LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 16 rVB 220012 368628 12.42% 0.757%
2 1.793 16 18 56 rVvB 1269733 2966889 100.00% 6.089%
3 2.730 98 100 105 rVB 20203 35600 1.20% 0.073%
4 4.056 213 216 219 rBV 22333 34093 1.15% 0.070%
5 4.844 283 285 288 rBV 102387 135718 4_.57% 0.279%
6 5.279 321 323 326 rBY 1166214 1265882 42.67% 2.598%
7 5.576 346 349 354 rVB 16068 30667 1.03% 0.063%
8 6.342 414 416 418 rBV 866659 896905 30.23% 1.841%
9 6.467 424 427 429 rBVY 2048592 2256552 76.06% 4.631%
10 6.513 429 431 432 rVB 46510 49330 1.66% 0.101%

11 6.696 444 447 449 rBvY 706077 642834 21.67% 1.319%
12 6.856 458 461 462 rBV 1746329 2091707 70.50% 4._.293%

13 6.879 462 463 466 rVB2 34124 53619 1.81% 0.110%
14 6.936 466 468 472 rVB3 24234 43514 1.47% 0.089%
15 7.050 475 478 481 rVB 30647 40185 1.35% 0.082%
16 7.142 481 486 490 rBvV2 13576 35617 1.20% 0.073%
17 7.267 494 497 499 rBV 1568977 1700067 57.30% 3.489%
18 7.416 506 510 513 rVB6 17595 48370 1.63% 0.099%
19 7.496 513 517 519 rBv4 14550 30222 1.02% 0.062%
20 7.553 519 522 523 rBV2 50531 62125 2.09% 0.128%
21 7.679 529 533 535 rBv2 19251 39044 1.32% 0.080%
22 7.770 539 541 545 rvv3 54732 99595 3.36% 0.204%
23 7.885 548 551 553 rvv2 32955 79356 2.67% 0.163%
24 7.930 5563 555 557 rvv2 25661 52916 1.78% 0.109%
25 7.976 557 559 562 rvv 696678 862138 29.06% 1.769%
26 8.113 568 571 575 rBvV2 35048 52349 1.76% 0.107%
27 8.205 577 579 583 rVB 89252 126274 4._.26% 0.259%
28 8.273 583 585 588 rBvV3 23670 47850 1.61% 0.098%
29 8.376 592 594 596 rvv 45965 76305 2.57% 0.157%
30 8.433 596 599 602 rvv3 71878 150022 5.06% 0.308%
31 8.490 602 604 609 rvB4 28846 70862 2.39% 0.145%
32 8.570 609 611 614 rBvV2 40332 59986 2.02% 0.123%
33 8.708 620 623 625 rBv2 23994 48562 1.64% 0.100%
34 8.799 629 631 633 rBv2 22434 37925 1.28% 0.078%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 8.868 635 637 640 rBvV 76693 86988 2.93% 0.179%

36 8.970 640 646 651 rBvY 198965 408379 13.76% 0.838%
37 9.062 651 654 656 rvB 2598196 2737295 92.26% 5.618%
38 9.176 662 664 667 rBv4 37319 68127 2.30% 0.140%
39 9.302 674 675 678 rBV3 34871 47466 1.60% 0.097%
40 9.393 681 683 684 rvVv 322053 320682 10.81% 0.658%

41 9.428 684 686 688 rvv 312551 427197 14.40% 0.877%
42 9.462 688 689 690 rvv 245347 172558 5.82% 0.354%
43 9.508 690 693 696 rvv 521627 557037 18.78% 1.143%
44 9.633 702 704 706 rvB2 45158 60999 2.06% 0.125%
45 9.736 710 713 715 rVB 741029 922441 31.09% 1.893%

46 9.805 715 719 722 rVB2 127747 198336 6.68% 0.407%
47 9.908 724 728 731 rBV 726544 950934 32.05% 1.952%
48 9.965 731 733 735 rVB3 41828 71980 2.43% 0.148%
49 10.022 736 738 740 rVB 488416 395862 13.34% 0.812%
50 10.091 740 744 746 rVB 141264 184152 6.21% 0.378%

51 10.159 748 750 753 rBv4 107586 190318 6.41% 0.391%
52 10.251 754 758 761 rVB4 216272 325901 10.98% 0.669%
53 10.319 762 764 768 rBV2 249668 350182 11.80% 0.719%
54 10.376 768 769 771 rVB 81588 86370 2.91% 0.177%
55 10.422 771 773 774 rBV2 58221 81771 2.76% 0.168%

56 10.456 774 776 777 rVB2 95327 110528 3.73% 0.227%
57 10.525 777 782 783 rBV2 1438509 1779374 59.97% 3.652%
58 10.559 783 785 787 rVB 119293 164270 5.54% 0.337%
59 10.616 787 790 791 rBV 250082 369722 12.46% 0.759%
60 10.651 791 793 794 rVB2 72919 66722 2.25% 0.137%

61 10.708 797 798 800 rBV 49470 36734 1.24% 0.075%
62 10.776 801 804 807 rBv2 762132 1228597 41.41% 2.522%
63 10.834 807 809 812 rVB3 72705 106525 3.59% 0.219%
64 10.891 812 814 815 rBV2 556357 69424 2.34% 0.142%
65 10.936 815 818 820 rBV 342273 552478 18.62% 1.134%

66 11.028 821 826 828 rvv2 497725 910608 30.69% 1.869%
67 11.108 832 833 835 rvB 192465 162877 5.49% 0.334%
68 11.211 835 842 844 rBV3 1170643 2357115 79.45% 4._.838%
69 11.256 844 846 847 rBvV2 166074 254293 8.57% 0.522%
70 11.325 847 852 855 rvB3 515341 1216254 40.99% 2.496%

71 11.382 855 857 859 rBvV 392425 519488 17.51% 1.066%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.416 859 860 866 rvB3 188855 422083 14.23% 0.866%
73 11.508 866 868 871 rBv2 237302 440179 14.84% 0.903%
74 11.565 871 873 875 rBvV 581902 679731 22.91% 1.395%
75 11.611 875 877 879 rBv3 119605 250874 8.46% 0.515%

76 11.668 879 882 890 rvB3 529561 1340729 45.19% 2.752%
77 11.782 890 892 895 rVvB 359338 459108 15.47% 0.942%
78 11.862 897 899 902 rBV2 474303 936678 31.57% 1.922%
79 11.931 904 905 907 rBVv2 188684 289279 9.75% 0.594%
80 11.976 907 909 911 rBvV2 152901 182608 6.15% 0.375%

81 12.194 923 928 930 rBV 345947 1061938 35.79% 2.179%
82 12.239 930 932 937 rVB3 447803 1192520 40.19%% 2.447%
83 12.502 949 0955 958 rBv4 604093 2181797 73.54% 4._.478%
84 12.559 958 960 961 rvv2 427740 635927 21.43% 1.305%
85 12.628 965 966 969 rvB2 364566 346429 11.68% 0.711%

86 12.742 972 976 978 rBV3 224916 647368 21.82% 1.329%
87 12.799 978 981 984 rVvVv 1772210 1996789 67.30% 4.098%
88 13.017 998 1000 1007 rvB4 116013 326539 11.01% 0.670%
89 13.337 1026 1028 1030 rVB 122075 161296 5.44% 0.331%
90 13.371 1030 1031 1033 rBV 51440 59830 2.02% 0.123%

91 13.702 1058 1060 1067 rVB 107839 149749 5.05% 0.307%
92 13.840 1070 1072 1075 rVB 606336 627096 21.14% 1.287%

93 14.011 1086 1087 1090 rVB 60279 74636 2.52% 0.153%
94 14.320 1112 1114 1126 rVB 70181 123826 4.17% 0.254%
95 14.617 1137 1140 1142 rVB 58006 68405 2.31% 0.140%
96 14.914 1164 1166 1168 rVB 56949 59454 2.00% 0.122%
97 15.223 1191 1193 1209 rVB 532120 780909 26.32% 1.603%
98 15.634 1226 1229 1232 rVB 30119 38106 1.28% 0.078%
99 16.068 1265 1267 1273 rVB2 22760 48483 1.63% 0.100%
Sum of corrected areas: 48724058
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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: BF088111.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 unknown6.47 Concentration Rank 2

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

6.47 70.21 ng 2256550 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 427 (6.467 min): BF088111.D (-424) (-) m/z 132.00 100.00%
32
5000
68
I 6 " 620 640 6.60 6.80
40 54 104 . . . .
O 28 2 2L P e [ s M w/z 68.10  35.50%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RS R A A
6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.74%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 620 640 6.60 6.80
5000 67 m/z 66.10 22.74%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine L
132 6.20 6.40 6.60 6.80
m/z 69.10 14 _.31%
97
5000
70
31
R . A ST T
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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, tert-butyl- Concentration Rank 16

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

8.97 8.85 ng 408379 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. tert-butvl- 134 C10H14 000098-06-6 78
2 Benzene. 1.1"-(1.1.2.2-tetrameth... 238 C18H22 001889-67-4 64
3 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 64
4 o-Cvmene 134 C10H14 000527-84-4 64
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 64

Abundance Scan 646 (8.970 min): BF088111.D (-640) (-) m/z 119.10 100.00%
119
91
5000
Lot T s | 100 550 580 900 920 6.0
Ol bl bbbl i e M/Z 91.05  55.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14835: Benzene, tert-butyl-
119
5000 91
8.60 8.80 9.00 9.20 9.40
4 134 m/z 41.10 14.06%
0 27 | 58 7‘( \1p5 I 1
m/z--> ﬁo 45 65 80 100 120 140 160 180 200 220 240 260
Abundance
119
860 8.80 9.00 9.20 9.40
5000 m/z 77.05 13.25%
91
41
o 63 '/ 105 133 161178 208 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122975: Tridecane, 2-methyl-2-phenyl- B B e e o e
119 8.60 8.80 9.00 9.20 9.40
m/z 120.10 11.25%
5000
41 91
o132 || 85 77 | 105 | 145150 175189203217231 _ 250274
m/z--> 20 45 65 éo 100 120 140 160 180 200 220 240 260 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 Benzoyl chloride, 4-propyl- Concentration Rank 5

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

9.91 20.62 ng 950934 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzovl chloride. 4-propvl- 182 C10H11CIO 052710-27-7 59
2 2H-Benzotriazole. 2-ethvl- 147 C8HON3 016584-04-6 59
3 Acetic acid 2-ox0-2.3-dihvdro-1H... 218 C11H10N203 016780-58-8 50
4 3.3.5.5-Tetramethvl-6-(2.4.6-tri... 316 C19H2404 1000300-11-3 45
5 2-Indolinone, 1-methyl- 147 C9HONO 000061-70-1 45

Abundance Scan 728 (9.908 min): BF088111.D (-724) (-) m/z 147.10 100.00%
147
5000
91
43 77 105 119 9.60 9.80 10.00 10.20
65 161 176
O 2 L L1381 Thz 91.05  24.82%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46793: Benzoyl chloride, 4-propyl-
147
5000 T T [T T T T T T
9.60 9.80 10.00 10.20
91 m/z 105.10 13.15%
ol 27 41516 77 | 103 W9 1 e 182
mz-> 20 Jo 65 80 100 120 140 160 180 200 220
Abundance
91 147
9.60 9.80 10.00 10.20
5000 m/z 119.00 11.98%
64 77
27 39 52 105 119 132
O e T e e S o S S R AL B o
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75393: Acetic acid 2-oxo-2,3-dihydro-1H-benzo[e][1,4]diaz...
147 9.60 9.80 10.00 10.20
m/z 148.10 9.92%
5000
131
50 65 7 92 120 176 190
o IR N M ol N - Y M A<
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20

8270-BF060716.M Mon Jun 20 17:43:32 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 Pyrido[4,3-d]pyrimidin-4(3H... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.02 8.58 ng 395862 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridol4.3-dlpvrimidin-4(3H)-one 147 C7H5N30 016952-64-0 72
2 2H-Benzotriazole. 2-ethvl- 147 C8HON3 016584-04-6 64
3 1(3H)-Isobenzofuranone. 3.3-dime... 162 C10H1002 001689-09-4 59
4 Ethanone. 1-T4-(1-methvlethvDph... 162 C11H140 000645-13-6 56
5 3,3,5,5-Tetramethyl-6-(2,4,6-tri... 316 C19H2404 1000300-11-3 50
Abundance Scan 738 (10.022 min): BF088111.D (-736) (-) m/z 147.00 100.00%
147
5000
91 119
43 76 104 161 176 9.80 10.00 10.20 10.40
ol 23 88 LIS A0 Thyz 91.10 0 14.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22451: Pyrido[4,3-d]pyrimidin-4(3H)-one
147
92
5000 R RN SR SRR B
9.80 10.00 10.20 10.40
50 64 ‘ m/z 119.00 12 .44%
77 118
0---.----.--“H-‘.M“l-‘“. ey
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
91 147
9.80 10.00 10.20 10.40
5000 m/z 148_.10 10.05%
64 77
27 39 52 105 119 132
e S S L S L UL UL B L SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32003: 1(3H)-Isobenzofuranone, 3,3-dimethyl-
147 9.80 10.00 10.20 10.40
m/z 76.10 7.17%
5000
91 162
oL 15 27 4353 65 76 | 104 119 |
m/z--> 20 40 60 80 100 120 140 160 180 ' 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 8 o-Diacetylbenzene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.32 7.59 ng 350182 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Diacetvlbenzene 162 C10H1002 000704-00-7 72
2 2H-Benzotriazole. 2-ethvl- 147 C8HON3 016584-04-6 59
3 Benzoic acid. 4-propvl-. 4-cvano... 265 C17H15N02 056131-49-8 50
4 Benzovl chloride. 4-propvl- 182 C10H11CIO 052710-27-7 45
5 Benzoic acid, 4-propyl-, 4-cyano... 283 C17H14FNO2 086776-51-4 45
Abundance Scan 764 (10.319 min): BF088111.D (-762) (-) m/z 147.10 100.00%
147
5000
43 €T 119
76 10.00 10.20 10.40 10.60
104 162 177
0 ...,....,-|..'-..,6.3..!',-..|..,:...|,..1.3.4,. 0206 | "m/z 91.10 20.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31933: o-Diacetylbenzene
147
5000 SRR AR DA BARRE
o1 10,00 10,20 10.40 10.60
43 m/z 43.10 17.05%
0 15 27 Il §\ H ‘ 103115 1?9 Al 1(\32
m/z--> 20 Jo 60 80 100 120 150 160 180 200 220 240
Abundance
91 147
10.00 10.20 10.40 10.60
5000 m/z 119.10 14 _.30%
64 77
27 39 52 105 10132
O R e B R o AR,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114843: Benzoic acid, 4-propyl-, 4-cyanopheny! ester
147 10.00 10.20 10.40 10.60
m/z 148.05 10.51%
5000
91
oL 24 3T | 108 193 | 16 236
m/z--> 20 Jo éo éo 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60

8270-BF060716.M Mon Jun 20 17:43:33 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 9 4-Aminophthalhydrazide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.78 10.42 ng 1228600 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Aminophthalhvdrazide 177 C8H7N302 003682-14-2 59
2 Luminol 177 C8H7N302 000521-31-3 47
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 38
4 Benzenepropanoic acid. .beta...b... 192 C12H1602 025080-84-6 38
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 38
Abundance Scan 804 (10.776 mm) BF088111.D (-801) (-) m/z 119.10 100.00%
119
5000
192 10.40 10.60 10.80 11.00
220
ol b 20 238 Tm/z 177.10 86.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43462: 4-Aminophthalhydrazide
177
119
5000
10.40 10.60 10.80 11.00
o1 m/z 91.10 37.65%
g 4., 5
o 18 M s3 | 79 ‘L 105 || 133 148 162 I
m/z--> 20 40 60 80 100 120 150 160 180 200 220
Abundance
177
110 10.40 10.60 10.80 11.00
5000 o1 m/z 43.10 22.14%
65
ol 15 27 3952 | 77 | 104 | 133147 162
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- A REaRE RS
119 10.40 10.60 10.80 11.00
m/z 103.10 19.36%
5000
91 134
15 27 39 51 65 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,40 10.60 10.80 11.00

8270-BF060716.M Mon Jun 20 17:43:34 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 unknownl1l1l.03 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.03 7.73 ng 910608 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazolol3.4-blpvridin-6-one. 1.... 177 C9H11N30 057411-62-8 40
2 Succinic acid. diphenvl ester 270 C16H1404 1000357-99-6 40
3 Isophthalic acid. ethvl tridec-2... 372 C23H3204 1000343-91-2 38
4 2-Propanamine. N-T(3-nitrophenvl... 192 C10H12N202 027895-80-3 34
5 2-Thiazolamine, 4-(4-pyridinyl)- 177 C8H7N3S 1000351-69-3 33
Abundance Scan 826 (11.028 min): BF088111.D (-821) (-) m/z 177.10 100.00%
177
5000
4, 103
Ol b et oo ety e e e 209 | M/Z 103.05 19 33%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #43512: Pyrazolo[3,4-b]pyridin-6-one, 1,7-dihydro-1,3,4-tr...
177
5000 LN BRI SN UL B
10.80 11.00 11.20 11.40
43 . 148 m/z 189.15 12.71%
o 6 93109 137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
177
10,80 11.00 11.20 11.40
5000 m/z 77.05 12.09%
55
77
0 39 o4 121 149 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #198347: Isophthalic acid, ethyl tridec-2-ynyl ester R I R
177 10.80 11.00 11.20 11.40
m/z 178.10 11.78%
5000

29 55 79 104121 149 | 195 230 245262 327

e L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.80 11.00 11.20 11.40

8270-BF060716.M Mon Jun 20 17:43:35 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 3,4-Dimethyl-2-(3-methyl-bu... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.33 10.32 ng 1216250 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvl-2-(3-methvl-butvrvl... 248 C15H2003 071940-29-9 53
2 6-Nitro-3H-aquinazolin-4-one 191 C8H5N303 1000318-13-9 53
3 Pvridol3.2-dlpvrimidine-2.4(1H.3... 191 C9HIN302 024410-25-1 42
4 Succinic acid. di(3-methvlphenvl... 298 C18H1804 1000329-96-8 42
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 42
Abundance Scan 852 (11.325 min): BF088111.D (-847) (-) m/z 191.10 100.00%
191
5000

11.00 11.20 11.40 11.60

117 203
39 57 77 910377129 145 163175 | 220233 248

0,....,....',....'--,..-'..,...'.|,....,....,....,...,.-...,....,.... m/z 192.10 12.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100681: 3,4-Dimethyl-2-(3-methyl-butyryl)-benzoic acid, m...
191
5000 LA L L L L L B LN |

11.00 11.20 11.40 11.60
m/z 117.10 12.16%

27 41 57 77 91 105120133 148 163175 | 05217 233 248

o B LN YRl oM e B L% R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
191
s Emma S
11.00 11.20 11.40 11.60
5000 90 m/z 203.15 9.66%
63 145
385 | 75 105118 o7 161
o RS TRl VSR AEMMMRAP St M MRS P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54032: Pyrido[3,2-d]pyrimidine-2,4(1H,3H)-dione, 1,3-dime... R B
191 11.00 11.20 11.40 11.60
m/z 115.10 8.87%
5000
79 106
o 39526 o1 | 135 162176
T B e e A A R S s Emma S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60

8270-BF060716.M Mon Jun 20 17:43:36 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknownll.67 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.67 11.38 ng 1340730 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Phenvlisoauinoline 205 C15H11N 070125-65-4 49
2 2-Ethvl-1".8-dimethvl-5.6.7.8-te... 262 C16H27B02 1000061-56-4 47
3 Succinic acid. di(3.5-dimethvlph... 326 C20H2204 1000329-67-6 47
4 Terephthalic acid. butvl 2-methy... 306 C18H2604 1000356-19-4 47
5 Benzene, 1,1"-(l-isocyano-1,2-et... 205 C15H11N 056701-14-5 42
Abundance Scan 882 (11.668 min): BF088111.D (-879) (-) m/z 205.10 100.00%
205
5000 181
77 103 165
57 131147 11.40 11.60 11.80 12.00
O prrrmrdpte bt bbbt bl 223, 282 "m/z 181.10  36.18Y%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65286: 7-Phenylisoquinoline
205
5000
11.40 11.60 11.80 12.00
m/z 206.10 13.21%
oo S 03 126 381 T
m/z-> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300 320
Abundance
205
11.40 11.60 11.80 12,00
5000 m/z 103.10 12 .52%
262
0 28 43 g1 79 105121 147163179 233
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166016: Succinic acid, di(3,5-dimethylphenyl) ester A R
205 11.40 11.60 11.80 12.00
m/z 77.05 10.20%
5000 122
55
L 7105 | g 1?7 326
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300 320 1140 11.60 11.80 12.00

8270-BF060716.M Mon Jun 20 17:43:37 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 Benzoic acid, 4-[3-(3,4-dim... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.86 7.95 ng 936678 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-I3-(3.4-dimethox... 397 C23H27N0O5 1000317-25-8 50
2 (7a-l1sopropenvl-4_5-dimethvlocta... 222 C15H260 1000187-02-9 47
3 Phthalic acid. 4.5-dimethvl-. di... 222 C12H1404 017649-59-1 47
4 2-Imino-6-mercapto-4.4-dimethvl-... 206 C9H10N4S 1000276-00-7 47
5 4H-3,1-Benzoxazin-4-one, 2-methy... 191 C10H9NO3 038527-50-3 47
Abundance Scan 899 (11.862 min): BF088111.D (-897) (-) m/z 191.10 100.00%
191
5000
147 R AR SN UL
43 &2 91 115 17 219 a7 11.60 11.80 12.00 12.20
S W T NP A " m/z 147.10 22.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210759: Benzoic acid, 4-[3-(3,4-dimethoxyphenyl)acryloyla...
191
5000 L B UL I S
11,60 11.80 12.00 12.20
m/z 43.10 12.56%
oL 8 T 0t a0 0 g6 397
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
9% R AR SN UL B
135 11.60 11.80 12.00 12.20
so00l 4 m/z 205.10 11.90%
69
) 1s | 161
m/z--> 50 100 150 200 250 300 350 400
Abundance #78835: Phthalic acid, 4,5-dimethyl-, dimethy! ester B RRmme B
191 11.60 11.80 12.00 12.20
m/z 192.10 11.65%
5000
222
27 5]_ 77 105 132 163

m/z--> 50 100 150 200 250 300 350 400 11. 60 11. 80 12. 00 12 20

8270-BF060716.M Mon Jun 20 17:43:38 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 unknownl12.19 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.19 9.01 ng 1061940 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridol3.4-dlpvridazin-1(2H)-one... 205 C9H11N50 1000271-08-5 43
2 3-(2-Chloroethv)-7.8-dihvdroxv-... 254 C12H11CI04 104295-88-7 43
3 7-Phenvlisoauinoline 205 C15H11N 070125-65-4 43
4 Propanoic acid. 2-methvl-3-T4-t-... 220 C14H2002 1000131-87-0 40
5 Isophthalic acid, butyl 2-methyl... 276 C16H2004 1000343-94-7 38
Abundance Scan 928 (12.194 min): BF088111.D (-923) (-) m/z 205.10 100.00%
205
w7 ] N s 11150 120 1220 1240 1260
220933 250 : . : : .
o I N P T T I L S7283 ST 268 1 77131.10 0 21.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65434: Pyrido[3,4-d]pyridazin-1(2H)-one, 3,4-dihydro-5-am...
205
133
5000 AU SRR BN
176 nmnmnmnmnm
91 107 162 m/z 147.10 19.42%
48 190
i u | 10| 18
ol I\HH\ ‘\ MIIH H‘.“.‘ ‘........l‘.......lunulnn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
205
11/80 12.00 12.20 12.40 12.60
5000 m/z 91.10 15.45%

254
177

27 5l g4 77 91 115131145159 10 29

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65286: 7-Phenylisoquinoline B Ra B e
205 11.80 12.00 12.20 12.40 12.60
m/z 206.10 13.79%
5000

?

77 177
ey o3 1 1B G|
Ot et ek e e N A AAARA R AR Raa e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12 20 12. 40 12 60

8270-BF060716.M Mon Jun 20 17:43:39 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 12-Azabicyclo[9.2.2]pentade... Concentration Rank 14

55

79 93106

0!

202

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance

5000

62
o 45 62 75

m/z-->

97 111
20 40 60 80 100 120 140 160 180 200 220 240 260 280

187

124 139 159

219

R.T. EstConc Area Relative to ISTD R.T.
12.24 10.12 ng 1192520 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Azabicvclol9.2.21pentadeca-1(... 219 C14H21NO 1000185-25-1 50
2 Methvl 3.5-dichloroanthranilate 219 C8H7CI2N0O2 052727-62-5 46
3 Pvrrolidine. 1-tricvclol4.3.1.1<... 219 C15H25N 085538-51-8 43
4 2-Naphthalenamine. N-phenvl- 219 C16H13N 000135-88-6 43
5 11H-Pyrido[3",2"-4,5]pyrrolo[3,2... 219 C14H9N3 1000212-49-8 38
Abundance Scan 932 (12.239 min): BF088111.D (-930) (-) m/z 219.10 100.00%
219
5000
7 163 205
91 131145 | " 12.00 12.20 12.40 12.60
41 " 190 : : : :
e ok AR b MO M| 236220 268 | h757163.10  32.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76584: 12-Azabicyclo[9.2.2]pentadeca-1(14),11(15)-dien-13-on
122 219
136
5000 LRI S BULLIL B B
41 162 12100 12.20 1240 12.60
176

m/z 205.10 26 .34%

12.00 12.20 12.40 12.60

Abundance

70

5000

55

26

m/z-->

41 97

123,46

162 176 190

204

#76612: Pyrrolidine, 1-tricyclo[4.3.1.1<2,5>]undec-10-yl-,...
110

219

20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 117.10 18.59%

12.00 12.20 12.40 12.60

m/z 220.10 15.18%

12.00 12. 20 12. 40 12. 60

8270-BF060716.M Mon Jun 20 17:43:40 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 2,3,5,6-Tetramethylbenzamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.50 18.51 ng 2181800 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.5.6-Tetramethvlbenzamide 177 C11H15NO 099858-56-7 66
2 Benzene. 1.3-bis(1l-carboxvethvl)- 222 C12H1404 1000160-34-2 30
3 1.4-Methanonaphthalen-9-ol. 1.2.... 160 C11H120 055255-94-2 25
4 Benzene. 1-fluoro-2-(trichlorome... 212 C7H4CI3F 000488-98-2 20
5 Naphthalene, 1,2,3,4-tetrahydro-... 177 C1O0H11NO2 019353-86-7 20

Abundance Scan 955 (12.502 min): BF088111.D (-949) (-) m/z 131.10 100.00%

1 219

5000

i

12.20 12.40 12.60 12.80

0 m/z 219.15 93.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43272: 2,3,5,6-Tetramethylbenzamide
177
160
5000 LA L L LB L L LN |

12.20 12.40 12.60 12.80
m/z 177.10  75.50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132 177
s A ma
12.20 12.40 12.60 12.80
5000 o1 m/z 91.10 72.25%
105
27 43 & 222
o 63 118 147161 192 207
i e e e e R mEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30855: 1,4-Methanonaphthalen-9-ol, 1,2,3,4-tetrahydro- R RRmma B
131 12.20 12.40 12.60 12.80
m/z 179.10 59.10%
5000
160
27 5lg 7791 3 ‘
R N NI YN | N S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 20 12. 40 12 60 12. 80

8270-BF060716.M Mon Jun 20 17:43:41 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.56 20.28 ng 635927 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 55
3 Tridecanoic acid 214 C13H2602 000638-53-9 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 960 (12.559 min): BF088111.D (-958) (-) m/z 73.00 100.00%
43
5000
12.20 12,40 12.60 12.80
O m/z 43.10 82.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 U B BN AR B

12.20 12.40 12.60 12.80
m/z 60.00 78.67%

; 143457171
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
S e e
29 57 12.20 12.40 12.60 12.80
5000 m/z 219.10 76.78%
129 242
87

101115 143157171185199213226

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid e e B I e S
43 73 12.20 12.40 12.60 12.80
m/z 57.10 75.35%
51
5000
29
129
7 171 214
| [l | sasisr (e
o N Y N W e S N NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF060716.M Mon Jun 20 17:43:42 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 18 Hexadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.63 11.05 ng 346429 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Butvl 4.8.12-trimethvl-tridecanoate 312 C20H4002 1000336-63-2 42
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 37
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 32
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 32

Abundance Scan 966 (12.628 min): BF088111.D (-965) (-) m/z 56.10 100.00%
56
5000
129 257 RN BN B BN B
239 12.40 12.60 12.80 13.00
3 i d4m 171 213
oL, b g .153 deat o lars 8 s 8790 57.54%
m/z--> 50 100 150 200 250 300 350
Abundance #154932: Hexadecanoic acid, butyl ester d
] e
5000 LN BRI I UL B
1240 12.60 12.80 13.00
29 129 257 m/z 43.10 32.68%
L H\ L0 7 asy 185 213 BT gy 310
m/z--> 50 100 150 200 250 300 350
Abundance
56 129
& HRISR AR SN BN B
12.40 12.60 12.80 13.00
5000 m/z 41.10 32.58%
199
101 255
. 153171 221 283 312
m/z--> " 50 100 150 200 250 300 350
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester R B A B
56 12.40 12.60 12.80 13.00
m/z 73.00 32.37%
5000
29 73
129
0! M i .U. \JIJ HZ Lol \J 157 185 213 23\92?7 281 312
m/z--> 50 100 150 200 250 300 350 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 unknownl2.74 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.74 20.65 ng 647368 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvlthiocarbamic acid. 3... 235 C13H17NOS 1000197-43-1 45
2 Ethvl 2-benzvlacetoacetate 220 C13H1603 000620-79-1 35
3 1-Methvl-5-nitro-1H-benzoimidazo... 193 C8H7N303 066108-85-8 15
4 1-Acetvyl-5-methvl-3-(5-nitro-2-f... 235 C10H9N304 016239-91-1 15
5 _alpha.-Ethyltryptamine 188 C12H16N2 002235-90-7 11

Abundance Scan 976 (12.742 min): BF088111.D (-972) (-) m/z 193.10 100.00%

3

5000

23

12.40 12.60 12.80 13.00

01 m/z 131.10 77.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89806: N,N-Dimethylthiocarbamic acid, 3-phenylbut-2-enyl ...
131
72
5000 LA L L L L LB L L B
12.40 12.60 12.80 13.00
m/z 177.10 65.82%
0 147161 202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
43
177 s A mma s
12.40 12.60 12.80 13.00
5000 91 m/z 91.10 57.80%
29 77 147
LB 63 1p5 202 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55596: 1-Methyl-5-nitro-1H-benzoimidazol-2-ol R EREREE ST
193 12.40 12.60 12.80 13.00
m/z 117.10 56.78%
5000 147
29 66 93 119 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088111.D

Aca On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample = H3542-02

Misc :

ALS Vial : 18 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 unknownl13.02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.02 10.41 ng 326539 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-thiophene-2-carboxamide 205 C5H4BrNOS 076371-66-9 30
2 2-p-Nitrophenvl-oxadiazol-1.3.4-... 207 C8H5N304 1000147-64-6 25
3 1.2-Dimethvl-4-azanhenanthrene-3... 251 C16H13N0O2 1000298-84-6 16
4 Acetic acid. T4-(1.1-dimethvleth... 222 C13H1803 088530-52-3 14
5 Acetamide, N-(4-bromo-2-chloroph... 247 C8H7BrCINO 003460-23-9 14
Abundance Scan 1000 (13.017 min): BF088111.D (-998) (-) m/z 207.10 100.00%
7

191

91 117 145

5000

i

12.80 13.00 13.20 13.40

232247

0f m/z 191.10 72.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65319: 5-Bromo-thiophene-2-carboxamide
191
207
5000 TT T T [T T T T [T T T T[T T T T TT
82 12. 80 13 00 13. 20 13. 40
m/z 91.10 57.43%
39 57 119 163
o N T A | N | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
207
R B o
50 76 90 163 12.80 13.00 13.20 13.40
5000 104 133 m/z 145.10 57.00%
30
118 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103185: 1,2-Dimethyl-4-azaphenanthrene-3-carboxylic acid R A BEAE S B
12.80 13.00 13.20 13.40
m/z 117.10 56.94%
5000
102 190
51 /8 121 137151165
0 e e e S EEmmE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13 00 13. 20 13. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061716\
Data File : BF088111.D

Acq On : 18 Jun 2016 00:41

Operator : UM/SJ

Sample - H3542-02

Misc :

ALS Vial : 18 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]
unknown6 .47 6.47 70.2 ng 2256550 1 6.70 642834 20.0
Benzene, tert-butyl- 8.97 8.8 ng 408379 3 9.74 922441 20.0
Benzoyl chloride, ... 9.91 20.6 ng 950934 3 9.74 922441 20.0
Pyrido[4,3-d]pyri... 10.02 8.6 ng 395862 3 9.74 922441 20.0
o-Diacetylbenzene 10.32 7.6 ng 350182 3 9.74 922441 20.0
4-Aminophthalhydr... 10.78 10.4 ng 1228600 4 11.21 2357120 20.0
unknownl11.03 11.03 7.7 ng 910608 4 11.21 2357120 20.0
3,4-Dimethyl-2-(3... 11.33 10.3 ng 1216250 4 11.21 2357120 20.0
unknownll.67 11.67 11.4 ng 1340730 4 11.21 2357120 20.0
Benzoic acid, 4-[... 11.86 8.0 ng 936678 4 11.21 2357120 20.0
unknownl12.19 12.19 9.0 ng 1061940 4 11.21 2357120 20.0
12-Azabicyclo[9.2... 12.24 10.1 ng 1192520 4 11.21 2357120 20.0
2,3,5,6-Tetrameth... 12.50 18.5 ng 2181800 4 11.21 2357120 20.0
Octadecanoic acid 12.56 20.3 ng 635927 5 13.84 627096 20.0
Hexadecanoic acid... 12.63 11.1 ng 346429 5 13.84 627096 20.0
unknownl2.74 12.74 20.6 ng 647368 5 13.84 627096 20.0
unknownl13.02 13.02 10.4 ng 326539 5 13.84 627096 20.0
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