573 (17.221 min): BF102368.D (-2566) (-) m/z 43.10 100.00%
43
107 145
5000 81 213

303 329

414 IIIIIIIIIIIIIIIIIIIIIII
381 17.00 17.20 17.40 17.60

m/z 107.10 63.33%

i

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
5000 LA B L L L L L LB
81 105 " 17.00 17.20 17.40 17.60
18 m/z 55.10 63.11%
213
73 255 303329
04— “: “ H \H 234 276 354 381
m/z--> 0 200 250 300 350 400
Abundance
43
S RREE S
17.00 17.20 17.40 17.60
5000 81 4107 m/z 145.05 62.37%
145 203 414
213
173 255 329 381
0 234 | 276 354
T L o o o LA T o S !
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212387: Campesterol R
43 17. 00 17. 20 17. 40 17. 60

m/z 57.05 60.92%

5000
81 107 400
289 315
‘H\ \‘u H‘\ H\ Ll \\n Lol , t2342?5 |1 3%

0t . R E— Snaiaant b aat

m/z--> 0 50 OO 150 200 250 300 350 400 17. 00 17. 20 17. 40 17. 60

8270-BF012218_.M Wed Jan 24 15:05:41 2018 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknownl7.42 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.42 13.53 ng 524850 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopyran-2-one, 7-acetyl-_.. 260 C14H1205 129812-32-4 47
2 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 46
3 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 46
4 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 46
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 43
Abundance Scan 2607 (17.421 min): BF102368.D (-2600) (-) m/z 218.20 100.00%
218
5000
257 283 409 17.20 17.40 17.60 17.80
0! m/z 203.20 93.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110556: 2H-1-Benzopyran-2-one, 7-acetyl-8-(acetyloxy)-4-m...
203
43
5000
17.20 17.40 17.60 17.80
175 m/z 55.05 38.33%
L% L uewr 7T | s a0
O R e e LI e e e e e e e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
41 91 133 17.20 17.40 17.60 17.80
5000 175 m/z 95.10 31.76%
67
111
L L L L WL S U B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #75613: 8-Amino-6, 7-dimethoxy-4-methylquinoline N B B !
218 17.20 17.40 17.60 17.80
m/z 69.10 30.84%
5000
160
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 _alpha.-Amyrin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.66 36.64 ng 1421430 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 87
2 _beta.-Amyrin 426 C30H500 000559-70-6 81
3 5-(1-NaphthyDtricyclo[4.1.0.0(2... 218 C17H14 107729-05-5 80
4 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 70
5 4,4,6a,6b,8a,11,11,14b-Octamethy... 424 C30H480 1000194-62-4 58
Abundance Scan 2648 (17.662 min): BF102368.D (-2639) (-) m/z 218.20 100.00%
218
5000
057 17.40 17.60 17.80 18.00
o 285 311 398 426 | "m/z 203.20 75.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221184: .alpha.-Amyrin
218
5000
17.40 17.60 17.80 18.00
o 135 189 m/z 95.05 27 .79%
0 43 qg\‘u Lo 28 77 | 243 272 297 339 365 393 4%6
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
17.40 17.60 17.80 18.00
5000 m/z 69.05 23.53%
69 95 189
43 135
o 161 257 286 311 337 365 393 426
m/z--> 50 100 150 200 250 300 350 400
Abundance #75998: 5-(1-Naphthyl)tricyclo[4.1.0.0(2,7)]hept-3-ene A EAREE ma S
218 17.40 17.60 17.80 18.00
m/z 189.20 21.33%
5000
108
189
152
039|638zulzaltmlu e RZAh N SOV S
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 1-Isopropenyl-3-propenylcyc... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.75 18.72 ng 726069 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 51
2 Ethane, 1,2-dibromo- 186 C2H4Br2 000106-93-4 22
3 Ethane, 1,1-dibromo- 186 C2H4Br2 000557-91-5 22
4 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 22
5 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 20
Abundance Scan 2663 (17.750 min): BF102368.D (-2658) (-) m/z 205.20 100.00%
o a1 197 205
5000
17.40 17.60 17.80 18.00
o m/z 107.10 99.81%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #23964: 1-1sopropenyl-3-propenylcyclopentane
7 107
41
5000 LN SURIUR SN BRI
17.40 17.60 17.80 18.00
‘ 135 m/z 121.10  95.44%
0 “NNMM”'1""|""|""|""|""|"'
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
27 107
17.40 17.60 17.80 18.00
5000 m/z 109.10 92 _.51%
o 53 81 160 188
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #50442: Ethane, 1,1-dibromo- R EE R a s
107 17.40 17.60 17.80 18.00
m/z 81.00 79 .34%
5000
0 8‘11 ([ 160 18\8
m/z--> 0 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Longifolenaldehyde Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.97 40.91 ng 1586910 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Longifolenaldehyde 220 C15H240 019890-84-7 64
2 2-l1sopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000193-57-0 47
3 (-)-Neoclovene-(1), dihydro- 206 C15H26 1000152-82-1 45
4 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 44
5 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 43
Abundance Scan 2700 (17.968 min): BF102368.D (-2694) (-) m/z 95.10 100.00%
135 189
5000
17.60 17.80 18.00 18.20
0 m/z 109.05 90.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77531: Longifolenaldehyde
9
41 67
135
5000 205 L DA PR BRI SO I
163 17.60 17.80 18.00 18.20
m/z 189.20 88.95%
04 I\w‘H\I\LI‘wIHII\II ||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
189
107 17.60 17.80 18.00 18.20
0
5000 41 g 135 161 m/z 135.10 88.66%
L L WL L L L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #66212: (—)—Neoclovene—(l), dihydro— L LI L L DL I
il 17.60 17.80 18.00 18.20
a1 107 m/z 81.05 88.08%
5000 135 163
191
0 |“J'““J'hl|“"' R VAR UL S L DA SN BRI UL I
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 unknownl8.11 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.11 11.09 ng 430201 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androstan-6-one, (56.alpha.)- 274 C19H300 003676-06-0 49
2 Caparratriene 206 C15H26 1000374-08-7 47
3 D-Homoandrostane, (6.alpha.,13.a... 274 C20H34 054482-31-4 43
4 Cyclohexene, 4-pentyl-1-(4-propy... 276 C20H36 108067-17-0 27
5 1-Formyl-2,2-dimethyl-3-cis-(2-m... 220 C15H240 1000144-10-0 25
Abundance Scan 2724 (18.109 min): BF102368.D (-2719) (-) m/z 259.25 100.00%
55 249
95 134

5000

17.80 18.00 18.20 18.40

0 m/z 55.00 81.02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122930: Androstan-6-one, (5.alpha.)-
259
55
5000 81 135 219 U DU SRR R BN
107 17.80 18.00 18.20 18.40
191 275 m/z 95.10 68.96%
e e
o |.‘.‘..“i‘l‘.‘.h.‘h'.‘!‘..J“....‘|.... ‘.‘...‘....J....‘ T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41 69 95
121 U PR SRR RN BN
17.80 18.00 18.20 18.40
5000 m/z 134.10 65.86%
163
137 191
207

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122979: D-Homoandrostane, (5.alpha.,13.alpha.)- A RARRE EaE
17.80 18.00 18.20 18.40

m/z 69.10 65.04%

5000

T I I T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Stigmast-4-en-3-one Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

18.18 8.96 ng 347600 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 68
2 Testosterone cypionate 412 C27H4003 000058-20-8 38
3 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 35
4 1,3-Benzenediol, 2-methyl- 124 C7H802 000608-25-3 30
5 Phenol, 2,6-diamino- 124 C6H8N20 022440-82-0 30

Abundance Scan 2736 (18.180 min): BF102368.D (-2732) (-) m/z 124.10 100.00%

124
43

5000

289

327 355 412 17.80 18.00 18.20 18.40
m/z 43.05 73.33%

253

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124

5000

17!80 18.I00 18!20 18.I40
m/z 57.10 54.52%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 124 1 47
R IEEE e
17.80 18.00 18.20 18.40
5000 2 m/z 55.05 41.05%
230
185 21 370 412
0 103 207 | 251 327
L B e e e L B o e e o T A A e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #134234: 3-(3-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone B e e e
124 17.80 18.00 18.20 18.40
m/z 229.20 40.07%
5000
95 288
o0 BT 10 177108 203 258 |
e L e e e e e o e e L B e e e e o e I B
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 unknownl18.53 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.53 5.93 ng 230047 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Phenanthrenone, 3,4,4a,4b,... 274 C19H300 007715-44-8 38
2 Ethanone, 1-[5-(5-trifluoromethy... 274 C11H9F3N20S 1000266-44-5 18
3 10H-Phenoxaphosphine, 2-ethyl-10... 274 C15H1503P 036360-91-5 18
4 4" -Nitro-3-(2-thienyl)acrylophenone 259 C13H9NO3S 006028-92-8 12
5 Supraene 410 C30H50 007683-64-9 12
Abundance Scan 2796 (18.533 min): BF102368.D (-2790) (-) m/z 259.15 100.00%
2%9
43 95
81
5000
18.20 18.40 18.60 18.80
o} m/z 43.00 77.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de...
259
274
5000 ISR BRR IR RS
1820 18.40 18,60 18.80
Ms5g0 Brom2n'® | _ase T m/z 95.10 74.78%
27 161 203 | 231
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
259
274 LU BN SUULEN BN
18.20 18.40 18.60 18.80
5000 m/z 274.30 64 .46%
43 6 187
o 95 119134 153167 211 231245
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122575: 10H-Phenoxaphosphine, 2-ethyl-10-hydroxy-8-methyl... et e L ey
259 18.20 18.40 18.60 18.80
274 m/z 119.10 64 .39%
5000
105120
. T ertheee!®  aa |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1820 18.40 18.60 18.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 2,4a,8,8-Tetramethyldecahyd... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.16 10.28 ng 398630 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 56
2 Cyclohexanone, 2,3,3-trimethyl-2._._. 206 C14H220 069296-90-8 43
3 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 38
4 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 38
5 2-Cyclohexen-1-one, 5-bromo-4,4-... 202 C8H11BrO 1000327-26-6 38
Abundance Scan 2903 (19.162 min): BF102368.D (-2897) (-) m/z 55.00 100.00%
55 109

5000 M

273 e
287302 18.80 19.00 19.20 19.40

m/z 109.10 86.07%

1L
RARRSRERZR Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene

81 95 123
4 55 137

o

5000 191 LA L e B e e

T T T T
206 18.80 19.00 19.20 19.40
163 m/z 95.10 83.25%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95 123
e B e B
a 101 18.80 19.00 19.20 19.40
5000 69 m/z 123.05 79.59%
137 206
163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... e B e B
4 81 95 18.80 19.00 19.20 19.40
m/z 125.05 66.72%
123
5000
55 147 218

175 203

’ T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102368.D

Acq On : 24 Jan 2018 3:09

Operator : SJ/JU

Sample - J1269-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .49 6.49 71.0 ng 2699060 1 6.72 759927 20.0
Heptadecyl heptaf... 13.72 7.3 ng 291383 5 13.87 802926 20.0
Tritetracontane 14_34 11.0 ng 441506 5 13.87 802926 20.0
Supraene 14.70 3.8 ng 145682 6 15.30 775796 20.0
Heneicosane 14.96 42.4 ng 1643380 6 15.30 775796 20.0
Octacosane 15.73 47.1 ng 1827410 6 15.30 775796 20.0
Trifluoroacetic a... 15.78 4.2 ng 161505 6 15.30 775796 20.0
dl-_.alpha.-Tocoph... 15.98 7.4 ng 285929 6 15.30 775796 20.0
Eicosane, 2-methyl- 16.76 8.5 ng 330492 6 15.30 775796 20.0
Stigmasterol 16.83 5.4 ng 208959 6 15.30 775796 20.0
-beta.-Sitosterol 17.22 24_.0 ng 930550 6 15.30 775796 20.0
unknownl7 .42 17.42 13.5 ng 524850 6 15.30 775796 20.0
-alpha.-Amyrin 17.66 36.6 ng 1421430 6 15.30 775796 20.0
1-Isopropenyl-3-p... 17.75 18.7 ng 726069 6 15.30 775796 20.0
Longifolenaldehyde 17.97 40.9 ng 1586910 6 15.30 775796 20.0
unknown18.11 18.11 11.1 ng 430201 6 15.30 775796 20.0
Stigmast-4-en-3-one 18.18 9.0 ng 347600 6 15.30 775796 20.0
unknown18.53 18.53 5.9 ng 230047 6 15.30 775796 20.0
2,4a,8,8-Tetramet... 19.16 10.3 ng 398630 6 15.30 775796 20.0
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