LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 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-BF060716.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 1.747 13 14 24 rVB 163039 309990 9.17% 1.330%
2 1.884 24 26 38 rVB 1647875 3379095 100.00% 14.495%
3 4.981 294 297 301 rBV 116960 136509 4.04% 0.586%
4 5.404 332 334 337 rBY 1123731 1043207 30.87% 4_475%
5 6.444 423 425 428 rBVY 1035748 994447 29.43% 4.266%
6 6.582 435 437 440 rBV 1352028 1154919 34.18% 4 .954%
7 6.822 456 458 460 rBV 749158 678491 20.08% 2.911%
8 6.970 469 471 474 rVB 834295 899471 26.62% 3.858%
9 7.382 504 507 509 rBV 894862 766964 22.70% 3.290%
10 8.102 568 570 573 rBV 929831 859087 25.42% 3.685%

11 9.176 662 664 666 rBY 1504616 1222628 36.18% 5.245%
12 9.576 697 699 701 rBvV 79238 109351 3.24% 0.469%
13 9.850 721 723 725 rBV 976178 871431 25.79%% 3.738%
14 9.885 725 726 728 rVB 51291 35476 1.05% 0.152%
15 10.639 789 792 794 rBvV2 510407 652587 19.31% 2.799%

16 10.765 800 803 806 rBvV 24358 33816 1.00% 0.145%
17 11.211 838 842 847 rBV2 26864 55812 1.65% 0.239%
18 11.325 850 852 857 rvv2 595635 986680 29.20% 4_.233%
19 11.405 857 859 861 rvB 81958 96080 2.84% 0.412%
20 11.553 870 872 874 rBvV2 44953 46779 1.38% 0.201%
21 11.828 894 896 897 rBvV 46491 43693 1.29% 0.187%
22 11.862 897 899 900 rvv2 35138 43416 1.28% 0.186%
23 11.942 904 906 910 rVB 48793 68004 2.01% 0.292%
24 12.022 910 913 917 rBV3 29182 50973 1.51% 0.219%
25 12.125 919 922 926 rVB 24450 44504 1.32% 0.191%
26 12.479 950 953 956 rBvV2 39535 60240 1.78% 0.258%

27 12.536 956 958 960 rBV 396217 349735 10.35% 1.500%
28 12.765 974 978 979 rBV 256465 361855 10.71% 1.552%
29 12.914 989 991 993 rVB 683098 807854 23.91% 3.465%

30 13.085 1001 1006 1008 rBVZ2 45153 75500 2.23% 0.324%
31 13.188 1013 1015 1017 rBV 32079 34013 1.01% 0.146%
32 13.279 1020 1023 1025 rBV 61382 65705 1.94% 0.282%
33 13.336 1025 1028 1031 rBv4 30602 81921 2.42% 0.351%
34 13.485 1038 1041 1044 rBvV4 17303 38651 1.14% 0.166%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.702 1057 1060 1062 rBV 55609 88687 2.62% 0.380%
36 13.817 1067 1070 1072 rVVv2 54738 95941 2.84% 0.412%
37 13.954 1079 1082 1087 rVB2 792931 1069840 31.66% 4 _589%
38 14.057 1089 1091 1093 rVB 35336 39142 1.16% 0.168%
39 14.285 1109 1111 1113 rBV3 23676 42432 1.26% 0.182%
40 14.434 1122 1124 1127 rBV2 84393 153011 4_.53% 0.656%
41 14.799 1154 1156 1159 rVB2 50400 60461 1.79% 0.259%
42 14.868 1160 1162 1166 rVVv2 52850 59929 1.77% 0.257%

43 14.959 1167 1170 1175 rVV 164735 328338 9.72% 1.408%
44 15.051 1175 1178 1185 rVB3 309752 500500 14.81% 2.147%
45 15.245 1193 1195 1197 rVB 93119 107798 3.19% 0.462%

46 15.302 1197 1200 1203 rVV 117272 156256 4.62% 0.670%
47 15.360 1203 1205 1207 rVV 416447 562940 16.66% 2.415%
48 15.394 1207 1208 1216 rVB2 54694 102266 3.03% 0.439%
49 15.588 1223 1225 1227 rBV2 27768 44572 1.32% 0.191%
50 15.817 1242 1245 1247 rBV 215103 310082 9.18% 1.330%

51 15.862 1247 1249 1255 rVB5 31531 73616 2.18% 0.316%
52 16.022 1261 1263 1265 rBV 22918 44877 1.33% 0.193%
53 16.560 1307 1310 1314 rBV2 20342 53367 1.58% 0.229%
54 16.720 1321 1324 1327 rBV2 54943 126478 3.74% 0.543%
55 16.834 1331 1334 1337 rVV 36942 69847 2.07% 0.300%
56 16.891 1337 1339 1345 rVv4 32525 93429 2.76% 0.401%

57 17.120 1357 1359 1366 rVB 43545 108839 3.22% 0.467%
58 17.280 1369 1373 1384 rVvv4 228235 781427 23.13% 3.352%
59 17.474 1388 1390 1394 rVB 51674 116969 3.46% 0.502%
60 17.577 1397 1399 1402 rBvV4 22125 56647 1.68% 0.243%

61 17.703 1407 1410 1416 rVvVv 91176 349178 10.33% 1.498%
62 17.805 1416 1419 1424 rVB3 107467 281308 8.32% 1.207%
63 18.034 1434 1439 1440 rBV4 110054 291324 8.62% 1.250%
64 18.217 1453 1455 1462 rVB3 41313 110992 3.28% 0.476%
65 19.040 1523 1527 1534 rVB5 38502 134365 3.98% 0.576%

66 19.200 1536 1541 1549 rVB3 136435 438073 12.96% 1.879%

Sum of corrected areas: 23311815
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087858.D

3000000

2500000

2000000

1.88
1500000 6.58

1000000 644 7.38
6.89:%7 i

500000
4.98

B e L

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF087858.D

3000000
2500000

2000000

1500000 9.18

1000000 8.10 9.85

11.32 12.91

500000 12.54

12.76)
9.58 g88 I\}o.m 11.211.40 55 1118%94w12 12.48 1318888 40

Y

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087858.D

3000000

2500000

2000000

1500000

1000000 13.95

500000

15.82 17.28
16,95 Sema0nT.12/\ 17972

AN

43 £ 708118.0 20
131983140614 4 §708118.033.27 19.08%

e s SS_e_ _

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\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.98 4.02 ng 136509 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 297 (4.981 min): BF087858.D (-294) (-) m/z 43.10 100.00%
a3
59
5000
101
4.60 4.80 500 5.20 5.40
83
o...,....,....,....','::..?.1.~:~I,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 59.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AN UL LR R
59 460 4.80 5.00 5.20 5.40
m/z 101.10 22 .28%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.00 17.18%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- AN Ramms B L
59 4.60 4.80 500 5.20 5.40
31 m/z 41.10 9.21%
5000 41
73
s \\\51“ |87 102 .
R s R SR AN AL RRARA RARSA AN SARAN LALARALRS SRS RARRY AR RN U RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4 unknown6.58 Concentration Rank 2

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

6.58 34.04 ng 1154920 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 437 (6.582 min): BF087858.D (-435) (-) m/z 132.00 100.00%
132
5000 68
96 NP S AR
40 54 28 06 6.20 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 40.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS S R R
6.20 6.40 6.60 6.80 7.00
2 51 m/z 134.00 32.39%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 25.68%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 I\
Abundance #52379: Tranylcypromine- proplonyl B REEE SRR s e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.90%
5000 98 116
| I n,m...“,.nh.,uh..h, W .- 189 SN WY U
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 Heptadecane, 9-octyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.43 2.86 ng 153011 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
2 Tetratetracontane 619 C44H90 007098-22-8 76
3 Octadecane 254 C18H38 000593-45-3 76
4 Hexacosane 366 C26H54 000630-01-3 76
5 Heptacosane 380 C27H56 000593-49-7 68
Abundance Scan 1124 (14.434 min): BF087858.D (-1122) (-) m/z 57.10 100.00%
57
99 240 R NI ML BN BN
| 241 184 ,l 14.20 14.40 14.60 14.80
O ,....”.“.”,”n.h.”,”.w.”...”,”.w.”.“.”,”. m/z 71.10 65 .84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57
5000 LI SULULE UL BN R
14.20 14.40 14.60 14.80
m/z 43.10 60.87%
oL P 141 4g3 20 281 323
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600
Abundance
57
1420 14.40 14.60 14.80
5000 m/z 85.10 47 .89%
97
0 141 183 225 267 309 351 393423 463 505 561591
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105886: Octadecane R B B B
57 14.20 14.40 14.60 14.80
m/z 55.10 27 .25%
99
ol26] || ]|} 14 183 994254
mz> % 100 1% 200 2% 300 3% 460 450 560 550 660 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 7 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.05 17.78 ng 500500 Perylene-di12 15.36
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 Eicosane 282 C20H42 000112-95-8 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 1178 (15.051 min): BF087858.D (-1175) (-) m/z 57.10 100.00%
57
85
5000
UL SURLILE SO SR SUM
141 252 14.80 15.00 15.20 15.40
ol b b A ll 'l MO0 197 224 o 281 321 | ‘m/z 71.10  70.34%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L S B IR B
14.80 15.00 15. 20 15. 40
m/z 43.10 56.35%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
"' 14.80 15.00 15.20 15.40
5000 g5 m/z 85.10 52.17%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #129490: Eicosane I BABREEE S e e
57 14.80 15.00 15.20 15.40
m/z 55.10 21.20%
85
5000
oL L) J 8169 167 225 g5 202
m/z--> 55 100 150 260 2%0 300 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzo[e]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.25 3.83 ng 107798 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Pervlene 252 C20H12 000198-55-0 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91
Abundance Scan 1195 (15.245 min): BF087858.D (-1193) (-) m/z 252.10 100.00%
252
5000
51 75 100 115 151170 200 224 272289 326 365 15,00 15.20 1540 1560
e B m/z 250.10 29 .54%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 22.91%

125
50 7499, | 146 174 200 224 L

O =T
m/z--> 50 100 150 200 250 300 350
Abundance
252
T TR
15.00 15.20 15.40 15.60
5000 m/z 125.00 14 _.81%
126
o 74 99 200 224
—— T T
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene AN BEa TS e L
252 15.00 15.20 15.40 15.60
m/z 126.00 12.61%
5000
126
0,39 63 83100, | 150 174 200 224 .H
— T R R R
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 10 unknownl5.86 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.62 ng 73616 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-bis(2.2-dimethvlprop... 278 C20H38 073002-85-4 35
2 1.10-Dicvanodecane 192 C12H20N2 004543-66-2 35
3 3-Amino-2-cvclohexenone 111 C6H9NO 005220-49-5 22
4 Triallvisilane 152 C9H16Si 001116-62-7 22
5 5-Amino-1-ethylpyrazole 111 C5HON3 003528-58-3 22

Abundance Scan 1249 (15.862 min): BF087858.D (-1247) (-) m/z 83.10 100.00%

83 97

[¢)]

)]
[e2]
©

5000 111 231
3% | | “ 15.60 15.80 16.00 16.20
Obrrrprrrr il m/z 97.10 87.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126205: Decane, 5,6-bis(2,2-dimethylpropylidene)-, (Z,2)-
83
69 97
41

15!60 15.I80 16.I00 16!20
m/z 69.10 55.96%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 W
Abundance
83 g7
R m e
15.60 15.80 16.00 16.20
5000 69 m/z 55.10 49.80%
41 55
152
124
0 26 174 191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6115: 3-Amino-2-cyclohexenone R B EERmE R
83 15.60 15.80 16.00 16.20
m/z 111.10 42 .30%
111
- 1 J\/\Amj\/w
41
0 2 9
L IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Eicosane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
16.83 2.48 ng 69847 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 72
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 68
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 64
5 Pentacosane 352 C25H52 000629-99-2 64

Abundance Scan 1334 (16.834 min): BF087858.D (-1331) (-) m/z 57.10 100.00%
57
i nyjvyvfj\ANW\mv/\
5000
113 141 170 197 223241 265 294 ” I1236IOI I].258'0I I:|.I70I0I I:|.I72I0I I
0 m/z 71.10 75.82%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 HRRA UM SR SRR B
16.60 16.80 17.00 17.20
13 m/z 85.10 58.85%
2 TP e a7 282
0 . “: ‘:‘ |‘ \I ul\ Iwhwl hl IH‘ . \‘I l‘ w\l “: - — |2|53| . I\ . —— .
m/z--> 50 100 150 200 250 300 350
Abundance
43
71 " 16,60 16.80 17.00 17.20
5000 m/z 43.10 50.89%
9 197
o 155 183200 225 253 295 337
m/z--> éo 160 1éo 200 2%0 300 350
Abundance #185535: Heptadecane, 9-octyl- L B e e
57 16.60 16.80 17.00 17.20
m/z 55.10 19.76%
ol ‘M LB 4 160 197 %9 67 204 323 352
m/z--> éo 160 1éo 200 250 360 3éo 16%0 16%0 1750 1%20

8270-BF060716.M Fri Jun 10 15:59:53 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl6.89 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.89 3.32 ng 93429 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzla.ilanthracene 278 C22H14 000224-41-9 35
2 Dibenzla.hlanthracene 278 C22H14 000053-70-3 35
3 Picene 278 C22H14 000213-46-7 27
4 1.4-Bis(phenvlethvnyvl)-2_.5-cvclo... 312 C22H1602 055006-58-1 25
5 3-Methoxy-2-phenylcinchoninamide 278 C17H14N202 1000252-14-6 25
Abundance Scan 1339 (16.891 min): BF087858.D (-1337) (-) m/z 278.10 100.00%
55 8
81
5000
199 223
3|h 16.60 16.80 17.00 17.20
ol Ll m/z 55.10 97.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126222: Dibenz[a,jJanthracene
278
5000 L BN UL SULRULE S
16.60 16.80 17.00 17.20
139 m/z 81.10 74 .25%
O R o B T e R e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
278
' 16.60 16.80 17.00 17.20
5000 m/z 69.10 65.75%
oL, 51 73 93 113 174 200 224 250
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126208: Picene A e ERmES BEE
278 16.60 16.80 17.00 17.20
m/z 83.10 51.70%
5000
ol.43 63 87 113 139 163 187 224 250
m/z--> b&)%ﬁmmmmmmmmnmmmmmmmmﬁo' 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 _gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.28 27.76 ng 781427 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 98
3 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 38
4 Erqost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 37
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 35
Abundance Scan 1373 (17.280 min): BF087858.D (-1369) (-) m/z 43.10 100.00%
43
5000 213
303
329 381 414 O SR B I
17.00 17.20 17.40 17.60
oty m/z 55.10 62 .84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 LRI SULIULE B I SR
145 414 17.00 17.20 17.40 17.60
o B s Mg g m/z 105.05  59.22%
ok \‘I Illl.l “U. ‘3.‘“|“.2.K.5. I‘L' : ‘l |3|5\‘|1 : .L .M .‘.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
117.00 17.20 17.40 17.60
5000 m/z 145.10 57 .26%
81 107 414
145 213 555, 303 329
. 173 233°7°275 354 381
m/z--> 50 100 150 200 250 300 350 400
Abundance #210541: Stigmastan-3,5-diene B A REREE R
43 17.00 17.20 17.40 17.60
m/z 107.10 56 .44%
396
5000
105 147
0 H H\ M “\ lizﬁ JM n173193213234255 288 354
m/z--> 50 100 150 200 250 360 350 400 17.00 17.20 17.40 17.60

8270-BF060716.-M Fri Jun 10 15:59:55 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 14 unknownl7.47 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.47 4.16 ng 116969 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 49
2 3-Ethvlphenol. O-trifluoroacetvl- 218 C10H9F302 1000374-27-3 47
3 Indolizine. l-acetvl-2-methvl-6-... 218 C11H10N203 1000071-33-1 47
4 Ethanone. 1.1"-(6-hvdroxv-2.5-be... 218 C12H1004 053947-86-7 47
5 1H-Pyrrolo[3,4-c]quinoline-1,3,4... 218 C11H10N203 181021-85-2 27
Abundance Scan 1390 (17.474 min): BF087858.D (-1388) (-) m/z 218.20 100.00%
203218

5000

=

T N N N
243 271 292 17.20 17.40 17.60 17.80
m/z 203.15 87 .85%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol

é

17.20 17.40 17.60 17.80
m/z 57.10 41.53%

5000

69

91 109 199 147

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 sJ\\J\\,_/\\/V\

Abundance

104 203
218 R o e LR e e
17.20 17.40 17.60 17.80
5000 m/z 43.10 35.43%
7
39 175
oL 15 63 121 149

mmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #75361: Indolizine, 1-acetyl-2-methyl-6-nitro- L BARE T R
17.20 17.40 17.60 17.80

m/z 55.10 34 .82%

5000

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17. 40 17. 60 17. 80

8270-BF060716.M Fri Jun 10 15:59:56 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4-Allyl-5-pyridin-3-yl-2,4-__._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.70 12.41 ng 349178 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Allvl-5-pvridin-3-vI-2.4-dihvd... 218 C10H10N4S 1000300-40-5 68
2 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 64
3 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 64
4 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 62
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 38
Abundance Scan 1410 (17.703 min): BF087858.D (-1407) (-) m/z 218.20 100.00%
218
5000 ,\d/\\/\_\ //\\ﬁ_
55 95 119 147 189 ..................
7 164 255 g1 355 17,40 17.60 17.80 18.00
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75200: 4-Allyl-5-pyridin-3-yl-2,4-dihydro-[1,2,4]triazole...
218
5000 S BRI MR SRR SRR
104 17.40 17.60 17.80 18.00
41 185 m/z 95.10 25_.57%
o) H \\\ \M o \H‘ |=‘|||||:|I.{2|2|||1?|5|:!-‘6|2|||‘ A [ ‘\”” RRIRAARELE LR L Y
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
218
17.40 17.60 17.80 18.00
5000 44 m/z 55.10 23.81%

186
76103 154147

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia... R EREEsEEEms s
160 203 17.40 17.60 17.80 18.00
m/z 69.10 21.08%
5000
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 40 17. 60 17. 80 18 00

8270-BF060716.M Fri Jun 10 15:59:56 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 16 unknownl7.81 Concentration Rank 10

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

17.81 9.99 ng 281308 Perylene-d12 15.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dimethvl{bisl(4.8.8-trimethvldec... 500 C32H5602Si 1000364-69-0 43

2 4.4.6a.6b.8a.11.12.14b-0Octamethv... 424 C30H480 1000194-64-2 42

3 Friedelan-3-one 426 C30H500 000559-74-0 41
4 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 35

5 Corymbolone 236 C15H2402 097094-19-4 35
Abundance Scan 1419 (17.805 min): BF087858.D (-1416) (-) m/z 95.10 100.00%

55 95 205
121
5000 147 241 273
175 313 393 425
17.40 17.60 17.80 18.00 18.20
0 m/z 109.10 99.48%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235324: Dimethyl{bis[(4,8,8-trimethyldecahydro-1,4-methan...

17.40 17.60 17.80 18.00 18.20
m/z 81.10 89.05%

5000

o 237263 2% 321348 387415 457485
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
218
R B L
17.40 17.60 17.80 18.00 18.20
5000 m/z 55.10 87.50%
55 95 135 189 424
o 29 257 285 313 341367 395
L o e e L B g B e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221187: Friedelan-3-one A
69 95 17.40 17.60 17.80 18.00 18.20
m/z 205.20 82.20%
5000
0 RSN ——
m/z--> 50 100 150 200 250 300 350 400 450 500 17.40 17.60 17.80 18.00 18.20

8270-BF060716.M Fri Jun 10 15:59:57 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Hop-22(29)-en-3.beta.-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.03 10.35 ng 291324 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 91
2 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 55
3 Cvclohexane. 1-ethenvl-1-methvl-... 204 C15H24 003242-08-8 46
4 (-)-Isolonaifolol. acetate 264 C17H2802 1000352-28-0 46
5 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 45
Abundance Scan 1439 (18.034 min): BF087858.D (-1434) (-) m/z 95.10 100.00%
9 J\“/\p\wm/\\ﬂw\J»\JM
5000
" 17.80 18.00 18.20 18.40
o} m/z 81.10 94 .46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189
5000 LIS SUMRLN UL UL U
m 17.30 18.00 18.20 18.40
m/z 189.15 93.21%
218 297 344 378 411
0 “.U‘.. ....Hﬁ.‘...‘l“.l‘“‘l.‘.‘.
m/z--> 200 250 300 350 400
Abundance
189
93 R SUNILR SN SRR B
41 17.80 18.00 18.20 18.40
5000 133161 m/z 93.10 89.95%
67
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #64476: Cyclohexane, 1-ethenyl-1-methyl-2-(1-methylethenyl... R B B B S
121 17.80 18.00 18.20 18.40
o3 m/z 135.10 87.83%
5000{ .
67
w } 161 g0
0 .lk..WW.uuL,h... e — S —
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BF060716.M Fri Jun 10 15:59:58 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl8.22 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.22  3.94ng 110092  Perylene-diz 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 38
2 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 35

3 0-(4-HvdroxvbenzovI)tropine. O-m... 275 C16H21INO3 1000374-67-0 25
4 Tropacocaine 245 C15H19N02 000537-26-8 25
5 Orcinol 124 C7H802 000504-15-4 25
Abundance Scan 1455 (18.217 min): BF087858.D (-1453) (-) m/z 124.10 100.00%
124
5000
18.00 18.20 18.40 18.60
0! m/z 43.10 48.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134233: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone
124
5000 LA L L L L L L L
18.00 18.20 18.40 18.60
288 m/z 229.20 40.03%
0 50 74 % | | 150 177195 203 258
A A B A B A B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
18.00 18.20 18.40 18.60
5000 m/z 57.10 32.44%
95 288
0 50 74 150 177108 223 258
e A T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #123495: O-(4-Hydroxybenzoyl)tropine, O-methyl- R RRARE BEE
124 18.00 18.20 18.40 18.60
m/z 55.05 26.77%
5000
82
42 " 275
o8 L e e
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60

8270-BF060716.M Fri Jun 10 15:59:59 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 19 unknownl19.04 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.04 4.77 ng 134365 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 46
2 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-41-8 46
3 2.5.9-Trimethvlcvcloundeca-4.8-d... 206 C14H220 1000195-33-9 35
4 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 029788-41-8 30
5 Pyrazole, 1,4-dimethyl- 96 C5H8N2 001072-68-0 27
Abundance Scan 1527 (19.040 min): BF087858.D (-1523) (-) m/z 69.10 100.00%
69 95
5000 i 165 —f»f\ﬂxwf\J«Jﬁ\ﬁjf\\«-\ﬁwW\
T 147 206 2 275
190 249 327 LA L B L B
18.80 19.00 19.20 19.40
0! m/z 95.10 87.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
95
55
5000 LR BRI BULEULN BN I
mmmmmmmm
m/z 109.10 84.73%
O,HHAJWHJLHW{?AH.””.”.””.”.””.”.””.”.””“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95
55 "' 18/80 19.00 19.20 19.40
5000 m/z 96.10 76.10%
138
79 | 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
I I I I

Abundance #66120: 2,5,9-Trimethylcycloundeca-4,8-dienone T
18.80 19.00 19.20 19.40

m/z 55.10 65.77%

5000

E

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 80 19. 00 19 20 19. 40

8270-BF060716.M Fri Jun 10 15:59:59 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087858.D

Aca On : 9 Jun 2016 17:57

Operator : UM/SJ

Sample : H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 20 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.20 15.56 ng 438073 Perylene-d12 15.36
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 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 55
3 (2Z2.4BE)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 46
4 Sesauirosefuran 218 C15H220 039007-93-7 42
5 3-Cyclopentylpropionic acid, but... 194 C12H1802 1000292-46-4 38
Abundance Scan 1541 (19.200 min): BF087858.D (-1536) (-) m/z 69.10 100.00%
69 95 123
5000 32
41 163
205
179 231 213 e
4 247 341 18.80 19.00 19.20 19.40
0 | m/z 95.10 90.57%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan

%

18.I80 19.I00 19!20 19.I40
m/z 109.10  81.67%

5000

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

M 95
e
67 123 18.80 19.00 19.20 19.40
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Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060916\
Data File : BF087858.D

Acq On 9 Jun 2016 17:57

Operator : UM/SJ

Sample - H3399-15 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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._.98 4.0 ng 136509 1 6.82 678491 20.0
unknown6 .58 6.58 34.0 ng 1154920 1 6.82 678491 20.0
Heptadecane, 9-oc... 14.43 2.9 ng 153011 5 13.95 1069840 20.0
Heneicosane 15.05 17.8 ng 500500 6 15.36 562940 20.0
Benzo[e]pyrene 15.25 3.8 ng 107798 6 15.36 562940 20.0
unknownl15.86 15.86 2.6 ng 73616 6 15.36 562940 20.0
Eicosane 16.83 2.5 ng 69847 6 15.36 562940 20.0
unknown16 .89 16.89 3.3 ng 93429 6 15.36 562940 20.0
-gamma.-Sitosterol 17.28 27.8 ng 781427 6 15.36 562940 20.0
unknownl17 .47 17.47 4.2 ng 116969 6 15.36 562940 20.0
4-Allyl-5-pyridin... 17.70 12.4 ng 349178 6 15.36 562940 20.0
unknownl17.81 17.81 10.0 ng 281308 6 15.36 562940 20.0
Hop-22(29)-en-3.b... 18.03 10.4 ng 291324 6 15.36 562940 20.0
unknown18.22 18.22 3.9 ng 110992 6 15.36 562940 20.0
unknown19 .04 19.04 4.8 ng 134365 6 15.36 562940 20.0
5-Bromo-4-oxo0-4,5... 19.20 15.6 ng 438073 6 15.36 562940 20.0
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