LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 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 1.632 3 4 12 rVB 634350 1104171 14.73% 2.162%
2 1.747 12 14 56 rvB 3425862 7496438 100.00% 14.678%
3 4.776 277 279 287 rBVY 270605 480300 6.41% 0.940%
4 5.221 316 318 328 rBV 3110433 3403135 45.40% 6.663%
5 6.296 409 412 414 rBV 3280666 3928352 52.40% 7.692%
6 6.364 416 418 419 rvv2 67992 114763 1.53% 0.225%
7 6.399 419 421 424 rvV 3211081 3548010 47.33% 6.947%
8 6.627 439 441 445 rVB 1111842 1069432 14.27% 2.094%
9 6.787 453 455 457 rvV 2781431 2785918 37.16% 5.455%
10 6.902 463 465 470 rVB3 39918 87469 1.17% 0.171%

11 7.199 489 491 494 rBV 1931007 2157233 28.78% 4.224%
12 7.279 496 498 501 rVvB4 41283 76228 1.02% 0.149%
13 7.439 509 512 514 rVB2 67772 110997 1.48% 0.217%
14 7.542 518 521 523 rBV3 78584 143041 1.91% 0.280%
15 7.816 541 545 547 rBV2 39413 100994 1.35% 0.198%

16 7.862 547 549 551 rvv2 47812 83352 1.11% 0.163%
17 7.919 551 554 556 rvv 1538713 1556722 20.77% 3.048%
18 7.987 559 560 562 rvv 63770 90232 1.20% 0.177%

19 8.205 576 579 581 rBvV2 70896 105885 1.41% 0.207%
20 8.353 590 592 596 rVvB 243329 295480 3.94% 0.579%

21 8.513 605 606 609 rBv2 46950 88971 1.19% 0.174%
22 8.582 609 612 613 rvv2 54396 105575 1.41% 0.207%
23 8.616 613 615 617 rVvB2 59990 82567 1.10% 0.162%
24 8.730 623 625 628 rVB3 45243 82147 1.10% 0.161%
25 8.799 628 631 632 rBvV3 50043 76216 1.02% 0.149%
26 8.902 636 640 641 rBvV2 36881 77211 1.03% 0.151%

27 8.947 642 644 646 rvV 223476 232833 3.11% 0.456%
28 8.993 646 648 651 rvv 2578691 3366200 44.90% 6.591%
29 9.096 653 657 658 rvv2 82785 178990 2.39% 0.350%
30 9.370 679 681 682 rvv2 68489 96274 1.28% 0.189%

31 9.405 682 684 685 rvv2 615650 716713 9.56% 1.403%
32 9.610 701 702 704 rBV 157929 159326 2.13% 0.312%
33 9.668 704 707 709 rvVV 1673628 1590966 21.22% 3.115%
34 9.839 719 722 724 rBV2 70588 144587 1.93% 0.283%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 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
35 9.873 724 725 728 rVB2 90547 90904 1.21% 0.178%

36 9.930 728 730 732 rBV 134555 136621 1.82% 0.268%
37 10.056 737 741 743 rBV3 64911 175541 2.34% 0.344%
38 10.113 743 746 747 rBV 235076 256097 3.42% 0.501%
39 10.148 747 749 751 rvv2 39612 77734 1.04% 0.152%
40 10.228 753 756 758 rBV3 64953 135768 1.81% 0.266%

41 10.330 762 765 768 rBV 371601 441762 5.89% 0.865%
42 10.456 773 776 778 rBV 2365361 2451826 32.71% 4_.801%
43 10.593 785 788 791 rVB 538443 777975 10.38% 1.523%
44 10.776 802 804 806 rBvV3 59809 86941 1.16% 0.170%
45 11.028 824 826 827 rBV 177292 195371 2.61% 0.383%

46 11.062 827 829 831 rVB 296351 384594 5.13% 0.753%
47 11.142 834 836 840 rBV 1519617 1572074 20.97% 3.078%
48 11.405 858 859 862 rBvV 153796 166662 2.22% 0.326%
49 11.691 883 884 888 rBv2 109935 210595 2.81% 0.412%
50 12.068 915 917 920 rBV2 145743 217398 2.90% 0.426%

51 12.136 921 923 926 rVB 126946 212721 2.84% 0.417%
52 12.354 940 942 944 rBV 377515 410248 5.47% 0.803%
53 12.571 959 961 963 rBV 195752 231256 3.08% 0.453%
54 12.731 973 975 977 rBV 2993854 2902874 38.72% 5.684%
55 12.971 994 996 997 rBV 108738 95407 1.27% 0.187%

56 13.771 1063 1066 1068 rBV 1143439 1306948 17.43% 2.559%
57 14.765 1151 1153 1158 rVB 168885 287134 3.83% 0.562%
58 14.845 1158 1160 1162 rBV2 89686 90592 1.21% 0.177%
59 15.074 1178 1180 1183 rVV 113213 173182 2.31% 0.339%
60 15.131 1183 1185 1193 rVB 765089 1054156 14.06% 2.064%

61 15.531 1218 1220 1226 rVB 65073 116265 1.55% 0.228%
62 15.954 1255 1257 1261 rVB 53410 98914 1.32% 0.194%
63 16.080 1266 1268 1277 rVB2 64300 157005 2.09% 0.307%
64 16.388 1292 1295 1298 rBV2 56846 118429 1.58% 0.232%
65 16.445 1298 1300 1304 rVB2 55603 111189 1.48% 0.218%

66 16.754 1325 1327 1335 rVB 44827 138991 1.85% 0.272%

67 17.028 1348 1351 1354 rVB 70287 150822 2.01% 0.295%

68 17.325 1374 1377 1382 rVB6 51082 145484 1.94% 0.285%

69 17.714 1408 1411 1420 rVB2 43159 155117 2.07% 0.304%
Sum of corrected areas: 51071325
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

Abundance TIC: BF086903.D
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Abundance TIC: BF086903.D
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Abundance TIC: BF086903.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.78 8.98 ng 480300 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 9

Abundance Scan 279 (4.776 min): BF086903.D (-277) (-) m/z 43.10 100.00%
a3
5000 59
101 M0 AF0 4RO EBO B o
4.40 4.60 4.80 5.00 5.20
O S S8 8 | | Tm/z 59.10  47.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR RN RN RS
59 4.40 4.60 4.80 5.00 5.20
m/z 58.05 13.78%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.40 460 480 500 520
5000 57 m/z 101.10 12.52%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate R N Raama
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.21%
5000
58
5 27 37, 72 100
I A I S I I U R R R LR RN LN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 4 unknown6.40 Concentration Rank 2

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

6.40 66 .35 ng 3548010 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 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 421 (6.399 min): BF086903.D (-419) (-) m/z 132.10 100.00%
132
68 A_
5000
0 54 ¥ 6.00 620 640 6.60 6.80
7
ol Jer \sus o n77 68.05  54.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 e
6.00 6.0 6.40 6.60 6.80
2 51 78 m/z 66.05 37.62%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 97 m/z 134.10 32.62%
70
31
0 44 00 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e P
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 22 .33%
5000 og 0
o -‘-“‘. 89 qu\,w 18189 e
m/z--> 40 60 80 100 120 140 160 180 6.00 6.0 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 6 Heptadecane, 2,6-dimethyl- Concentration Rank 9

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

8.35 3.80 ng 295480 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 78
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 53

Abundance Scan 592 (8.353 min): BF086903.D (-590) (-) m/z 57.10 100.00%
g7

5000

8.00 8.20 8.40 8.60

S 95112125 149

182

(0} m/z 43.10 64_.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99490: Heptadecane, 2,6-dimethyl-
43 57
71
5000 LI L L L LB LN L B
8.00 8.20 8.40 8.60
85 m/z 71.10 60.64%
113
0 L ‘ | 9810714108 182 197210225239253 2683
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71 T T T
8.00 8.20 8.40 8.60
5000 2 m/z 41.10 38.35%
29 113

85 99 127 142

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

Abundance #18443: Octane, 2,6-dimethyl- R B EAR mE

57 8.00 8.20 8.40 8.60
m/z 56.10 21.09%

43 71
5000
29 113
85
0 15 “ \‘ ‘ | Al ‘ 127 142

e ABAmEAS ,,,,, A A AR R B e R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 7 Octane, 2-methyl- Concentration Rank 13

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

8.95 2.93 ng 232833 Acenaphthene-d10 9.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 72
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 50
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 50

Abundance Scan 644 (8.947 min): BF086903.D (-642) (-) m/z 57.10 100.00%
43 71
5000
i o7 '8.60 880 9.00 920
113 127 : . : .
Ob bl ol W ST AT 141 199 188 Tm/z  43.10  62.30%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12261: Octane, 2-methyl-
43
5000 57 A AN R U I
8.60 8.80 9.00 9.20
71 m/z 71.10 59.83%
Oy '??'}}?I}?q'l' I S SN S
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 51 o
'8.60 880 9.00 920
5000 m/z 41.10 42 .68%
29 85
113
o 99 127 141 155 169 183 197 212
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18461: Octane, 3,6-dimethyl- R AN EmaE S
57 8.60 8.80 9.00 9.20
71 m/z 55.10 24 .61%
5000 43
29 113
Ll % e | 1oy
L L L R S S S S AR R NSRS RS LN
miz--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.11 3.22 ng 256097 Acenaphthene-d10 9.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
Abundance Scan 746 (10.113 min): BF086903.D (-743) (-) m/z 57.10 100.00%
57
5000
85
9.80 10.00 10.20 10.40
113
o — ,J.-l. doyps A5 189 | W/z 43.10  78.72%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57
5000 USSR SRR
g5 9.80 10.00 10.20 10.40
29 m/z 71.10 42 .16%
oL w || J 113 141 169 197 226
R A N |
m/z--> 50 100 150 200 250 300 350
Abundance
57
'9.80 10,00 10.20 10.40
5000 m/z 41.10 38.04%
85
29
0 113 141 169 282
m/z--> 50 100 150 200 250 300 350 '
Abundance #152929: Silane, trichlorooctadecyl- AN B B
57 9.80 10.00 10.20 10.40
m/z 85.10 31.41%
5000
85
29
o “‘ ‘ || 113135155175 203 231 250 303 331 357 386
m/z--> 50 100 150 200 250 300 350 ' 9.80 10.00 10.20 10.40

8270-BF050916.M Thu May 12 19:11:39 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 9 Decane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.33 5.55 ng 441762 Acenaphthene-d10 9.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 80
2 Hexadecane 226 C16H34 000544-76-3 80
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
4 Z-2-Tridecen-1-ol 198 C13H260 1000130-75-8 74
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 765 (10.330 min): BF086903.D (-762) (-) m/z 57.10 100.00%
g7
43
5000 71
T o0 10.00 10.20 10.40 10.60
113 127 169 : : - -
ot A L 72741188 199 188 202 218 T 4% 100 55 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27126: Decane, 2-methyl-
5000 71 SRR UL BN BB
10,00 10.20 1040 10.60
29 85 m/z 71.10 41.65%
m/z--> 20 40 eb éo 160 120 140 160 180 200 220
Abundance
43 57
10,00 10.20 10.40 10.60
5000 1 m/z 41.10 28.05%
85
29
o 99 113127 141 155 160 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45592: Undecane, 2,5-dimethyl- R R mEEE
57 10.00 10.20 10.40 10.60
m/z 85.10 20.02%
5000
43 7
29
ol 15 | ﬂ Loy 8 %9 112 127 141 155 169 184
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 10 Undecane, 6-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.59 9.90 ng 777975 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 80
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 76
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 68
Abundance Scan 788 (10.593 min): BF086903.D (-785) (-) m/z 57.10 100.00%
g7
43 71
5000
85 LRI ISR SN BRI B
99 113 10.20 10.40 10.60 10.80 11.00

127 183
.,....,'...|.,.."..,J...',...'.....14.1.1.“??.1??.,...1?7....2,2.1...,....,.... m/z 43.10 65.06%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45551: Undecane, 6-ethyl-
57
71
43
5000

10. 20 10. 40 10. 60 10 80 11. OO

29 8 112 m/z 71.10 61.41%
A T O 537 S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 71 L o
10.20 10.40 10.60 10.80 11.00
5000 m/z 41.10 29.50%
8 13
29 99 183
o 127141155169 197211 225239 253 268
S!S ST ) S Y o S R L Yoo o
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45576: Undecane, 3,6-dimethyl- B e e
57 10.20 10.40 10.60 10.80 11.00
m/z 85.10 21.05%
5000 3 | 7
29 85
ol Ll ;98 13157141155 169 184
N e S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 1020 10.40 10.60 10.80 11.00

8270-BF050916.M Thu May 12 19:11:44 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Tetradecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.03 2.49 ng 195371 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 81
3 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 81
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 74
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 826 (11.028 min): BF086903.D (-824) (-) m/z 57.10 100.00%
57
" |l m
113 192 10.80 11.00 11.20 11.40
I J g MO de0T 20 26028 M Tw/z 43.10 85.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #55010: Tetradecane
57
5000 85 LR S SUBURE LR B
- 10.80 11.00 11.20 11.40
m/z 71.10 48 .58%
198
ol P
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
'~ 10.80 11.00 11,20 11.40
5000 m/z 41.10 43.62%
85
29
o 113 141 169 197 226 ,jXVA,VAx,vaAN\J\ﬂﬂxdv~”A””‘
LN UL AL DAL AR SURLELELA SR UURLELELN SRR AR U
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #73983: Pentadecane, 2-methyl- R AR RERE R S
43 10.80 11.00 11.20 11.40
m/z 85.10 32.24%
| W
5000
99 183
gl s T e e
m/z--> 50 100 150 200 250 300 350 400 450 10,80 11.00 11.20 11.40

8270-BF050916.M Thu May 12 19:11:45 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Tricosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.06 4.8 ng 384594  Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tricosane 324 C23H48 000638-67-5 91

2 Heptacosane 380 C27H56 000593-49-7 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Nonacosane 408 C29H60 000630-03-5 83
5 Tritetracontane 605 C43H88 007098-21-7 83
Abundance Scan 829 (11.062 min): BF086903.D (-827) (-) m/z 57.10 100.00%
57
5000 85 A\Avuvkﬁr—AM\Aﬁ_\v/«AmA»
113 110.80 11.00 11.20 1140
141 197
0..-.‘,..-.-.1, LuZm 169 9722 252 0 824 4081 Tnm/z 71.10 63.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #130017: Tricosane
57
5000 85 e e
10 80 11. 00 11. 20 11. 40
29 113 m/z 43.10 52.49Y%
NI el o R s A
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e
10.80 11.00 11.20 11.40
5000 m/z 85.10 35.58%
85
o 29 113 141 169 197 225 253 281 323 351 380
L
m/z--> 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane e B ERmEE BE
57 10.80 11.00 11.20 11.40
m/z 41.10 29.24%
- i W
29 113
oL L LT ‘1411169 197 225 253 281 309 338
B B o L L e e e
m/z--> 50 100 150 200 250 300 350 400 1080 1100 1120 1140

8270-BF050916.M Thu May 12 19:11:46 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.69 2.68 ng 210595 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 884 (11.691 min): BF086903.D (-883) (-) m/z 43.10 100.00%

ile]
60

5000

129 R EAEEEEEE S mEE

109 151 171185200 221035 260274 11.40 11.60 11.80 12.00

of m/z 60.00 68 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60
5000 LIS L L B L L L BRLL LB
11.40 11.60 11.80 12.00
12 - m/z 41.10 67 .59%
. | “ \H %Z 115777143157171185199213227 242" |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60
e
11.40 11.60 11.80 12.00
5000 43 m/z 55.10 61.28%
29 85 129143
101115 186
0l 15 157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56047: Dodecanoic acid e e ERRES BE s
73 11.40 11.60 11.80 12.00
m/z 73.05 61.02%
43
57
5000
129
29 157 200
‘ T710111 143 | 171 ‘
ok | “..“.“ ‘.‘ ‘.‘...”‘,‘..u‘.,..‘..‘H.... e L P N Y D B s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF050916.M Thu May 12 19:11:47 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Pentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.07 2.77 ng 217398 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 51
2 Cyclohexane, 1,2,4,5-tetraethyl-._._. 196 C14H28 061142-24-3 50
3 Nonadecane 268 C19H40 000629-92-5 44
4 Hexadecane 226 C16H34 000544-76-3 42
5 Tetratetracontane 619 C44H90 007098-22-8 38
Abundance Scan 917 (12.068 min): BF086903.D (-915) (-) m/z 57.10 100.00%
g7
43
5000

141 178193 212 268 11.80 12.00 12.20 12.40

) — ' 164 292 53200286 | n77 55.10  77.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64572: Pentadecane
43 57

71
29
5000 85 LI L L L L L B L L
11. 80 12.00 12.20 12.40
L

m/z 43.10 68 .44%

991131271411551691831972 12

Ol et e b e e e L e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 g9
o7 .
11.80 12.00 12.20 12.40
5000 41 83 111 m/z 69.10 61.00%
167
27
0 125140 196
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99477: Nonadecane R B ARARES RS S
57 11.80 12.00 12.20 12.40
B3| m/z 71.10 52.65%
5000 85
29 99
o ‘ L 1}3127141155169183197211225239 268
.,”..,.”.,..”,...w....“...,”..,.”. e .
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1180 12.00 12.20 12.40

8270-BF050916.M Thu May 12 19:11:48 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Dodecane, 4,9-dipropyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.14 2.71 ng 212721 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 91
2 Octadecane, 3-methyl- 268 C19H40 006561-44-0 87
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
4 Decane, 2-methyl- 156 C11H24 006975-98-0 80
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 76
Abundance Scan 923 (12.136 min): BF086903.D (-921) (-) m/z 57.10 100.00%
g7
43
5000

85

11.80 12.00 12.20 12.40

99 11317141 155169183

209224237 252 274288

o m/z 43.10 54 _.33%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91051: Dodecane, 4,9-dipropyl-
57
43
5000 LA L L L L B L |
71 11.80 12.00 12.20 12.40
85 98 11 m/z 71.10 44 _.00%
ol 4 M‘ oo 113127141155169183197 | 225 252
T T T e e T [ T T e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R N REmay
43 11.80 12.00 12.20 12.40
5000 71 m/z 85.10 25.21%
85

99 239
113127141155169183197211225 | 253268

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55015: Tridecane, 3-methyl- R AR B

41 57 11.80 12.00 12.20 12.40

m/z 41.10 20.04%
5000
71
85
99
o ‘ | w " 3127140 169183198

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 unknownl6.08 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.08 2.98 ng 157005 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 45
2 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 38
3 N,N-Tetramethylene-3,4-dimethoxy... 261 C15H19NO3 327079-67-4 35
4 Cyclopropene-3-carbohydrazide, 1... 371 C22H17N303 1000259-44-9 35
5 1,1-Diphenyl-2-propynyl dimethyl... 279 C18H17NO2 010473-88-8 35
Abundance Scan 1268 (16.080 min): BF086903.D (-1266) (-) m/z 191.20 100.00%
191
5000 ¥ 123 \/‘/\M/A/\/—/\\/\f
4t T 163 AL SUNRRR BRI BN B
0 218235 259 284 333 15.80 16.00 16.20 16.40
o bl et bbbk - M/Zz 95.10°  51.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60237: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
5000 L SURBULR BULLIL RULN SR
57 15,80 16.00 16.20 16.40
29 m/z 81.10 40.81%
93 121 149
0...,.‘.‘..‘,“...“. IHI\I?I\”\I‘\I .‘“ .“‘...”l “‘\” ””?” .2.9.7. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95 191
41 AL SUNRRA BRI SN B
7 15.80 16.00 16.20 16.40
5000 m/z 123.10 33.82%
248
135152
0 117 168 219 \fJj\\’”VA”/“AMW,«¥»w»\\N/»
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94983: N,N-Tetramethylene-3,4-dimethoxy cinnamide B A RRREE R
191 15.80 16.00 16.20 16.40
m/z 69.10 30.94%
5000 261 4WvJ\\WA~»f\\J\\,VVw~—kA/\A/\
70
LA [ B 119 167 218 244 |
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16.00 16,20 16.40

8270-BF050916.M Thu May 12 19:11:50 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Dibenzo[def,mno]chrysene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.75 2.64 ng 138991 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 94
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 93
3 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 93
4 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 87
5 6H-Pyrido[4,3-b]carbazole, 9-met... 276 C18H16N20 010371-86-5 49
Abundance Scan 1327 (16.754 min): BF086903.D (-1325) (-) m/z 276.20 100.00%
276
5000
138 N N A
124 16.40 16.60 16.80 17.00
o 40 72 92 110 152 173187 205 246 292 7> 138 10 55 530,
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104307: Dibenzo[def,mno]chrysene
276
5000 AU USRS

16.40 16.60 16.80 17.00
m/z 274.20  24.48%

390 55 74 98 124138 158172187201 224 248262

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276
16.40 16.60 16.80 17.00
5000 m/z 277.20  22.32%
138
oL28 850 74 91 11024 = 158174 108 222236252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104304: Indeno[1,2,3-cd]pyrene S i
276 16.40 16.60 16.80 17.00

m/z 137.10 21.95%

5000

” 138
o1 124 204 248

MM M INHNN | M R m i m m TS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 40 16 60 16. 80 17.00

8270-BF050916.M Thu May 12 19:11:52 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.86 ng 150822 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 70
2 Octacosane 394 C28H58 000630-02-4 70
3 Tridecane, l-iodo- 310 C13H271 035599-77-0 62
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 62
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 59
Abundance Scan 1351 (17.028 min): BF086903.D (-1348) (-) m/z 57.10 100.00%
5000 85
| 113 o 16,80 17.00 17.20 17.40_
140162 190 : : . .
oL, ..,'I .J n l| Wt VT I I"". "...2.9?....|. —— m/z 43.10 65.03%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 L SRR I SULRILS B
85 16,80 17.00 17.20 17.40
m/z 71.10 55.93%
0 %9‘ Ly 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
16,80 17.00 17.20 17.40_
5000 g5 m/z 85.10 41.51%
29
. 113 141 169 197 225 253 281 309 337 365 394 ’/\\~“~NJJV/\MAANVWﬂAJ\,
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo- R B A B
57 16.80 17.00 17.20 17.40
m/z 41.10 23.35%
5000 85
28
183
m/z--> 50 100 150 200 250 300 350 16,80 17.00 17.20 17.40

8270-BF050916.M Thu May 12 19:11:52 2016

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 unknownl7.33 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
17.33 2.76 ng 145484 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Penta-1,4-dien-3-one, 1-(2-chlor... 253 C13H13CIFNO

1000266-43-0 27

2 p-(3-Methyl-5-0x0-2-pyrazolin-1-._._. 218 C11H10N203 060875-16-3 11
3 Anthracene, 9-(2-propenyl)- 218 C17H14 023707-65-5 11
4 4-(p-N,N-dimethylaminophenylimin... 218 C13H18N20 1000100-07-8 11
5 Clorophene 218 C13H11cCIO 000120-32-1 11
Abundance Scan 1377 (17.325 min): BF086903.D (-1374) (-) m/z 218.25 100.00%
218
5000
17.00 17.20 17.40 17.60
0 m/z 55.10 72.72%
m/z--> 50 100 150 200 250 300 350
Abundance #90085: Penta-1,4-dien-3-one, 1-(2-chloro-6-fluorophenyl)-...
218
98
5000 253 AR RS SRS R
17.00 17. 20 17.40 17.60
m/z 81.10 61.55%
‘ 20 155 183 ‘ M
[o) — il ‘ ‘H‘ \‘le\lhlﬂ\luﬂl‘\nl ‘.‘.“li‘ ‘l“: “: M— RS R
m/z--> 50 100 150 200 250 300 350
Abundance
218
1 17.00 17.20 17.40 17.60
5000 m/z 93.10 49 .62%
65
3 149
e e 3
m/z--> 50 100 150 200 250 300 350
Abundance #68277: Anthracene, 9-(2-propenyl)- B AL B A R o B
218 17.00 17.20 17.40 17.60
m/z 126.10 46 .07%
5000
101 189
0 2\\7 63 82 l 139.1(\351 \J\ . \‘
m/z--> 5|O 100 15|0 2(I)O 250 3CI)O 35|0 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 : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.71 2.94 ng 155117 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 74
2 Hexatriacontane 507 C36H74 000630-06-8 74
3 Tetratetracontane 619 C44H90 007098-22-8 74
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 72
5 Tetratriacontane 479 C34H70 014167-59-0 72
Abundance Scan 1411 (17.714 min): BF086903.D (-1408) (-) m/z 57.10 100.00%
5000
99 RN DAL BRI SR
| (135 183 289 17.40 17.60 17.80 18.00
L T NS m/z 43.10 63.85%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane
57
5000 LS DL BRI SULRLRN SULRLE

17.40 17.60 17.80 18.00
m/z 71.10 54.60%

M\ 141 183 225 281 337 394

m/z--> O 5|0 100 1é0 200 250 300 350 4(|)O 4é0 5CI)O 55|O 6CI)O %J\w
Abundance
57
R DR DR SR SN
17.40 17.60 17.80 18.00
5000 m/z 85.10 35.40%

99
26 141 183 225 281 323 379 421 463 506

i

R -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R R e  ma
57 17.40 17.60 17.80 18.00
m/z 55.10 26.92%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L LA A o S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 17. 40 17. 60 17. 80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086903.D

Acq On : 11 May 2016 22:33

Operator : UM/SJ

Sample : H2894-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
Quant Title : 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... 4.78 9.0 ng 480300 1 6.63 1069430 20.0
unknown6 .40 6.40 66.3 ng 3548010 1 6.63 1069430 20.0
Heptadecane, 2,6-... 8.35 3.8 ng 295480 2 7.92 1556720 20.0
Octane, 2-methyl- 8.95 2.9 ng 232833 3 9.67 1590970 20.0
Hexadecane 10.11 3.2 ng 256097 3 9.67 1590970 20.0
Decane, 2-methyl- 10.33 5.5 ng 441762 3 9.67 1590970 20.0
Undecane, 6-ethyl- 10.59 9.9 ng 777975 4 11.14 1572070 20.0
Tetradecane 11.03 2.5 ng 195371 4 11.14 1572070 20.0
Tricosane 11.06 4.9 ng 384594 4 11.14 1572070 20.0
n-Hexadecanoic acid 11.69 2.7 ng 210595 4 11.14 1572070 20.0
Pentadecane 12.07 2.8 ng 217398 4 11.14 1572070 20.0
Dodecane, 4,9-dip... 12.14 2.7 ng 212721 4 11.14 1572070 20.0
unknownl16 .08 16.08 3.0 ng 157005 6 15.13 1054160 20.0
Dibenzo[def,mno]c... 16.75 2.6 ng 138991 6 15.13 1054160 20.0
Heptacosane 17.03 2.9 ng 150822 6 15.13 1054160 20.0
unknownl17 .33 17.33 2.8 ng 145484 6 15.13 1054160 20.0
Octacosane 17.71 2.9 ng 155117 6 15.13 1054160 20.0
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