LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051116\

Data File : BF086916.D

Acg On : 12 May 2016  4:49 Instrument :
Operator : UM/SJ BNA_F

Sample - H2957-02 ClientSampleld :
Misc : TP31-5FT

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.633 3 4 13 rVB 378040 811775 12.17% 1.816%
2 1.747 13 14 46 rVB 3096165 6671326 100.00% 14.922%
3 4.776 277 279 283 rBY 109492 167277 2.51% 0.374%
4 5.222 316 318 321 rBV 2078543 2978042 44.64% 6.661%
5 6.296 410 412 419 rBV 2621012 2946448 44_.17% 6.590%
6 6.410 419 422 424 rBV 2433288 3054715 45.79% 6.833%
7 6.627 439 441 446 rBVY 805248 919186 13.78% 2.056%
8 6.787 452 455 457 rBV 2634557 2318688 34.76% 5.186%
9 7.199 489 491 494 rBV 1316550 1914208 28.69%  4.282%
10 7.919 552 554 556 rBV 1258126 1087560 16.30% 2.433%
11 8.365 590 593 596 rBvY 38174 78323 1.17% 0.175%
12 9.005 646 649 651 rvv 1841220 2518253 37.75% 5.633%
13 9.085 653 656 659 rvv 55704 79826 1.20% 0.179%
14 9.371 679 681 682 rBV 74640 80137 1.20% 0.179%
15 9.405 682 684 685 rvv 273655 334807 5.02% 0.749%
16 9.531 693 695 697 rBv2 59598 74516 1.12% 0.167%
17 9.576 697 699 701 rvB 75734 70409 1.06% 0.157%

18 9.611 701 702 704 rBV 136849 144236 2.16% 0.323%
19 9.668 705 707 709 rvV 1104465 988062 14.81% 2.210%
20 9.839 719 722 724 rBV3 39376 84148 1.26% 0.188%

21 10.113 744 746 748 rVB 184559 162519 2.44% 0.364%
22 10.331 763 765 768 rVB 92567 128290 1.92% 0.287%
23 10.456 774 776 779 rBV 1578239 1508266 22.61% 3.374%
24 10.582 784 787 791 rVB 195200 325481 4._.88% 0.728%
25 11.028 824 826 828 rBV 80413 95066 1.42% 0.213%

26 11.142 834 836 840 rBV 772430 911905 13.67% 2.040%
27 11.691 882 884 888 rBv3 106697 204235 3.06% 0.457%
28 11.771 889 891 892 rvv2 123588 138301 2.07% 0.309%
29 11.794 892 893 895 rvB2 325578 433461 6.50% 0.970%
30 11.908 902 903 907 rVvB3 165460 175026 2.62% 0.391%

31 12.022 912 913 915 rvVv 153732 125566 1.88% 0.281%
32 12.102 916 920 922 rVvV5 128355 353483 5.30% 0.791%
33 12.159 924 925 927 rvv2 290822 343780 5.15% 0.769%
34 12.205 927 929 932 rVV4 244106 400342 6.00% 0.895%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051116\

Data File : BF086916.D

Acg On : 12 May 2016  4:49 Instrument :
Operator : UM/SJ BNA_F

Sample - H2957-02 ClientSampleld :
Misc : TP31-5FT

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.297 935 937 940 rvv3 313255 643460 9.65% 1.439%

36 12.354 940 942 944 rVB 316166 278419 4_.17% 0.623%
37 12.582 959 962 963 rBvV 189418 318776 4.78% 0.713%
38 12.731 973 975 977 rBV 2143965 1948891 29.21% 4 _359%
39 12.902 988 990 992 rVB 136193 168369 2.52% 0.377%
40 12.971 994 996 998 rBV 162518 167289 2.51% 0.374%

41 13.142 1009 1011 1012 rBVZ2 63886 81550 1.22% 0.182%
42 13.302 1023 1025 1027 rVB2 85643 103935 1.56% 0.232%
43 13.497 1040 1042 1043 rBVY 142372 157087 2.35% 0.351%
44 13.600 1049 1051 1052 rVB 116149 115387 1.73% 0.258%
45 13.645 1052 1055 1057 rBVY 316765 402362 6.03% 0.900%

46 13.680 1057 1058 1060 rVB 297918 236084 3.54% 0.528%
47 13.725 1060 1062 1063 rBVY 108302 117874 1.77% 0.264%
48 13.771 1063 1066 1070 rBV2 900662 1273463 19.09% 2.848%
49 13.954 1080 1082 1083 rBV 109893 110023 1.65% 0.246%
50 14.228 1104 1106 1107 rBV 206424 394123 5.91% 0.882%

51 14.262 1107 1109 1111 rVB 1010865 978187 14.66% 2.188%
52 14.548 1132 1134 1138 rBV3 135214 277826 4.16% 0.621%
53 14.685 1144 1146 1150 rVB2 100050 152873 2.29% 0.342%
54 14.765 1151 1153 1156 rVB 134524 224851 3.37% 0.503%
55 14.845 1158 1160 1162 rBV 764592 844326 12.66% 1.889%

56 15.143 1183 1186 1187 rBV 461047 621481 9.32% 1.390%
57 15.348 1202 1204 1207 rVB 155047 220129 3.30% 0.492%
58 15.543 1218 1221 1224 rBV 581083 837496 12.55% 1.873%
59 15.645 1228 1230 1234 rVB 93277 161244 2.42% 0.361%
60 16.206 1277 1279 1284 rVB2 120036 205971 3.09% 0.461%

61 16.766 1326 1328 1332 rBV 35449 68625 1.03% 0.153%
62 17.326 1374 1377 1381 rVB5 99379 250110 3.75% 0.559%

63 17.771 1413 1416 1419 rVv4 208817 429450 6.44% 0.961%
64 18.594 1484 1488 1494 rVB5 95591 290577 4_36% 0.650%

Sum of corrected areas: 44707901
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086916.D
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Abundance TIC: BF086916.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.41 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.41 66.47 ng 3054720 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 422 (6.410 min): BF086916.D (-419) (-) m/z 132.10 100.00%
5000 68 L
40 % 6.00 6.20 640 6.60 6.80
48 24 62| 75 104 : : . . .
Ot B B2 perer Rt us Ml “m/z 68.10  38.69%
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
6.00 6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.10 33.51%
38 44
0 ‘ N | H He . !
T T e T T e e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
IR e e e
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 26.29%
41 53 97 117
79
0 34 61 89 105 124
R e e AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.99%
5000
3B 44 0 g7 105
60 78 ‘
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane, 6-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.58 7.14 ng 325481 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tetradecane 198 C14H30 000629-59-4 81
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 787 (10.582 min): BF086916.D (-784) (-) m/z 57.10 100.00%

57
43

5000

10.20 10.40 10.60 10.80 11.00

99 113

140154169 195210

244

o m/z 43.10 81.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55022: Tridecane, 6-methyl-
57
43
5000 71 LA L I L L L L L L B
10 20 10. 40 10. 60 10 80 11. OO
29 85 126 m/z 71.10 48.01%
oL15 | ‘L L% iaoisa1e9183108
R R e i Eaam e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R e e e
71 10.20 10.40 10.60 10.80 11.00
5000 m/z 41.10 40.18%
85
29
. 99113127141155160 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane R RREEE R e
43 57 10.20 10.40 10.60 10.80 11.00
m/z 85.10 28.20%
5000 &
85
29
o | L L “ 99113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 20 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl2.16 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.16 7.54 ng 343780 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Oxathian-2-one 118 C4H602S 005512-70-9 25
2 5-Nitro-2-furaldoxime 156 C5H4N204 000555-15-7 25
3 Morphinan-6-one, 1,3-dibromo-N-f... 457 C17H17Br2N0O4 1000117-05-3 14
4 1,2-Propadiene, 1-bromo- 118 C3H3Br 010024-18-7 12
5 1,3-Dichloroallene 108 C3H2CI2 083682-32-0 12
Abundance Scan 925 (12.159 min): BF086916.D (-924) (-) m/z 97.10 100.00%

60 9 143 300
171 338

378

198 226

5000 270

11.80 12.00 12.20 12.40

0 m/z 60.10 94 _.57%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8398: 1,4-Oxathian-2-one
74
5000 37
11.80 12.00 12.20 12.40
118 m/z 143.10 88.86%
0 mewbk..,...w....,.”.,....,”..,....“..
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
30
64 R A e e o
11.80 12.00 12.20 12.40
5000 126 m/z 300.30 84.26%
96
O e B L o o L L e o L e e

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #165077: Morphinan-6-one, 1,3-dibromo-N-formyl-2,4-dihydroxy-

3 11.80 12.00 12.20 12.40
m/z 87.00 83.91%

5000
385 457
4

L Tt ™ kot tarev et S W A m”.,...
mz-> 0 50 100 150 200 250 300 350 400 450 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Eicosene, (E)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.65 6.32 ng 402362 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 70
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 70
3 Dodecane 170 C12H26 000112-40-3 64
4 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 62
5 Tridecane 184 C13H28 000629-50-5 62

Abundance Scan 1055 (13.645 min): BF086916.D (-1052) (-) m/z 57.10 100.00%

57
5000
85

3 13.40 13.60 13.80 14.00
141169 539
Ol ,....,1}...,...1.97..2]3.8,.?5.‘9?99.3?1.... ey m/z 43.10  80.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106399: 9-Eicosene, (E)-
57
97
5000 TTTT LI L L L L L LB L
29 1340 13.60 13.80 14.00
- m/z 71.10 49_48%
L ‘\\h | F | 153181209 252280
B R B S B e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
R mmE s
13.40 13.60 13.80 14.00
5000 71 m/z 55.10 42 _.00%
o5 99 12715518321123926729°323 AQVJ\\~AANx/jkbm_JwaL\Mw_
R I B e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36157: Dodecane AN BEa TS e L
43 13.40 13.60 13.80 14.00
m/z 85.10 35.51%
71
5000
‘98 127 170
Ol 1 e T T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.26 15.36 ng 978187 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
3 Tridecane, l-iodo- 310 C13H271 035599-77-0 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1109 (14.262 min): BF086916.D (-1107) (-) m/z 57.10 100.00%
57
5000 85
113 41 14.00 14.20 14.40 14.60
ol ,I. L ", 7 109 197 220240 262280 309 358 m/z 43.10 70.89%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 R DAL DML IR B
85 14.00 14.20 14.40 14.60
29 m/z 71.10 52.89%
ol ‘,L .“- pa M8 e 2
m/z--> 50 100 150 200 250 300 350
Abundance
57
1400 14.20 14.40 14.60
5000 85 m/z 85.10 38.52%
29
0 U3 141 169 210 39 266 300
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo- T e
57 14.00 14.20 14.40 14.60
m/z 41.10 24 .94%
5000 85 ¥_M~_A\_d\vvfA\hﬁ_‘“/\d\jLu
28
183
Ouuulut...‘ll.l3.‘..]|-5.5..{. ——— ....3:!-0... — R B
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.55 8.94 ng 277826 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 70
2 11-Tricosene 322 C23H46 052078-56-5 60
3 1-Tricosene 322 C23H46 018835-32-0 60
4 Hexadecane, l1l-chloro- 260 C16H33ClI 004860-03-1 60
5 Octadecane 254 C18H38 000593-45-3 55
Abundance Scan 1134 (14.548 min): BF086916.D (-1132) (-) m/z 57.10 100.00%
57
>0 M
Jss
125 190217 256 229 546 14.20 14.40 14.60 14.80
0 ,J',*1,53,L~ l....,3.6.6..,....,....,....,. m/z 43.10 85.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99476: Nonadecane
57
85
5000 L BN BRI BRI B B
14.20 14.40 14.60 14.80
29 m/z 71.10 48 .89%
ob P erer 28
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
14:20 14.40 14.60 14.80
5000 83 m/z 55.10 42.52%
111
o 140168196224 266294322
m/z--> 55 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #129061: 1-Tricosene e REREE
57 14.20 14.40 14.60 14.80
97 m/z 41.10 32.53%
5000
29 25
ohs | }§3;$2210238266294322
m/z--> 55 160 1éo 200 250 300 3éo 460 4éo 560 séo 1450 1440 1460 1J80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.85 27.17 ng 844326 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Eicosane, 3-methyl- 296 C21H44 006418-46-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 1160 (14.845 min): BF086916.D (-1158) (-) m/z 57.10 100.00%
57
113 14.60 14.80 15.00 15.20
ol b d " ML 169 197 225247268 202311 341364 403 | yzo 43 .10 71.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 85 LI UL LU UL SR
14.60 14.80 15.00 15.20
29 m/z 71.10 52.40%
o ‘ h || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
71 " 14.60 14.80 15.00 15.20
5000 m/z 85.10 36.16%
99 196
o 127 155 225 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl- L AR EA
57 14.60 14.80 15.00 15.20
m/z 41.10 23.71%
5000 85 —\ﬁ-A&AJ\\A~J\\\~N‘v\/\_\‘j
oL 31 J L dlﬁ3jlﬂl‘1§9 197 %39 267 204 323 352
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.35 7.08 ng 220129 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 87
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72
3 Z-2-Dodecenol 184 C12H240 069064-36-4 70
4 11-Tetradecyn-1-ol acetate 252 C16H2802 033925-72-3 64
5 1,19-Eicosadiene 278 C20H38 014811-95-1 62
Abundance Scan 1204 (15.348 min): BF086916.D (-1202) (-) m/z 57.10 100.00%
57
82
5000
109 15.00 15,20 1540 15.60
224 208319 360 : : : :
I N ¥ 249270 m/z 43.10 96.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64478: Tetradecanal
57 82
5000 L DA SRR B B B
29 15. oo 15. 20 15.40 15.60
m/z 55.10 71.47%
H H 128 7 100
ol \\ Lk ‘.‘...‘,....,....,....,....,....
m/z--> 50 150 200 250 300 350 400
Abundance
43 82
15.00 15,20 1540 15.60
5000 m/z 82.10 65.98%
109
o 138 166 208 250
miz-> 50 100 150 200 250 300 350 400
Abundance #45436: Z-2-Dodecenol e REREE
57 15.00 15.20 15.40 15.60
82 m/z 83.10 47 .71%
139 1?8 166
L e e B PN L NI s LRSI BRI DR BRI I
m/z--> 50 100 150 200 250 300 350 400 15. oo 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.54 26.95 ng 837496 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 1221 (15.543 min): BF086916.D (-1218) (-) m/z 57.10 100.00%
7
5000 85 ___n__,Jx._,/\Aﬂ\,\_,__A_‘
B NI DA UL BN I
113 141 15.20 15.40 15.60 15.80
ok U T, 2 169 197 225 262283309 337 369 ;/z  43.10  69.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 B DN DA UL BN I
15.20 15.40 15.60 15.80
m/z 71.10 53.43%
o) I i d1%3\ 41 169 197 2% 267 294 323 352
m/z--> 50 100 150 200 2éo 300 350 400 '
Abundance
57
1520 15.40 15.60 1580
5000 m/z 85.10 38.74%
85
o 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #162744: Hentriacontane BB R T
57 15.20 15.40 15.60 15.80
m/z 55.10 22 .46%
5000 ’h\/\Fﬂ—/\¢\v“/\fd\w‘\-F\N/\/
85
29 113 141 169 197
oL AL 77,199,197 225 253 280 309 361 379 407 436 N —
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, heptadecyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.21 6.63 ng 205971 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 97
2 1,19-Eicosadiene 278 C20H38 014811-95-1 81
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 76
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72
5 Cycloheptadecanol 254 C17H340 004429-77-0 58
Abundance Scan 1279 (16.206 min): BF086916.D (-1277) (-) m/z 57.10 100.00%
57
82
5000

NJ 138160 1g5 214737 268292 319345 384 441 15.80 16.00 16.20 16.40 16.60
Ot m/z 43.10 96.36%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107629: Oxirane, heptadecy!-
43 82
5000 ALV L AR R

15.80 16.00 16.20 16.40 16.60
110 m/z 55.10 65.74%

‘ A H\ \\\1?8‘166 194 236 264
0; 1 ||‘|||‘|||||||||||||||||||||.,,II

m/z--> 0 50 150 200 250 300 350 400
Abundance
55
82 A
15.80 16.00 16.20 16.40 16.60
5000 m/z 82.10 58.12%
29 109
0 137 166 194 222 250 278
T T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #93393: 1,16-Hexadecanediol A
55 82 15.80 16.00 16.20 16.40 16.60
m/z 96.10 42 .75%
5000
31
‘ 109
138
m/z--> 0 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Oxaspiro[2.5]octane, 5,5-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.33 8.05 ng 250110 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Oxaspiro[2.5]octane, 5,5-dimet... 206 C14H220 1000195-92-1 58
2 2-Cyclohexene-1-carboxaldehyde, ... 220 C15H240 056772-07-7 52
3 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 50
4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 46
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 45
Abundance Scan 1377 (17.326 min): BF086916.D (-1374) (-) m/z 55.10 100.00%
205
5000
17.00 17.20 17.40 17.60
o} m/z 93.10 97 .59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60264: 1-Oxaspiro[2.5]octane, 5,5-dimethyl-4-(3-methyl-1,.
41
5000 S A S I SRR
206 17.00 17.20 17.40 17.60
“ 163 m/z 109.10 95._15%
0.‘.‘ ‘“M"....|....|....|....|...
m/z--> 250 300 350 400
Abundance
69 109
17.00 17.20 17.40 17.60
5000 m/z 205.20 91.60%
137 162 205
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #60251: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe... A BEmma B R
107 17.00 17.20 17.40 17.60
a g 206 m/z 41.10 86.89%
135
5000 163
o’ "Jm.up.... I e
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Terephthalonitrile N,N"-dio... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.77 13.82 ng 429450 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terephthalonitrile N,N"-dioxide 160 C8H4N202 003729-34-8 70
2 Tetryl 287 C7H5N508 000479-45-8 38
3 4,6-Dichloro-1,5-naphthyridine-1... 214 C8H4CI2N20 1000213-90-4 38
4 1H-Benzimidazole, 2-(difluoromet... 168 C8HB6F2N2 000705-09-9 35
5 N-Phthaloyl-N",N"-dimethylurea 218 C11H10N203 026004-75-1 35
Abundance Scan 1416 (17.771 min): BF086916.D (-1413) (-) m/z 144_.40 100.00%

76 117 144 36 230

48

20
5000
332 4o 425

17.40 17.60 17.80 18.00

0 m/z 230.50 98.90%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #29838: Terephthalonitrile N,N'-dioxide
160
5000 51
90 118 17.40 17.60 17.80 18.00
‘ m/z 233.70 98.45%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
30
IIAIIIIIIIIIIIIIIIIIIIII
241 17.40 17.60 17.80 18.00
5000 75 m/z 75.20 96.96%
181
50/ | 102 149
0 123 210 287
B R BRAN EER I
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #65967: 4,6-Dichloro-1,5-naphthyridine-1-oxide T
214 17. 40 17. 60 17. 80 1800

m/z 138.00 96 .24%

el

m/z--> 0 50 100 150 200 250 300 350 400 17. 40 17. 60 17. 80 18. 00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016  4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl18.59 Concentration Rank 11

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

18.59 9.35 ng 290577 Perylene-d12 15.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 41

2 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 30

3 1-Formyl-2,2,6-trimethyl-3-(3-me... 220 C15H240 108287-18-9 30

4 Bicyclo[7.7.0]hexadec-1(9)-ene 220 C16H28 1000159-39-6 25

5 Ledene oxide-(Il) 220 C15H240 1000151-93-3 25
Abundance Scan 1488 (18.594 min): BF086916.D (-1484) (-) m/z 69.10 100.00%

69

95

5000

18.20 18.40 18.60 18.80 19.00

0 m/z 55.10 92.59%
m/z--> 50 100 150 200 250 300 350
Abundance #69594: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-enyl...
69
5000 109 L B B B B

18. 20 18 40 18 60 18 80 109. OO

m/z 95.10 73 .40%

P331?1 177 220
¥y
m/z--> 50 100 150 200 250 300 350
Abundance
41 95
B M ma B
67 123 18.20 18.40 18.60 18.80 19.00
5000 m/z 109.10 70.02%
147 218
175
0 200
B B A
m/z--> 50 100 150 200 250 300 350
Abundance #69561: 1-Formyl-2,2,6-trimethyl-3-(3-methyl-but-2-enyl)-6... L E e o
69 18.20 18.40 18.60 18.80 19.00
m/z 123.10 61.09%
220
5000
137
‘ ‘ ‘ 177
m/z--> 50 200 250 300 350 18. 20 18 40 18 60 18 80 19. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086916.D

Acq On : 12 May 2016 4:49

Operator : UM/SJ

Sample : H2957-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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]
unknown6 .41 6.41 66.5 ng 3054720 1 6.63 919186 20.0
Tridecane, 6-methyl- 10.58 7.1 ng 325481 4 11.14 911905 20.0
unknownl12.16 12.16 7.5 ng 343780 4 11.14 911905 20.0
9-Eicosene, (E)- 13.65 6.3 ng 402362 5 13.77 1273460 20.0
Eicosane 14.26 15.4 ng 978187 5 13.77 1273460 20.0
Nonadecane 14.55 8.9 ng 277826 6 15.14 621481 20.0
Octacosane 14.85 27.2 ng 844326 6 15.14 621481 20.0
Tetradecanal 15.35 7.1 ng 220129 6 15.14 621481 20.0
Heptadecane, 9-oc... 15.54 26.9 ng 837496 6 15.14 621481 20.0
Oxirane, heptadecyl- 16.21 6.6 ng 205971 6 15.14 621481 20.0
1-Oxaspiro[2.5]Joc... 17.33 8.1 ng 250110 6 15.14 621481 20.0
Terephthalonitril... 17.77 13.8 ng 429450 6 15.14 621481 20.0
unknown18.59 18.59 9.3 ng 290577 6 15.14 621481 20.0
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