LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H4867-02 TS-WSG-16121-05

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF092016.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 heiaht area % max. total
1 1.655 4 6 62 rvB 3764193 11380502 100.00% 16.292%
2 4.581 259 262 272 rBV 394156 656464 5.77% 0.940%
3 5.061 301 304 306 rBY 2530102 3011606 26.46% 4.311%
4 6.159 396 400 402 rBVY 2136347 3310661 29.09% 4_.739%
5 6.262 406 409 411 rvv 2973133 3191370 28.04% 4 .569%
6 6.490 427 429 431 rBV 812657 733384 6.44% 1.050%
7 6.650 441 443 445 rVB 2293416 2497464 21.95% 3.575%
8 6.913 463 466 468 rBV 119892 157310 1.38% 0.225%
9 7.062 476 479 482 rBV 1762710 1907106 16.76% 2.730%
10 7.770 539 541 544 rBV 637839 900214 7.91% 1.289%

11 8.410 594 597 599 rvv 312735 403436 3.54% 0.578%
12 8.513 602 606 609 rBvV 125664 160646 1.41% 0.230%
13 8.856 634 636 638 rBVY 3184980 2851202 25.05% 4.082%
14 8.925 638 642 644 rvV 91233 142723 1.25% 0.204%
15 9.256 669 671 673 rBVY 1106236 892999 7.85% 1.278%

16 9.405 678 684 685 rvv3 69599 116402 1.02% 0.167%
17 9.439 685 687 692 rvvs 77937 199620 1.75% 0.286%
18 9.519 692 694 696 rvv 1172225 1136544 9.99% 1.627%
19 9.553 696 697 702 rVB 110414 135704 1.19% 0.194%
20 9.645 703 705 707 rvVv 86404 122828 1.08% 0.176%

21 10.296 759 762 765 rBV2 1457124 1897389 16.67% 2.716%
22 10.445 771 775 778 rBv2 171327 266903 2.35% 0.382%
23 10.536 781 783 784 rVB 102827 121551 1.07% 0.174%
24 10.571 784 786 789 rBvV2 57087 129568 1.14% 0.185%
25 10.891 810 814 820 rVB3 92907 175489 1.54% 0.251%

26 10.982 820 822 826 rBv2 969773 1038704 9.13% 1.487%
27 11.245 842 845 848 rVB3 96929 134008 1.18% 0.192%
28 11.393 856 858 860 rBvV 947401 851074 7.48% 1.218%
29 11.485 863 866 867 rBvV 275270 361791 3.18% 0.518%
30 11.553 870 872 879 rvVB 523793 618266 5.43% 0.885%

31 12.182 925 927 930 rBV 151279 134169 1.18% 0.192%
32 12.239 930 932 938 rBV 576779 821971 7.22% 1.177%
33 12.331 938 940 942 rBV 94971 117965 1.04% 0.169%
34 12.399 944 946 949 rBV 140977 181169 1.59% 0.259%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H4867-02 TS-WSG-16121-05

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.571 958 961 963 rBV 1547472 1831707 16.10% 2.622%

36 12.994 996 998 1000 rvv2 258849 260711 2.29% 0.373%
37 13.028 1000 1001 1003 rVV2 191069 254691 2.24% 0.365%
38 13.074 1003 1005 1008 rVB 103769 131277 1.15% 0.188%
39 13.417 1033 1035 1039 rBvV 99357 136158 1.20% 0.195%
40 13.485 1039 1041 1044 rVvVv 507370 651525 5.72% 0.933%

41 13.599 1048 1051 1057 rVB 459859 837751 7.36% 1.199%
42 14.114 1093 1096 1099 rBV 996569 1005619 8.84% 1.440%
43 14.468 1125 1127 1129 rVB 104384 143752 1.26% 0.206%
44 14.525 1130 1132 1134 rBVY 129841 154447 1.36% 0.221%
45 14.582 1134 1137 1140 rVB 87715 176252 1.55% 0.252%

46 14.685 1144 1146 1150 rBV2 546915 958862 8.43% 1.373%
47 14.914 1164 1166 1169 rBV 492754 598147 5.26% 0.856%
48 15.142 1184 1186 1190 rBV2 196310 283330 2.49% 0.406%
49 15.337 1200 1203 1204 rBV 280796 409993 3.60% 0.587%
50 15.371 1204 1206 1209 rVB 723790 962912 8.46% 1.378%

51 15.485 1213 1216 1218 rBV 164466 298605 2.62% 0.427%
52 15.645 1226 1230 1232 rBV2 114060 240700 2.12% 0.345%
53 15.840 1245 1247 1251 rVB2 92149 163577 1.44% 0.234%
54 15.954 1254 1257 1262 rVB2 197581 394707 3.47% 0.565%
55 16.091 1265 1269 1274 rBV6 90069 300991 2.64% 0.431%

56 16.205 1275 1279 1281 rBV2 135388 352890 3.10% 0.505%
57 16.251 1281 1283 1286 rVB 156212 253309 2.23% 0.363%
58 16.343 1286 1291 1294 rBV4 148191 476953 4._.19% 0.683%
59 16.537 1304 1308 1319 rBV4 688579 2331861 20.49% 3.338%
60 16.697 1319 1322 1326 rVV3 158684 385710 3.39% 0.552%

61 16.777 1326 1329 1332 rVV2 325319 753692 6.62% 1.079%
62 16.880 1335 1338 1342 rVV 336334 975624 8.57% 1.397%
63 16.960 1342 1345 1350 rVB2 329793 889729 7.82% 1.274%
64 17.143 1357 1361 1368 rBV3 436761 1727154 15.18% 2.473%
65 17.257 1368 1371 1374 rVV 316433 739007 6.49% 1.058%

66 17.325 1374 1377 1382 rVB 365601 891851 7.84% 1.277%
67 17.531 1392 1395 1404 rVV7 103375 423094 3.72% 0.606%
68 17.668 1405 1407 1409 rVvVv 73780 168696 1.48% 0.241%
69 17.726 1410 1412 1417 rVB2 108484 244151 2.15% 0.350%
70 17.977 1429 1434 1440 rVB2 278021 942365 8.28% 1.349%

71 18.137 1440 1448 1453 rVV 1607231 5023725 44.14% 7.192%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

3?22'6 i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 18.240 1454 1457 1465 rVB6 75418 285972 2.51% 0.409%
73 18.491 1474 1479 1484 rBV 265649 780154 6.86% 1.117%
74 18.720 1496 1499 1506 rVB6 60361 223118 1.96% 0.319%
75 19.223 1538 1543 1552 rBV4 113400 417895 3.67% 0.598%

76 19.429 1556 1561 1571 rVB2 159253 613253 5.39% 0.878%

Sum of corrected areas: 69854119
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF092316\

BF090202.D

23 Sep 2016 17:22

UM/SsJ

H4867-02

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TS-WSG-16121-05

Abundance

1,66
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF090202.D

6.26

5.06

6.14

4.58

ML

6.65

6.49

7.06

0
Time-->

4.00

5.00

5.50

6.00

T
4.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF090202.D

8.86

10.98 11.39

12.57

Time-->

9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF090202.D

18.14

Time-->

14.00 14.50 15.00 15.50 16.00

16.50 17.00

17.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18

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

4.58 17.90 ng 656464 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 262 (4.581 min): BF090202.D (-259) (-) m/z 43.10 100.00%
43
59
5000
101 RUUS . ——
83 420 4.40 4.60 4.80 5.00
o...,....,....,..3.6.-,'::..‘??.:I;...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 63.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RN U AR
420 4.40 4.60 4.80 5.00
59 m/z 101.10 24.04%
27 ‘ g3 o 101
0"w""v"“ﬂ§4'\l“'?%"w"q?v"'l“"?}“‘l"“l"'w""v"'l“"l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 420 4.40 460 4.80 5.00
5000 m/z 58.10 16.84%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester EREE L RAEaR
59 420 4.40 4.60 4.80 5.00
m/z 41.10 8.53%
5000 41
68
0 || s0, 126 142 A
S e'o 7 30 % 100 110 150 130 150 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.26 Concentration Rank 3

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

6.26 87.03 ng 3191370 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 409 (6.262 min): BF090202.D (-406) (-) m/z 132.10 100.00%
5000 68
% .00 620 640 660
40 44 54 75 104 - - - -
Obrrerprrrre i AL A SLUL P a7 | R ws W w/z 68.10  38.58%
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 LB e
a1 97 6.00 6.20 6.40 6.60
‘ 53 117 m/z 134.10 33.58%
79
0..,.”.,.”.,?ﬂahﬂ..4MM.§RHMN“.MUﬂ”.§?.u.,??ﬁ,..jq%gﬁ.‘...“..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S EEEE ma s
6.00 6.20 6.40 6.60
5000 m/z 66.10 23.92%
15 28 39 52 8 77 00 104
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine T
132 6.00 6.20 6.40 6.60
m/z 96.05 15.41%
97
5000
70
31
4451 60 | 77 g5 | 105 116
= S L S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF092316\

BF090202.D

23 Sep 2016 17:22

UM/SJ

H4867-02 TS-WSG-16121-05
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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 unknownl11.39 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.39 16.39 ng 851074 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(l1sobutoxycarbonvl)benzoic acid 222 C12H1404 1000373-52-8 47
2 2-((But-3-envloxv)carbonvl)benzo... 220 C12H1204 1000373-53-4 35
3 Phthalic acid. 2-hexvl ester 250 C14H1804 079107-80-5 27
4 2-(2-CarboxvvinvDpvridine. trans 149 C8H7NO2 007340-22-9 25
5 BH-Pyrrolo(3,2-d)pyrimidine-2,4-._.. 149 C6H7N5 1000244-21-4 25
Abundance Scan 858 (11.393 min): BF090202.D (-856) (-) m/z 149.10 100.00%
149
104 193
5000 76
50 132 176 11,00 11.20 11.40 11.60 11.80
6 93 : : : : :
o 39 121 162 206 m/z 193.10  73.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78806: 2-(Isobutoxycarbonyl)benzoic acid
149
5000 UL AR BRI BRI B
104 nmumnmnmnm
0 76 67 m/z 104.10 67.48%
15 27397 ® 93 ‘\ 121 335 | 221
m/z--> ﬁo Jo eb éo 160 150 140 160 180 260 250
Abundance
149
11.00 11.20 11.40 11.60 11.80
5000 m/z 76.10 40.75%
54 o 26 104
15 27 39 93 12115, 167 202
m/z--> ﬁo Jo eb éo 160 120 140 160 180 260 250
Abundance #102152: Phthalic acid, 2-hexyl ester AR AREREE R
149 11.00 11.20 11.40 11.60 11.80
m/z 132.00 16.59%
5000
56 69 84 104 122 167
m/z--> 20 40 60 80 100 120 140 160 m 200 220 1mmumummmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

Sample : H4867-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Behenic alcohol

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.11 24.01 ng 1005620 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 1096 (14.114 min): BF090202.D (-1093) (-) m/z 57.10 100.00%
57 g3
5000 l
4
SRR BN SURUR BN
139 13.80 14.00 14.20 14.40
o 154 182 210 238 265284 m/z 83.10 80 74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 83
AN
5000 USRI BN SURUR BN
13.80 14.00 14.20 14.40
m/z 97.10 73.09%
29 139 oo
o...“uhqh.ﬂ*. 182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 13.80 14.00 14.20 14.40
5000 m/z 43.10 68.58%
29 111
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol B B B
13.80 14.00 14.20 14.40
m/z 69.10 66.33%
- V‘/l‘/\/\l\
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.|80 14.'00 14.'20 14.'40 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .69 32.06 ng 958862 Perylene-d12 14 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1146 (14.685 min): BF090202.D (-1144) (-) m/z 57.10 100.00%
57
85
5000
113 14.40 14.60 14.80 15.00
141 : : : :
ol L1 'I Ay 1e9 197 225 266 205 m/z 71.10 78.12%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L I BN B B
mmmmmmmm
29 113 m/z 85.10 56.58%
o) “: ‘:‘ Ihl ‘l\ |‘h h‘ u‘ : w\ll?ll | |16‘|9| :|I-9|7| ZIZIS |2|53| — 2I9|6 T
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.10 52.68%
. 29 13 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #117638: Nonadecane el Emma s R S
57 14.40 14.60 14.80 15.00
m/z 55.10 20.49%
b I /\A/\J\—‘[\\/\J\/\/\\
29
0 \‘ | | A \J 113 141 169 197 225 268
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&1;0 14'40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10-Nonadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.37 32.20 ng 962912 Perylene-d12 14 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Nonadecanol 284 C19H400 016840-84-9 64
2 17-Pentatriacontene 491 C35H70 006971-40-0 45
3 1-Heptacosanol 396 C27H560 002004-39-9 43
4 Docosvl heptafluorobutvrate 522 C26H45F702 1000351-83-1 38
5 n-Tetracosanol-1 354 C24H500 000506-51-4 38
Abundance Scan 1206 (15.371 min): BF090202.D (-1204) (-) m/z 83.10 100.00%

5000

-

157 STy
297 15.00 15.20 15.40 15.60
195 226250 324 355 n/z 97.10  72.96%

0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131390: 10-Nonadecanol
83
5000 55 LA L L L L L L L LB B
15.00 15.20 15.40 15.60
29 157 m/z 69.10 52.14%
‘ ‘ 111 266
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
97 S ———
15.00 15.20 15.40 15.60
5000 m/z 57.10 50.83%
153
0 181 209236 267292 320 348 376 406 434 462 490
I B i I o o o i o L B i o Bt e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol R B B
57 7 15.00 15.20 15.40 15.60
m/z 55.10 38.54%
5000
125
0 29 | lJ}?3}81209236264292320350378
L I o o o T LA e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60

8270-BF092016.M Mon Sep 26 17:16:57 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

Sample : H4867-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl6.34 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
16.34 15.95 ng 476953 Perylene-di12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-(1.1-dimethvlethy... 208 C15H28 054934-96-2 42
2 Acetic acid. 3-(5.5-dimethvl-spi... 250 C16H2602 077143-33-0 22
3 cis. cis-3-Ethvlbicvclol4.4.01de... 166 C12H22 066660-42-2 22
4 3.5-Octadiene. 4.5-diethvl- 166 C12H22 067652-84-0 22
5 2(1H)-Pyridinone, 1-propyl- 137 C8H11NO 019006-63-4 20

Abundance Scan 1291 (16.343 min): BF090202.D (-1286) (-) m/z 95.10 100.00%
5000 W
sie,, 297 3o 4O 16100 1620 1640 1660
o} i B o e m/z 81.10 95.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67972: Naphthalene, 2-(1,1-dimethylethyl)decahydro-4a-methyl
95
41
137
5000 67 AU
16.00 16.20 16.40 16.60
m/z 43.10 93.72%
‘ H 208
O T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 81 137
16.00 16.20 16.40 16.60
5000 m/z 57.10 85.86%
107 190
o 163 217 250
mz-> 50 100 150 200 250 300 350 400
Abundance #35203: cis, cis-3-Ethylbicyclo[4.4.0]decane R R B e B
8 137 16.00 16.20 16.40 16.60
m/z 69.10 72.51%
166
5000
55
0...,.[.. ...L —— R e
m/z--> 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF092016.M Mon Sep 26 17:16:58 2016

TS-WSG-16121-05

Page: 11



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF092316\
BF090202.D
23 Sep 2016 17:22

UM/SJ

H4867-02

9

Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

000083-47-6 91
000083-46-5 83
000474-62-4 53
004651-51-8 53
055103-80-5 41

m/z

?

43.10 100.00%

16.20 16.40 16.60 16.80

m/z

3

107.10 87.70%

I T I T
16.20 16.40 16.60 16.80

m/z

%

145.10 75.71%

16.20 16.40 16.60 16.80

m/z

:

95.10 74 .58%

16.20 16.40 16.60 16.80

m/z

3

105.10 74 .36%

Peak Number 10 .gamma.-Sitosterol
R.T. EstConc Area Relative to ISTD
16.54 77.97 ng 2331860 Perylene-di12
Hit# of 5 Tentative ID MW  MolForm
1 .aamma.-Sitosterol 414 C29H500
2 .beta.-Sitosterol 414 C29H500
3 Campesterol 400 C28H480
4 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480
5 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO0
Abundance Scan 1308 (16.537 min): BF090202.D (-1304) (-)
43 107
81
5000
“} 55 303 329
Ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 ”
145
213 303 59 a1
| O
ok \I h I“' ! “l“. b I\\m\‘l M‘.‘ ‘i‘“.”‘.%F : HI‘\I .“‘. N Il bl .\ : \‘i .‘.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
5000
81 107 414
145 213 303 329
. 173 233255275 354 381
A e o o A e e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #212386: Campesterol
43
5000 81 107
145 400
289
73 213 555 315 367
J d\ 3 340
ok
m/z--> 50 100 150 200 250 300 350 400

I T I T
16.20 16.40 16.60 16.80

8270-BF092016.M Mon Sep 26 17:16:58 2016

TS-WSG-16121-05

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Humulane-1,6-dien-3-ol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.78 25.20 ng 753692 Perylene-d12 14 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Humulane-1.6-dien-3-o0l 222 C15H260 1000140-23-1 50
2 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 49
3 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 43
4 2H-Cyclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 38
5 1R,4S,7S,11R-2,2,4,8-Tetramethyl. .. 204 C15H24 1000140-07-6 38
Abundance Scan 1329 (16.777 min): BF090202.D (-1326) (-) m/z 204.20 100.00%
4

5000

16.40 16.60 16.80 17.00

(o} m/z 135.10 87.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #79409: Humulane-1,6-dien-3-ol
109
43
5000 204 LI L L L B
81 5 16.40 16.60 16.80 17.00
133 161 m/z 133.10 71.57%
0 e [T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
135 204
R B L B o
161 16.40 16.60 16.80 17.00
50000 41 6991 m/z 107.10 64 .69%
114
ol il b g g 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene A REEE RS
204 16.40 16.60 16.80 17.00
a1 91 133 m/z 69.10 60.13%
161
5000 69
ol .l..t!,....,....,....,....,... S
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF092016.M Mon Sep 26 17:16:59 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.-Amyrin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.88 32.62 ng 975624 Perylene-di12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 91
2 _.beta.-Amvrin trimethvilsilvl ether 498 C33H580Si 001721-67-1 72
3 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 58
4 1.2.3.4-Tetrahvdro-1-phenvl-1.2..._ 218 C17H14 138089-69-7 53
5 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 53
Abundance Scan 1338 (16.880 min): BF090202.D (-1335) (-) m/z 218.25 100.00%
218
5000
69 95 189
16.60 16.80 17.00 17.20
257
oL IL“ l“l “* L, 127 202 326355381 426 | m/z 203.20 72.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221181: .beta.-Amyrin
218
5000 L SURRUAR B ROV SUNRAL
16,60 16.80 17.00 17.20
o 189 m/z 189.20 20.53%
oL Bty Ly irten T | 257 asparr 05 393 28
R I L ARLELERA UL AR SRR LI LA BRI BN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
218
16,60 16.80 17.00 17.20
5000 m/z 95.10 20.23%
s 1071350, -0
o 41 161 243 279304 337365393 498
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol B A RRREE R
16.60 16.80 17.00 17.20
m/z 219.20 17.29%
5000
o R e R
m/z--> 50 100 150 200 250 300 350 400 450 500 16,60 16.80 17.00 17.20

8270-BF092016.M Mon Sep 26 17:17:00 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4,4,6a,6b,8a,11,12,14b-0Octa... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.96 29.75 ng 889729 Perylene-di12 14 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4.6a.6b.8a.11.12.14b-Octamethy... 424 C30H480 1000194-64-2 98
2 Lonaifolenaldehyde 220 C15H240 019890-84-7 47
3 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 45
4 But-3-enal. 2-methvl-4-(2.6.6-tr... 206 C14H220 104900-59-6 38
5 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 30
Abundance Scan 1345 (16.960 min): BF090202.D (-1342) (-) m/z 95.10 100.00%
5000
295 073 21 s aes 409 16,60 16,80 17.00 17.20
0 m/z 109.10 93.54Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220503: 4,4,6a,6b,8a,11,12,14b-Octamethyl-1,4,4a,5,6,6a,6...
218
5000 LN BN SR I
16.60 16.80 17.00 17.20
55 95 135 189 424 m/z 81.10 85.65%
161
oL 2] .“'- RN el .L‘- | 257 285 313 341367 395 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
LN B SR I
41 67 135 16.60 16.80 17.00 17.20
5000 205 m/z 205.20 85.29%
163
L U A LA UL W L SN B
m/z--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methyl ether R R
a1 |109 16.60 16.80 17.00 17.20
m/z 218.20 83.46%
41 135
5000
189
161
L -‘L-“W-13%92-3-6.----.----.----.----
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF092016.M Mon Sep 26 17:17:01 2016 Page: 15



Library Search Compound Report

8270-BF092016.M Mon Sep 26 17:17:02 2016

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.14 57.75 ng 1727150 Perylene-di12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 80
2 .beta.-Humulene 204 C15H24 000116-04-1 74
3 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 64
4 Guaia-9.11-diene 204 C15H24 1000374-19-8 55
5 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 49
Abundance Scan 1361 (17.143 min): BF090202.D (-1357) (-) m/z 95.10 100.00%
5000
16.80 17.00 17.20 17.40
o} m/z 109.10 84 _.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189
107
000 a1 133 161 16.80 17.00 17.20 17.40
‘ m/z 135.10 79.61%
ol 1 Il Mw““H“hH hl 8
m/z--> 200 250 300 350 400
Abundance
107
a8 16.80 17.00 17.20 17.40
5000 183 o 204 m/z 189.20 79.60%
0"'I""I""I""""""""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol R R B e e B
189 16.80 17.00 17.20 17.40
m/z 107.10 78 .89%
5000
162
|2]\-\8\ 29\\7 | 3‘\14| 3?8\ 4}1\
Ot e e T I
m/z--> 200 250 300 350 400 16.80 17.00 17.20 17.40

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl7.26 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.26 24.71 ng 739007 Perylene-di12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bi-1-cvclohexen-1-vl. 3.3.3".3".... 274 C20H34 076993-52-7 43
2 1-To-Nitrophenvl1-3-T2-pvrimidvl._.. 259 C11HON503 023656-31-7 38
3 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 38
4 1.3-DIETHYL-2-HYDROXYBENZOTHIAZO... 274 C14H14N202S 1000227-15-3 35
5 2-Furancarboxamide, N-(5-acetyl-... 259 C14H13NO4 1000362-83-5 25
Abundance Scan 1371 (17.257 min): BF090202.D (-1368) (-) m/z 259.30 100.00%
95 289

5000
086 313 341 395 17.00 17.20 17.40 17.60
0! m/z 95.10 89.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122981: Bi-1-cyclohexen-1-yl, 3,3,3',3',5,5,5',5-octamethy!
259
41
5000 137 LA L L L L L L B LB

T T T
69 17.00 17.20 17.40 17.60
91 m/z 69.10 63.50%
15 | 163 203 531

o Al b oL \‘\ | |
I ——

T A e i
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 259
R R R n e e
17.00 17.20 17.40 17.60
5000 m/z 81.10 60.76%
68 138
0 41 117 | 165 212
L e I A A o e e e e B IR e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de... L e e R m
259 17.00 17.20 17.40 17.60
m/z 134.10 59.73%
5000
136 217
41 93
69 . 161 189 ‘
o8 AM4MWl U N — e
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF092016.M Mon Sep 26 17:17:03 2016 Page: 17



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF092316\

BF090202.D

23 Sep 2016 17:22

UM/SJ

H4867-02 TS-WSG-16121-05
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Stigmast-4-en-3-one Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.33 29.82 ng 801851  Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Stiomast-4-en-3-one 412 Co9H480 001058-61-3 96

2 Androst-4-en-3-one.

3 Testosterone cvpionate

288 C19H2802
412 C27H4003

000604-39-7 62
000058-20-8 46

17-hvdroxv-. ...

4 2.3-Diaminophenol 124 C6H8N20 059649-56-8 38
5 2,5-Furandicarboxaldehyde 124 C6H403 000823-82-5 30
Abundance Scan 1377 (17.325 min): BF090202.D (-1374) (-) m/z 124.10 100.00%
124
43 o5 | 147
69
187 289 370 412 17.00 17.20 17.40 17.60
07 257 327
o} m/z 229.20 40.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

124

-

5000 LI L L L L LB LB |
17.00 17.20 17.40 17.60
m/z 43.10 31.49%
o
m/z-->
Abundance
124
B
17.00 17.20 17.40 17.60
5000 m/z 55.10 27 .07%
288
91 147
203 246
174
o il gy L
m/z--> 50 100 150 200 250 300 350 400
Abundance #216680: Testosterone cypionate B AL B A R o B
55 124 17.00 17.20 17.40 17.60
147 m/z 147.10 25.23%
5000 79
230
u 271 370 412
o - L 2 25 A S
m/z--> 50 100 150 250 300 350 400 17.00 17. 20 17. 40 17.60

8270-BF092016.M Mon Sep 26 17:17:04 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.98 31.51 ng 942365 Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
2 Bicvclol2.2.1Theptane-2.5-dione.... 166 C10H1402 004230-32-4 55
3 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 41
4 1.4-Methanoazulene-9-methanol. d... 222 C15H260 001139-17-9 38
5 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 38
Abundance Scan 1434 (17.977 min): BF090202.D (-1429) (-) m/z 95.10 100.00%
e 4-__/«xv\_,/\\//\v~\__,/
s 413 | 176017801800 1820
0 I e e L m/z 109.10 95.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109
45 137 218
5000 78 U AR UL AR
160 17.60 17.80 18.00 18.20
m/z 96.10 93.37%
I H
o hh“ M .‘\‘ .“.. ——
m/z--> 250 300 350 400
Abundance
69 166
4 VAL ISR SV SRR I
109 17.60 17.80 18.00 18.20
5000 m/z 69.10 90.29%
138
I —
m/z--> 50 100 150 200 250 300 350 400
Abundance #77633: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-enyl... A B R B
69 17.60 17.80 18.00 18.20
m/z 81.10 70.76%
5000
\M
o7 Ay R B
m/z--> 50 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H4867-02 TS-WSG-16121-05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Methyl Camphorsulfonates Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.14 167.98 ng 5023730 Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl Camphorsulfonates 246 C11H1804S 046471-67-4 81
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 68
3 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 55
4 3-Cvclopentvlpropionic acid. but... 194 C12H1802 1000292-46-4 51
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 49
Abundance Scan 1448 (18.137 min): BF090202.D (-1440) (-) m/z 69.10 100.00%
69 9
>0 M‘/\/\_/\
17.80 18.00 18.20 18.40
0 m/z 95.10 92 .13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98475: Methyl Camphorsulfonates
g1 109 o
41
5000 L SN SR SN BN
17.80 18.00 18.20 18.40
" m/z 109.10 81.32%
o \I\“ .‘H‘.“. e ?'8|9|2|1|5| "I —
m/z--> 50 100 150 200 250 300 350 400
Abundance
109
45 L SN SR SN BN
137 218 17.80 18.00 18.20 18.40
5000 28 m/z 123.10 77 .57%
160
189
L U L UL S WU UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene e B e B
81 123 17.80 18.00 18.20 18.40
41 m/z 81.10 71.59%
5000 191
150 \
0 : ﬁ-ijhﬂuﬁ--- UL AR DAL UL L N SR RN BN
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 : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

Sample : H4867-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (-)-Isolongifolol, methyl e...

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.49 26.09 ng 780154 Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-l1solonaifolol. methvl ether 236 C16H280 1000333-80-8 64
2 (-)-Neoclovene-(11). dihvdro- 206 C15H26 1000152-83-6 62
3 AT"-Neoagammacer-22(29)-en-3-one 424 C30H480 025615-11-6 58
4 6.10-Dimethvl-3-(1l-methvlethvlid... 206 C15H26 069239-71-0 44
5 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 43
Abundance Scan 1479 (18.491 min): BF090202.D (-1474) (-) m/z 95.10 100.00%
o \/L
245 313 U SR BN SN B
287 341 368 18.20 18.40 18.60 18.80
o m/z 109.10 92 .89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methy! ether
5000 LR NN BN BN B
18.20 18.40 18.60 18.80
m/z 81.10 82 .24%
' L
m/z--> 250 300 350 400
Abundance
81 109
41 163 LR SN BN BN B
18.20 18.40 18.60 18.80
5000 135 101 m/z 189.20 79.91%
L L L L L UL WL S M
m/z--> 50 100 150 200 250 300 350 400
Abundance #220495: A'-Neogammacer-22(29)-en-3-one B RARmS L R
189 18.20 18.40 18.60 18.80
m/z 107.10 73 .94%
5000 81
55 107 424
135 151
o 218 245 271 313 368
m/z--> 50 100 150 200 250 300 350 400 18120 18.40 18,60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090202.D

Aca On : 23 Sep 2016 17:22

Operator : UM/SJ

Sample : H4867-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 Tetracosapentaene, 2,6,10,1... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
19.43 20.51 ng 613253 Perylene-di12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosapentaene. 2.6.10.15.19.... 412 C30H52 026266-08-0 50
2 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 46
3 9-Cedranone 220 C15H240 1000156-23-2 45
4 N-Furfurvl-N.5-dimethvlfurfurvla... 205 C12H15N02 1000245-11-0 30
5 4-Hexen-1-ol, 6-(2,6,6-trimethyl... 236 C16H280 1000221-57-6 30
Abundance Scan 1561 (19.429 min): BF090202.D (-1556) (-) m/z 95.10 100.00%
9
69 137 205
5000
41 163 236 e —
I 261 287 440 19.00  19.20  19.40
) B I m/z 109.10  80.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216745: Tetracosapentaene, 2,6,10,15,19,23-hexamethyl-
69
95
5000 AL AL RN I
41 137 19.00  19.20  19.40
205 m/z 137.10 67.47%
‘ ‘ ‘ 163 273299 343359 412
oL~ I“' | | -“l“ .‘““.H“. \;\h Ih‘\\l Ml A 'll NGNS
m/z--> 50 100 150 200 250 300 350 400
Abundance
81 123
41 Frrr
19.00 19.20  19.40
5000 191 m/z 69.10 65.34%
150 \uk&wdx//\\vJ/ﬂ\kvw
L B LA UL UL WU S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #77501: 9-Cedranone L s
41 205 19.00 19.20  19.40
m/z 205.20 59.99%
5000 67 % 123
J 149 177
0 "mJEﬂJ'Jl"" Y DALY DU SR Frrr
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20  19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092316\

Data File : BF090202.D

Acqg On : 23 Sep 2016 17:22 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : H4867-02 TS-WSG-16121-05

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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]
2-Pentanone, 4-hy... 4 .58 17.9 ng 656464 1 6.49 733384 20.0
unknown6 .26 6.26 87.0 ng 3191370 1 6.49 733384 20.0
unknownl1l.39 11.39 16.4 ng 851074 4 10.98 1038700 20.0
Behenic alcohol 14.11 24_.0 ng 1005620 5 13.60 837751 20.0
Heneicosane 14.69 32.1 ng 958862 6 14.91 598147 20.0
10-Nonadecanol 15.37 32.2 ng 962912 6 14.91 598147 20.0
unknownl16.34 16.34 15.9 ng 476953 6 14.91 598147 20.0
-gamma.-Sitosterol 16.54 78.0 ng 2331860 6 14.91 598147 20.0
Humulane-1,6-dien... 16.78 25.2 ng 753692 6 14.91 598147 20.0
-beta.-Amyrin 16.88 32.6 ng 975624 6 14.91 598147 20.0
4,4,6a,6b,8a,11,1... 16.96 29.8 ng 889729 6 14.91 598147 20.0
2-1sopropenyl-4a, ... 17.14 57.8 ng 1727150 6 14.91 598147 20.0
unknownl7 .26 17.26 24.7 ng 739007 6 14.91 598147 20.0
Stigmast-4-en-3-one 17.33 29.8 ng 891851 6 14.91 598147 20.0
5-Bromo-4-oxo0-4,5... 17.98 31.5 ng 942365 6 14.91 598147 20.0
Methyl Camphorsul... 18.14 168.0 ng 5023730 6 14.91 598147 20.0
(-)-Isolongifolol... 18.49 26.1 ng 780154 6 14.91 598147 20.0
Tetracosapentaene... 19.43 20.5 ng 613253 6 14.91 598147 20.0
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