LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 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-BF040216.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 4.898 244 246 259 rBV 243097 387768 12.64% 0.843%
2 5.333 281 284 299 rBVY 2269454 2451950 79.90% 5.330%
3 5.733 318 319 322 rBV 25886 32643 1.06% 0.071%
4 6.384 373 376 378 rBVY 2296701 2522767 82.20% 5.484%
5 6.499 384 386 389 rBVY 1910717 2490433 81.15% 5.413%
6 6.739 404 407 409 rBV 518388 659884 21.50% 1.434%
7 6.887 418 420 423 rBVY 2059193 1934672 63.04% 4 ._.205%
8 7.310 454 457 459 rBV 1190050 1664793 54.25% 3.619%
9 7.424 464 467 472 rVB 31037 43509 1.42% 0.095%
10 8.019 517 519 522 rBV 977780 899481 29.31% 1.955%

11 9.093 611 613 616 rBV 2191584 2903035 94.60% 6.310%
12 9.493 646 648 651 rBvY 445703 440297 14.35% 0.957%

13 9.710 664 667 668 rBvV 56680 48163 1.57% 0.105%
14 9.768 670 672 675 rVB 827662 966577 31.50% 2.101%
15 9.939 684 687 691 rBv2 11514 32429 1.06% 0.070%
16 10.202 709 710 712 rVB 54883 66433 2.16% 0.144%
17 10.293 716 718 724 rVB4 14648 40498 1.32% 0.088%
18 10.419 726 729 731 rBV 28661 44057 1.44% 0.096%
19 10.568 739 742 744 rBV2 1586370 1908061 62.17% 4.148%
20 10.682 750 752 756 rVB 73794 95897 3.12% 0.208%

21 10.831 761 765 767 rBvV2 87574 177042 5.77% 0.385%
22 10.876 767 769 771 rVvV 156550 186867 6.09% 0.406%

23 10.911 771 772 773 rVB 49712 34102 1.11% 0.074%
24 10.956 773 776 779 rVB3 131759 180961 5.90% 0.393%
25 11.013 779 781 783 rVB2 57627 75854 2.47% 0.165%

26 11.059 783 785 786 rBV 294651 444341 14.48% 0.966%
27 11.105 786 789 792 rVB 232615 617120 20.11% 1.341%
28 11.185 792 796 800 rvB5 297383 868939 28.31% 1.889%
29 11.253 800 802 805 rBV 1265623 1089063 35.49% 2.367%
30 11.322 805 808 810 rBv3 172556 351511 11.45% 0.764%

31 11.368 810 812 814 rVB3 347758 428686 13.97% 0.932%
32 11.413 814 816 818 rVvB2 266479 385795 12.57% 0.839%
33 11.459 818 820 822 rBV2 67843 157238 5.12% 0.342%
34 11.505 822 824 826 rBV3 39675 57530 1.87% 0.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 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-BF040216.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.551 826 828 829 rBV 68083 82262 2.68% 0.179%
36 11.619 832 834 835 rBv2 43965 53294 1.74% 0.116%

37 11.653 835 837 841 rvB4 52769 108670 3.54% 0.236%
38 11.756 841 846 848 rVB6 133473 327900 10.68% 0.713%
39 11.791 848 849 855 rBvV2 94998 186824 6.09% 0.406%
40 11.893 855 858 862 rvVvB5 36328 127849 4_.17% 0.278%

41 11.951 862 863 866 rvB 42614 48146 1.57% 0.105%
42 12.031 866 870 872 rBV3 53956 152111 4._.96% 0.331%
43 12.088 872 875 877 rVB4 45690 73972 2.41% 0.161%

44 12.145 877 880 882 rBV3 63489 115712 3.77% 0.252%
45 12.179 882 883 887 rvB2 65021 145708 4._75% 0.317%

46 12.236 887 888 889 rBvV 48474 51664 1.68% 0.112%
47 12.259 889 890 892 rBvV2 25361 32674 1.06% 0.071%
48 12.294 892 893 895 rBvV2 68678 101320 3.30% 0.220%
49 12.374 895 900 901 rBVS 85499 218288 7.11% 0.474%

50 12.419 903 904 907 rVB3 43011 56436 1.84% 0.123%
51 12.476 907 909 912 rBV4 114431 321071 10.46% 0.698%
52 12.522 912 913 916 rBV3 56451 85688 2.79% 0.186%
53 12.579 916 918 919 rvB2 40650 52547 1.71% 0.114%

54 12.648 922 924 926 rBV2 204805 460177 14.99% 1.000%
55 12.762 928 934 936 rBV7 216992 893287 29.11% 1.942%

56 12.842 938 941 943 rVV 3136882 3068909 100.00% 6.671%
57 12.899 943 946 949 rVB5 31322 82337 2.68% 0.179%
58 13.014 955 956 957 rBV 170834 172432 5.62% 0.375%
59 13.059 957 960 964 rvv2 206048 676561 22.05% 1.471%
60 13.116 964 965 969 rvv4 105881 313830 10.23% 0.682%

61 13.219 973 974 975 rBV 225710 188106 6.13% 0.409%
62 13.254 975 977 980 rVvB2 231415 573246 18.68% 1.246%
63 13.322 980 983 984 rBV 229014 447112 14.57% 0.972%
64 13.414 989 991 992 rVB 173746 199628 6.50% 0.434%
65 13.448 992 994 995 rVvB2 117234 156318 5.09% 0.340%

66 13.471 995 996 999 rVvB3 157545 200239 6.52% 0.435%
67 13.528 999 1001 1004 rBv4 220571 468562 15.27% 1.019%
68 13.585 1004 1006 1009 rVB3 163457 313903 10.23% 0.682%
69 13.665 1009 1013 1014 rBV3 206864 421266 13.73% 0.916%
70 13.699 1014 1016 1017 rVB2 90959 94776 3.09% 0.206%

71 13.745 1017 1020 1022 rBV 250945 639568 20.84% 1.390%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 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-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.814 1025 1026 1030 rVB3 172457 342835 11.17% 0.745%
73 13.894 1030 1033 1035 rBV 860848 961915 31.34% 2.091%
74 13.951 1035 1038 1041 rVB3 170578 354420 11.55% 0.770%
75 14.054 1043 1047 1048 rBV 326571 402691 13.12% 0.875%

76 14.122 1051 1053 1054 rBV 118484 128946 4._.20% 0.280%
77 14.179 1054 1058 1060 rBVS5 172814 562403 18.33% 1.223%
78 14.248 1060 1064 1065 rBV4 149514 351833 11.46% 0.765%
79 14.351 1070 1073 1076 rVB 365918 896338 29.21% 1.948%
80 14.442 1079 1081 1083 rVB2 199083 286712 9.34% 0.623%

81 14.522 1083 1088 1089 rBV3 378468 1038961 33.85% 2.258%
82 14.614 1095 1096 1098 rBV2 114893 179538 5.85% 0.390%
83 14.659 1098 1100 1103 rVB 455957 836145 27.25% 1.818%
84 14.728 1103 1106 1108 rBV2 132171 130906 4.27% 0.285%
85 14.774 1108 1110 1111 rBV2 188244 150839 4.92% 0.328%

86 14.808 1111 1113 1115 rBV3 204023 301473 9.82% 0.655%
87 14.865 1115 1118 1119 rBV3 343571 637741 20.78% 1.386%
88 14.911 1119 1122 1129 rVB 326327 1222066 39.82% 2.656%
89 15.288 1153 1155 1161 rBV 547051 710603 23.15% 1.545%

90 15.688 1188 1190 1193 rBvV 30886 46582 1.52% 0.101%
91 15.837 1196 1203 1206 rBV5 17767 60418 1.97% 0.131%
Sum of corrected areas: 46004154
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086137.D
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6.89
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Abundance TIC: BF086137.D

12184
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Abundance TIC: BF086137.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

4.90 11.75 ng 387768 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 246 (4.898 min): BF086137.D (-244) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1

| 83.0 4.60 480 500 520
o} Y P s N m/z 59.10 60.64%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 5.20
m/z 101.10 22.16%

31.0 101.0
83.0
s L R e S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
N R
460 4.80 5.00 5.20
5000 41.0 m/z 58.10 16.85%
o 73.0 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- e
59.0 4.60 4.80 500 520
31.0 m/z 41.10 9.26%
5000
3.0 73.0
15.0 4 “ | 870 1020
i e ....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.50 Concentration Rank 1

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

6.50 75.48 ng 2490430 1,4-Dichlorobenzene-d4 6.74
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 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 386 (6.499 min): BF086137.D (-384) (-) m/z 132.10 100.00%
13R.1
5000 68.1
400 %1 o3 6w 650 om0
0 541 : : : :
0 ..,....,....,...:,".'...,:.'..,::.-.|,..':~.,??;9,...|.,.197.-R...,...., b m/z 68.10 44.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 DR LR S LR
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.10 31.80%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.10 28.40%
104.0
ol 140 270 300 510 06.0 770 g90 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine e o e WA a s e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.91%
5000
104.0
65.0
ohrrrrrregrerrree iAo 8 1170
m/z--> 10 20 30 40 50 60 70 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\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Hexa-2,4-dien-2,5-zirconium... Concentration Rank 17

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

12.65 9.57 ng 460177 Chrysene-di12 13.89

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexa-2.4-dien-2.5-zirconium-3.4-... 526 C26H26MoZr 1000154-45-6 55
2 Osmium methvl. (.eta.-5-cvclopen... 548 C22H300sP2 1000158-92-4 25
3 Tris(benzolblselenopheno)l2.3:2"... 540 C24H12Se3 107210-82-2 20
4 Phenol. 4.4"-(l1-methvlethvlidene... 540 C15H12Br402 000079-94-7 14
5 N,5-Bis[3,4-dichlorophenyl]-3,5-... 540 C27H20CI14N4 333399-40-9 10

Abundance

Scan 924 (12.648 min): BF086137.D (-922) (-)

143.1 207.1 289.3 452.0

370.3

5000

516.5

)

m/z 73.00 100.00%

12.40 12.60 12.80 13.00

5000

m/z--> 50 100 150 200 250 300 350 400 450

0 m/z 85.20 99.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170082: Hexa-2,4-dien-2,5-zirconium-3,4-molibdenum-tetra(...
5000 \,L\lllllllllllllllllll
12.40 12.60 12. 80 13.00
m/z 84.00 97 .94%
39.0
298.0 3650 417.0
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
533.0
12.40 12.60 12.80 13.00
5000 m/z 207.10 97 .47%
377.0
91.0 301.0 37.0
o0 139.0 g5 02270 437.0 439
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170690: Tris(benzo[b]selenopheno)[2,3:2',3":2",3"]benzene T

12.40 12.60 12.80 13.00

.

m/z 95.10

92.72%

500 550

12.40 12.60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknownl2.76 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.76 18.57 ng 893287 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanesulfenvl chloride. trichl... 184 CCI4S 000594-42-3 25
2 Silicon tetrachloride 168 Cl4Si 010026-04-7 25
3 1H-Indole-2.3-dione. 5.7-dichloro- 215 C8H3CI2NO2 006374-92-1 10
4 1.3.5-Triazine. 2.4.6-trichloro- 183 C3CI3N3 000108-77-0 10
5 2-Propenoyl chloride, 2,3,3-tric... 192 C3Cl40 000815-58-7 10

Abundance Scan 934 (12.762 min): BF086137.D (-928) (-) m/z 257.40 100.00%

711

167.2 257.4 349.039 5

123.0
436.3479.3 537.9

5000 “

12.40 12.60 12.80 13.00

0 m/z 71.10 97 .85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46058: Methanesulfenyl chloride, trichloro-
149.0
79.0
5000 AR RN SRS
12.40 12.60 12.80 13.00
3. ‘ m/z 232.60 89.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
133.0
12.40 12.60 12.80 13.00
5000 630 m/z 349.00 87.77%

0140 176.0

e R B e R B b e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 \I\N\A[\\
Abundance #66401: 1H-Indole-2,3-dione, 5,7-dichloro- L B e
187.0 12.40 12.60 12.80 13.00
m/z 344.10 87.63%

5000{ 35.0
97.0 144. Cﬁ

PRI

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.40 12.60 12.80 13.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Ethanol, 2-(hexadecyloxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.75 13.30 ng 639568 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 87
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 74
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 72
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 64
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 62
Abundance Scan 1020 (13.745 min): BF086137.D (-1017) (-) m/z 57.10 100.00%
57.1

5000
11.1

13.40 13.60 13.80 14.00
L 153.2197.2 .
O A e o 22 Tz 43.10  69.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57.0

L

5000
13.40 13.60 13.80 14.00
11.0 m/z 71.10 68.60%
‘ 154.0196.0 255.0
of "
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 55.10 49 .38%
111.0
196.0
0l15.0 154.0 258.0
A T T e e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #125129: Ethanol, 2-(octadecyloxy)- R ERE T S
57.0 13.40 13.60 13.80 14.00
m/z 83.10 49.22%
5000
11.0
155.0 224.0 283.0
oAy e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknownl14.18 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.18 11.69 ng 562403 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Hexadiene. 2.3.3.4.4.5-hexac... 286 C6H4CIl6 108562-66-9 30
2 1.2-Propadiene. 1-bromo- 118 C3H3Br 010024-18-7 27
3 Dibenzola.dlbicvclol3.2.11-8-aza... 339 C21H25N03 1000128-43-4 27
4 Chloroacetic acid. 3-chloropropv... 170 C5H8CI202 062116-55-6 16
5 Dihydroepinatalensine 303 C17H21NO4 098843-28-8 16
Abundance Scan 1058 (14.179 min): BF086137.D (-1054) (-) m/z 112.60 100.00%
571 11P.6
189.8
5000 267.0
3403 391.7 446.0490.1534-4
13.80 14.00 14.20 14.40
0 m/z 57.15 92.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #110143: 1,5-Hexadiene, 2,3,3,4,4,5-hexachloro-
85.0 180.0
5000
13.80 14.00 14.20 14.40
3 288.0 m/z 189.80 70.10%
o 42 39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
37.0
118.0 13.80 14.00 14.20 14.40
5000 m/z 39.40 66.76%
0I""I""IIIII rTTrryrTTTTTT T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136779: Dibenzo[a,d]bicyclo[3,2,1]-8-azaoctane, N-[(1,1-d...
400 1170 13.80 14.00 14.20 14.40
‘ m/z 114.10 66 .55%
5000 206.0
ol 249.0293-0337,0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.66 23.53 ng 836145 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Hexacosane 366 C26H54 000630-01-3 97
3 Heptadecane 240 C17H36 000629-78-7 95
4 Triacontane 422 C30H62 000638-68-6 93
5 Docosane 310 C22H46 000629-97-0 93

Abundance Scan 1100 (14.659 min): BF086137.D (-1098) (-) m/z 57.10 100.00%

57.

L B B
353.7398.2 453.1 515.0 14.40 14.60 14.80 15.00
m/z 71.10 81.68%

155.1

230.1 279.4

om——
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #115570: Heneicosane
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_ﬁ

5000
14.40 14.60 14.80 15.00
9.0 m/z 85.10 63.95%

150 ) | || h\ B 0183 0225.0  296.0
RASRRAR RS RREERERRERE
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

14.40 14.60 14.80 15.00

o

5000 m/z 43.10 53.22%
99.0
o 141.0183.0225.0267.0309.0 366.0
A A e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82606: Heptadecane T T T T

14.40 14.60 14.80 15.00
m/z 55.10 23.31%

5000

"7 141.0183.0 240.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknownl14.87 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.87 17.95 ng 637741  Perylene-diz 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol. 4.4"-(1-methvlethvlidene... 540 C15H12Br402 000079-94-7 30
2 Crvpto dioxmine diacetate 544 C31H48N206 1000128-11-7 18
3 2.4.6-Tri(4-bromophenvD)pvrimidine 542 C22H13Br3N2 1000070-62-6 11
4 Ferrocene. 1.1"-bisl(pentafluoro... 546 C24H12F10Fe 055494-16-1 10

5 5,5%,6,6",7,77,8,8"-0Octahydro-9, ... 542 C32H3008 099968-11-3 9
Abundance Scan 1118 (14.865 min): BF086137.D (-1115) (-) m/z 74.70 100.00%
74.7 147.1
249.0 400.6
5000 819.0 453.1
360k
H “ 14.60 14.80 15.00 15.20
0 m/z 147.10 91.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170640: Phenol, 4,4'-(1-methylethylidene)bis[2,6-dibromo-
529.0
5000
14.60 14.80 15.00 15.20
63.0 1520 293.0 m/z 72.20 86.08%
112.07°7%  212.0 368.0 449.0
0 e A Rt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
430 527.0
413.0 14.60 14.80 15.00 15.20
5000 m/z 522.60 79.45%
454.0
105.0 356.0
o S A i ERIEMBMEIMBS it i 8 A A RS A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170759: 2,4,6-Tri(4-bromophenyl)pyrimidine e . R mama
544.0 14 60 14. 80 15. 00 15. 20
m/z 155.30 71.98%
5000
100.0 182.0 282.0
510 ‘ I V 363.0 465.0
3\ SENTIRA Rl WINPT 0 NENRNIPG AR NN S—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086137.D

Aca On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample : H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Isoquinolinium, 2-(m-nitroa... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .91 34.40 ng 1222070 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoquinolinium. 2-(m-nitroanilin... 265 C15H11N302 031383-03-6 81
2 Pentaborane(9). bromo- 142 B5BrH8 066794-48-7 60
3 Terephthalonitrile N.N"-dioxide 160 C8H4N202 003729-34-8 59
4 Acetanilide. 2-chloro-4"-nitro- 214 C8H7CIN203 017329-87-2 43
5 Methane, bromochloro- 128 CH2BrcClI 000074-97-5 35

Abundance Scan 1122 (14.911 min): BF086137.D (-1119) (-) m/z 119.10 100.00%

7721191 11758

257.2 355.7

533.8
44554877
5000

sl O 14.60 14.80 15.00 15.20

0 L1 m/z 149.20 97.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #97263: Isoquinolinium, 2-(m-nitroanilino)-, hydroxide, in...
129.0
5000
65.0 14.60 14.80 15.00 15.20
m/z 147 .00 90.29%
LML et
P 1 T G
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance
48.0 142.0
14.60 14.80 15.00 15.20
5000 m/z 129.10 89.26%
91.0
O o LA B o e e s e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29838: Terephthalonitrile N,N'-dioxide
160.0 14.60 14.80 15.00 15.20
m/z 150.40 89.06%
5000 51.0
104.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040716\
Data File : BF086137.D

Acq On : 7 Apr 2016 18:38

Operator : UM/SJ

Sample - H2345-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.90 11.8 ng 387768 1 6.74 659884 20.0
unknown6 .50 6.50 75.5 ng 2490430 1 6.74 659884 20.0
Hexa-2,4-dien-2,5... 12.65 9.6 ng 460177 5 13.89 961915 20.0
unknownl2.76 12.76 18.6 ng 893287 5 13.89 961915 20.0
Ethanol, 2-(hexad... 13.75 13.3 ng 639568 5 13.89 961915 20.0
unknownl14 .18 14.18 11.7 ng 562403 5 13.89 961915 20.0
Heneicosane 14.66 23.5 ng 836145 6 15.29 710603 20.0
unknownl14 .87 14.87 17.9 ng 637741 6 15.29 710603 20.0

6

Isoquinolinium, 2... 14.91 34.4 ng 1222070 15.29 710603 20.0
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