LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BF0O77590.D
Aca On 4 Mar 2015 19:10 Instrument :
Operator : TP/1Z E?Afs el

- _ lentosampleld :
3?22Ie - @1426 04 DCW-WW-067-3315
ALS Vial : 12 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: CENTROID

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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

1.161 22 24 34 rvVB 43169 66758 1.26% 0.148%
1.515 51 55 58 rvB2 298902 555070 10.51% 1.232%
rBv 410467 572441 10.84% 1.270%
1.824 80 82 93 rvB 141494 210979 3.99% 0.468%
3.458 221 225 229 rVB 173105 308429 5.84% 0.684%
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4.990 358 359 365 rBvV 75652 112144 2.12% 0.249%
5.093 365 368 371 rVB 450592 514101 9.73% 1.141%
391 rVvB 197328 244961 4.64% 0.544%
5.459 398 400 403 rBV 492584 960946 18.19% 2.132%
5.516 403 405 407 rVB 618374 760299 14 .39% 1.687%
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11 5.790 426 429 431 rBvY 426133 530232 10.04% 1.177%
12 6.636 502 503 505 rvB 115328 124865 2.36% 0.277%
13 6.681 505 507 510 rVB 57149 59854 1.13% 0.133%
14 6.739 510 512 514 rVB 150229 162255 3.07% 0.360%
15 6.784 514 516 517 rBV 540160 523925 9.92% 1.163%

16 6.933 526 529 531 rBV 1650346 1540428 29.16% 3.418%
17 7.013 534 536 537 rvv 406814 510891 9.67% 1.134%
18 7.036 537 538 540 rVvB 80246 78935 1.49% 0.175%
19 7.219 552 554 559 rBv2 368213 554471 10.50% 1.230%
20 7.287 559 560 562 rvv 143317 217123 4.11% 0.482%

21 7.322 562 563 564 rvv 144719 107974 2.04% 0.240%
22 7.436 568 573 576 rVB3 2549552 5283104 100.00% 11.724%
23 7.539 579 582 584 rBV 458685 417783 7.91% 0.927%
24 7.630 588 590 591 rBV 53938 60030 1.14% 0.133%
25 7.733 596 599 601 rBv2 40852 103745 1.96% 0.230%

26 7.767 601 602 606 rvv2 211597 352418 6.67% 0.782%
27 7.916 609 615 617 rvv 1290727 1392890 26.36% 3.091%
28 7.962 617 619 620 rVB 67236 67328 1.27% 0.149%
29 8.076 627 629 631 rBvV3 41105 84788 1.60% 0.188%
30 8.110 631 632 635 rVB 263434 267799 5.07% 0.594%

31 8.179 635 638 639 rBv 141707 119676 2.27% 0.266%
32 8.213 639 641 642 rVB 110453 104789 1.98% 0.233%
33 8.293 645 648 649 rvv 1529003 1817701 34.41% 4._.034%
34 8.316 649 650 655 rvB2 33000 52938 1.00% 0.117%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BF0O77590.D
Aca On 4 Mar 2015 19:10 Instrument :
Operator : TP/1Z E?Afs el

- _ lentosampleld :
3?22Ie - @1426 04 DCW-WW-067-3315
ALS Vial : 12 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: CENTROID

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.396 655 657 660 rvB2 110070 170902 3.23% 0.379%

36 8.487 662 665 668 rBv2 770249 926634 17.54% 2.056%
37 8.567 668 672 674 rvv2 295962 451496 8.55% 1.002%
38 8.659 677 680 682 rVB3 69643 105706 2.00% 0.235%
39 8.727 684 686 688 rvv 1708976 1797471 34.02% 3.989%
40 8.796 690 692 693 rvv 569822 522740 9.89% 1.160%

41 8.819 693 694 697 rvv 371436 540376 10.23% 1.199%
42 8.876 697 699 703 rvv2 815245 1208930 22.88% 2.683%
43 8.933 703 704 708 rvB2 98015 103469 1.96% 0.230%
44 9.002 708 710 711 rBV 713379 627806 11.88% 1.393%
45 9.036 711 713 715 rvV 600511 561792 10.63% 1.247%

46 9.127 716 721 724 rBV3 118572 184093 3.48% 0.409%
47 9.219 727 729 730 rvVv 228702 411071 7.78% 0.912%
48 9.242 730 731 733 rVvV 777040 644019 12.19% 1.429%
49 9.276 733 734 736 rVB2 56457 61799 1.17% 0.137%
50 9.425 745 747 750 rvv2 58749 83930 1.59% 0.186%

51 9.527 753 756 759 rVvB 572958 692798 13.11% 1.537%
52 9.585 759 761 763 rBV 214993 267370 5.06% 0.593%
53 9.630 763 765 768 rvv3 422023 589862 11.17% 1.309%
54 9.688 768 770 772 rVB 658457 695734 13.17% 1.544%
55 9.756 772 776 777 rVB2 69467 104947 1.99% 0.233%

56 9.802 777 780 782 rBv2 809333 870579 16.48% 1.932%
57 9.905 787 789 791 rvv2 120136 138968 2.63% 0.308%
58 9.996 794 797 799 rvv2 209128 231260 4._.38% 0.513%
59 10.053 799 802 804 rvv2 206545 316814 6.00% 0.703%
60 10.145 808 810 813 rVvB 2633063 2346039 44.41% 5.206%

61 10.282 818 822 824 rvv2 85016 209117 3.96% 0.464%
62 10.396 830 832 835 rvv2 221854 260211 4._.93% 0.577%
63 10.465 835 838 843 rvv3 102874 237482 4 _50% 0.527%
64 10.568 843 847 853 rVB2 268654 584062 11.06% 1.296%
65 10.648 853 854 857 rBV 57068 82676 1.56% 0.183%

66 10.693 857 858 862 rvB2 70502 118206 2.24% 0.262%
67 10.796 864 867 869 rBvV 62753 71074 1.35% 0.158%
68 10.899 874 876 879 rvVB2 164998 225404 4.27% 0.500%
69 10.968 880 882 884 rvv 594650 612048 11.59% 1.358%
70 11.013 884 886 887 rvVv 258039 275145 5.21% 0.611%

71 11.162 896 899 902 rBV3 33905 91182 1.73% 0.202%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BF0O77590.D
Aca On 4 Mar 2015 19:10 Instrument :
Operator : TP/1Z EﬁAfs el

- _ lentosampleld :
3?22Ie - &1426 04 DCW-WW-067-3315
ALS Vial : 12 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: CENTROID

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 11.219 902 904 908 rvB2 421910 448464 8.49% 0.995%
73 11.288 908 910 913 rVvB2 88832 93571 1.77% 0.208%
74 11.505 926 929 930 rBV2 45415 56997 1.08% 0.126%

75 11.573 933 935 937 rBV 288370 289925 5.49% 0.643%

76 11.653 940 942 948 rVB3 230336 395458 7.49% 0.878%
77 11.756 948 951 953 rVB3 35177 60011 1.14% 0.133%
78 11.813 953 956 958 rBV2 27579 60474 1.14% 0.134%
79 11.871 959 961 965 rVB 188029 184832 3.50% 0.410%
80 11.951 965 968 971 rBV 1443306 1504624 28.48% 3.339%

81 12.111 977 982 984 rBV3 67629 134201 2.54% 0.298%
82 12.316 999 1000 1005 rvv4 27775 61883 1.17% 0.137%
83 12.808 1041 1043 1045 rBV 586843 607116 11.49% 1.347%
84 12.899 1048 1051 1053 rBV2 74343 139372 2.64% 0.309%
85 12.991 1057 1059 1063 rVB 144316 142941 2.71% 0.317%

86 13.836 1130 1133 1138 rVB 88804 109036 2.06% 0.242%
87 14.225 1164 1167 1170 rBV 219203 220711 4.18% 0.490%

88 14.317 1172 1175 1177 rVV 46733 54130 1.02% 0.120%
89 14.808 1215 1218 1221 rBV 2602396 2595730 49.13% 5.760%
90 15.551 1282 1283 1286 rVB3 29528 56272 1.07% 0.125%
91 15.734 1297 1299 1304 rVB 56062 72407 1.37% 0.161%

92 15.985 1318 1321 1328 rVB2 93987 141359 2.68% 0.314%
93 16.100 1328 1331 1334 rBV 667777 696325 13.18% 1.545%
94 17.860 1482 1485 1488 rBV 563534 672853 12.74% 1.493%

Sum of corrected areas: 45063974
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030415\

BF0O77590.D

4 Mar 2015 19:10

TP/1Z

G1426-04

W

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

DCW-WW-067-3315
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BF077590.D

Aca On : 4 Mar 2015 19:10

Operator : TP/1Z

Sample : G1426-04

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 11

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

1.69 20.65 ng 572441 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 70 (1.687 min): BFO77590.D (-67) (-) m/z 73.10 100.00%
7B
5000
43
55 87 —
37 o7 1.40 1.60 1.80 2.00
SN NS S - N N — m/z 43.05 35.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00
55 87 m/z 87.10 25.44%
29
'”I'”'I”"P?§W"”I'”'I”§?P"W"”I'”'I”'W"”I”
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
73
140 1.60 1.80 200
5000 - m/z 55.10 24 _.97%
43
27
15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2022: 1,3-Dioxolane, 2-methy!- T T
73 1.40 1.60 1.80 2.00
m/z 71.10 11.20%
5000 43
58
'”I”'W'”Uﬁ'”l“'W'”'P'”I”'W'”MP'”I”'W'”'P' RS S L
m/z--> 10 40 50 70 80 90 100 110 120 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BF0O77590.D

Aca On : 4 Mar 2015 19:10

Operator : TP/1Z

ﬁ?ggle i &1426_04 DCW-WW-067-3315
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknown6.93 Concentration Rank 2

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

6.93 55.56 ng 1540430 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 529 (6.933 min): BFO77590.D (-526) (-) m/z 132.00 100.00%
32
5000 68
6 AN NN N
40 54 | 75 104 6.60 6.80 7.00 7.20
I 0l N A 1A M e S [ N m/z 68.10 38.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR A SRR
6.60 6.80 7.00 7.20
78 m/z 134.00 33.33%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20
5000 67 m/z 66.10 24.95%
41 97
53 2 117
34 60 89 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole AR e
132 6.60 6.80 7.00 7.20

m/z 69.10 15.45%

5000
104
51 66
14 27 37 4491 58 | 5,89 97 || 115

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\BF030415\

Data File : BF0O77590.D

Aca On : 4 Mar 2015 19:10

Operator : TP/1Z

ﬁ?ggle i &1426_04 DCW-WW-067-3315
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 9 Indene Concentration Rank 19

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

7.54 15.07 ng 417783 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 95
3 Benzene. 1.2-propadienvl- 116 C9OH8 002327-99-3 91
4 Benzene. 1l-ethvnvl-4-methvl- 116 C9H8 000766-97-2 91
5 Benzene,l-ethynyl-2-methyl- 116 C9HS8 000766-47-2 91

Abundance Scan 582 (7.539 min): BF077590.D (-579) (- m/z 115.10 100.00%
115
5000

63 89
39 51 74 105 7.20 7.40 7.60 7.80
e prrrr el et o8 ioe lI322 184 Ths77116.10 0 92.51%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8166: Indene
116
5000 ||||||||A/|\|||||||||||||||
7.20 7.40 7.60 7.80
89 m/z 89.10 11.95%
63
27 3 50 T 74 ] 100 ||
T T T T P T e R I e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
115
7.20 7.40 7.60 7.80
5000 m/z 63.00 11.33%

27 39 51 63 74 89 oo
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #8173: Benzene, 1,2-propadienyl-

115 7.20 7.40 7.60 7.80

m/z 117.05 8.43%
5000
39
51 63 89

SN SRS N S O IS SO O || AP

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BF0O77590.D

Aca On : 4 Mar 2015 19:10

Operator : TP/1Z

ﬁ?ggle i &1426_04 DCW-WW-067-3315
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 11 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 3

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

8.49 35.45 ng 926634 Naphthalene-d8 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 000464-49-3 95
2 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 021368-68-3 95
3 Camphor 152 C10H160 000076-22-2 95
4 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-48-2 91
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 38

Abundance Scan 665 (8.487 min): BF077590.D (-662) (-) m/z 95.10 100.00%
95
81
41
119
5000 55 69 108
134 A
152 RS RARRELARRE LARRE R
207 8.20 8.40 8.60 8.80
e o m/z 81.10 69.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24211: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)-
95
81
5000 M 108 L LA I L I
55 69 152 8.20 8.40 8.60 8.80
‘ m/z 41.10 56.86%
27
..1.5| .‘.‘. .‘i“. .‘.“. T .‘M‘. .Hl‘. I\M\I ..‘. |]|'2|3| |1|3\|7| — R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
81
8.20 8.40 8.60 8.80
5000 a 108 m/z 119.10 50.19%
55 69 152
28
14 124 137
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23920: Camphor
4 95 8.20 8.40 8.60 8.80
m/z 55.10 38.65%
81
5000
55 69 108
152
27 ‘ ‘
S .‘i“..‘.“.,.“l‘. Al e o
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BF0O77590.D

Aca On : 4 Mar 2015 19:10

Operator : TP/1Z

ﬁ?ggle i &1426_04 DCW-WW-067-3315
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 12 unknown8.57 Concentration Rank 17

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

8.57 17.27 ng 451496 Naphthalene-d8 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-EthvIlphenvl isocvanate 147 C9HONO 040411-25-4 47
2 Amphetaminil 250 C17H18N2 017590-01-1 40
3 Cvanamide. methvilphenvl- 132 C8H8N2 018773-77-8 38
4 Quinoline. 1.2.3.4-tetrahvdro-2-... 147 C10H13N 001780-19-4 37
5 (+)-.alpha.-Phenethyl isocyanate 147 C9HONO 033375-06-3 37

Abundance Scan 672 (8.567 min): BF077590.D (-668) (-) m/z 132.10 100.00%
a1
5000
147
39 65 107
51 77 1 8.20 8.40 8.60 8.80 9.00
m/z 91.05 70.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21579: o-Ethylphenyl isocyanate
132
147
5000
8.20 8.40 8.60 8.80 9.00
39 & 77 119 m/z 147.10 35.53%
91 104
ECIE N I e o O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132
8.20 8.40 8.60 8.80 9.00
5000 m/z 65.10 22 .35%
91 105
39 51 65 77 117 146159 178 208 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14011: Cyanamide, methylphenyl-
132 8.20 8.40 8.60 8.80 9.00
m/z 122.10 21.00%
5000 77 o1
51 65
31 ‘ ‘ 117
...,??.J,.Jh,WH..M..l.??f.j ..M. SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BF0O77590.D

Aca On : 4 Mar 2015 19:10

Operator : TP/1Z

ﬁ?ggle i &1426_04 DCW-WW-067-3315
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Benzene, l-methyl-4-nitro- Concentration Rank 10

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

9.04 21.49 ng 561792 Naphthalene-d8 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-nitro- 137 C7H7NO2 000099-99-0 95
2 Benzene. 1l-methvl-3-nitro- 137 C7H7NO2 000099-08-1 90
3 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 47
4 S-Benzvlcvsteine 211 C10H13NO2S 1000131-22-4 47
5 Benzyl 2-chloroethyl sulfone 218 C9H11CIl02S 066998-67-2 43

Abundance Scan 713 (9.036 min): BF077590.D (-711) (-) m/z 91.05 100.00%
o
65 137
5000
39 107
8.80 9.00 9.20 9.40
,,|,, !|...,...|.|,....|;!...,..:.,....1,2.1...,...:,....,....1,‘?.2..,...., m/z 137.10 75.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16071: Benzene, 1-methyl-4-nitro-
91 137
65
5000 IR LR R LR
39 107 8.80 9.00 9.20 9.40
‘ m/z 65.10 71.34%
'v'“iq'“l'“'ﬂ'“'lm""JL"“LIHQQH" “'}%%'W"JI'”'I”"P"W"”I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
91
137
65 8.80 9.00 9.20 9.40
5000 m/z 107 .05 29.38%
107
30 30 sl " 121
mmﬁmmwwwmwmﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #37041: Benzenemethanesulfonamide
el 8.80 9.00 9.20 9.40
m/z 39.05 22.02%
5000
65
¥ 51 | 80 107 171
L LBLILLN LU E NLNLE I U I —v—v—v—v-|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—r
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BF0O77590.D

Aca On : 4 Mar 2015 19:10

Operator : TP/1Z

ﬁ?ggle i &1426_04 DCW-WW-067-3315
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 15 4-Chloroaniline, N-isopropy... Concentration Rank 18

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

9.22 15.73 ng 411071 Naphthalene-d8 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloroaniline. N-isopropvlidene 167 C9H10CIN 040938-43-0 91
2 Benzonitrile. 2-amino-4-chloro- 152 C7H5CIN2 038487-86-4 47
3 2-Chlorobenzimidazole 152 C7H5CIN2 004857-06-1 43
4 5-Chlorobenzimidazole 152 C7H5CIN2 004887-82-5 43
5 Chlorhexidine 504 C22H30CI2N10 000055-56-1 42

Abundance Scan 729 (9.219 min): BF077590.D (-727) (-) m/z 152.00 100.00%
152
5000
111 167
7 880 9.00 9.20 9.40 9.60
39 50 63 : : : : :
O 83|, %0 102 |y 25 137l “w/z 154.00  32.23%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #34212: 4-Chloroaniline, N-isopropylidene
152
5000 111 167 A RIUAE LIS IS UL
8.80 9.00 9.20 9.40 9.60
75 m/z 167.00 29.03%
63 83 91 102 || 127 137
mz-> % 4 50 80 10 8 90 100 110 120 130 140 150 180 170
Abundance
152
880 9.00 9.20 9.40 9.60
5000 m/z 111.00 27 .97%
63 90 117125
44 52 76 98 109
mwmmmmmwm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #24511: 2-Chlorobenzimidazole
152 8.80 9.00 9.20 9.40 9.60
m/z 75.00 15.62%
5000
90
117
39 52 \‘ 76 | 105 1%
m/z--> 30 45 55 éo 70 80 95 100 110 120 1§o 140 150 160 170 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BF0O77590.D

Aca On : 4 Mar 2015 19:10

Operator : TP/1Z

ﬁ?ggle i &1426_04 DCW-WW-067-3315
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 16 Benzene, l1-chloro-4-nitro- Concentration Rank 7

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

9.24 24 .64 ng 644019 Naphthalene-d8 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 97
2 Benzene. 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 95
3 Benzene. l1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 94
4 Benzenamine. 2-fluoro- 111 C6HG6FN 000348-54-9 10
5 Octanenitrile, 6-amino- 140 C8H16N2 061233-50-9 10

Abundance Scan 731 (9.242 min): BF077590.D (-730) (-) m/z 75.00 100.00%
111
157
127
5000 50 99
37 63 85 141 9.00 9.20 9.40 9.60
m/z 111.00 95.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27938: Benzene, 1-chloro-4-nitro-
75 111 157
5000
50 99 127 9.00 9.20 9.40 9.60
30 m/z 157.00 68.85%
"'P"W"”I'”??”"P"Wé?”I'”'Péﬁl'“'l”"P"W"”I'“%ﬁ%'W"“I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
111
A
157 L L L L U
£ 9.'00 9.'20 9.110 9.|60
5000 m/z 127.00 47 .06%
50 99
16 30 39 63 85 127 141
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27932: Benzene, 1-chloro-2-nitro- N
75 111 157 9.00 9.20 9.40 9.60
m/z 99.00 41 .02%
99
5000
30 50 127
85
'”I'%ql'“'I'“%?”'”m"Wﬁé”lj“'l'“nl'“'w'“'ll“'l”'jl“'%ﬁ%"P"h"“l IRRBE UL RSN RN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BF077590.D

Aca On : 4 Mar 2015 19:10

Operator : TP/1Z

Sample : G1426-04

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Benzenamine, 3,4-dichloro- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.57 19.09 ng 584062 Acenaphthene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 3.4-dichloro- 161 C6H5CI2N 000095-76-1 98
2 Benzenamine. 2.5-dichloro- 161 C6H5CI2N 000095-82-9 98
3 Benzenamine. 2.4-dichloro- 161 C6H5CI2N 000554-00-7 97
4 Benzenamine. 3.5-dichloro- 161 C6H5CI2N 000626-43-7 97
5 Benzenamine, 2,6-dichloro- 161 C6H5CI2N 000608-31-1 95

Abundance Scan 847 (10.568 min): BF077590.D (-843) (-) m/z 161.00 100.00%
5000
10.20 10.40 10.60 10.80
m/z 163.00 60.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30151: Benzenamine, 3,4-dichloro-
161
5000 UL LR DA S B
10.20 10.40 10.60 10.80
63 90 99 126 m/z 99.00 23.14%
T w?leﬁz. ,..73.,....,.19? I - .- I
m/z--> 20 40 60 80 100 120 140 160
Abundance
161
10.20 10.40 10.60 10.80
5000 m/z 90.00 23.09%
63 90
99
126
28 38 2 T3 109 135
miz-> 20 40 60 80 100 120 140 160
Abundance #30154: Benzenamine, 2,4-dichloro-
161 10.20 10.40 10.60 10.80
m/z 63.00 20.25%
5000
63 90
99
52 73 126
— ?‘4; | |26| : I\H8I\l le T i‘”: i : I\‘\I I‘\‘i\ ,1,09, . |H‘l :!-“3‘|5|14|.4| — IH‘I :
m/z--> 20 40 60 80 100 120 140 160 10.20 10.40 10.60 10.80
8270-BF021915.M Thu Mar 05 12:45:43 2015

DCW-WW-067-3315

Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\

Data File : BF077590.D

Acq On : 4 Mar 2015 19:10

Operator : TP/1Z

3?22'6 i &1426_04 DCW-WW-067-3315
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
Butane, 2-methoxy... 1.69 20.6 ng 572441 1 7.22 554471 20.0
unknown6 .93 6.93 55.6 ng 1540430 1 7.22 554471 20.0
Indene 7.54 15.1 ng 417783 1 7.22 554471 20.0
Bicyclo[2.2.1]hep. .. 8.49 35.5 ng 926634 2 8.80 522740 20.0
unknown8 .57 8.57 17.3 ng 451496 2 8.80 522740 20.0
Benzene, 1-methyl. .. 9.04 21.5 ng 561792 2 8.80 522740 20.0
4-Chloroaniline, ... 9.22 15.7 ng 411071 2 8.80 522740 20.0
Benzene, 1-chloro... 9.24 24 .6 ng 644019 2 8.80 522740 20.0

3

Benzenamine, 3,4-... 10.57 19.1 ng 584062 10.97 612048 20.0
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