LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 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-BF081616.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.667 6 7 16 rvV 1416109 2577769 9.20% 0.988%
2 1.792 16 18 75 rVvB 10821961 28014959 100.00% 10.734%
3 4.718 256 274 277 rBV 91880 388293 1.39% 0.149%
4 4.833 282 284 289 rBVY 1117366 1426438 5.09% 0.547%
5 5.279 320 323 325 rVB 5213650 6522368 23.28% 2.499%
6 5.507 341 343 345 rBV 348898 384049 1.37% 0.147%
7 6.250 406 408 410 rvVv 430641 324488 1.16% 0.124%
8 6.296 410 412 413 rVV 1244750 1110892 3.97% 0.426%
9 6.330 413 415 417 rVB 6170695 6416441 22.90% 2.459%
10 6.376 417 419 422 rBV 908519 1065150 3.80% 0.408%

11 6.456 424 426 429 rBV 8722094 10353685 36.96% 3.967%
12 6.696 445 447 449 rVB 5390623 4469274 15.95% 1.712%
13 6.753 450 452 454 rvv 1813021 2061457 7.36% 0.790%
14 6.856 458 461 462 rBV 8388483 8805262 31.43% 3.374%
15 6.879 462 463 465 rVV 3192795 2458233 8.77% 0.942%

16 6.959 468 470 471 rVV 2915146 2568243 9.17% 0.984%
17 6.982 471 472 474 rVW 334219 283184 1.01% 0.109%
18 7.027 474 476 480 rVV 1987844 2343058 8.36% 0.898%
19 7.096 480 482 485 rVB 462136 661282 2.36% 0.253%
20 7.267 492 497 500 rBV3 8690871 18895282 67.45% 7.240%

21 7.359 503 505 506 rvv2 467226 527036 1.88% 0.202%
22 7.393 506 508 509 rvv 642693 568254 2.03% 0.218%
23 7.473 513 515 519 rBV 2887644 6241242 22.28% 2.391%
24 7.553 519 522 524 rVB2 435497 609697 2.18% 0.234%
25 7.599 524 526 527 rBV 895446 823576 2.94% 0.316%

26 7.656 528 531 535 rVV 4614553 6450063 23.02% 2.471%
27 7.724 535 537 539 rvv2 9332693 10680558 38.12% 4.092%
28 7.770 539 541 543 rVvVv 970679 1290265 4.61% 0.494%
29 7.827 543 546 547 rVvV3 1083655 1783036 6.36% 0.683%
30 7.862 547 549 551 rVB 1036595 1066114 3.81% 0.408%

31 7.987 557 560 563 rvB3 5958450 10672561 38.10% 4._.089%
32 8.033 563 564 567 rvB2 1347091 1391182 4._.97% 0.533%
33 8.079 567 568 570 rBvV 656960 544530 1.94% 0.209%
34 8.147 572 574 575 rBV 371710 331414 1.18% 0.127%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.182 575 577 579 rBV 878180 1088356 3.88% 0.417%

36 8.250 581 583 588 rvB2 5333859 7602707 27.14% 2.913%
37 8.376 590 594 595 rvB 1311091 1317995 4._.70% 0.505%
38 8.422 595 598 599 rBvV 508299 781278 2.79% 0.299%
39 8.456 599 601 603 rVvB 984687 850319 3.04% 0.326%
40 8.513 603 606 610 rBVv3 2809946 4482938 16.00% 1.718%

41 8.570 610 611 613 rVB2 1542541 1548204 5.53% 0.593%
42 8.650 613 618 620 rvB4 709059 929170 3.32% 0.356%
43 8.696 620 622 628 rBV3 1940848 3385436 12.08% 1.297%
44 8.799 628 631 633 rVB 3612862 3938847 14.06% 1.509%
45 8.867 633 637 641 rVB5 702962 1725507 6.16% 0.661%

46 8.925 641 642 645 rVB2 471171 506380 1.81% 0.194%
47 8.982 645 647 649 rVB2 642429 750158 2.68% 0.287%
48 9.073 651 655 656 rvVB 13559316 19304660 68.91% 7.397%
49 9.153 656 662 665 rBv6 265698 677248 2.42% 0.259%
50 9.222 665 668 670 rBv3 470940 572869 2.04% 0.220%

51 9.313 673 676 679 rBv4 648152 1535316 5.48% 0.588%
52 9.393 681 683 684 rBv2 642015 539583 1.93% 0.207%
53 9.462 687 689 692 rBvV 779820 819587 2.93% 0.314%
54 9.553 696 697 699 rvB 334421 343927 1.23% 0.132%
55 9.690 707 709 710 rBV 294709 298957 1.07% 0.115%

56 9.736 710 713 715 rVB 7456134 6795975 24.26% 2.604%
57 9.850 719 723 725 rBV2 1062643 1972132 7.04% 0.756%
58 10.193 751 753 754 rvV 231233 408264 1.46% 0.156%
59 10.216 754 755 758 rvvV 1129206 1142514 4.08% 0.438%
60 10.525 778 782 784 rBV 10082011 12535867 44.75% 4_.803%

61 10.948 818 819 824 rBV 224237 304302 1.09% 0.117%
62 11.211 839 842 844 rBV 7365430 6585098 23.51% 2.523%
63 11.759 888 890 901 rVvB2 964679 1214314 4_.33% 0.465%
64 12.548 957 959 966 rBV 1627931 1832163 6.54% 0.702%
65 12.811 978 982 984 rBV 13704108 19354202 69.09% 7.416%

66 13.851 1070 1073 1076 rBV 6512439 6338297 22.62% 2.429%
67 15.291 1195 1199 1201 rBV 3849002 5393679 19.25% 2.067%

Sum of corrected areas: 260985584
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF089773.D
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Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089773.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

4.83 6.38 ng 1426440 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 284 (4.833 min): BF089773.D (-282) (-) m/z 43.00 100.00%
43
59
5000
101 USRI N R
51 | 60 83 | 4.40 4.60 4.80 5.00 5.20
L NSNS NN NS m/z 59.10 56.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI U L R R
59 4.40 4.60 4.80 5.00 5.20
m/z 101.00 20.33%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 480 5.00 520
5000 m/z 58.00 16.32%
41
ol 50 73 86
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester BEREEEEEEE RS s Ea S R
59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.71%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.46 Concentration Rank 2

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

6.46 46.33 ng 10353700 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 426 (6.456 min): BF089773.D (-424) (-) m/z 132.00 100.00%
5000 68
6 e
40 _ 54 | 75 104 6.20 6.40 6.60 6.80
Obrr e Hib ??...' BN VPR -1 S N .S | S m/z 68.10 43.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS SRS U
6.20 6.40 6.60 6.80
3 78 m/z 134.00 34.02%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132 j
" 620 6.40 6.60 6.80
5000 67 m/z 66.00 27.53%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e A e
132 6.20 6.40 6.60 6.80

m/z 69.05 17.23%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzene, 1,2,3-trimethyl- Concentration Rank 12

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

6.75 9.23 ng 2061460 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 90

Abundance Scan 452 (6.753 mird1)): BF089773.D (-450) (-) m/z 105.10 100.00%
105
5000 120
77
39 51 65 91 6.40 6.60 6.80 7.00
o! el 232297 Tm/z 120.10  40.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.40 6.60 6.80 7.00
m/z 77.00 13.01%
015273\951 6‘57‘7‘ i Al \
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105
6.40 6.60 6.80 7.00
5000 m/z 106.10 9.16%
120
15 27 39 51 65 77 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 6.40 6.60 6.80 7.00
m/z 91.00 8.84%
5000
120
27 39 51 65 77 91
0"'I'”'M'Nhim"M"M'“m'"f'”'l"”l""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, 1,1"-(1,5-hexadien... Concentration Rank 10

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

6.88 11.00 ng 2458230 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 59
2 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 45
3 m-Aminophenvlacetvlene 117 C8H7N 054060-30-9 43
4 Benzaldehvde. 4-(1l-phenvl-2-prop... 238 C16H1402 1000277-56-1 42
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 42

Abundance Scan 463 (6.879 min): BF089773.D (-462) (-) m/z 117.05 100.00%
117
5000
91
39 51 63 77 | 103 6.60 6.80 7.00 7.20
o I B o m/z 118.05 55.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117
5000 ISR L SRR

6.60 6.80 7.00 7.20
m/z 115.00 32 .54%

27 39 51 65 77 \ 103 M 129143 165178191203 234

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
e e T
6.60 6.80 7.00 7.20
5000 m/z 91.00 13.78%
91
39 51 63
oL 15 27 77 | 103 | 131 169 184196
A B o o o e R R R R e e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8585: m-Aminophenylacetylene
117 6.60 6.80 7.00 7.20
m/z 116.00 7.23%
5000
89
o 2739516375 | 101 |
T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, 1,3-diethyl- Concentration Rank 9

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

6.96 11.49 ng 2568240 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 94
2 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 93
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 83
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 83
5 Benzene, 4- ethyl -1,2-dimethyl- 134 C10H14 000934-80-5 72

Abundance Scan 470 (6.959 min): BF089773D(468)() m/z 119.05 100.00%
105 119
5000 134
. 91
39 51 65 6.60 6.80 7.00 7.20
o..,....,....,....,....,'....,.'.'..,...|!',....,..F’ﬁ.'!.‘.ﬁ%#!'.l.???,..'..,... m/z 105.05  96.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14839: Benzene, 1,3-diethyl-
105 119
5000 134
6.60 6.80 7.00 7.20
9 m/z 134.10 51.23%
L5 2 39 Sleg® | | o5 |17
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
105
6.60 6.80 7.00 7.20
5000 134 m/z 91.00 25.56%
91
27 41 51gg65 7
ol 15 58 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119 6.60 6.80 7.00 7.20
m/z 115.00 19.50%
5000 134
91
0 'W'%?'I”%TI”'?ﬁ'”'N"ﬁﬁ'ﬁé'v"wl”"l"%%'Hl'l”hkl'}?z""I'“ SRR S U SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 o0-Cymene Concentration Rank 11

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

7.03 10.49 ng 2343060 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 93
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 476 (7.027 min): BF089773.D (-474) (-) m/z 119.10 100.00%
119
5000 105 134
91
77
39 51 65 6.60 6.80 7.00 7.20 7.40
Obrrprrrr e it e e e 20l L R2T L Tm/Zz 105.00 0 42.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119
5000
134 6.60 6.80 7.00 7.20 7.40
01 m/z 134.10 41.64%
oL 15 27 4l 515865 77 103 Ll 127 |
mz-> 16 % 90 4 50 60 70 80 00 100 110 150 130 140
Abundance
105 119
6.60 6.80 7.00 7.20 7.40
5000 134 m/z 91.00 25.39%
91
77
oL 15 2T 39 5l 565 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14839: Benzene, 1,3-diethyl-
105 149 6.60 6.80 7.00 7.20 7.40
m/z 77.00 11.82%
5000 134
91
o 7 B Stee U e |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7

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

7.47 11.70 ng 6241240 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93

Abundance Scan 515 (7.473 min): BF089773.D (-513) (-) m/z 119.10 100.00%
119
5000 134
77 ot 7.20 7.40 7.60 7.80
39 51 65 105 . . . .
Ob b et b W 248207 0 gz 134.05  43.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.20 7.40 7.60 7.80
a0 91 m/z 91.00 18.08%
77
Nl ol P N ) N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
7.20 7.40 7.60 7.80
5000 134 m/z 120.10 10.56%
15 27 39 51 65 77 o 105
O T e e e S T A A T e m N
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 7.20 7.40 7.60 7.80
m/z 133.10 9.18%
134
5000
21 39 51 g5 77 N e
0 ...|.‘...‘l‘..“ﬁ‘.|‘k‘...“‘|..‘..|‘.‘..‘.‘l...‘.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80

8270-BF081616.-M Thu Aug 18 17:30:41 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 1-Phenyl-1-butene Concentration Rank 6

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

7.66 12.09 ng 6450060 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 78
3 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 76
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 76

Abundance Scan 531 (7.656 min): BF089773.D (-528) (-) m/z 117.00 100.00%
147
5000 132
91 107
77 T I T 1
39 51 65 | | 9 | | | | 148 7.40 7.60 7.80 8.00
Obrrrrrrrprrre ettt el Skl 1480 77713210 40.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 7.40 7.60 7.80 8.00
m/z 115.00 27 .94%
27 39 S e 77 105
0 "I""I""'I""‘I""i‘”"I'H‘"I""lI""‘I*"'I”‘*' "HI"'PI"""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
132 7.40 7.60 7.80 8.00
5000 m/z 107.00 22 .03%
91

51
07 39 65 77 105

15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117 132 7.40 7.60 7.80 8.00
m/z 131.05 21.89%
5000
91
27 39 51 66 77 105 ‘
0.w}ﬁlnm“.ﬂpn.HHH.MWHJMHHWLHpu”“”l“”ﬂjuq”.q””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4

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

7.72 20.02 ng 10680600 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 92
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 90
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87

Abundance Scan 537 (7.724 min): BF089773.D (-535) (-) m/z 117.10 100.00%
117

5000

7.40 7.60 7.80 8.00
m/z 132.10 40.70%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000
7.40 7.60 7.80 8.00

m/z 115.00 31.15%

0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

117
7.40 7.60 7.80 8.00
5000 132 m/z 131.10 20.68%
91
39 51 65 77 103

o 29

wmwmmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-

7.40 7.60 7.80 8.00
m/z 119.05  20.17%

5000

91
15 27 39 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 1H-Inden-1-ol, 2,3-dihydro- Concentration Rank 5

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

8.25 14.25 ng 7602710 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-o0l. 2.3-dihvdro- 134 C9H100 006351-10-6 93
2 1H-Inden-5-0l. 2.3-dihvdro- 134 C9H100 001470-94-6 72
3 Benzaldehvde. 3.4-dimethvl- 134 C9H100 005973-71-7 58
4 4-Ethvlbenzoic acid. 2-bromo-4-f... 322 C15H12BrF02 1000293-61-1 47
5 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 46

Abundance Scan 583 (8.250 min): BF089773.D (-581) (-) m/z 133.05 100.00%
33
5000
77 91 115
39 91 63 10 8.00 8.20 8.40 8.60
0 ,|...uu,.l‘.‘f.‘.l,e?...,....,210.7.. m/z 134.05  49.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15322: 1H-Inden-1-ol, 2,3-dihydro-
133
5000
8.00 8.20 8.40 8.60
77 115 m/z 115.00 24 .48%
40 5L 63 | 103 ‘
0 ...|....|..“.‘.|‘.‘...“l..‘..|‘.‘..Hl...‘.l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133
8.00 8.20 8.40 8.60
5000 m/z 77.00 22 .94%
51 77 105
27 39 % 63 91 | 117
e L S S SIS UL I LA L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15312: Benzaldehyde, 3,4-dimethyl-
133 8.00 8.20 8.40 8.60
m/z 105.00 21.51%
105
5000
77 91
39 51
27 63
0 ..1.5|.‘.‘. .“luu“l‘. I“N‘" .“‘luu‘kul“l‘. .:‘I.-llgu..‘.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknown8.51 Concentration Rank 13

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

8.51 8.40 ng 4482940 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-o0l. 2.3-dihvdro-2-met... 148 C10H120 017496-18-3 43
2 2-Allvl-4-methvilphenol 148 C10H120 006628-06-4 41
3 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 35
4 Estraaole 148 C10H120 000140-67-0 30
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 30

Abundance Scan 606 (8.513 min): BF089773.D (-603) (-) m/z 147.10 100.00%
147
130
5000

8.20 8.40 8.60 8.80

162
o e m/z 148.05 58.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22726: 1H-Inden-1-ol, 2,3-dihydro-2-methyl-
147
91
129
5000
105 115 8.20 8.40 8.60 8.80
,, 4351 5 77 ‘ H m/z 130.05 56.18%
P S Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
133 148
105 NS VA S
o1 8.20 8.40 8.60 8.80
5000 0 77 m/z 133.00 46.22%
51
27 65 115
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23289: 3-Methylbenzothiophene
147 8.20 8.40 8.60 8.80
m/z 129.00 42 _52%
5000

3745 54 63 74 gg 103 115

] SNSSMENSNNNNAS S &Sl TSI~ S i A | PRS-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Naphthalene, 1-methyl- Concentration Rank 14

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

8.80 7.38 ng 3938850 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 91
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 55
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 49
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 49

Abundance Scan 631 (8.799 min): BF089773.D (-628) (-) m/z 142.05 100.00%
142
121
5000
131
77 91 103 N akn aRrn 9h0 O b0
3g 51 63 | 8.40 8.60 8.80 9.00 9.20
ol '| 160 198 208 | "nm/z 141.05 90.96%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142
5000 R R L LS L
115 8.40 8.60 8.80 9.00 9.20
m/z 121.00 80.15%
27 39 51 83 74 89 100 | 126 |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

142

8.40 8.60 8.80 9.00 9.20

0,
5000 15 m/z 115.00 36.87%

27 39 51 63 724 89 100 | 126

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

Abundance #19230: Benzocycloheptatriene

141 8.40 8.60 8.80 9.00 9.20
m/z 131.00 28.32%
5000 115
63
ol 2! 8L T s 8102 | 129
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Benzoic acid, 2,6-dimethyl- Concentration Rank 18

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

8.87 5.08 ng 1725510 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.6-dimethvl- 150 C9H1002 000632-46-2 76
2 Benzoic acid. 2.4-dimethvl- 150 C9H1002 000611-01-8 68
3 Benzoic acid. 2.5-dimethvl- 150 C9H1002 000610-72-0 53
4 Benzoic acid. 2.3-dimethvl- 150 C9H1002 000603-79-2 43
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 43

Abundance Scan 637 (8.867 min): BF089773.D (-633) (-) m/z 132.00 100.00%
132 150
5000 105
8.60 8.80 9.00 9.20
o el 202 176 207 1 Tn/z 150.05  78.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24454: Benzoic acid, 2,6-dimethyl-
132
150
104
5000
39 51 77 8.60 8.80 9.00 9.20
‘ ‘ 63 91 m/z 105.00 48.27%
o) — R .‘i“.‘.‘l‘. I“‘ah' .thl ; .“. ; I\‘I\I .].-1'9. ; “‘. - .“. R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132 150
105 860 8.80 9.00 9.20
5000 m/z 133.00 43.82%
77
51 91
39
oL, 15 28 66 121
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24459: Benzoic acid, 2,5-dimethyl-
104 132 150 8.60 8.80 9.00 9.20
m/z 77.00 38.31%
5000 7
51 91
27 39 ‘ 65 ‘ ‘
0..1.5|.‘ l“l‘.‘.‘l‘.“U‘..“lHl..‘..l‘.‘..].-1'9..“‘.l..‘..|....|....|.... R LLs s M A S
m/z--> 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\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Naphthalene, 2,6-dimethyl- Concentration Rank 19

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

9.31 4.52 ng 1535320 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 93
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 93
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 93
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 93
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 86

Abundance Scan 676 (9.313 min): BF089773.D (-673) (-) m/z 156.10 100.00%
156
141
5000
9.00 9.20 9.40 9.60
o W 178 193207 222 | "m/z 141.00  69.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
9.00 9.20 9.40 9.60
115 18 m/z 117.00 60 .55%
51 63
g ®R® T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
141 196
9.00 9.20 9.40 9.60
5000 m/z 146.00 56 .24%
115
128
15 27 39 51 83 77 g9 10
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28483: Naphthalene, 2,7-dimethyl-
156 9.00 9.20 9.40 9.60
m/z 115.00 42 .65%
141
5000
27 41 o, 63 77 115128
Oy '?'lu"ﬂl'gg }P?..h,.¢..“..W‘ SRS SRR S RN RSN RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 16

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

9.85 5.80 ng 1972130 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 52
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 50
3 Ethvl 4-methvlbenzoate 164 C10H1202 000094-08-6 49
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 47
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 46

Abundance Scan 723 (9.850 min): BF089773.D (-719) (-) m/z 119.05 100.00%
119
164
5000
178 19 9.60 9.80 10.00 10.20
0 (R m/z 164.05 70.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33358: Benzoic acid, 2,4,5-trimethyl-
119 164
146
A
5000 URBLSE UL IR U S
39 g -7 9 105 9.60 9.80 10.00 10.20
m/z 105.00 36.29%
O b i“l‘-‘l“-wl“‘- .‘”AHl‘. Ly |“l‘- .‘l‘ l‘.].-:‘aal. - l“. - “. T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
" 9.60 9.80 10.00 10.20
5000 m/z 149.00 33.84%
134
15 27 39 51 65 77 91 105
S L S UL S UL S B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33291: Ethyl 4-methylbenzoate e e i
119 9.60 9.80 10.00 10.20
m/z 91.00 29.16%
5000 o1
136
65 164
15 203 51 | 77 | 105 | 149
m/z--> 20 40 60 80 100 120 150 160 180 ' 9.60 9.80 10.00 10.20

8270-BF081616.

M Thu Aug 18 17:30:48 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.76 3.69 ng 1214310 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 890 (11.759 min): BF089773.D (-888) (-) m/z 73.00 100.00%
43 60 B
5000
129
o 115 157171185 ;0o 213 11.40 11.60 11.80 12.00
143 19977227 : - -
YN T 236 m/z 43.05 84.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 R D D SRR O B
nmnmnmnm
21 m/z 60.00 83.71%
m/z--> "éb” 'Zb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.40 11.60 11.80 12.00
5000 129 m/z 57.05 67.43%
29 87 185
115 143 __171 228
T L <= I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid P T TR
3 60 73 11.40 11.60 11.80 12.00
m/z 55.10 64 .46%
5000 129
29
199
‘ ‘ ‘ 143 157171 185 242
0.?ﬁﬂ”.ﬁ.wh e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089773.D

Aca On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.55 5.78 ng 1832160 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 94
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 25
Abundance Scan 959 (12.548 min): BF089773.D (-957) (-) m/z 73.00 100.00%
43 7B
57
5000 129
o7 185
115 241
143157171 | 199512227 284 12.20 12.40 12.60 12.80
o b 213 255 m/z 43.10 87.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129
5000 28 284 USRI BN
12.20 12.40 12.60 12.80
m/z 60.00 78.49%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 12.20 12.40 12.60 12.80
5000 m/z 57.05 76.15%
129
29 185 228

87
101115 143157171 199,54

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 12.20 12.40 12.60 12.80
| m/z 55.10 67.90%
29
5000
129 242
L ‘M 1431571711850
Ot ter R A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081716\
Data File : BF089773.D

Acq On 17 Aug 2016 19:53

Operator : UM/SJ

Sample - H4383-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.83 6.4 ng 1426440 1 6.70 4469270 20.0
unknown6 .46 6.46 46.3 ng 10353700 1 6.70 4469270 20.0
Benzene, 1,2,3-tr... 6.75 9.2 ng 2061460 1 6.70 4469270 20.0
Benzene, 1,1"-(1,... 6.88 11.0 ng 2458230 1 6.70 4469270 20.0
Benzene, 1,3-diet... 6.96 11.5 ng 2568240 1 6.70 4469270 20.0
o-Cymene 7.03 10.5 ng 2343060 1 6.70 4469270 20.0
Benzene, 1,2,4,5-._.. 7.47 11.7 ng 6241240 2 7.99 10672600 20.0
1-Phenyl-1-butene 7.66 12.1 ng 6450060 2 7.99 10672600 20.0
Benzene, 2-etheny... 7.72 20.0 ng 10680600 2 7.99 10672600 20.0
1H-Inden-1-o0l, 2,... 8.25 14.3 ng 7602710 2 7.99 10672600 20.0
unknown8 .51 8.51 8.4 ng 4482940 2 7.99 10672600 20.0
Naphthalene, 1-me... 8.80 7.4 ng 3938850 2 7.99 10672600 20.0
Benzoic acid, 2,6... 8.87 5.1 ng 1725510 3 9.74 6795980 20.0
Naphthalene, 2,6-... 9.31 4.5 ng 1535320 3 9.74 6795980 20.0
Benzoic acid, 2,4... 9.85 5.8 ng 1972130 3 9.74 6795980 20.0
n-Hexadecanoic acid 11.76 3.7 ng 1214310 4 11.21 6585100 20.0
Octadecanoic acid 12.55 5.8 ng 1832160 5 13.85 6338300 20.0
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