LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\

Data File : BF091680.D

Aca On : 16 Dec 2016 18:42 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22Ie ; H6099-01 ssoz&mNp
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-BF120916.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 4.270 189 191 195 rBvV 32694 53849 1.01% 0.095%
2 4.956 247 251 261 rVB 1576880 2557595 47 .78% 4.534%
3 5.379 285 288 291 rBVY 3876573 5106330 95.40% 9.053%
4 6.419 376 379 382 rBVY 4522165 5250839 98.10% 9.309%
5 6.544 387 390 392 rBVY 5339501 5275458 98.56% 9.353%
6 6.773 407 410 412 rBV 1235450 1057832 19.76% 1.875%
7 6.933 421 424 426 rBV 3843395 4133082 77.22% 7.328%
8 7.333 456 459 462 rBV 2500210 3481108 65.04% 6.172%
9 8.053 520 522 525 rBVY 1225593 1330447 24.86% 2.359%
10 9.139 613 617 619 rBY 5085196 5352372 100.00% 9.489%

11 9.528 649 651 654 rBvY 585571 547326 10.23% 0.970%
12 9.710 662 667 669 rBv2 57186 106863 2.00% 0.189%
13 9.813 673 676 677 rBY 1363839 1588554 29.68% 2.816%
14 10.248 713 714 716 rVB 93560 85671 1.60% 0.152%
15 10.465 730 733 736 rBV 31552 60462 1.13% 0.107%

16 10.602 741 745 747 rBV 3563451 4128021 77.13% 7.319%
17 10.728 753 756 760 rVB 105518 185939 3.47% 0.330%
18 11.173 793 795 796 rBV 101573 113604 2.12% 0.201%
19 11.253 800 802 803 rBvV 88329 99610 1.86% 0.177%
20 11.288 803 805 809 rvB 1810171 1713079 32.01% 3.037%

21 11.596 829 832 837 rVB 73035 74361 1.39% 0.132%
22 11.756 843 846 848 rBV 72932 94586 1.77% 0.168%
23 11.836 851 853 855 rvv 293801 349194 6.52% 0.619%
24 11.985 864 866 872 rvB2 27923 68265 1.28% 0.121%

25 12.431 903 905 907 rBV 214848 176493 3.30% 0.313%

26 12.499 908 911 913 rBV 172016 203758 3.81% 0.361%
27 12.614 918 921 923 rBV 52499 59169 1.11% 0.105%
28 12.716 927 930 932 rBV2 142133 194582 3.64% 0.345%
29 12.876 941 944 947 rVB 4476519 4416791 82.52% 7.831%
30 13.631 1008 1010 1012 rBV 410577 517557 9.67% 0.918%

31 13.779 1020 1023 1025 rBV 332432 418732 7.82% 0.742%
32 13.882 1030 1032 1033 rVV 158593 246548 4.61% 0.437%
33 13.917 1033 1035 1040 rVB 1498659 1525390 28.50% 2.704%
34 14.099 1048 1051 1053 rBV2 35231 53877 1.01% 0.096%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\

Data File : BF091680.D

Aca On : 16 Dec 2016 18:42 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
a?ggle ; H6099-01 ssozamNp
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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 14.408 1074 1078 1085 rVB2 352778 581417 10.86% 1.031%

36 14.522 1086 1088 1090 rVvVv 122323 119860 2.24% 0.213%

37 14.614 1094 1096 1099 rBV 66223 72991 1.36% 0.129%
38 14.682 1099 1102 1105 rBV2 69793 190427 3.56% 0.338%
39 14.728 1105 1106 1108 rVvVv 73135 67502 1.26% 0.120%
40 14.762 1108 1109 1113 rVB2 65402 78421 1.47% 0.139%

41 14.831 1113 1115 1121 rVB2 132306 193052 3.61% 0.342%
42 14.922 1121 1123 1128 rBVY 95916 182651 3.41% 0.324%
43 15.014 1128 1131 1138 rBVY 633212 860107 16.07% 1.525%
44 15.197 1145 1147 1150 rVB 51597 73435 1.37% 0.130%
45 15.254 1150 1152 1155 rVB 66627 84666 1.58% 0.150%

46 15.322 1155 1158 1160 rBVY 879899 1051629 19.65% 1.864%
47 15.402 1163 1165 1168 rVB 44339 54642 1.02% 0.097%
48 15.768 1194 1197 1199 rBV 119422 191608 3.58% 0.340%
49 15.814 1199 1201 1205 rVB2 96753 179857 3.36% 0.319%

50 16.282 1239 1242 1246 rVB3 24245 56486 1.06% 0.100%
51 16.648 1269 1274 1276 rBV 32156 86609 1.62% 0.154%
52 16.694 1276 1278 1282 rVB2 32608 57519 1.07% 0.102%
53 16.854 1287 1292 1296 rBV5 39633 127802 2.39% 0.227%
54 17.048 1307 1309 1315 rVB 24976 56801 1.06% 0.101%
55 17.197 1318 1322 1327 rBV3 98350 258328 4._.83% 0.458%
56 17.563 1349 1354 1356 rBV3 24732 67722 1.27% 0.120%
57 17.620 1356 1359 1365 rVVv7 22795 75028 1.40% 0.133%
58 17.723 1365 1368 1373 rVB5 20785 56293 1.05% 0.100%

59 18.077 1394 1399 1402 rBV3 108675 328410 6.14% 0.582%
60 18.134 1402 1404 1411 rVvB2 111788 286528 5.35% 0.508%

61 18.397 1423 1427 1432 rBV6 25392 80604 1.51% 0.143%
62 19.083 1482 1487 1495 rVB5 74124 256443 4._.79% 0.455%

Sum of corrected areas: 56404182
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121616\

BF091680.D

16 Dec 2016 18:42

UM/SsJ

H6099-01

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF091680.D
54

6.42

5.38 6.93

7.33

4.96
6.77

0
Time-->

L
T

7.00

|
L B R |

5.50

5.00

6.00

6.50

7.50

Abundance

5000000

4000000

3000000

2000000

8.05
1000000

TIC: BF091680.D

12.88

10.60

11.29
9.81

9.53 13.63

11.84
L7 i @\EJ
9.7 140}\.2510.44;&0[.\73 111735 11600751198 1459

0+
Time--> 8.00

8.50

9.00 9.50

10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

5000000

4000000

3000000

2000000

1000000

Z§ 14.41
o 814 10 141W9 153

TIC: BF091680.D

13.92

15.32

Lm 13581  16.28  1665616.897.05:20 11f6e72 18883 15849 19.08

Time-->

16.00

16.50

17.00

17.50

18.00

18.50

14. 50 15. OO 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 48_.36 ng 2557600 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 251 (4.956 min): BF091680.D (-247) (-) m/z 43.10 100.00%
43
59
5000
T b0 ok 500 550
— ..':|,..7.1.,8~.3...',|....,....,....,....,....,2.97.. m/z 59.10 61.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AL R R
59 460 480 500 520
m/z 101.10 21.23%
15 4 101
'"W'Whﬂh"*I”"??”'“"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520
5000 m/z 58.05 14 .59%
29 101
15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3950: 2,3-Butanedione, monooxime R B R I
43 4.60 4.80 5.00 5.20
m/z 41.10 9.57%
5000
101
15 3
2 69 84 |
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.54 Concentration Rank 1

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

6.54 99.74 ng 5275460 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 390 (6.544 min): BF091680.D (-387) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTT T T T T T T T T T T
40 54 & ‘ 75 104 6.20 6.40 6.60 6.80
el 2!..|,....,..5.‘?,....,....,.1.1?.,....,'...,.. m/z 68.10 47.58%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R LRSS R
6.20 6.40 6.60 6.80
78 m/z 134.00 33.11%
Twa
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 680
5000 m/z 66.00 30.69%
33 44 g7 105
51 60 10 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R Ema S AREEEEES B
132 6.20 6.40 6.60 6.80
m/z 69.10 19.75%
5000 67
41 97
‘ 53 2 117
aa || | el P e | 10310 | 120 |
m/z--> 30 4'0 5 60 70 8|O 9'0 100 110 12'0 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.17 ng 185939 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 756 (10.728 min): BF091680.D (-753) (-) m/z 57.10 100.00%
57
5000 85
10.40 10.60 10.80 11.00
141
] '--|~.-..-,.1‘?9.. || /2 43.05  72.45%
m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane
57
5000 85 BB R UL SRR
10 40 10. 60 10. 80 11.00
m/z 71.10 68.74%
29 ‘ 113
\‘ 1 ‘ “\ i H‘ m‘ J 14\.1 169 197 225 254
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
10,40 10,60 10.80 11.00
5000 85 m/z 85.05 42 .03%
13 141 143 211 239 267 296
m/z--> 55 160 150 260 250 360 3éo
Abundance #155178: Octacosane e R e AR
57 10.40 10.60 10.80 11.00
m/z 41.10 36.53%
5000 85
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.84 4.08 ng 349194 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 853 (11.836 min): BF091680.D (-851) (-) m/z 72.95 100.00%

73
43 60

5000 129

213

—

256 11.60 11.80 12.00 12.20
m/z 43.10 81.43%

157171 185
143 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43

D

o
~
w

5000 LA L L L L L L L L L
1160 11.80 12.00 12.20
m/z 59.95 80.86%
256
IL ] \ H H\ }01;}5 ?9 143157 171185 109 213 557 242 >
i TR Mo b it L,
mz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 69.18%
29
gz AL T 214
101 143157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid e e R
43 60 73 11.60 11.80 12.00 12.20

m/z 55.10 64 .83%

F

5000

5

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cinnamyl cinnamate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.63 6.79 ng 517557 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 86
2 Cinnamovlalvcine. methvl ester 219 C12H13NO3 040778-04-9 64
3 2-Propenal. 3-(4-methvlphenvl)- 146 C10H100 001504-75-2 56
4 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 49
5 1-Penten-3-one, 4-methyl-1-phenyl- 174 C12H140 003160-32-5 47
Abundance Scan 1010 (13.631 min): BF091680.D (-1008) (-) m/z 131.00 100.00%
131
5000
115
77 91103 I | SRR
39 2L &3 | 219 13.40 13.60 13.80 14.00
okt .'. 82 b L | 147160173186 204 235 6a o SiET0R T 39 45%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96926: Cinnamyl cinnamate
131
5000 RIS BN BN SRR B
117 13.40 13.60 13.80 14.00
103 m/z 117.10 34 .45%
51 . /7 o1 219 264
39 65 | | 147 173 192204 \ 236
m/z--> 40 60 80 160 120 140 160 180 200 220 240 2éo
Abundance
131
13.40 13.60 13.80 14.00
5000 103 m/z 103.00 33.20%
77
51 146 218
63 160 188
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20662: 2-Propenal, 3-(4-methylphenyl)- e EEmmmammy MM e
131 13.40 13.60 13.80 14.00
m/z 77.05 26 .55%
5000 o . 146
39 65 103
51 ‘ ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.78 5.49 ng 418732 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Docosene 308 C22H44 001599-67-3 83
3 1-Octadecanol 270 C18H380 000112-92-5 81
4 1-Nonadecene 266 C19H38 018435-45-5 81
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 80
Abundance Scan 1023 (13.779 min): BF091680.D (-1020) (-) m/z 57.05 100.00%
57
83
5000 4
13.40 13.60 13.80 14.00
e m/z 43.10 83.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93396: Ethanol, 2-(tetradecyloxy)-

57

5

5000

13.40 13.60 13.80 14.00
m/z 55.10 67.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
L L L B B e B
97 13.40 13.60 13.80 14.00
5000 1 m/z 83.10 64.64%
29
125
14 153168 308
L B B B B L B e R R RN R EEEE N REREEREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100813: 1-Octadecanol L L L O
43 3 13.40 13.60 13.80 14.00
m/z 97.05 58.75%
5000
6
2 224
o 182 208 252
||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl4.68 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.68 3.62 ng 190427 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanamide 143 C8H17NO 000629-01-6 30
2 1-Methvl-8-phenvl-3.6-diazahomoa... 270 C16H22N4 1000216-28-4 27
3 Methoxvcarbonvlsulfenvl chloride 126 C2H3CI02S 026555-40-8 27
4 14-Hydroxv-14-methvlpentadecanoi... 272 C16H3203 091544-39-7 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 22
Abundance Scan 1102 (14.682 min): BF091680.D (-1099) (-) m/z 59.10 100.00%

59
43
5000
7 270

126 P e i
I Y297 147 167 197213 242955 14.40 1460 14.80 15.00
IIIIIIIIIIIIIIIII

m/z 72.10 74 .04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide
59
5000 ||||||||||||||||||||

14.40 14.60 14.80 15.00
m/z 55.05 64 .15%

44 86
100 143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
72

14.40 14. 60 14. 80 15.00
5000 58 m/z 43.10 55.82%

270
91 115159144 169185 212 254
wwmmﬁmﬁﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance : i

#10584: Methoxycarbonylsulfenyl chloride
59 14. 40 14.60 14.80 15.00

m/z 41.05 45.98%

5000
| 1 M
‘ \‘u I M‘ ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14. 60 14. 80 15.00

8270-BF120916.M Tue Dec 20 04:37:53 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl14.83 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.83 3.67 ng 193052 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvrophenone. 2".3.47.6"-tetram... 204 C14H200 005344-18-3 38
2 1(3H)-1sobenzofuranone. 3.3-dime... 162 C10H1002 001689-09-4 35
3 2H-Indol-2-one. 1.3-dihvdro-1-me... 147 C9HONO 000061-70-1 35
4 2-Indolizinemethanol 147 C9HONO 022320-21-4 35
5 2H-Benzotriazole, 2-ethyl- 147 C8HON3 016584-04-6 35
Abundance Scan 1115 (14.831 min): BF091680.D (-1113) (-) m/z 147.10 100.00%
147
117
5000
91
39 65 131 | 160 385 20720100 251 9 14.60 14.80 15.00 15.20
m/z 117.05 55.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58577: Butyrophenone, 2',3,4',6"-tetramethy|-
147
5000
14.60 14.80 15.00 15.20
119 m/z 115.10 41.82%
74 6 77 %05 | 133 | 171186 204
m/z--> ﬁo 40 éo 80 160 150 140 160 180 200 220 240 260 280
Abundance
147
" 1460 14.80 15.00 15.20
5000 m/z 91.05 30.45%
43 o
62 '® | 105119 162
WWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21621: 2H-Indol-2-one, 1,3-dihydro-1-methyl- e T
1s 147 14.60 14.80 15.00 15.20
m/z 235.20 13.54%
5000
91
58 132 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20

8270-BF120916.M Tue Dec 20 04:37:54 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzo[e]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.92 3.47 ng 182651 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 95
4 Pervlene 252 C20H12 000198-55-0 94
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 1123 (14.922 min): BF091680.D (-1121) (-) m/z 252.10 100.00%
282
5000
126
113 224 14.60 14.80 15.00 15.20
39 56 74 87 99 139152 167 198 268 m/z 250.10 24 _02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89816: Benzo[e]pyrene
252
5000
14.60 14.80 15.00 15.20
125 m/z 253.10 23.53%
50 63 83 99 1}3 | 146 174187200 224237 ‘J
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252
14.60 14.80 15.00 15.20
5000 m/z 126.00 11.57%
126
39 57 74 87100113 149 _ 174187200 224237
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89823: Benzo[K]fluoranthene
252 14.60 14.80 15.00 15.20
m/z 125.00 9.94%
5000
113 126
74 87 99 d\ 200 224 ‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14.80 15.00 15.20

8270-BF120916.M Tue Dec 20 04:37:55 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.01 16.36 ng 860107 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexadecane 226 C16H34 000544-76-3 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 1131 (15.014 min): BF091680.D (-1128) (-) m/z 57.10 100.00%

5|7
5000 85
4

113 14. 60 14. 80 15. 00 15 20 15. 40
141
o”.“”JmJ,”hﬁuJ.”w”.w”aﬁ??.}??”?%ﬁwfﬁnﬁi.”w”.. m/z 71.10 69.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85
4 14.60 14.80 15.00 15.20 15.40

m/z 43.10 64 .58%

113 210
| ‘ b |77 141 169184 " 239054 309
T R T e T e T e [ e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_"
14.60 14.80 15.00 15.20 15.40

85

5000 m/z 85.05 51.93%
41
113
25 141 169 197 225 253268 296
mmﬂmmwmﬁmmr

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane BEAREEEE S S L
57 14.60 14.80 15.00 15.20 15.40

m/z 55.05 22 .91%

5000
A 85
| L | | L 113 141 160 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 60 14. 80 15. 00 15 20 15. 40

8270-BF120916.M Tue Dec 20 04:37:55 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.77 3.64 ng 191608 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1197 (15.768 min): BF091680.D (-1194) (-) m/z 57.10 100.00%
57
85
5000
15.40 15.60 15.80 16.00
141 169
N .J'..,.l...'l,..J. et ben e 208 e M/Zz 71.10  68.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115570: Heneicosane
57
85
5000 R LR BN IR
15.40 15.60 15.80 16.00
29 113 m/z 43.05 58.16%
LM e 197 225 253 29
m/z--> 2'0 4'0 6|O 8|0 100 120 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 55.57%
29

113 210
141 169 103 239 266 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #147095: Eicosane, 7-hexyl- R i ma e
57 15.40 15.60 15.80 16.00
m/z 55.10 20.82%
- I ,/J\W/\/\‘\_N\,\N
113
3 | T, 141 15182 211 252 281 308 337
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15. 60 15. 80 16.00

8270-BF120916.M Tue Dec 20 04:37:56 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Bromoacetic acid, octadecyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.42 ng 179857 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 80
2 1-Docosene 308 C22H44 001599-67-3 72
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 70
4 lsotridecanol- 200 C13H280 027458-92-0 64
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 64
Abundance Scan 1201 (15.814 min): BF091680.D (-1199) (-) m/z 57.10 100.00%
g7
LRI DR ML LN B
167 281 15.40 15.60 15.80 16.00 16.20
S 193209 m/z 83.05 99.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69
97

15.40 15.60 15.80 16.00 16.20
m/z 97.10 93.70%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
I S e e e e
97 15.40 15.60 15.80 16.00 16.20
5000 1 m/z 55.00 90.04%
29
125
14 153168 308
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester A o e e
57 15.40 15.60 15.80 16.00 16.20
83 m/z 43.10 82.16%
5000
4
Il 139154 182 210 238 283
T e B o e SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 40 15. 60 15. 80 16. 00 16 20

8270-BF120916.M Tue Dec 20 04:37:56 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17-Pentatriacontene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.85 2.43 ng 127802 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 72
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 64
3 2-Heptafluorobutvroxvpentadecane 424 C19H31F702 1000245-50-0 59
4 Acetic acid. octadecyl ester 312 C20H4002 000822-23-1 52
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49
Abundance Scan 1292 (16.854 min): BF091680.D (-1287) (-) m/z 57.10 100.00%
57 83
5000
111
2 L e 16,60 16.80 17.00 17.20
— T o S S m/z 83.05 86.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
48
5000 83 R UM BRI SR B
16.60 16.80 17.00 17.20
111 m/z 43.10 83.63%
‘ M M | | 139167 196 224 267292 321 462 490
m/z--> 55 160 1%0 260 2%0 300 350 460 4%0 '
Abundance
43
69 16,60 16.80 17.00 17.20
5000 o7 m/z 97.05 80.69%
125 169195 224 252
miz-> 50 100 150 200 250 300 350 400 450
Abundance #160781: 2-Heptafluorobutyroxypentadecane A BT B S
16.60 16.80 17.00 17.20
69 m/z 69.10 67.89%
5000

97
1{ [[25 189 210
L

el e B R REEE s

T I I T
m/z--> 50 100 150 200 250 300 350 400 450 16.60 16.80 17.00 17.20

8270-BF120916.M Tue Dec 20 04:37:57 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl7.20 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.20 4.91 ng 258328 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trilostane 329 C20H27N0O3 013647-35-3 30
2 .aamma.-Eraostenol 400 C28H480 000516-78-9 16
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 14
4 Disiloxane. l1l-ethenvl-1.1.3.3-te... 160 C6H160Si2 055967-52-7 14
5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 14
Abundance Scan 1322 (17.197 min): BF091680.D (-1318) (-) m/z 43.10 100.00%
43
81 107 145
5000
16,80 17.00 17.20 17.40 17.60
ilbpll m/z 55.10 70.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #132294: Trilostane
41
93 147
67
121 A S UL BN B
5000 30 16.80 17.00 17.20 17.40 17.60
173 201 ‘ 329 m/z 57.10 66.67%
276 300
A \‘ H\\u ‘ NI Loy AP I
m/z--> 50 2 250 300 350 400
Abundance
43
16,80 17.00 17.20 17.40 17.60
5000 m/z 107.10 57.96%
123 147 173193213235255 285 315 400
m/z--> 55 160 1%0 260 250 300 3éo 460 \
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)- e EARES EE
43 16.80 17.00 17.20 17.40 17.60
m/z 81.00 57 .84Y%
5000 268
81 107 226
414
ey \\\ HM M i n A ;\17%193213 R -1 I
m/z--> 5 2m 2m 300 350 400 mmﬂmﬂmﬂmnm

8270-BF120916.M Tue Dec 20 04:37:58 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl18.08 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.08 6.25 ng 328410 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bi-1-cvclohexen-1-vl. 3.3.3".3".... 274 C20H34 076993-52-7 49
2 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 43
3 (-)-Neoclovene-(1). dihvdro- 206 C15H26 1000152-82-1 35
4 Acetic acid. 1-T2-(2.2.6-trimeth... 250 C16H2602 077143-23-8 35
5 1-[p-Nitrophenyl]-3-[2-pyrimidyl... 259 C11H9N503 023656-31-7 30
Abundance Scan 1399 (18.077 min): BF091680.D (-1394) (-) m/z 259.30 100.00%
81 9 259
55
109 134
5000 4 274
149 173
205 S A U —
191 | 91 245 1780 18,00 18.20 18.40

m/z 95.10 92 .06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103118: Bi-1-cyclohexen-1-yl, 3,3,3',3,5,5,5',5-octamethyl
259
41
5000 137 LA L L L L L L LB L
55 274 17.80 18.00 18.20 18.40
69 83 123
‘ ‘ 203 m/z 81.05 87 .85%
2 ‘ ‘ 163 189 231
Il‘rll I “ \‘ m H‘ m HH H\HH \HH H\ I\I ”\” “l:?}7||‘||2?|5” |||‘||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219 259
67 95 A R B
274 17.80 18.00 18.20 18.40
5000 | 135 m/z 55.05 76.44%
5.
81 109

149 191 241
16317791205

A

mﬁwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60307: (-)-Neoclovene-(1), dihydro- e Al Eama s R S
17.80 18.00 18.20 18.40
m/z 109.10 69.43%

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18 20 18 40

8270-BF120916.M Tue Dec 20 04:38:00 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown18.13 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.13 5.45ng 286528  Perylene-di2 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Testosterore 288 C19H2802 000058-22-0 38

2 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 38
3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 35
4 2-Amino-4-methyl-3-pvridinol 124 C6H8N20 020348-18-9 27
5 Cyclohexanecarboxylic acid, 4-bu... 290 C18H2603 067589-46-2 27

Abundance Scan 1404 (18.134 min): BF091680.D (-1402) (-) m/z 124.10 100.00%
4
5000 r/\\
149 288 e P
174 201 | 3 370 412 17.80 18.00 18.20 18.40
S S N m/z 229.20 37.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111021: Testosterone
124 288
5000 246 \|||||||||||||||||||||||
a1 o1 147 17.80 18.00 18.20 18.40
67 203 m/z 57.10 32.83%
I N B
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
R R N e e S
17.80 18.00 18.20 18.40
5000 m/z 43.10 31.60%
95 288
50 75 150 177198 223 258
T T T e T [ e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #110773: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone e EEEREEEEE R
124 17.80 18.00 18.20 18.40
m/z 55.10 25.25%
- \A\/JV\/\/\/\*\/J\MM
o5 288
oy ey s |
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BF120916.M Tue Dec 20 04:38:01 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091680.D

Aca On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample : H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 11
R.T. EstConc Area Relative to ISTD R.T.
19.08 4.88 ng 256443 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 60
2 Sesauirosefuran 218 C15H220 039007-93-7 55
3 Androst-4-ene-3.17-dione. 15-hvd... 302 C19H2603 000566-08-5 45
4 Norethandrolone 302 C20H3002 000052-78-8 35
5 6-l1sopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 25
Abundance Scan 1487 (19.083 min): BF091680.D (-1482) (-) m/z 69.05 100.00%
5 69 109
o5 | 123 302
41
5000 163179 op5 273
149 231246 UL AR RN IUNLRA B
18.80 19.00 19.20 19.40
m/z 55.00 93.93%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan

%

18.I80 19.IOO 19.I20 19.I40
m/z 109.10  92.86%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69 123
e e ERRES BE s
o5 18.80 19.00 19.20 19.40
5000 41 m/z 302.10 77.56%
149 218
55 175
109
Wmmwmwwwwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #118709: Androst-4-ene-3,17-dione, 15-hydroxy-, (15.alpha.)- e A
260 302 18.80 19.00 19.20 19.40
m/z 123.10 76.85%
5000 79 109124
55
3
e 188 215 a4 | 274
b, ale il | Ly L | L
s O R R R e e ERRES BE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40

8270-BF120916.M Tue Dec 20 04:38:02 2016 Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121616\
Data File : BF091680.D

Acq On : 16 Dec 2016 18:42

Operator : UM/SJ

Sample - H6099-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_.96 48.4 ng 2557600 1 6.77 1057830 20.0
unknown6 .54 6.54 99.7 ng 5275460 1 6.77 1057830 20.0
Octadecane 10.73 2.2 ng 185939 4 11.29 1713080 20.0
n-Hexadecanoic acid 11.84 4.1 ng 349194 4 11.29 1713080 20.0
Cinnamyl cinnamate 13.63 6.8 ng 517557 5 13.92 1525390 20.0
Ethanol, 2-(tetra... 13.78 5.5 ng 418732 5 13.92 1525390 20.0
unknownl4 .68 14.68 3.6 ng 190427 6 15.32 1051630 20.0
unknownl14 .83 14.83 3.7 ng 193052 6 15.32 1051630 20.0
Benzo[e]pyrene 14.92 3.5 ng 182651 6 15.32 1051630 20.0
Pentadecane, 8-he... 15.01 16.4 ng 860107 6 15.32 1051630 20.0
Heneicosane 15.77 3.6 ng 191608 6 15.32 1051630 20.0
Bromoacetic acid,... 15.81 3.4 ng 179857 6 15.32 1051630 20.0
17-Pentatriacontene 16.85 2.4 ng 127802 6 15.32 1051630 20.0
unknownl17.20 17.20 4.9 ng 258328 6 15.32 1051630 20.0
unknown18.08 18.08 6.3 ng 328410 6 15.32 1051630 20.0
unknown18.13 18.13 5.5 ng 286528 6 15.32 1051630 20.0
5-Bromo-4-oxo0-4,5... 19.08 4.9 ng 256443 6 15.32 1051630 20.0
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