LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 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-BF060716.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 15 rVB 65991 110267 5.06% 0.387%
2 1.781 15 17 26 rBv 752098 1054518 48.35% 3.702%
3 2.810 104 107 116 rBvV 81840 141032 6.47% 0.495%
4 3.336 150 153 161 rBB 21480 45767 2.10% 0.161%
5 4.844 283 285 291 rVB 40262 60548 2.78% 0.213%
6 5.279 321 323 326 rBVY 1236491 1481605 67.93% 5.201%
7 6.102 392 395 400 rVB5 14703 43080 1.98% 0.151%
8 6.193 400 403 409 rBvV2 26046 66514 3.05% 0.233%
9 6.342 413 416 421 rBV 1136627 1110064 50.90% 3.897%
10 6.422 421 423 424 rBV 22822 32255 1.48% 0.113%
11 6.456 424 426 429 rBV 1904229 1942115 89.05% 6.817%
12 6.559 434 435 439 rVB3 25777 34568 1.58% 0.121%
13 6.639 439 442 444 rBV2 31044 54713 2.51% 0.192%
14 6.684 444 446 449 rVB 621372 556378 25.51% 1.953%
15 6.764 449 453 455 rBV4 27977 67348 3.09% 0.236%

16 6.844 458 460 462 rBV 1739568 1859141 85.24% 6.526%
17 6.936 466 468 473 rVB5 117448 152037 6.97% 0.534%
18 7.027 473 476 479 rBvV 85476 118574 5.44% 0.416%
19 7.073 479 480 481 rBvV 40342 38572 1.77% 0.135%
20 7.176 485 489 491 rBV2 68209 121011 5.55% 0.425%

21 7.256 491 496 500 rVB 1399848 1691175 77.54% 5.937%
22 7.336 500 503 505 rBv2 103959 127408 5.84% 0.447%
23 7.382 505 507 508 rBvV 124900 135785 6.23% 0.477%
24 7.462 510 514 518 rBvV2 423787 627135 28.75% 2.201%
25 7.530 518 520 522 rBV3 80135 144361 6.62% 0.507%

26 7.565 522 523 526 rvv2 91309 172721 7.92% 0.606%
27 7.622 526 528 530 rvv2 103550 180308 8.27% 0.633%
28 7.713 534 536 538 rBvV 328862 336899 15.45% 1.183%
29 7.747 538 539 541 rVB 71830 54066 2.48% 0.190%
30 7.793 541 543 546 rBV2 55887 100694 4.62% 0.353%

31 7.850 546 548 551 rBV2 79900 128947 5.91% 0.453%
32 7.919 551 554 555 rvv3 40473 70062 3.21% 0.246%
33 7.965 5565 558 562 rvv2 527056 1069690 49.05% 3.755%
34 8.022 562 563 566 rvv2 188171 306527 14.05% 1.076%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 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-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.102 568 570 571 rvv2 67597 58498 2.68% 0.205%
36 8.136 571 573 574 rvv2 50798 75629 3.47% 0.265%

37 8.170 574 576 578 rvv2 149899 175341 8.04% 0.616%
38 8.216 578 580 581 rvv2 117292 131376 6.02% 0.461%
39 8.250 581 583 586 rvv3 149297 264599 12.13% 0.929%
40 8.296 586 587 589 rvv 34838 61406 2.82% 0.216%

41 8.353 590 592 594 rvv2 113587 167773 7.69% 0.589%
42 8.410 594 597 598 rvv 211276 339089 15.55% 1.190%
43 8.445 598 600 601 rvv 108628 163660 7.50% 0.574%
44 8.479 601 603 604 rvv 72678 108994 5.00% 0.383%
45 8.513 604 606 607 rvv2 57616 86423 3.96% 0.303%

46 8.536 607 608 609 rvv 95975 77021 3.53% 0.270%
47 8.559 609 610 612 rvv2 95308 137571 6.31% 0.483%
48 8.627 614 616 618 rvv2 120498 177393 8.13% 0.623%
49 8.662 618 619 621 rVB 97726 125555 5.76% 0.441%
50 8.730 621 625 626 rBvV3 23252 53365 2.45% 0.187%

51 8.787 626 630 633 rvv2 274742 494755 22.68% 1.737%
52 8.879 636 638 640 rVB3 50105 83006 3.81% 0.291%
53 9.005 646 649 650 rBvV 257042 280171 12.85% 0.983%
54 9.050 650 653 655 rvB 2300483 2181012 100.00% 7.656%
55 9.130 657 660 663 rvvs 36533 108067 4_95% 0.379%

56 9.199 665 666 669 rvv3 79835 102243 4.69% 0.359%
57 9.256 669 671 673 rVB 57274 66662 3.06% 0.234%
58 9.313 673 676 678 rBv2 130153 224985 10.32% 0.790%
59 9.382 678 682 683 rvv 267938 320123 14.68% 1.124%
60 9.405 683 684 687 rvv2 127135 203236 9.32% 0.713%

61 9.450 687 688 690 rvv 170076 204283 9.37% 0.717%
62 9.496 690 692 697 rvv4 99944 249673 11.45% 0.876%
63 9.588 697 700 702 rvv3 44915 88350 4._05% 0.310%
64 9.656 702 706 709 rvv4 47681 112459 5.16% 0.395%
65 9.725 709 712 714 rVvV 584969 670056 30.72% 2.352%

66 9.793 716 718 720 rVB2 36391 38646 1.77% 0.136%
67 9.828 720 721 723 rVB2 48323 57754 2.65% 0.203%
68 9.919 725 729 731 rVVv4 60696 141816 6.50% 0.498%
69 9.965 731 733 736 rVB2 34460 57135 2.62% 0.201%

70 10.125 745 747 751 rVB4 56566 105608 4._.84% 0.371%
71 10.262 757 759 763 rVB2 31328 48422 2.22% 0.170%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 10.331 763 765 768 rvv3 25050 45286 2.08% 0.159%
73 10.376 768 769 775 rVvv4 53267 99194 4 _55% 0.348%
74 10.468 775 777 778 rVvv2 16541 30372 1.39% 0.107%
75 10.513 778 781 783 rVV 1116664 1165167 53.42% 4_.090%
76 10.582 786 787 790 rvv2 37897 51376 2.36% 0.180%
77 10.639 790 792 795 rvv2 257449 284050 13.02% 0.997%
78 10.696 795 797 799 rvVv 56521 63717 2.92% 0.224%
79 10.731 799 800 802 rvv2 61329 66754 3.06% 0.234%
80 10.765 802 803 804 rvv 52588 42744 1.96% 0.150%
81 10.788 804 805 807 rvv 46807 53954 2.47% 0.189%
82 10.833 807 809 811 rvv2 31351 60978 2.80% 0.214%
83 10.879 811 813 815 rvv2 48137 69161 3.17% 0.243%
84 10.913 815 816 818 rvVv 60449 67186 3.08% 0.236%
85 10.948 818 819 821 rvB2 29771 37876 1.74% 0.133%

86 11.108 829 833 835 rBvV 85561 137070 6.28% 0.481%
87 11.199 839 841 843 rvVv 624752 540399 24.78% 1.897%

88 11.416 858 860 863 rBv2 25092 43593 2.00% 0.153%
89 11.748 886 889 890 rBvV2 47990 61419 2.82% 0.216%
90 11.794 892 893 898 rvv4 19887 53590 2.46% 0.188%
91 11.885 899 901 902 rvv2 29369 30256 1.39% 0.106%
92 11.942 904 906 910 rvB2 49909 97502 4._47% 0.342%
93 12.571 959 961 963 rVB 41218 48755 2.24% 0.171%
94 12.685 968 971 975 rVB 30510 60862 2.79% 0.214%

95 12.788 977 980 982 rBV 1632918 1885867 86.47% 6.620%

96 13.359 1027 1030 1032 rBV2 99189 126835 5.82% 0.445%
97 13.828 1069 1071 1074 rBV 532484 501119 22.98% 1.759%
98 14.342 1114 1116 1118 rVB 47968 50309 2.31% 0.177%
99 14.468 1124 1127 1130 rBV2 22996 45081 2.07% 0.158%
100 15.211 1190 1192 1197 rVB 320173 388963 17.83% 1.365%

Sum of corrected areas: 28487475

8270-BF060716.M Mon Jun 20 17:40:47 2016 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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: BF088169.D

2000000 6.46
6.84

1500000 7.26
5.28

6.34

1000000
1.78

500000

1.6 2/.\81 3.34 4.84

e L T o SRS - v R AV S e

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088169.D
9/05

2000000
12.79

1500000
10.51

1000000

500000

e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088169.D

2000000

1500000

1000000

13.83
500000 15.21

143447

O T T T T T

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\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Methyl Isobutyl Ketone Concentration Rank 16

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

2.81 5.07 ng 141032 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl Isobutvl Ketone 100 C6H120 000108-10-1 86
2 2-Hexanone 100 C6H120 000591-78-6 64
3 Acetvlacetone 100 C5H802 000123-54-6 46
4 Pentanal. 2.2-dimethvl- 114 C7H140 014250-88-5 35
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 33

Abundance Scan 107 (2.810 min): BF088169.D (-104) (-) m/z 43.10 100.00%
431
5000 58.1
85.1 R EEE L SRR e e
670 100.1 240 2.60 280 3.00 3.20
O et oy e m/Zz 58.10  40.98%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3860: Methyl Isobutyl Ketone
43.0
5000 I AR AN LSS L
58.0 240 2.60 280 3.00 3.20
0
9.0 850 1000 m/z 57.10 26.68%
150 ] 670 |
G R UL RN IS RS IS LS IS AR SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
240 260 2.80 3.00 320
5000 58.0 m/z 41.10 24 _.22%
15.0 2.0 7.0 850 1000
O T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3662: Acetylacetone A e
43.0 2.40 2.60 2.80 3.00 3.20
m/z 85.10 19.33%
5000
15.0 100.0
oLo20 2o 580 720
mz-> 6 10 2 % 4 50 60 70 8 90 100 | | 240 260 280 300 350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3 unknown6.46 Concentration Rank 1

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

6.46 69.81 ng 1942120 1,4-Dichlorobenzene-d4 6.68
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 426 (6.456 min): BF088169.D (-424) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 o1 a5 oo 5k 6k
01 : e B m/z 68.10 40.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RSN SRS AR R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.77%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.10 25.81%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R ./\., R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.65%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| BRI EN B e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzene, 1,3-diethyl- Concentration Rank 14

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

6.94 5.47 ng 152037 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 87

Abundance Scan 468 (6.936 min): BF088169.D (-466) (-) m/z 119.10 100.00%
106.1 119.1
5000 134.1
91.1
77.0
391 511 65.1 | | 6.60 6.80 7.00 7.20
o O VU SOO BV PR BV | S m/z 105.10 99.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
6.60 6.80 7.00 7.20
770 910 m/z 134.10 45_73%
27.0 390 510 g50 ' ‘
0 "I""I"""I""‘I""i“""I"""I'"‘l‘l""‘l""la‘”'l'""'l""l""'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
B RN RN RARRS RARES
6.60 6.80 7.00 7.20
5000 134.0 m/z 91.10 27 .63%

91.0
77.0

39.0
15.0 27.0 51.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105.0 119.0 6.60 6.80 7.00 7.20
m/z 77.00 17.28%
5000 134.0
91.0
77.0
27.0 410 520 65.0 ‘ ‘
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\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzene, 1,2-diethyl- Concentration Rank 20

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

7.03 4.26 ng 118574 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 98
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 93
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 70

Abundance Scan 476 (7.027 min): BF088169.D (-473) (-) m/z 105.10 100.00%
106.1 119.1
134.1
5000 011
77.0
39.0 51.0 651 | || 6.60 6.80 7.00 7.20 7.40
Obrrrrrrr e et et b el el e m/z 119.10 91.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl- i
105.0 119.0
5000 :
910 134.0 6.60 6.80 7.00 7.20 7.40
77. m/z 134.10 51.28%
27.0 39.0 51.0 65.0 ‘
0"&ﬁgw“”w“ﬂﬂ“'m““ﬁm'wﬁww“”ﬂ““ﬂttvjmk'“w““w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
6.60 6.80 7.00 7.20 7.40
5000 91.0 134.0 m/z 91.10 37 .95%
39.0 51.0 7o
: U 65.0
150 270
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0 6.60 6.80 7.00 7.20 7.40
m/z 117.10 21.79%
5000 134.0
91.0
270 390 510 g50 'O |
0'W'”'P'm\”'““”'m“”lmhﬂ'”wv'”\”“INlW'm“L'”I”“W”
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\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 7 unknown7.18 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.18 4_.35 ng 121011 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-hexanoic acid 130 C7H1402 1000365-65-4 46
2 Heptanoic acid 130 C7H1402 000111-14-8 35
3 Hexane. 1-(3-butenvloxv)- 156 C10H200 107995-55-1 22
4 Hexanoic acid 116 C6H1202 000142-62-1 22
5 5-Dodecanol 186 C12H260 010203-33-5 16

m/z 60.00 100.00%

Abundance

5000

6.80 7.00 7.20 7.40 7.60
o

m/z 85.10 92 .39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #13424: 3-Methyl-hexanoic acid
60.0
43.0 AL

5000 AT
87.0 6.80 7.00 7.20 7.40 7.60

m/z 87.00 81.66%

e

101.0 115.0 129.0

R | R NUE——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60.0
6.80 7.00 7.20 7.40 7.60
5000 73.0 m/z 43.10 73.47%
41.0
27.0 8.0
o150 | 10191130 130.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28284: Hexane, 1-(3-butenyloxy)- B A ma T o
43.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 56 .78%
5000 850
29.0 55.0
0 ‘ \L‘ | 690 || 970 1150 156.0
R R L Eaana B A RARRd aa R e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40 7.60

8270-BF060716.M Mon Jun 20 17:40:51 2016 Page: 9



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search
Z:\HPCHEM1\BNA F\DATA\BF061816\
BF088169.D
19 Jun 2016 8:35
UM/SJ
H3628-14

48 Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Compound Report

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2,4,5-tetramethyl-

Concentration Rank 4

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

7.46 11.73 ng 627135 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
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 94
4 Benzene. l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 93

5 o0-Cymene 134 C10H14 000527-84-4 91
Abundance Scan 514 (7.462 min): BF088169.D (-510) (-) m/z 119.05 100.00%
119.1
5000
91.1
411 7.20 7.40 7.60 7.80
o...,....l,'-..-.'.-'"ﬁ-"-:..,.-..':'l...”.,1.5.9.2,.... rrrrrrrreereere | m/z 134.10  43.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.20 7.40 7.60 7.80
91.0 m/z 91.10 15.61%
39.0 650
W e | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119.0
7.20 7.40 7.60 7.80
5000 m/z 73.05 11.35%
91.0
oli5.0 410 650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80
m/z 41.10 10.80%
5000
39.0 650 910
S i P N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 7.60 7.80

8270-BF060716.

M Mon Jun 20 17:40:52 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzothiazole Concentration Rank 18

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

8.25 4.95 ng 264599 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 81
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 81
3 Adenine 135 C5H5N5 000073-24-5 64
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 59
5 1H-Indole, 5-fluoro- 135 C8H6FN 000399-52-0 59

Abundance Scan 583 (8.250 min): BF088169.D (-581) (-) m/z 135.00 100.00%
135.0
5000 108.0
690 82.0
43.1 55.1 U 951 8.00 8.20 8.40 8.60
O rrttir bbb e o e 232l 3511 1661 1 SI08706 36 68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15455: Benzothiazole
135.0
5000 108.0 "800 820 840 8.60
69.0 m/z 69.00 21.17%
45.0 ‘ 82.0
0wgng“““mﬁﬁhwhw”“A“WL“V“H““V“W“MVHW'HWH“V“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
135.0
800 820 840 8.60
5000 m/z 117.05 15.39%
69.0 108.0
45.0 ' 91.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15412: Adenine A o I
135.0 8.00 8.20 8.40 8.60

m/z 82.00 11.72%

5000
108.0

54.0
66.0 81.0
400 | | 930 |

O e R e e e R L A B m

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.00 8.20 8.40 8.60

8270-BF060716.M Mon Jun 20 17:40:54 2016 Page: 11



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Octane, 2,6-dimethyl- Concentration Rank 10

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

8.41 6.34 ng 339089 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
2 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 64
3 Tridecane. 7-methvl- 198 C14H30 026730-14-3 59
4 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 59

5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 58

Abundance Scan 597 (8.410 min): BF088169.D (-594) (-) m/z 57.10 100.00%
57.1
5000
41 TrrrJyrrrr|yrrrryrrr1rJ|rr
1131 = 1451 8.00 8.20 8.40 8.60 8.80
129.1 160.1 . . : : : :
o 1762 m/z 71.10 91.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57.0
5000 AL LI L L LB L L LB
410 8.00 8.20 8.40 8.60 8.80
m/z 43.10 47 .63%
‘ 85.0 113.0
0.¥§q.hk.uh. A weo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
R B R
8.00 8.20 8.40 8.60 8.80
5000 m/z 56.10  26.40%
85.0
41.0
113.0
oL 260 1410 3700
I e R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59891: Tridecane, 7-methyl- B B e
57.0 8.00 8.20 8.40 8.60 8.80
m/z 41.10 25.61%
5000 4110
112.0
o 0 sso | 14001550  183.0198.0
T e e R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80

8270-BF060716.M Mon Jun 20 17:40:54 2016

Page: 12



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 13 Naphthalene, 2,6-dimethyl- Concentration Rank 9

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

9.31 6.72 ng 224985 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 676 (9.313 min): BF088169.D (-673) (-) m/z 156.10 100.00%
156.1
141.1
5000
9.00 9.20 9.40 9.60
o} m/z 141.10 69.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28472: Naphthalene, 2,6-dimethyl-
156.0
141.0
5000
9.00 9.20 9.40 9.60
620 77.0 115.0 m/z 155.10 37 .94%
o180 390 T L oo oo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0 9.00 9.20 9.40 9.60
5000 m/z 115.10 15.97%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28500: Naphthalene, 1,6-dimethyl- R B LA B s S
o 1560 9.00 9.20 9.40 9.60
14L. m/z 153.10 14.11%
5000
115.0
63.0 77.0
0 .1.4..0| - |3|9\|0| .“. ; I‘h ; IHH\I g .9.8]0‘. ; .‘. I .“.‘ ; "|" I\H\‘ R I
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF060716.M Mon Jun 20 17:40:55 2016

Page: 13



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 14 Naphthalene, 2,3-dimethyl- Concentration Rank 6

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

9.38 9.56 ng 320123 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 682 (9.382 min): BF088169.D (-678) (-) m/z 156.10 100.00%
141.1 15p.1
5000
115.0
391 630 70 Lo | 1771 9.00 9.20 9.40 9.60 9.80
O - m/z 141.10 85.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28485: Naphthalene, 2,3-dimethyl-
156.0
141.0
5000
9.00 9.20 9.40 9.60 9.80
115.0 m/z 155.10 31.19%
51.0 76.0
o...,%?Q.u..h.,M..WM.Q%Q,...L,.Wu.uh.dhh....,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 115.00 17.76%
o150 390 63.0 770 g1 4 10
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28472: Naphthalene, 2,6-dimethyl- L B R o S AR
156.0 9.00 9.20 9.40 9.60 9.80
141.0 m/z 153.05 14 .80%
5000
77.0 115.0
as0 %0 M eeo 14 b
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BF060716.M Mon Jun 20 17:40:56 2016

Page: 14



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Naphthalene, 2,7-dimethyl- Concentration Rank 13

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

9.40 6.07 ng 203236 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 86
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 64
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 58
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 58
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 53

Abundance Scan 684 (9.405 min): BF088169.D (-683) (-) m/z 156.10 100.00%
156.1
1411
5000
9.00 9.20 9.40 9.60 9.80
o m/z 141.10 58.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28480: Naphthalene, 2,7-dimethyl-
156.0
5000 141.0
9.00 9.20 9.40 9.60 9.80
770 m/z 155.10 53.78%
0....|.‘...‘,..“..,‘H..“l‘,....',...‘.,.‘.‘..‘i‘..‘l“ e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 145.10 49_.13%
115.0
270 510 7804 4
O T T T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28499: Naphthalene, 1,6-dimethyl- T T T T
156.0 9.00 9.20 9.40 9.60 9.80
m/z 77.00 32.88%
141.0
5000
77.0 115.0
O '|%7;q T 'éluq ™ "‘Wl' "9?10""'| & 'H"'dh‘l T T [Tr T[T T e
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BF060716.

M Mon Jun 20 17:40:59 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 16 Pentadecane Concentration Rank 12

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

9.45 6.10 ng 204283 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 72
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
3 Sulfurous acid. dodecvl pentvl e... 320 C17H3603S 1000309-14-5 50
4 Hexadecane 226 C16H34 000544-76-3 50
5 Eicosane 282 C20H42 000112-95-8 49

Abundance Scan 688 (9.450 min): BF088169.D (-687) (-) m/z 57.10 100.00%
51.1
0% <A/\,wa/\\/v\,_d\
U UL I R
113.1 163.0 9.20 9.40 9.60 9.80
140.1
Olrrrprrrh o 1861 m/z 71.10 87.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57.0
5000 B R R A R
85.0 9.20 9.40 9.60 9.80
29.0 m/z 43.10 73.30%
0 | 1180 1410 1690 2120
m/z--> 25 45 65 85 160 150 150 1éo 1éo 200 220 250 2éo 2éo 300
Abundance
57.0
920 940 9.60 9.80
5000 85.0 m/z 85.10 40.25%

113.0
o 141.0 ~ 183.0 211.0 239.0 267.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161091: Sulfurous acid, dodecy! pentyl ester AT TR T
71.0 9.20 9.40 9.60 9.80
0
43.0 m/z 41.10 31.41%
- M/W
A RAa LA e e ARAAAEaA R e S RAREE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.20 9.40 9.60 9.80

8270-BF060716.M Mon Jun 20 17:40:59 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Naphthalene, 1,7-dimethyl- Concentration Rank 8

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

9.50 7.45 ng 249673 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 692 (9.496 min): BF088169.D (-690) (-) m/z 141.10 100.00%
141.1156.1
5000
115.1
76.0 9.20 9.40 9.60 9.80
51.0 100.1 172.1 193.2
o m/z 156.10 91.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28493: Naphthalene, 1,7-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 155.10 24 .99%
280 10 9 ogo T | ||
T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0 9.20 9.40 9.60 9.80
5000 m/z 115.10 21.61%
115.0
270 510 770 0
O T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28485: Naphthalene, 2,3-dimethyl- R e R
156.0 9.20 9.40 9.60 9.80
141.0 m/z 128.05 15.17%
5000
51.0  76.0 1150
o Z0 ekl 220 b all | DI D
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF060716.M Mon Jun 20 17:41:00 2016 Page: 17



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search

Z:\HPCHEM1I\BNA F\DATA\BF061816\
BF088169.D
19 Jun 2016
UM/SJ
H3628-14

8:35

48 Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Compound Report

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2(3H)-Benzothiazolone

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.64 10.51 ng 284050 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 95
2 t-Butvlhvdroauinone 166 C10H1402 001948-33-0 50
3 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 50
4 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 47
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 47

Abundance Scan 792 (10.639 min): BF088169.D (-790) (-) m/z 151.00 100.00%
151.0
96.0
123.0
5000 L
P T
10.40 10.60 10.80 11.00
ol 1680 181 "w/z 96.00 69.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 IR B A BN R
10,40 10.60 10.80 11.00
69.0 m/z 123.00 59.95%
28.0 45.0
0.:!'2.'(.)|.l..‘”l.‘.”l.l“. .M.l‘l‘...‘.‘l....l‘l...l..l‘.l....|....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
151.0
123.0 10,40 10.60 10.80 11.00
5000 166.0 m/z 57.10 22.11%
o 260 0 570 770 gp107.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24681: 6-Methyl-7-ox0-4,7-dihydro-triazolo(3,2-c)triazine T
151.0 10.40 10.60 10.80 11.00
1230 m/z 71.10 18.53%
67.0
5000
42.0 83.0
0""I'"'P'"I""I'"'I'”'I""I""I"'W"" IR UL BN SRR B
m/z--> 20 80 100 120 140 160 180 1040 10.60 10.80 11.00

8270-BF060716.M Mon Jun 20 17:41:01 2016

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzenesulfonamide, N-butyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
1111 s5.07ng 137070  Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzenesulfonamide. N-butvl- 213 CIOHISNO2S  003622-84-2 87
2 Malononitrile. 2-phenvlazo- 170 C9HG6N4 1000316-88-1 38

3 p-Chloromandelic acid 186 C8H7CI03 000492-86-4 35
4 cis-2-Thioxo-5.6-trimethvlene-2.... 170 C7H10N20S 126474-25-7 27
5 3,4-Dimethoxythiophenol 170 C8H1002S 019689-66-8 27
Abundance Scan 833 (11.108 min): BF088169.D (-829) (-) m/z 141.00 100.00%
141.0 179.0
77.0
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57.1
4141 | 113.1 213, 1 10.80 11.00 11.20 11.40
Ob i o Lo0O MY 28 176,00 94. 40%
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Abundance #71723: Benzenesulfonamide, N-butyl-
77.0 141.0  170.0
A
5000 LA L L L L L L LB BB L |
10.80 11.00 11.20 11.40
510 m/z 77.00 67.43%
30.0
I R S . S A
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77.0 170.0
AR e
10.80 11.00 11.20 11.40
5000 m/z 57.10 29.94%
39.0
0 61.0 1050 125.0 143.0
B B R e e e BRI B o
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Abundance #50701: p-Chloromandelic acid R R R
70 141.0 10.80 11.00 11.20 11.40
' m/z 71.10 26.74%
5000
510 113.0 186.0
o | 970 |, 169.0
B B R m e B e e R R A N maas
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\BF061816\
Data File : BF088169.D

Aca On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Ethanol, 2-butoxy-, phospha... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.36 5.06 ng 126835 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 90
2 Hexadecane 226 C16H34 000544-76-3 11
3 Butanoic acid. 2-methvl-. 2-meth... 158 C9H1802 002445-67-2 10
4 Bicvclol3.3.11nonane-3.7-dione., ... 212 C9H16N402 1000310-92-2 10
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 10
Abundance Scan 1030 (13.359 min): BF088169.D (-1027) (-) m/z 57.10 100.00%

517.1

-

125.0
5000
o557 299.2 13.00 13.20 13.40 13.60
0 m/z 45.05 58.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210990: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 1250 LA L L L L L LB L L B
13. 00 13.20 13.40 13.60
199.0 m/z 56.10 57.72%
155.0 299.0
210, | 80 | | | 280 ° 355.0 399.0
et
m/z--> 50 100 150 200 250 300 350 400
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5000 m/z 85.10 54 _.42%
99.0
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T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #30340: Butanoic acid, 2-methyl-, 2-methylpropy! ester R e EEaE L
57.0 13.00 13.20 13.40 13.60
m/z 125.00 52.74%
5000
103.0
27,0
ol d 4 | 430 e
m/z--> 50 100 150 200 250 300 350 400 13. 00 13. 20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088169.D

Acq On 19 Jun 2016 8:35

Operator : UM/SJ

Sample : H3628-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
Methyl Isobutyl K... 2.81 5.1 ng 141032 1 6.68 556378 20.0
unknown6 .46 6.46 69.8 ng 1942120 1 6.68 556378 20.0
Benzene, 1,3-diet... 6.94 5.5 ng 152037 1 6.68 556378 20.0
Benzene, 1,2-diet... 7.03 4.3 ng 118574 1 6.68 556378 20.0
unknown7 .18 7.18 4.3 ng 121011 1 6.68 556378 20.0
Benzene, 1,2,4,5-... 7.46 11.7 ng 627135 2 7.98 1069690 20.0
Benzothiazole 8.25 5.0 ng 264599 2 7.98 1069690 20.0
Octane, 2,6-dimet... 8.41 6.3 ng 339089 2 7.98 1069690 20.0
Naphthalene, 2,6-... 9.31 6.7 ng 224985 3 9.72 670056 20.0
Naphthalene, 2,3-... 9.38 9.6 ng 320123 3 9.72 670056 20.0
Naphthalene, 2,7-... 9.40 6.1 ng 203236 3 9.72 670056 20.0
Pentadecane 9.45 6.1 ng 204283 3 9.72 670056 20.0
Naphthalene, 1,7-... 9.50 7.5 ng 249673 3 9.72 670056 20.0
2(3H)-Benzothiazo... 10.64 10.5 ng 284050 4 11.20 540399 20.0
Benzenesulfonamid... 11.11 5.1 ng 137070 4 11.20 540399 20.0
Ethanol, 2-butoxy... 13.36 5.1 ng 126835 5 13.83 501119 20.0
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