LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01 Instrument :
Operator : TP/IZ BNA_F

Sample - G1199-01 ClientSampleld :
Misc - DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF011415_.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 height area % max. total
1 1.378 42 43 51 rBv4 40938 86907 3.38% 0.474%
2 1.904 86 89 98 rvB 57096 111281 4_33% 0.607%
3 3.733 246 249 253 rBV2 11432 26572 1.03% 0.145%
4 3.813 253 256 265 rvVB 147408 349642 13.62% 1.909%
5 4.247 289 294 297 rBvY 11191 28142 1.10% 0.154%
6 4.487 311 315 317 rBvV2 80137 174106 6.78% 0.950%
7 4.704 331 334 341 rBvV 84847 208065 8.10% 1.136%
8 5.047 361 364 369 rvB2 73955 155085 6.04% 0.847%
9 5.779 425 428 432 rBV2 10363 27533 1.07% 0.150%
10 6.636 501 503 507 rvB2 15976 31993 1.25% 0.175%
11 6.819 516 519 524 rvVB2 19523 36631 1.43% 0.200%
12 6.979 531 533 536 rBV 34182 61389 2.39% 0.335%
13 7.104 542 544 547 rBV 41101 91163 3.55% 0.498%

14 7.173 547 550 557 rvv 289905 562399 21.90% 3.070%
15 7.310 559 562 567 rBvV 59800 119802 4.67% 0.654%

16 7.687 591 595 596 rvv 79863 143775 5.60% 0.785%
17 7.722 596 598 602 rvv2 55778 106026 4._.13% 0.579%

18 7.813 604 606 610 rvB2 19760 37676 1.47% 0.206%
19 8.042 620 626 634 rvB2 1161159 2567623 100.00% 14.016%
20 8.247 642 644 649 rBvV2 38137 69360 2.70% 0.379%

21 8.750 685 688 691 rvv 123916 194183 7.56% 1.060%
22 8.807 691 693 697 rVB 70181 119402 4._.65% 0.652%
23 8.990 705 709 713 rBV 288126 480491 18.71% 2.623%
24 9.070 714 716 719 rVB2 14704 25733 1.00% 0.140%
25 9.368 737 742 746 rVB2 44388 108603 4.23% 0.593%

26 9.710 768 772 775 rBV 1043449 1641523 63.93% 8.961%
27 10.053 798 802 805 rBV3 86727 165011 6.43% 0.901%
28 10.293 820 823 827 rVB 174087 276071 10.75% 1.507%
29 10.442 833 836 838 rBvV 12180 25744 1.00% 0.141%
30 10.511 838 842 845 rvv 580751 990240 38.57% 5.405%

31 10.591 846 849 851 rvv 126272 203742 7.94% 1.112%
32 10.636 851 853 861 rvv 297382 478536 18.64% 2.612%
33 10.853 869 872 874 rvV 408011 618363 24.08% 3.375%
34 10.899 874 876 881 rvVv 209739 376593 14.67% 2.056%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01 Instrument :
Operator : TP/IZ BNA_F

Sample - G1199-01 ClientSampleld :
Misc - DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.002 881 885 889 rvv2 168796 367546 14.31% 2.006%

36 11.071 889 891 894 rvv 17132 35162 1.37% 0.192%
37 11.493 924 928 933 rBV 240128 454960 17.72% 2.483%
38 11.619 936 939 942 rvVB2 14373 27384 1.07% 0.149%

39 12.099 976 981 985 rBV 311417 551504 21.48% 3.011%
40 12.179 985 988 991 rvB2 66532 119059 4.64% 0.650%

41 12.248 991 994 995 rBV2 21437 38679 1.51% 0.211%
42 12.294 995 998 1003 rvB2 337059 658424 25.64% 3.594%
43 12.511 1012 1017 1021 rVB2 72728 148216 5.77% 0.809%
44 13.002 1056 1060 1065 rVB3 76065 142075 5.53% 0.776%
45 13.105 1065 1069 1072 rBV2 104855 178284 6.94% 0.973%

46 13.242 1078 1081 1085 rVvV 558619 885193 34.48% 4.832%
47 13.562 1105 1109 1114 rBV2 58655 116102 4._.52% 0.634%

48 13.688 1118 1120 1121 rVV 17587 26142 1.02% 0.143%
49 13.722 1121 1123 1128 rVV3 41313 80374 3.13% 0.439%
50 13.962 1139 1144 1148 rBV3 18227 52371 2.04% 0.286%

51 14.065 1151 1153 1160 rVV2 69020 124881 4._86% 0.682%
52 14.717 1206 1210 1213 rBV 186103 342147 13.33% 1.868%

53 14.785 1213 1216 1220 rVB2 37319 64351 2.51% 0.351%
54 15.357 1264 1266 1272 rBV 61363 101527 3.95% 0.554%
55 15.494 1276 1278 1284 rVV3 25359 54071 2.11% 0.295%

56 15.997 1316 1322 1323 rBV2 71660 189294 7.37% 1.033%
57 16.031 1323 1325 1328 rVV 143956 223987 8.72% 1.223%

58 16.100 1328 1331 1333 rVV3 26997 63876 2.49% 0.349%
59 16.134 1333 1334 1338 rVB2 39878 53549 2.09% 0.292%
60 16.397 1354 1357 1359 rBV2 35059 54676 2.13% 0.298%

61 16.443 1359 1361 1366 rVB 374794 488855 19.04% 2.669%
62 17.563 1456 1459 1461 rBV 170882 209779 8.17% 1.145%

63 17.597 1461 1462 1464 rVV 22298 27319 1.06% 0.149%
64 17.860 1483 1485 1489 rBV3 35112 60921 2.37% 0.333%
65 17.974 1493 1495 1497 rVV2 40459 46989 1.83% 0.256%
66 18.020 1497 1499 1502 rVB 38046 43420 1.69% 0.237%
67 18.591 1546 1549 1553 rBV 9710 27187 1.06% 0.148%
68 18.774 1561 1565 1573 rBV2 28869 47621 1.85% 0.260%
69 19.231 1604 1605 1611 rBV3 13816 39410 1.53% 0.215%

70 19.814 1653 1656 1658 rVvVv 609126 839597 32.70% 4 _.583%
71 20.077 1676 1679 1682 rBV2 40686 57815 2.25% 0.316%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

3?22'6 i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF011415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 20.271 1692 1696 1699 rVB2 12128 28747 1.12% 0.157%
73 20.694 1731 1733 1737 rVV 54010 73784 2.87% 0.403%

74 21.072 1763 1766 1769 rBV 225285 272671 10.62% 1.488%
75 22.729 1908 1911 1914 rVB 154324 201974 7.87% 1.103%

Sum of corrected areas: 18319328
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

ﬁ?ggle i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BFO77170.D

8.99

3.81

1.90 4.49.70 505 .
138 3.& 425\ \__R 5.78 6.08.823810;31 77%

0

Time--> 1.00 150 200 250 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50

Abundance
1200000

1000000

800000

600000

400000

200000

0

TIC: BFO77170.D

10.51 13.24

Time-->

10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BFO77170.D

19.81

21.07
22.73

3977 1923 || %8 Zfﬂ |

0

Time-->

19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

ﬁ?ggle i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.17 Concentration Rank 2

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

7.17 78.23 ng 562399 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 550 (7.173 min): BF077170.D (-547) (-) m/z 132.00 100.00%
132
5000 68 K
0 5 4 % ok 7h0 750 7w
4 54 ¢4 | 104
O B AL & | M m/z 68.10  37.25%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I LU IR I
6.80 7.00 7.20 7.40
31 78 m/z 134.00 33.66%
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
680 7.00 7.20 7.0
5000 m/z 66.00 26 .07%
33 44 g7 105
51 60 70 78 g 115
O R e i T e T o e o e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T . e REa Ea s

132 6.80 7.00 7.20 7.40
m/z 69.10 15.34%

5000 67
41 97
53 79 117
0 34 ‘ ‘ ‘\ A 61\ L \‘ L1y 89 [, 103110 (124 |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 680 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

ﬁ?ggle i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 p-Aminotoluene Concentration Rank 12

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

8.81 16.61 ng 119402 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Toluidine 107 C7HON 000095-53-4 95
2 p-Aminotoluene 107 C7HON 000106-49-0 90
3 Aniline, N-methyl- 107 C7HON 000100-61-8 87
4 Pyridine, 2-ethyl- 107 C7HON 000100-71-0 83
5 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 70

Abundance Scan 693 (8.807 min): BFO77170.D (-691) (-) m/z 106.05 100.00%
106
5000 f%“
77
39 52 43 | 89 8.40 8.60 8.80 9.00 9.20
o NPT TP N 1N — | m/z 107.05  64.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5027: o-Toluidine
106
5000
8.40 8.60 8.80 9.00 9.20
77 m/z 77.00 17.75%
0 15 27 3\9 45 ?J\-\ 63‘ i 8? |
A N N S N S
Abundance
106
8.40 8.60 8.80 9.00 9.20
5000 m/z 79.10 10.26%
77
28 39 53 65 91
s U UL SIS UL UL I UL LIS W B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5042: Aniline, N-methyl-
106 8.40 8.60 8.80 9.00 9.20
m/z 52.00 8.45%
5000
77
51
0 15 30 89 45 \‘\ n \‘ 92
m/z--> 10 20 30 4'0 50 60 70 80 9'0 100 110 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

ﬁ?ggle i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 unknown9.37 Concentration Rank 19

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

9.37 10.66 ng 108603 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-phenyl-, o-(4-coumar... 279 C17H13NO3 034605-11-3 14
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 12
3 5H-Inden-5-one, 1,2,3,3a,4,7a-he... 150 C10H140 017429-25-3 12
4 2(1H)-Pyridinone, 1,3,6-trimethyl- 137 C8H11NO 063996-21-4 11
5 2,3,4-Trimethylpyrrole 109 C7H11N 003855-78-5 10

Abundance Scan 742 (9.368 min): BF077170.D (-737) (-) m/z 118.10 100.00%
77 118
41
95
5000 55 137150
9.00 9.20 9.40 9.60 9.80
o m/z 108.10 87 .26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105664: Ethanone, 1-phenyl-, 0-(4-coumarinyl)oxime
118
77
5000 e
9.00 9.20 9.40 9.60 9.80
51 m/z 77.05 84 _78%
0 37 .. 104 | 133147162 184 202 223238 264279
m/z--> 20 45 60 ab 100 120 140 160 180 200 220 240 260 280
Abundance
69
9.00 9.20 9.40 9.60 9.80
5000 4 o5 100 137 m/z 69.10  73.44%
55 152
27
0 123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22851: 5H-Inden-5-one, 1,2,3,3a,4,7a-hexahydro-7a-methyl-... .A| L L B
108 9.00 9.20 9.40 9.60 9.80
m/z 41.10 69.37%
67 9
5000 4l
122 150
o 136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

ﬁ?ggle i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.05 16.20 ng 165011 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 98
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 021368-68-3 96
3 Camphor 152 C10H160 000076-22-2 96
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-49-3 96
5 Tricyclo[2.2.1.0(2,6)]heptan-3-0... 152 C10H160 062560-53-6 52
Abundance Scan 802 (10.053 min): BF077170.D (-798) (-) m/z 95.10 100.00%
95
81
41
5000 55 6 108
152 AR B e
I ‘ ‘ | 117 132 9.80 10.00 10.20 10.40
Obrr ettt bl B Mk L w7z 81.10  64.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24202: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95
81
41
5000 %69 108 9.80 10.00 10.20 10.40
152 m/z 41.10 49.46%
21 ‘ ‘ 137
0 'w'%?'v'jﬂl“"kH ‘J”'I'J“I"Jw""“LM'P"'l”"}%%'I“"P"'P"'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
81 '”'I”"P"W'A”I'”
9.80 10.00 10.20 10.40
5000 a1 108 m/z 55.10 46.66%
55 69 152
28
ol 14 124 137
R R R AL AL KRR AR KRN RS LA RS LA LA LA LRI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23920: Camphor e
41 95 9.80 10.00 10.20 10.40
m/z 108.10 40.10%
81
5000 o 69 108
152
0 ”,.”.,.”.,”..P..w..”,..”,.”.,.”.,”..,”..P..}ﬁ%.w.}ﬁz..”,.”.,. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

ﬁ?ggle i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Propanamine, N-(phenylmet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.29 27.10 ng 276071 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanamine, N-(phenylmethylene)- 147 C10H13N 006852-56-8 53
2 Alpha-methyl-4-vinylbenzylamine 147 C10H13N 019303-08-3 53
3 Amphetaminil 250 C17H18N2 017590-01-1 50
4 Benzene, (l-isocyanatoethyl)-, (S)- 147 C9HONO 014649-03-7 50
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 46
Abundance Scan 823 (10.293 min): BF077170.D (-820) (-) m/z 132.05 100.00%
91
5000
147
65 117 LA SN BN SN
39 51 77 105 | 10.00 10.20 10.40 10.60
0 et e .| M7z 91.05 63 75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21345: 2-Propanamine, N-(phenylmethylene)-
132
147
5000
104 10.00 10.20 10.40 10.60
77 m/z 147.10 32.63%
435465 ‘ 117
0|||||||||H||E4|.‘|‘|M|||“‘|||H‘||||||||||‘: |‘l||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132
10,00 10,20 10.40 10.60
5000 m/z 65.05 23.09%
105
147
1528 4 e’ o1 120
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R e e R
132 10.00 10.20 10.40 10.60
m/z 117.10 16.76%
5000
91 105
o 39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 20 Jo éo 85 160 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

ﬁ?ggle i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzenamine, 3-chloro-2-met... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.18 11.69 ng 119059 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 3-chloro-2-methyl- 141 C7HS8CIN 000087-60-5 98
2 Benzenamine, 4-chloro-2-methyl- 141 C7HS8CIN 000095-69-2 95
3 Benzenamine, 2-chloro-6-methyl- 141 C7HS8CIN 000087-63-8 95
4 Benzenamine, 5-chloro-2-methyl- 141 C7HS8CIN 000095-79-4 87
5 2-Chloro-5-methylaniline 141 C7HS8CIN 000095-81-8 76
Abundance Scan 988 (12.179 min): BF077170.D (-985) (-) m/z 106.00 100.00%
106 141
5000 77
89 NN SN SUURAN BRI I
|| | | | 115 11.80 12.00 12.20 12.40
0..,....,....,..::';' ol '-..-"-'.,"" PP MRS} N s M m/z 141.00 96.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18296: Benzenamine, 3-chloro-2-methyl-
106 141
5000 ISR BN SN UL B
77 11.80 12.00 12.20 12.40
89 m/z 140.00 42 .69%
1528 839 ‘M 8 [ o7 || 114 124 ‘
m/z--> 10 20 §o Jo 50 60 70 80 90 100 110 120 130 140 150
Abundance
106 141
11.80 12.00 12,20 12.40
5000 m/z 77.10 37.83%
77
51
o 28 39 63 89 97 | 115 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18284: Benzenamine, 2-chloro-6-methyl-
106 11.80 12.00 12.20 12.40
m/z 143.00 29.04%
141
5000 77
0 15 2\\8 3\9 “ \‘\ ull 8‘9 97 \‘ 1\14 125 ‘
m/z--> 10 20 30 40 50 eb 70 éo 90 100 110 120 130 140 150 1180 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

ﬁ?ggle i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Naphthalene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.51 14.55 ng 148216 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
3 Benzocycloheptatriene 142 C11H10 000264-09-5 91
4 1H-Indene, 1-ethylidene- 142 C11H10 002471-83-2 64
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 53
Abundance Scan 1017 (12.511 min): BF077170.D (-1012) (-) m/z 142.10 100.00%
142
5000 115
e B  RAR R REA
40 51 63 41 89 12.20 12.40 12.60 12.80
O et ot 2128 w771a7.10 ¢ 86.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142
5000 TR U BN IR
115 12:20 12.40 12.60 12.80
m/z 115.00 41.25%
oL 27 3 581 63 7Tlg5 8 0 | 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142
12.20 12,40 12.60 12.80
5000 m/z 143.10 14 .90%
115
oL 27 3 51 63 7lg5 8 g0 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18493: Benzocycloheptatriene e EAmman s A ,
141 12.20 12.40 12.60 12.80
m/z 139.00 13.68%
5000 e
oz P 8 T g 89 1 | 12 0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12:20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020315\
Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

Sample : G1199-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl3.11 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

13.11 10.42 ng 178284  Acenaphthene-d10 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene, 1-(chloromethyl)-4-(2-p.-..
2 3-Chlorotricyclo[5.2.1.0(4,8)]de. ..
3 2-Chloro-4,6-dimethylpyridine-3-.._.

4 Tetrachloroethylene

5 5"-Hydroxy-2"-nitroacetophenone

166 C10H11Cl
166 C10H11Cl
166 C8H7CIN2
164 C2Cl4

181 C8H7NO4

036875-10-2 43
074876-43-0 38
014237-71-9 35
000127-18-4 32
030879-49-3 27

Abundance Scan 1069 (13.105 min): BF077170.D (-1065) (-) m/z 166.00 100.00%
1
131
5000
89 181
‘I1|0 51 6|3 77 us |||, st 12.80 13.00 13.20 13.40
oSS (S MY ROV RO N PRI IS Y NN R m/z 131.00 59.03%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #32916: Benzene, 1-(chloromethyl)-4-(2-propenyl)-
131
5000 117 LN N I N D B
o1 166 12.80 13.00 13.20 13.40
m/z 125.00 49.20%
39 51 64 77 ‘ 103 ‘
o M O T PR SO WY SN = %2 S |
miz-> 20 40 80 100 120 140 160 180
Abundance
131
et e g S
12.80 13.00 13.20 13.40
5000 m/z 181.10 35.12%
166
91
115
o7 39 51 g4 17 103 140 151
T T e
miz-> 20 40 80 100 120 140 160 180
Abundance #33692: 2-Chloro-4,6-dimethylpyridine-3-carbonitrile B B B A e
166 12.80 13.00 13.20 13.40
m/z 168.00 34 .32%
5000
130
40 104
8 Sl A NN 1 (N Uy A V1 Y |
miz-> 20 40 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

ﬁ?ggle i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-1,5-Benzodiazepine, 2,3-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.03 13.09 ng 223987 Acenaphthene-d10 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1,5-Benzodiazepine, 2,3-dihyd... 188 C12H16N2 024107-34-4 72
2 1-Ethynyl-3,5-dimethyladamantane 188 C14H20 1000245-73-3 52
3 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H160 054789-22-9 50
4 Benzimidazole, 5-tert-butyl-2-me... 188 C12H16N2 005805-62-9 43
5 Benzene, 1-(1-methylethyl)-4-(tr... 188 C10H11F3 032445-99-1 43
Abundance Scan 1325 (16.031 min): BF077170.D (-1323) (-) m/z 173.10 100.00%
113
132
5000
188 B A U
92
41 g5 65 77 117 145 158 15.80 16.00 16.20 16.40
ol e m/z 132.10 66.92%
m/z--> 20 40 60 8 100 120 140 160 180
Abundance #48006: 1H-1,5-Benzodiazepine, 2,3-dihydro-2,2,4-trimethyl-
173
132
5000 LRI S SULILLN BN B
188 15.80 16.00 16.20 16.40
80 92 108 m/z 133.10 62.41%
0 T \M‘ ‘H‘\ lewl . M\ ‘H‘ \l\“l |1ir:‘|-|8| il Ilﬁ? |1|§i8| il T I\ T
m/z--> 20 80 100 120 140 160 180
Abundance
173
' 15.80 16.00 16.20 16.40
5000 117 m/z 188.10 26.96%
39 91 107 188
55 65 17 B s
159
R S S S B B B L B
m/z--> 20 40 60 8 100 120 140 160 180
Abundance #48069: 1H-Inden-1-one, 2,3-dihydro-3,3,5,6-tetramethyl- R b A M o
173 15.80 16.00 16.20 16.40
m/z 131.10 19.94%
5000
188
27 39 115 128
O i Tt N N NN 0 W A WY
m/z--> 20 40 60 80 100 120 140 160 180 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020315\

Data File : BFO77170.D

Acq On : 3 Feb 2015 20:01

Operator : TP/1Z

3?22'6 i 61199-01 DCW-WW-051-13015
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : 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]
unknown7 .17 7.17 78.2 ng 562399 1 7.69 143775 20.0
p-Aminotoluene 8.81 16.6 ng 119402 1 7.69 143775 20.0
unknown9 .37 9.37 10.7 ng 108603 2 10.59 203742 20.0
Bicyclo[2.2.1]hep... 10.05 16.2 ng 165011 2 10.59 203742 20.0
2-Propanamine, N-... 10.29 27.1 ng 276071 2 10.59 203742 20.0
Benzenamine, 3-ch... 12.18 11.7 ng 119059 2 10.59 203742 20.0
Naphthalene, 1-me... 12.51 14.6 ng 148216 2 10.59 203742 20.0
unknownl13.11 13.11 10.4 ng 178284 3 14.71 342147 20.0
1H-1,5-Benzodiaze... 16.03 13.1 ng 223987 3 14.71 342147 20.0
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