LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 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-BF060416.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 1.770 15 16 26 rvB 136759 258311 3.88% 0.359%
2 1.895 26 27 42 rVB 1667075 2826236 42.44% 3.924%
3 2.090 42 44 57 rvVB3 49327 154114 2.31% 0.214%
4 5.016 299 300 304 rvB2 78787 112752 1.69% 0.157%
5 5.439 335 337 340 rVB 1164604 1116700 16.77% 1.551%
6 6.010 384 387 389 rBV 137446 123605 1.86% 0.172%
7 6.307 408 413 414 rVB3 129682 134096 2.01% 0.186%
8 6.479 426 428 430 rvVB 863523 833622 12.52% 1.158%
9 6.616 437 440 442 rBV 2167319 2051759 30.81% 2.849%
10 6.810 452 457 458 rBvV2 98242 160072 2.40% 0.222%

11 6.844 458 460 463 rBvV 517943 642560 9.65% 0.892%
12 7.004 472 474 479 rVB2 1933840 2256880 33.89% 3.134%
13 7.107 481 483 484 rBvV 114907 120817 1.81% 0.168%
14 7.199 487 491 493 rVB2 119226 193513 2.91% 0.269%
15 7.256 493 496 498 rBv4 43285 85963 1.29% 0.119%

16 7.416 503 510 516 rBV3 1664683 2562207 38.47% 3.558%
17 7.496 516 517 519 rBv2 135618 139079 2.09% 0.193%
18 7.542 519 521 523 rVB2 68978 99317 1.49% 0.138%
19 7.622 523 528 530 rvVvB 213632 270246 4._.06% 0.375%
20 7.679 530 533 534 rBvV2 74347 127504 1.91% 0.177%

21 7.702 534 535 537 rBv2 55638 75960 1.14% 0.105%
22 7.770 537 541 542 rBV 324902 480141 7.21% 0.667%
23 7.793 542 543 547 rVB 734626 753199 11.31% 1.046%
24 7.873 547 550 555 rBvV 766765 1080215 16.22% 1.500%
25 7.942 555 556 558 rBv2 65801 105139 1.58% 0.146%

26 7.976 558 559 560 rvB 106497 73057 1.10% 0.101%
27 8.067 564 567 570 rBv3 202908 343515 5.16% 0.477%
28 8.136 570 573 576 rBV 990901 1200689 18.03% 1.667%
29 8.182 576 577 579 rVB 146296 113376 1.70% 0.157%
30 8.239 579 582 585 rBv4 67427 103115 1.55% 0.143%

31 8.296 585 587 588 rBvV 112191 111999 1.68% 0.156%
32 8.330 588 590 591 rBV2 66763 79773 1.20% 0.111%
33 8.365 591 593 594 rBV 300097 293769 4.41% 0.408%
34 8.387 594 595 597 rvB2 323021 237852 3.57% 0.330%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 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-BF060416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.456 599 601 603 rBvV3 80462 122226 1.84% 0.170%

36 8.605 612 614 616 rBv3 117314 161944 2.43% 0.225%
37 8.639 616 617 618 rVB 103215 70754 1.06% 0.098%
38 8.707 621 623 626 rVB3 165837 221460 3.33% 0.308%
39 8.799 628 631 632 rvB2 210895 246118 3.70% 0.342%
40 8.833 632 634 636 rBv2 99042 126280 1.90% 0.175%

41 8.913 638 641 642 rBvV 217044 325440 4_.89% 0.452%
42 8.947 642 644 646 rVB2 697746 632565 9.50% 0.878%
43 9.027 649 651 652 rBv2 107574 145538 2.19% 0.202%
44 9.085 652 656 657 rvB2 286378 587051 8.82% 0.815%
45 9.142 657 661 665 rBv4 240387 746516 11.21% 1.037%

46 9.210 665 667 670 rvB 2088501 2900010 43.55% 4.027%
47 9.336 674 678 680 rBv4 359691 773320 11.61% 1.074%
48 9.370 680 681 683 rvB2 200449 201430 3.02% 0.280%
49 9.485 687 691 693 rBv3 327881 759459 11.40% 1.055%
50 9.553 695 697 699 rBv2 518646 783062 11.76% 1.087%

51 9.610 699 702 704 rVB3 266025 543539 8.16% 0.755%
52 9.748 712 714 717 rBVv3 108282 234096 3.52% 0.325%
53 9.793 717 718 719 rvVv 249392 251873 3.78% 0.350%
54 9.828 719 721 722 rVV 358635 395189 5.93% 0.549%
55 9.885 725 726 728 rBV 607682 790319 11.87% 1.097%

56 9.930 728 730 732 rVB2 254581 346981 5.21% 0.482%
57 9.976 732 734 735 rBv2 168303 218658 3.28% 0.304%
58 10.010 735 737 739 rvv2 193238 458226 6.88% 0.636%
59 10.136 739 748 751 rvVB 1280857 5601774 84.12% 7.779%
60 10.262 752 759 762 rBV2 2140139 6659419 100.00% 9.247%

61 10.319 762 764 767 rVB3 613062 1068340 16.04% 1.483%
62 10.456 772 776 778 rVV2 1825464 5186082 77.88% 7.201%
63 10.525 781 782 785 rVvV2 1009624 1299086 19.51% 1.804%
64 10.570 785 786 789 rvVv 476786 559651 8.40% 0.777%
65 10.639 789 792 794 rVvv2 731226 1181542 17.74% 1.641%

66 10.685 794 796 797 rvV 1738110 2188289 32.86% 3.039%
67 10.753 799 802 804 rvv3 1163181 2407705 36.15% 3.343%
68 10.788 804 805 807 rvv2 971368 1337460 20.08% 1.857%
69 10.833 807 809 811 rvv2 850063 1235976 18.56% 1.716%
70 10.948 811 819 821 rvv3 999359 2586954 38.85% 3.592%

71 10.993 822 823 824 rvV 286929 234121 3.52% 0.325%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.039 824 827 830 rvv4 487165 805450 12.09% 1.118%
73 11.131 830 835 839 rVvB5 425037 1268823 19.05% 1.762%
74 11.188 839 840 841 rBV 106323 102589 1.54% 0.142%
75 11.222 841 843 846 rvv3 257919 401412 6.03% 0.557%

76 11.279 846 848 852 rVB5 156124 248185 3.73% 0.345%
77 11.336 852 853 854 rBvV 103117 101765 1.53% 0.141%
78 11.371 854 856 857 rvv 683293 533824 8.02% 0.741%
79 11.428 857 861 863 rvv2 264466 605308 9.09% 0.841%
80 11.588 874 875 878 rvB2 74367 105190 1.58% 0.146%

81 11.759 889 890 893 rvB 120709 120931 1.82% 0.168%
82 11.851 896 898 902 rvB2 68860 130859 1.97% 0.182%
83 11.908 902 903 906 rBV3 94363 145552 2.19% 0.202%
84 12.136 919 923 925 rBV 817838 1250942 18.78% 1.737%
85 12.742 974 976 979 rVB 138084 132176 1.98% 0.184%

86 12.959 992 995 997 rBV 2156601 2044480 30.70% 2.839%
87 13.748 1061 1064 1068 rBV 53892 85681 1.29% 0.119%
88 13.862 1072 1074 1083 rVB2 43759 86492 1.30% 0.120%
89 13.999 1083 1086 1088 rBV 609370 555927 8.35% 0.772%
90 15.428 1208 1211 1213 rBV 253042 380311 5.71% 0.528%

Sum of corrected areas: 72015502
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087780.D
6.62

2000000 7.00

1.90 7.42
1500000
5.44

1000000 6.48

500000
1.77

~N\J\ 2.09 5.02
O e T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00
Abundance TIC: BF087780.D

9.21 19.26 12.96

10.461 0.68

2000000

10.14

1500000

1000000

500000

A

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087780.D

0

2000000
1500000

1000000
14.00

500000
15.43

13758 ]L

o] SR —-——— e R B L B B Eea

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.62 Concentration Rank 7

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

6.62 63.86 ng 2051760 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 440 (6.616 min): BF087780.D (-437) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 T T T T T T
40.1 541 | 850 | 1120 6.20 6.40 6.60 6.80 7.00
O e | S e  (x e m/z 68.10 40.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR L UL I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.07%
0'W'”'P'”I”'“'h'M'”I”'W”'W'”'P'”I”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 25.93%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R AREEREEEEEE R S
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.35%
117.0
5000
39.0 910
o | S0 @omo | wso || |
o) E— |||‘| S ||||‘|‘||| |l|| SV PRI M I\I\” |||l SETH |1 R——
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 1-Phenyl-1-butene Concentration Rank 19

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

7.87 17.99 ng 1080220 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 92
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 89
3 2.4-Dimethvistvrene 132 C10H12 002234-20-0 80
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 60
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 60

Abundance Scan 550 (7.873 min): BF087780.D (-547) (-) m/z 117.10 100.00%
1171

5000
132.1
91.0

51.0 650 /7.1 7.60 7.80 8.00 8.20

145.1 160.1
o : m/z 119.10 80.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14034: 1-Phenyl-1-butene
117.0
5000 132.0
91.0 7.60 7.80 8.00 8.20
’ m/z 132.10 35.69%
39.0 51.0 g50 77.0 105.0 ‘
0..,....,.2.6.’.0,....‘,....i‘m..,.‘:‘..,...‘.,....‘,a...,:‘l‘a'. il ...l‘,‘.‘...,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117.0
132.0 7.60 7.80 8.00 8.20
5000 m/z 115.10 32.27%
91.0
51.0 77.0
65.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14041: 2,4-Dimethylstyrene
117.0 7.60 7.80 8.00 8.20
0
132.0 m/z 134.05 29.81%
5000 910
380 63.0 |
51.0 3.0 77.0
o T R L3 |
o SN K Y RSP PR G T [ N—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 1H-Imidazole, 4,5-dihydro-2... Concentration Rank 18

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

9.14 18.89 ng 746516 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole. 4.5-dihvdro-2-phenvl- 146 C9H10N2 000936-49-2 52
2 7-Methvlindan-1-one 146 C10H100 039627-61-7 46
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 38
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 38
5 2-Hydroxy-1,7-naphthyridine 146 C8H6N20 054920-82-0 38

Abundance Scan 661 (9.142 min): BF087780.D (-657) (-) m/z 146.10 100.00%
117.1 1461
5000
91.1
63.0
39.1 8.80 9.00 9.20 9.40
o s LS L1710 85.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22235: 1H-Imidazole, 4,5-dihydro-2-phenyl-
117.0
146.0
5000
8.80 9.00 9.20 9.40
77.0 m/z 118.10 36 .82%
ol 1.0 o0 b
HUUNRES AR LR IS SRS SR SRS SRRLE SRR SRR SR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0 146.0
8.80 9.00 9.20 9.40
5000 m/z 115.05 31.42%
91.0
39.0 430
O T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14059: Benzene, 1-ethenyl-3-ethyl- I e
117.0 8.80 9.00 9.20 9.40
m/z 91.10 31.28%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzoic acid, 3,4-dimethyl- Concentration Rank 16

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

9.34 19.57 ng 773320 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3.4-dimethvl- 150 C9H1002 000619-04-5 80
2 3-Amino-4-methvlbenzamide 150 C8H10N20 019406-86-1 46
3 Benzoic acid. 3.5-dimethvl- 150 C9H1002 000499-06-9 42
4 Benzoic acid. 2.5-dimethvl- 150 C9H1002 000610-72-0 42
5 p-Tolylacetic acid 150 C9H1002 000622-47-9 38

Abundance Scan 678 (9.336 min): BF087780.D (-674) (-) m/z 105.10 100.00%
105.1
’ 150.1
5000
9.00 9.20 940 9.60
o m/z 150.10 76 .52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24452: Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000 91.0 SNSRI N
77.0 133.0 9.00 9.20 9.40 9.60
51.0 ‘ m/z 145.10 68.29%
ob— |2|7\IOI "I .‘.“l‘. I\‘I\I 'M;”I el I“H\I .1?-9|"(.). l“. . I\\I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
134.0 150.0
106.0
9.00 9.20 9.40 9.60
5000 m/z 160.10 53.76%
77.0
51.0
30.0 91.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #24445: Benzoic acid, 3,5-dimethyl-
105.0 150.0 9.00 9.20 9.40 9.60
m/z 91.10 49.18%
5000 770 91.0 1330
51.0
27‘0 w‘ 1 \‘M \M\ 1 “ Ll ‘H 1190 \‘ \‘
S L L L L B L B L NS N SRR R
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 unknown9.48 Concentration Rank 17

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

9.48 19.22 ng 759459 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzvl mercaptan 142 C7HT7FS 015894-04-9 43
2 Benzeneacetic acid. 4-fluoro- 154 C8H7FO02 000405-50-5 43
3 p-Fluoroethvlbenzene 124 C8H9F 000459-47-2 43
4 _alpha.-(Trifluoromethvlbenzvl ... 248 C11H15F30Si 1000365-00-3 38
5 Allyltrivinylsilane 150 C9H14Si 115946-69-5 38

Abundance Scan 691 (9.485 min): BF087780.D (-687) (-) m/z 109.10 100.00%
109.1
5000
920 9.40 9.60 9.80
0 m/z 55.10 35.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19613: 4-Fluorobenzyl mercaptan
109.0
5000 RS RN L S
9.20 9.40 9.60 9.80
45.0 83.0 142.0 m/z 41.10 29.69%
0 310, |, 830 ‘ | 126.0
miz--> 20 40 e'o "o 1% 16 10 1% 1%
Abundance
109.0
900 940 9.60 9.80
5000 m/z 95.10 21.44Y%
154.0
83.0
o 39.0 57.0 136.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10601: p-Fluoroethylbenzene B B
109.0 9.20 9.40 9.60 9.80
m/z 83.10 21.06%
5000
124.0
oL 270 510 690830 |
m/z--> ﬁo 45 éo éo 160 150 150 1éo 1éo 950 gho 9%0 géo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknown9.55 Concentration Rank 15

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

9.55 19.82 ng 783062 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 001590-08-5 46
2 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 45
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 38
4 Benzene. (3-methvl-1-methvlenebu... 160 C12H16 038212-14-5 38
5 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 38

Abundance Scan 697 (9.553 min): BF087780.D (-695) (-) m/z 118.00 100.00%
.0
5000
9.20 9.40 9.60 9.80
o} m/z 95.10 86.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30847: 1(2H)-Naphthalenone, 3,4-dihydro-2-methy!-
118.0
%0.0 160.0
5000 SRR R
9.20 9.40 9.60 9.80
39.0 63.0 145.0 m/z 90.05 71.26%
Ouuuulz?P..“i“..“..“‘H i .EM. .1|qlﬂ..0.‘l” .‘l“l. ‘.“...‘l‘....luuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118.0
160.0 9.20 9.40 9.60 9.80
5000 9.0 1450 | m/z 119.10 59.74%
0 14.0 28.0 42.0 63.0 104.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30944: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- R R RAEEERE S o
118.0 9.20 9.40 9.60 9.80
m/z 160.10 49_.29%
5000 160.0
145.0
39.0 g3  77.0 91.0 ‘ | ‘
Ouuuulu‘...‘l‘..‘..|l‘...‘lu.‘..|‘.‘..‘.‘|.l“l.|....|....|...
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 3,5-Dimethylphenylacetic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.14 141.76 ng 5601770 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvilphenvlacetic acid 164 C10H1202 042288-46-0 81
2 Acetic acid. (2.4-xviv)- 164 C10H1202 006331-04-0 76
3 N-EthvIl-N-methvl-4-nitrosobenzen... 164 C9H12N20 036479-98-8 59
4 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 58
5 7-Benzofuranol, 2,3-dihydro-2,2-... 164 C10H1202 001563-38-8 38

Abundance Scan 748 (10.136 min): BF087780.D (-739) (-) m/z 119.10 100.00%
119.1
164.1
5000
911 149.1
39.1 74. 9.80 10.00 10.20 10.40
0 Ik W .'|.|. B 7 m/z 164.10 73.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33336: 3,5-Dimethylphenylacetic acid
119.0
5000
164.0 9.80 10.00 10.20 10.40
91.0 m/z 105.10 29.95Y%
0 .1.5.'O| —r |3|9\|.\(?\|\|‘|??'|0| "HI : .‘. : I\l‘l I\I\\l — .::-4..6.0.. I [ e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
9.80 10.00 10.20 10.40
5000 m/z 91.10 24 .91%
164.0
0 39.0 65.0 910 146.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34210: N-Ethyl-N-methyl-4-nitrosobenzenamine A
119.0 164.0 9.80 10.00 10.20 10.40
m/z 149.10 22.61%
5000
91.0 134.0149.0
420 650
ol— T "wl .Hl“l‘l‘lh‘.‘.”lml . .“l“. |‘lhu . "‘l" . \l‘\l I .‘l‘. ; |"" e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.46 131.24 ng 5186080 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 50
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 49
3 Bicvclol4.2.0locta-1.3.5-triene.... 146 Cl11H14 027087-54-3 45
4 Benzene. 1-methvl-3-(1-methvl-2-_... 146 C11H14 052161-57-6 45
5 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 43
Abundance Scan 776 (10.456 min): BF087780.D (-772) (-) m/z 131.10 100.00%
131.1
5000
911 1151 149.1 176.1
192.1 Caon n A 1nan 1mian
51.0 10.20 10.40 10.60 10.80
o ks 207.1 m/z 91.10 37.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 SRR BN BN A
146.0 10.20 10.40 10.60 10.80
910 1150 m/z 149.10 35.47%
ot 390 430 ‘ ‘ |
0:||.|p||‘|‘||“|‘||‘l‘|||“|||‘|||‘|‘|||||‘l‘l||l“||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
10.20 10.40 10.60 10.80
5000 91.0 176.0 m/z 176.10 34 .30%
115.0
510 158.0
L U S S WL L L WL S WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131.0 10.20 10.40 10.60 10.80
m/z 115.10 33.97%
5000 010
’ 146.0
39.0 63.0 115.0 ‘
0:||‘|||‘|‘||“i‘||‘l‘||‘i“|||‘l||“l‘|||‘||‘l“l|||“|||||||||||||||||| R
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BF060416.M Tue Jun 07 19:11:14 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Benzoic acid, 4-formyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.52 32.88 ng 1299090 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-formvl- 150 C8H603 000619-66-9 58
2 2-Methoxv-5-methvlbenzaldehvde 150 C9H1002 007083-19-4 53
3 7.8-Dihvdro-4(1H)-pteridinone 150 C6H6N40 089418-07-5 53
4 5-Formvisalicvlaldehvde 150 C8H603 003328-70-9 50
5 2,4,6-Trimethyl-1,3-phenylenedia... 150 C9H14N2 003102-70-3 47
Abundance Scan 782 (10.525 min): BF087780.D (-781) (-) m/z 150.10 100.00%
150.1
105.1
5000 192.1
1731 10.20 10.40 10.60 10.80
0 . m/z 149.10 87 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24372: Benzoic acid, 4-formyl-
150.0
51.0
5000
76.0 121.0 10.20 10.40 10.60 10.80
105.0 m/z 105.10 52.75%
29.0 H
ok H\ \‘\ "I""‘I L “...|...‘ll..‘..l....l....l...
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
149.0
10.20 10.40 10.60 10.80 |
5000 m/z 192.10 41.22%
39.0 910
- 65.0 121.0
e L L S UL WL UL L L I L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24229: 7,8-Dihydro-4(1H)-pteridinone
149.0 10.20 10.40 10.60 10.80
94.0 m/z 91.10 20.37%
27.0
5000 1220
67.0
0.....‘.“. \\‘\ H |||||||||i“||l||‘||||||||||||||| e e AL e
m/z--> 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 unknownl10.75 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.75 90.21 ng 2407710 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Naphthalenediol. l1-ethvl-1.2... 192 C12H1602 056588-35-3 47
2 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 30
3 Ethvl m-methvlbenzoate 164 C10H1202 000120-33-2 30
4 Imidazole. 2.5-dimethvl-4-triflu... 164 C6H7F3N2 081769-62-2 27
5 2-Phenylthiolane 164 C10H12S 002060-65-3 25
Abundance Scan 802 (10.753 min): BF087780.D (-799) (-) m/z 164.10 100.00%
1101 164.1
145.1
91.1
5000 206.1
43.1
65.0 189 1 10.40 10.60 10.80 11.00
0 ; m/z 163.10 87.28%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #54526: 1,2-Naphthalenediol, 1-ethyl-1,2,3,4-tetrahydro-, cis
119.0 145.0 163.0
91.0 10.40 10.60 10.80 11.00
m/z 119.10 78.90%
29.0 65.0
0...,Ah.f?guhﬂ..ﬁ,”M.,v.wM.NWMpLM.Wl.ww....,.”.
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
119.0 164.0
146.0 10,40 10.60 10.80 11.00
5000 390 91.0 m/z 117.10 64 .64%
63.0
e L S UL UL WL WL I L B L
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #33289: Ethyl m-methylbenzoate A RA R R s EE S L
119.0 10.40 10.60 10.80 11.00
m/z 145.10 61.48%
91.0
5000
136.0
39.0
0'%Q?'”'“'“”IJ"W'Jw'P"'I”'“I'“'I“'”I"'W"" USRS BN I
m/z--> 200 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

8270-BF060416.M Tue Jun 07 19:11:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl10.79 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.79 50.11 ng 1337460 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-I1sopropvl-benzothiazol-2-vlamine 192 C10H12N2S 032895-14-0 43
2 8-Amino-6-methoxv-1-methvl-1.2.3._.. 192 C11H16N20 059353-30-9 43
3 Pentamethvlbenzoic acid 192 C12H1602 002243-32-5 42
4 Benzolclll.2.51-thiadiazole. 4.5... 192 C10H12N2S 106148-64-5 38
5 1,4-Benzenediamine, N,N"-bis(l-m... 192 C12H20N2 004251-01-8 38

Abundance Scan 805 (10.788 min): BF087780.D (-804) (-) m/z 177.10 100.00%
177.1
5000
10.40 10.60 10.80 11.00 11.20
(o} m/z 163.10 65.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54106: 6-1sopropyl-benzothiazol-2-ylamine
177.0
10.40 10.60 10.80 11.00 11.20
m/z 192.10 60.20%
. 430 690 910 1170 1500 1940
iz 30 40 60 80 16 130 10 160 15 20 230
Abundance
177.0
10.40 10,60 10.80 11.00 11.20
5000 m/z 131.10 54 _.56%
42.0
65.0 133.0 160.0
A I VY Wi R N VI O - 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54393: Pentamethylbenzoic acid B B e o e e e
147.0 174.0192.0 10.40 10.60 10.80 11.00 11.20
m/z 91.10 34 .55%
5000 91.0
39.0 115.0
65.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1040 10.60 10.80 11.00 11.20

8270-BF060416.M Tue Jun 07 19:11:16 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 p-Sec-butylphenyl 2,3-epoxy... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.83 46.31 ng 1235980 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Sec-butvilphenvl 2.3-epoxvpropyv... 206 C13H1802 067557-76-0 59
2 Phenol. 2-(1.1-dimethvlethv)-4-__. 206 C14H220 052184-13-1 59
3 Phenol. 2.6-bis(l-methvipropvl)- 206 C14H220 005510-99-6 59
4 Phenol. 2.5-bis(1-methvipropvl)- 206 C14H220 054932-77-3 59
5 2-Methyl-5-nitro-2H-indazole 177 C8H7N302 005228-48-8 47

Abundance Scan 809 (10.833 min): BF087780.D (-807) (-) m/z 177.10 100.00%
177.1
5000
911 135.0 o 10.60 10.80 11.00 11.20
55.1 : : : :
Ol S0 2 AR s .1.1?:,1-...'|.',.:r'.“.3?l.?‘. B SRR m/z 206.10 22.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65982: p-Sec-butylphenyl 2,3-epoxypropy! ether
177.0
5000 121.0
10.60 10.80 11.00 11.20
290 910 206.0 m/z 163.10 17.97%
0...lu‘.‘..luuuu‘lu‘.?.‘l'.pl..‘...l‘.‘...l‘....:ll-‘.l?.(). — ..‘..|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
177.0
10.60 10.80 11.00 11.20
5000 m/z 178.10 17.41%
57.0 206.0
0 29.0 77.0 ~ 107.0 128.0 147.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66102: Phenol, 2,6-bis(1-methylpropyl)-
177.0 10.60 10.80 11.00 11.20
m/z 135.00 16.57%
5000
206.0
0 29.0 WOMO9H)}TP‘1M0‘
mz> 20 40 60 80 100 130 140 180 180 200 230 10,60 10.80 11.00 11.20

8270-BF060416.M Tue Jun 07 19:11:16 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 2-Naphthalenecarboxylic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.95 96.92 ng 2586950 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenecarboxvlic acid 172 C11H802 000093-09-4 91
2 1-Naphthaleneacetic acid. .alpha... 200 C12H803 026153-26-4 47
3 1-Naphthalenecarboxvlic acid 172 C11H802 000086-55-5 46
4 Naphthalene. 2-nitro- 173 C10H7NO2 000581-89-5 43
5 2-Naphthalenecarboxaldehyde 156 C11H80 000066-99-9 38

Abundance Scan 819 (10.948 min): BF087780.D (-811) (-) m/z 172.10 100.00%

127.0 1721

5000

190.1 A A L

10.60 10.80 11.00 11.20
ol 206.1222.2 m/z 127.00 85.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39823: 2-Naphthalenecarboxylic acid
172.0
127.0

5000
10.60 10.80 11.00 11.20
450 63.0 m/z 155.00 59.61%
| I ﬂk.:”ﬁ??ﬁxlgﬂIQ.‘.,ﬂ:.. SRR T N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
127.0 155.0
10.60 10.80 11.00 11.20
5000 m/z 175.10  42_.86%
200.0
27.0 450 g1 /70 1010 172.0
L L e B e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39818: 1-Naphthalenecarboxylic acid B R BN B GRS S
172.0 10.60 10.80 11.00 11.20
m/z 145.10 35.38%
127.0 155.0
5000
63.0
B .rﬂ.:”ﬂ??flléfJQ.‘:,... SRR S A N Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownll.04 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.04 30.18 ng 805450 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenebutanoic acid. _-beta..3.4... 220 C14H2002 069855-51-2 41
2 4-t-Butvl-o-xvlene 162 C12H18 007397-06-0 35
3 2-Indolizinemethanol 147 C9HONO 022320-21-4 35
4 1.3.5-Cvcloheptatriene. 3.4-diet... 176 C13H20 1000156-99-7 32
5 2,6-Dimethylphenyl isocyanate 147 C9HONO 028556-81-2 30

Abundance Scan 827 (11.039 min): BF087780.D (-824) (-) m/z 147.10 100.00%
147.1
91.1 117.1
43.1 220.1 RN SRR B SR B
65.0 1771 000 10.80 11.00 11.20 11.40
0! - m/z 160.10 46.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77413: Benzenebutanoic acid, .beta.,3,4-trimethyl-, methy...
147.0
5000
10.80 11.00 11.20 11.40
0
15.0 410 olo 1190 220.0 m/z 131.10 39.67%
0 ...‘.lu‘l‘..‘l“...5.9|(.)...‘| : .‘. IIIHI I\I‘I : .“.. M” .1.7.3.0. : ”203”O| s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
147.0
'~ 10.80 11.00 11,20 11.40
m/z 117.10 25.52Y%
5000 119.0 z 0
41.0 91.0
ol 150 65.0 164.0
m/z--> 2|0 4|0 6|0 8|0 l(I)O 120 140 160 180 2C|)0 22|0
Abundance #22521: 2-Indolizinemethanol T
147.0 10.80 11.00 11.20 11.40
m/z 91.10 25.03%
130.0
5000
0 410 63\0 Il 89\\\(\) 1(\)60‘\ \‘
m/z--> 2|0 4IO 6|O 8|0 l(I)O léO 1£I10 160 180 2CI)O 22|O 10.|80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknownl11.13 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.13 47.54ng 1268820  Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Propenoic acid. 3-(3-methviphe... 190 C12H1402 050556-03-1 46

2 1H-Indole-2.3-dione. 3-(0-ethvlo... 190 C10H10N202 1000349-79-7 43
3 2Z.4E-5-(4-HvdroxvphenvD)penta-2... 190 C11H1003 1000137-43-2 43
4 Benzene. 1-(1-buten-3-vI)-4-pentvl- 202 C15H22 1000161-70-6 38
5 1,2,4-Metheno-1H-cyclobuta[b]cyc... 160 C11H120 078323-74-7 38

Abundance Scan 835 (11.131 min): BF087780.D (-830) (-) m/z 145.10 100.00%
145.1
5000
45.0 63.0 2071 10.80 11.00 11.20 11.40
o} : m/z 131.10 96.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53017: 2-Propenoic acid, 3-(3-methylphenyl)-, ethyl ester
145.0
115.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
91.0 190.0 10.80 11.00 11.20 11.40
: m/z 190.10 60.53%
65.0 162.0
39.0 ‘
LTINS NPT VPRGN NN | S N VRN SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145.0
190.0
60 162.0 10.80 11.00 11.20 11.40
5000 118. m/z 117.10 51.84%
90.0
28.0 63.0
A B L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52864: 27 4E-5-(4-Hydroxyphenyl)penta-2,4-dienoic acid A B LA MaEE
145.0 10.80 11.00 11.20 11.40
m/z 115.10 36.57%
127.0 190.0
5000
51.0 91.0
I PR O IS | PO T VR it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11. 00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknownll.22 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.22 15.04 ng 401412 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Ouinolinone. hvdrazone 159 C9HON3 015793-77-8 46
2 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 021693-51-6 43
3 1H-1.3-Benzimidazole. 1-(2-metho... 204 C12H16N20 1000319-56-0 30
4 Cvclopentanecarboxvlic acid. 1-(... 204 C13H1602 080789-75-9 25
5 Pyridine, 1,2,3,6-tetrahydro-4-p... 159 C11H13N 010338-69-9 22

Abundance Scan 843 (11.222 min): BF087780.D ( 841) (-) m/z 159.10 100.00%

129.1

5000

11.00 11.20 11.40 11.60

o : m/z 129.10 81.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30686: 2(1H)-Quinolinone, hydrazone
129.0 159.0
5000 LA B L L L L L
11.00 11.20 11.40 11.60
m/z 204.10 67.60%
51. 0 77 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
159.0
11.00 11.20 11.40 11.60
5000 m/z 145.10 55.47%
129.0
050 39.0 71.0 91.0 4499
LA e e B R S REmEE e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64034: 1H-1,3-Benzimidazole, 1-(2-methoxyethyl)-5,6-dimethy! T T T
159.0 11.00 11.20 11.40 11.60
m/z 128.05 45 .68%
204.0
5000
40 770 1030 1320 ‘
o I PR vl S IS I e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 1,4-Methanonaphthalene-6-ca... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.43 22 .68 ng 605308 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanonaphthalene-6-carboxyv... 186 C12H1002 063509-76-2 64
2 2-Naphthaleneacetic acid 186 C12H1002 000581-96-4 59
3 1-Naphthaleneacetic acid 186 C12H1002 000086-87-3 53
4 2-(Thiophen-2-vlamino)-2-thioxoa... 186 C6H6N20S2 1000311-64-5 42
5 1-Naphthaleneacethydrazide 200 C12H12N20 034800-90-3 38
Abundance Scan 861 (11.428 min): BF087780.D (-857) (-) m/z 186.10 100.00%
186.1
141.1
5000
115.1 169.1
63.0 890 11.20 11.40 11.60 11.80
olprr2d e 2041 2341 1 y77141.05  80.41%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50261: 1,4-Methanonaphthalene-6-carboxylic acid, 1,4-dihydro
141.0 186.0
5000 115.0 R e T
11.20 11.40 11.60 11.80
169.0 m/z 115.10 30.96%
| woso w0
mz-> 20 40 60 86 160 120 140 160 180 200 220
Abundance
141.0
'~ 11.20 11,40 11,60 11.80
5000 45.0 186.0 m/z 169.10 27 .42%
115.0
63.0 89.0 168.0
O T B S o A RREEEEma
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance #50226: 1-Naphthaleneacetic acid R EEEAREEE S
141.0 11.20 11.40 11.60 11.80
m/z 139.10 20.39%
5000 186.0
115.0
27.0 440 61.0 ~ ggo L |
mz-> 20 45 eb 80 100 150 140 160 180 200 220 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087780.D

Aca On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample = H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Benzeneacetic acid, .alpha.... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.14 46.87 ng 1250940 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. .alpha.-phen... 226 C15H1402 003469-00-9 94
2 Felbinac 212 C14H1202 005728-52-9 94
3 Benzene. 1.1".1""-(l-ethanvl-2-v... 258 C20H18 001520-42-9 72
4 Benzene. 1.1"-propvlidenebis- 196 C15H16 001530-03-6 72
5 4-Propyl-1,1"-diphenyl 196 C15H16 010289-45-9 72
Abundance Scan 923 (12.136 min): BF087780.D (-919) (-) m/z 167.05 100.00%

16.1
5000 2121 ’/t

115.0 1391 11,80 12.00 12.20 12.40

Ol o0 830 890 4891 ) 23L1 | Tnmjz 212.10  37.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82923: Benzeneacetic acid, .alpha.-phenyl-, methyl ester
167.0

5000 L B e B B B
11. 80 12. OO 12. 20 12. 40

m/z 165.10 31.42%

226.0
o 390 63.0 83.0 1150 139.0 | | 194.0 |
T e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
167.0

11. 80 12. OO 12. 20 12.40

5000 212.0 m/z 168.05 14_49%
oL 390 630820 1150 1390 188.0
T e i L R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109389: Benzene, 1,1',1"-(1-ethanyl-2-ylidene)tris- R maEa A
167.0 1180 1200 12. 20 1240

m/z 152.05 13.46%

5000
oL 90, 620 molﬁole\h 202.0222.0 2580

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060616\
Data File : BF087780.D

Acq On > 7 Jun 2016 7:29

Operator : UM/SJ

Sample - H3349-07

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.62 6.62 63.9 ng 2051760 1 6.84 642560 20.0
1-Phenyl-1-butene 7.87 18.0 ng 1080220 2 8.14 1200690 20.0
1H-Imidazole, 4,5... 9.14 18.9 ng 746516 3 9.88 790319 20.0
Benzoic acid, 3,4... 9.34 19.6 ng 773320 3 9.88 790319 20.0
unknown9 .48 9.48 19.2 ng 759459 3 9.88 790319 20.0
unknown9 .55 9.55 19.8 ng 783062 3 9.88 790319 20.0
3,5-Dimethylpheny... 10.14 141.8 ng 5601770 3 9.88 790319 20.0
1H-Indene, 2,3-di... 10.46 131.2 ng 5186080 3 9.88 790319 20.0
Benzoic acid, 4-f... 10.52 32.9 ng 1299090 3 9.88 790319 20.0
unknown10.75 10.75 90.2 ng 2407710 4 11.37 533824 20.0
unknown10.79 10.79 50.1 ng 1337460 4 11.37 533824 20.0
p-Sec-butylphenyl... 10.83 46.3 ng 1235980 4 11.37 533824 20.0
2-Naphthalenecarb... 10.95 96.9 ng 2586950 4 11.37 533824 20.0
unknownll.04 11.04 30.2 ng 805450 4 11.37 533824 20.0
unknown11.13 11.13 47.5 ng 1268820 4 11.37 533824 20.0
unknownll.22 11.22 15.0 ng 401412 4 11.37 533824 20.0
1,4-Methanonaphth... 11.43 22.7 ng 605308 4 11.37 533824 20.0
Benzeneacetic aci... 12.14 46.9 ng 1250940 4 11.37 533824 20.0
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