LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080652.D

Acq On - 25 Jul 2015 6:01 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-12 ClientSampleld :
Misc : MW-6-7-22-15
ALS Vial : 23 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:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 5.081 260 262 267 rBY 146121 194478 5.11% 0.435%
2 5.333 281 284 286 rBvY 91046 88246 2.32% 0.197%
3 5.378 286 288 291 rvVB 118382 108408 2.85% 0.242%
4 5.504 295 299 302 rBvV2 661511 824235 21.67% 1.843%
5 5.756 319 321 324 rVB 241722 214142 5.63% 0.479%
6 5.927 334 336 338 rBV 47160 46359 1.22% 0.104%
7 6.453 380 382 384 rvv 259741 196991 5.18% 0.440%
8 6.533 386 389 392 rBY 357703 407267 10.71% 0.911%
9 6.613 394 396 398 rBVY 201729 168939 4._44% 0.378%
10 6.693 401 403 405 rBvV 1182122 1123963 29.55% 2.513%

11 6.750 406 408 411 rVB 551683 560748 14.74% 1.254%
12 6.933 421 424 425 rBvV 358261 338152 8.89% 0.756%
13 6.990 427 429 431 rVV 698069 588169 15.46% 1.315%
14 7.081 435 437 439 rVVv 900909 1118331 29.40% 2.500%
15 7.116 439 440 442 rVB 157469 108808 2.86% 0.243%

16 7.207 447 448 450 rVB 52604 45925 1.21% 0.103%
17 7.253 450 452 453 rBvV 108008 85128 2.24% 0.190%
18 7.333 457 459 460 rBvV 43178 43234 1.14% 0.097%
19 7.402 463 465 466 rBvV 79615 65494 1.72% 0.146%
20 7.424 466 467 468 rvv 78824 54314 1.43% 0.121%
21 7.493 470 473 475 rVWV 967283 1090830 28.68% 2.439%
22 7.619 482 484 486 rVvVv 56318 43725 1.15% 0.098%
23 7.710 488 492 493 rBvV 38042 59518 1.56% 0.133%
24 7.733 493 494 496 rVB 114074 79534 2.09% 0.178%
25 7.893 505 508 511 rVB 67318 81978 2.16% 0.183%
26 7.962 511 514 515 rBV 202081 240944 6.33% 0.539%
27 8.053 518 522 524 rVB3 39918 75407 1.98% 0.169%
28 8.179 527 533 534 rBV5 13901 40648 1.07% 0.091%
29 8.213 534 536 540 rvVv 436039 498578 13.11% 1.115%
30 8.396 551 552 555 rBvV 45778 61393 1.61% 0.137%
31 8.464 5565 558 559 rBv2 61529 88183 2.32% 0.197%

32 8.727 576 581 585 rBv2 139335 335426 8.82% 0.750%
33 8.830 587 590 591 rvv2 84999 121671 3.20% 0.272%
34 8.876 593 594 596 rvv 66671 52843 1.39% 0.118%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080652.D

Acq On - 25 Jul 2015 6:01 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-12 ClientSampleld :
Misc : MW-6-7-22-15
ALS Vial : 23 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

35 8.933

36 9.025
37 9.070
38 9.185
39 9.287
40 9.356

41 9.550
42 9.630
43 9.779
44 9.813
45 9.939

46 9.973
47 10.076
48 10.179
49 10.225
50 10.293

51 10.373
52 10.453
53 10.510
54 10.579
55 10.693

56 10.728
57 10.762
58 10.785
59 10.888
60 10.945

61 10.979
62 11.013
63 11.082
64 11.128
65 11.162

66 11.208
67 11.322
68 11.368
69 11.459
70 11.871

71 11.996

8270-BF072415_.M Mon Jul

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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105864

537725

147162

138292
45982
55880

1553246
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3.87%

3.64%
1.21%
1.47%
40.83%
9.10%

4._.26%
4._.45%
2.52%
2.69%
2.23%

13.89%
2.70%
3.80%
3.41%
1.17%

2.03%
2.74%
1.67%
1.83%
1.98%

6.29%
28.73%
1.96%
9.39%
38.27%
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30.32%
22 .09%
27 .94%
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19.32%
2.29%
3.01%

12.77%
3.32%

19.36%

0.329%
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0.103%
0.125%
3.473%
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0.214%
0.229%
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1.181%
0.230%
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0.290%
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0.142%
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0.167%
0.799%
3.255%

4._.290%
2.579%
1.879%
2.376%
3.233%

1.643%
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0.256%
1.086%
0.282%

1.647%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080652.D

Acq On - 25 Jul 2015 6:01 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-12 ClientSampleld :
Misc : MW-6-7-22-15
ALS Vial : 23 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-BF072415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.053 870 872 874 rvVv 1271113 1711062 44.98% 3.826%
73 12.088 874 875 878 rvv2 1627363 2830499 74.41% 6.329%
74 12.133 878 879 881 rvv2 1326570 1483347 39.00% 3.317%
75 12.213 881 886 889 rvv2 1265685 3803767 100.00% 8.505%

76 12.259 889 890 893 rvv2 1481166 2063183 54.24% 4.613%
77 12.305 893 894 897 rvv 1020993 1011357 26.59% 2.261%

78 12.362 897 899 901 rvv 40785 72109 1.90% 0.161%
79 12.408 901 903 906 rvv2 149708 263282 6.92% 0.589%
80 12.533 912 914 916 rVVv3 44609 71509 1.88% 0.160%

81 12.625 919 922 923 rVV 71913 108884 2.86% 0.243%
82 12.648 923 924 926 rVvV 45262 58095 1.53% 0.130%
83 12.705 926 929 930 rvv2 80894 182993 4.81% 0.409%
84 12.728 930 931 933 rvv2 197778 286998 7.55% 0.642%
85 12.773 933 935 938 rvv2 74506 203358 5.35% 0.455%

86 12.831 938 940 942 rVB2 81978 110699 2.91% 0.248%
87 13.082 959 962 964 rBV 1568575 1714735 45.08% 3.834%

88 13.116 964 965 969 rvB2 29272 44436 1.17% 0.099%
89 13.196 969 972 974 rBV 73133 144192 3.79% 0.322%
90 13.242 974 976 977 rVvv2 53657 76703 2.02% 0.171%

91 13.334 980 984 987 rvv4 91664 271990 7.15% 0.608%
92 13.379 987 988 991 rvv2 64774 98745 2.60% 0.221%
93 14.031 1041 1045 1047 rBV 1354269 1779164 46.77% 3.978%
94 14.248 1061 1064 1066 rBV 354630 480351 12.63% 1.074%
95 14.419 1077 1079 1082 rVvv4 20538 39311 1.03% 0.088%

96 15.905 1206 1209 1212 rBV 325912 395645 10.40% 0.885%

Sum of corrected areas: 44725118
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF080652.D
1500000
6.69
7.49
1000000 708
5.50 6.9
5.75
500000 8.21
6.53]|| 6.
5.76 6.4
5085 6.61L
: 5.93
Tt A A
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080652.D
10.941.16 12.09
13.08
Tt 12.26
1500000 J
9.29 12081 14.03
1P.30
1000000
.01
500000 1495
12.73
12.41
8 ! 83 |
: 13 : 14.42
17T T T T T T T e T T
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080652.D
1500000
1000000
500000
15.91
LA A
O e B A e e e e e T e e e e I B e s e L e e
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 1 unknown6.69 Concentration Rank 7

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

6.69 66.48 ng 1123960 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 403 (6.693 min): BF080652.D (-401) (-) m/z 132.00 100.00%
5000
68
96 RS R L S
40 gy 7 g7 5 6.40 6.60 6.80 7.00
B E e m/z 68.10 35.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 EADNUMAREE S L A
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.81%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 67 m/z 66.00 24.68%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl E  EAam s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.63%
5000 og 0
SN -NM 8 p%97.kk,..“u R R ,.1?? . SN | NN | S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 2 Benzene, 1,2,3-trimethyl- Concentration Rank 17

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

6.75 33.17 ng 560748 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87

Abundance Scan 408 (6.750 min): BF080652.D (-406) (3 m/z 105.10 100.00%
105
5000 120 { P
39 7 91
51 o 65 | o8 6.40 6.60 6.80 7.00
e prrer e et et so i e - | M/ 120,10 38.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl-
105
120 6.40 6.60 6.80 7.00
o1 m/z 77.00 13.70%
39
5 27 % Sleges g gy
T e B o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 6.40 6.60 6.80 7.00
5000 m/z 91.00 11.59%
77
15 27 39 5l 58 65 83 ot o
B e e L T R R R o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9120: Benzene, 1,3,5-trimethyl-
105 6.40 6.60 6.80 7.00
m/z 119.10 10.71%
120
5000
39
27 51 91
\\5865\8498w113\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 3 Benzene, l-ethyl-4-methyl- Concentration Rank 15

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

6.99 34.79 ng 588169 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
2 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 81

Abundance Scan 429 (6.990 min): BF080652.D (-427) (- m/z 105.05 100.00%
105
57
5000 120
41
70 7 g3 91 6.60 6.80 7.00 7.20 7.40
5 98
..,....,....,....|,|:|...ﬁ’.'.l!:,.5."‘..'l...|:',.':..,'...:,.l:!.}?%..-,-...., m/z 57.10 58.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9129: Benzene, 1-ethyl-4-methyl-
105
5000
120 6.60 6.80 7.00 7.20 7.40
m/z 120.10 38.58%
15 27 3 sigges T Sty L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.05 27 .23%
120
5 27 39 51gges 7 9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105 6.60 6.80 7.00 7.20 7.40
m/z 43.05 20.60%
5000
120
77 91
18 27 39 Sleg65 | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415._M
Quant Title : 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 5 unknownl10.89 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.89 14.71 ng 357206 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetamidotropone 163 C9HONO2 006422-12-4 38
2 Benzenamine, 2,4-dimethyl- 121 C8H11N 000095-68-1 38
3 Phenol, 2-(1-methylpropyl)- 150 C10H140 000089-72-5 35
4 Benzene, l-methoxy-4-octyl- 220 C15H240 067698-82-2 35
5 Benzenamine, 3,4-dimethyl- 121 C8H11N 000095-64-7 35
Abundance Scan 770 (10.888 min): BF080652.D (-768) (-) m/z 121.05 100.00%
121
5000 107
7 172
91 134 10.60 10.80 11.00 11.20
. ..,....',“. B8l ".'-.,.... |' 28220 1 Th7z 107.00 46.18%
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #31429: 2-Acetamidotropone
121
5000
163 10.60 10.80 11.00 11.20
43 93 m/z 172.00 24 .11%
15 28 | 54807 | 104 | 13448
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance
106 121
AR IR R A
10.60 10.80 11.00 11.20
5000 m/z 127.00 21.54%
77
91
15 27 39 51 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22672: Phenol, 2-(1-methylpropyl)-
121 10.60 10.80 11.00 11.20
m/z 163.10 19.47%
5000
108 150
77
15273950 65 | 91T | o135
m/z--> 20 4'0 6|0 80 100 120 14'10 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.94 59.95 ng 1455760 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
3 Benzoic acid, 4-(bromomethyl)- 214 C8H7Br02 006232-88-8 64
4 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 64
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 59
Abundance Scan 775 (10.945 min): BF080652.D (-773) (-) m/z 135.10 100.00%
5000
41 17 10.60 10.80 11.00 11.20
55 gg 77 91 121 ) ) ) ,
Ol 88 S 1 ol 149161 175 191205 220 | Ts77107.00  18.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.60 10.80 11.00 11.20
m/z 136.10 10.77%
18204 5 77 951 %199 | 149 175 101 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 41.10 10.18%
107
527 M 577 9B g9 149 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65996: Benzoic acid, 4-(bromomethyl)-
135 10.60 10.80 11.00 11.20
m/z 121.00 6.54%
5000
107
90
27 39 51 83 77 7 118 | 149 166 185197 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF072415.M Mon Jul 27 14:36:05 2015 S Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 8 Phenol, 4-(1,1-dimethylprop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.01 47 .50 ng 1153390 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 59
3 Hexestrol 270 C18H2202 005635-50-7 53
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 53
5 Heptafluorobutanoic acid, l-adam... 362 C15H17F702 1000282-96-9 43
Abundance Scan 781 (11.013 min): BF080652.D (-780) (-) m/z 135.10 100.00%
135
5000
107121 149
41
55 77 91 191, = 220 10.60 10.80 11.00 11.20 11.40
e et Ao 20 e M/Z 107.00 40.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107
10.60 10.80 11.00 11.20 11.40
164 m/z 121.00 38.31%
274185 MO | a3 | 149
mz-> 2 4 60 80 100 130 140 160 180 200 230 240 260
Abundance
135
10.60 10.80 11.00 11.20 11.40
5000 m/z 149.10 34._.81%
107 150

41
27 55 (7191 45

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestro
135 10.60 10.80 11.00 11.20 11.40
m/z 41.10 12.42%

5000 107

274 55 7791 | 121 | 151165181104 212 241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:36:06 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 Pentanoic acid, 5-hydroxy-,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.08 34.60 ng 840212 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 78
2 Benzoic acid, 2-methoxy-, phenyl... 228 C14H1203 010268-71-0 42
3 4,47 -Dimethoxybenzil 270 C16H1404 001226-42-2 39
4 m-Methoxybenzoic acid, 2-bromo-4... 324 C14H10BrFO3 1000292-63-0 39
5 Benzoic acid, 4-methoxy-, 4-ethy... 256 C16H1603 007465-91-0 39
Abundance Scan 787 (11.082 min): BF080652.D (-785) (-) m/z 135.10 100.00%
135
5000
41 77 91 10.80 11.00 11.20 11.40
Ol 22 b tRL 161175189 206220 "7z 107.00  12.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylpheny! ester
135
5000
150 10.80 11.00 11.20 11.40
" m/z 136.10 9.93%
27 55 77 91 \ 121 | 177192 219 235250
m/z--> 20 45 éo 85 160 120 140 160 180 200 220 240 260
Abundance
135
10.80 11.00 11.20 11.40
5000 m/z 41.05 7.08%
77
39 63 92705120 228
Wﬁwﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100478: 4,4'-Dimethoxybenzil
135 10.80 11.00 11.20 11.40
m/z 91.00 4._.57%
5000
77
SR W T N 7 AL B JUOY NV L O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,80 11.00 1120 11.40

8270-BF072415.M Mon Jul 27 14:36:08 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.13 43.77 ng 1062820  Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-(6-Methyl-2-pyridyl)propan-2-one 149 COH1INO 065702-08-1 64

2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 59
3 Phenol, 4-(2-methylpropyl)- 150 C10H140 004167-74-2 38
4 Phenol, 2-(1,1-dimethylethyl)-3-... 164 C11H160 013037-79-1 38
5 BH-PYRROLO(3,2-D)PYRIMIDINE-2,4-._.. 149 C6H7N5 1000244-21-4 38
Abundance Scan 791 (11.128 min): BF080652.D (-789) (-) m/z 149.05 100.00%
107 149
5000 121
41 5 77 a1 135 163 10.80 11.00 11.20 11.40
177 : : : :
e 28 el L S 19 220 0 Fs27107.00 85 05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22590: 1-(6-Methyl-2-pyridyl)propan-2-one
107
5000
43 10.80 11.00 11.20 11.40
10 m/z 121.10 51.46%
S Ol A < et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107
10.80 11.00 11.20 11.40
5000 m/z 163.10 18.69%
149
43
15 27 5465 /7 o1 120132
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22660: Phenol, 4-(2-methylpropyl)-
107 10.80 11.00 11.20 11.40
m/z 55.05 11.75%
5000
39 77 150
S Ao M I e < A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:36:09 2015

S

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 11 4-tert-Butylphenyl acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.16 59.54 ng 1445750 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
3 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 64
4 Benzoic acid, 4-(bromomethyl)- 214 C8H7Bro02 006232-88-8 56
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 56
Abundance Scan 794 (11.162 min): BF080652.D (-792) (-) m/z 135.05 100.00%
35
5000
41 107 10.80 11.00 11.20 11.40
7 95 : - : :
Ol 23 ,‘??..n,..l.l.,.'..l.l,g...- 147 161172 190204 220 | “1/7107.00  17.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135
5000
07 10.80 11.00 11.20 11.40
L m/z 136.05 10.50%
o ST B g | w0l
m/z--> 20 40 eb 80 100 120 140 160 180 200 220
Abundance
135
10.80 11.00 11.20 11.40
5000 m/z 41.10 10.13%
182041 57 77 951%099 149 175 101 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50307: 4-tert-Butylphenyl acetate
135 10.80 11.00 11.20 11.40
m/z 95.00 5.31%
5000
150
107
15 29 BBoge5 77 91 119 | 177 192
m/z--> 20 40 60 8|0 100 120 14'10 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:36:10 2015 S

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 Benzene, 1-(1,1-dimethyleth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.21 30.27 ng 734968 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-... 149 C6H7N5 1000244-21-4 86
2 Benzene, 1-(1,1-dimethylethyl)-4_... 164 C11H160 005396-38-3 64
3 3-(3-Pyridyl)propenoic acid 149 C8H7NO2 001126-74-5 64
4 4-Methylthieno[2,3-b]pyridine 149 C8H7NS 013362-81-7 59
5 2-t-Butyl-5-[hydroxy-(2,4,6-trim... 306 C18H2604 092572-63-9 38
Abundance Scan 798 (11.208 min): BF080652.D (-795) (-) m/z 149.10 100.00%
149
5000 107
55 121,44 177 10.80 11.00 11.20 11.40 11.60
e 66 78 S L L T L 65T 204 221 h/57107.00 37.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE
149
5000
107 10.80 11.00 11.20 11.40 11.60
m/z 121.05 11.20%
17 28 42 3 80 1217
2 68 7" 94 ) oL |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
10.80 11.00 11.20 11.40 11.60
5000 m/z 150.10 10.77%
164
121
15 29 41 53 65 77 1 10977 135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 NMNA,wJ
Abundance #22484: 3-(3-Pyridyl)propenoic acid
149 10.80 11.00 11.20 11.40 11.60
51 121 m/z 55.05 8.56%
5000 7 4
o3 132
2% | | ‘
||“|‘||“‘iw‘|‘|“|‘|‘|H‘|‘|H|‘i||l“‘||‘|‘||||‘||‘|‘| : ‘|||||||||||||||||||| B BN e s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40 11.60

8270-BF072415.M Mon Jul 27 14:36:12 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 unknownl12.00 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.00 30.33 ng 736566 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 s-Triazolo[4,3-a]pyridine-3-thio... 165 C7H7N3S 004926-22-1 32
2 1-(1-Methoxyethyl)-4-methoxymeth... 180 C11H1602 061145-46-8 27
3 1,3-Benzodioxole, 2-acetyl-4-met... 208 C11H1204 091057-65-7 27
4 3-[(3,5-Dimethoxybenzoyl)hydrazo... 337 C16H23N305 1000226-04-1 25
5 Ethanone, 1-(3,4-dimethoxyphenyl)- 180 C10H1203 001131-62-0 22
Abundance Scan 867 (11.996 min): BF080652.D (-865) (-) m/z 165.10 100.00%
165
121
107 207
5000
151
U 2| i 11160 1180 1200 1220 1240
178 193 : : : : -
| |""'|"." I|I|I|| ..||| .".:.,'...',....,.!..l....,....?(.i‘.". m/z 121.05 67.90%
m/z--> 40 80 100 120 140 160 180 200 220 240 260
Abundance #32661. s-Triazolo[4,3-a]pyridine-3-thiol, 5-methyl-
165
5000
g0 U7 11.60 11.80 12.00 12.20 12.40
39 5, 65 3 m/z 107.00 59.22%
2§ ‘M \\H\ \\‘MH \\‘M 7| .“...]]2.3.}.3|8....|.“... e
mz> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance
165
11.60 11.80 12.00 12.20 12.40
5000 m/z 207.10 55.28%
149
31 45 o9 77 91 105 121 135 180
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61187: 1,3-Benzodioxole, 2-acetyl-4-methoxy-2-methy!-
165 11.60 11.80 12.00 12.20 12.40
m/z 41.05 31.41%
5000
43
150
65 79 95108 153 T | 208
TTTT T llllllllllllllll TTTT llllllllllllllll TTTTTTT —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40

8270-BF072415.M Mon Jul 27 14:36:13 2015 S Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 14 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.05 70.47 ng 1711060 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H2002 006382-07-6 74
2 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H1403 036881-00-2 72
3 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H1802 000713-46-2 72
4 Benzoic acid, 4-nitroso-, ethyl ... 179 C9H9NO3 007476-79-1 38
5 6H-Purin-6-one, 2-(dimethylamino... 179 C7HIN50 001445-15-4 38
Abundance Scan 872 (12.053 min): BF080652.D (-870) (-) m/z 179.10 100.00%
179
5000 135
43 o 1Y’ 11.80 12.00 12.20 12.40
" 121 : . . .
S 1 AN | o 151195 | 193208221235249264 | s 7135 05 47.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61481: Ethanol, 2-[4-(1,1- d|methy|p|opyl)pheno><y]
135
5000 107

11.80 12.00 12.20 12.40
m/z 107.00 19.31%

41 77 91 208
27 55 193
S PV N Y OP RS-0 e - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
179
135 11.80 12.00 12.20 12.40
5000 m/z 43.05 13.36%
43 g7
15 28 64 10711 150163 194
T e [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179 11.80 12.00 12.20 12.40
m/z 180.10 13.11%
135
5000
194
a1 107
27 %1 57 7791 | 150 | 149163
R AR Raa s o e e e A RRARa Ry v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40

8270-BF072415.M Mon Jul 27 14:36:14 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 15 unknownl1l2.09 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.09 116.57 ng 2830500 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetyl-5-methyl-3-(5-nitro-2-f... 235 C10H9N304 016239-91-1 38
2 _alpha.,.alpha.-Di-T-butyl-0O-met... 250 C16H2602 016750-65-5 37
3 2-Butanone, 4-[2-isopropyl-5-met... 304 C20H3202 1000196-43-1 35
4 DESOXY-MINOXIDYL 193 C9H15N5 1000246-13-2 30
5 3,4-Dihydro-6-nitrocoumarin 193 C9H7NO4 020920-99-4 25
Abundance Scan 875 (12.088 min): BF080652.D (-874) (-) m/z 193.10 100.00%
193
5000 107 135 035
165 R 0.1V A VA S
264 11.80 12.00 12.20 12.40
...,....,“.-..'.,6.‘?..',..11 -.J..'.JI.." .-ﬂ.,.|...|.. et b b || M/z 179,10 72.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #78961: 1-Acetyl-5-methyl-3-(5-nitro-2-furyl)pyrazole
193
5000
235 11.80 12.00 12.20 12.40
119 m/z 107.00 41.11%
28 \ 63 89104 | 135 178
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
193
175 11.80 12.00 12.20 12.40
5000 m/z 135.10 34 .90%

4 57 8 109 135 160
15 209 235

mmﬂﬁmmﬁrﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #119902: 2-Butanone, 4-[2-isopropyl-5-methyl-5-(2-methy!l-5...
193 11.80 12.00 12.20 12.40
m/z 235.20 32.67%
5000 135
43
‘ 175
B o T N - N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40

8270-BF072415.M Mon Jul 27 14:36:16 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 unknownl2.21 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.21 156.65 ng 3803770 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DESOXY-MINOXIDYL 193 C9H15N5 1000246-13-2 45
2 2-Phenylindolizine 193 C14H11IN 025379-20-8 43
3 Benzaldehyde, p-nitro-, dimethyl._.. 193 C9H11N302 010424-92-7 38
4 1H-Indole, 2-phenyl- 193 C14H11IN 000948-65-2 32
5 Methyl 5-acetyl-2-methoxybenzoate 208 C11H1204 039971-36-3 32
Abundance Scan 886 (12.213 min): BF080652.D (-881) (-) m/z 193.10 100.00%
193
5000
107 21
121 . 151165
4355 77 91 | 133 | | 179 | 07 | 233 11.80 12.00 12.20 12.40 12.60
Ol e eyt el L S L 207 L 233 m/z 107.00 38.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51363: DESOXY-MINOXIDYL
110 164 193
5000 84 138
6 150 11.80 12.00 12.20 12.40 12.60
’ m/z 221.15  31.43%
\\ ‘ N 155 | L | 17
il 1l \\ } \
m/z--> 20 ' eb 80 100 120 150 160 180 200 220
Abundance
193
11.80 12.00 12.20 12.40 12.60
5000 m/z 121.00 19.58%
39 51 70 83 96 115157139152165177
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51345: Benzaldehyde, p-nitro-, dimethylhydrazone
193 11.80 12.00 12.20 12.40 12.60
m/z 165.10 18.11%
5000
" 132
1830 |57, 7% 104 110 | M7 163 17
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40 12.60

8270-BF072415.M Mon Jul 27 14:36:17 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 unknownl2.26 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.26 84 .97 ng 2063180 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenpropanol, 2"-hydroxy-3,3-d... 180 C11H1602 040614-20-8 32
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 27
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 16
4 3,3"-Dimethoxybenzil 270 C16H1404 040101-17-5 12
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 12
Abundance Scan 890 (12.259 min): BF080652.D (-889) (-) m/z 179.10 100.00%
179
135
5000
1 o | 500 1920 15140 1560
77 - - - -
0...,....-,“.-.75.5,....',..'.'.,.|...1,?.1.. ldsiel | 192 233 264 | n777135.05  52.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #42483: 3-Phenpropanol, 2'-hydroxy-3,3-dimethy!-
135
107
5000 180
12.00 12.20 12.40 12.60
7791 m/z 107.00 19.34%
s | 12wt
m/z--> 20 40 eb 80 160 150 140 160 180 200 220 240 260
Abundance
135
12.00 12.20 12.40 12.60
5000 107 m/z 41.10 13.41%
164
o7 4155 7791 451 | 149
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22642: Phenol, m-tert-butyl- L e e e
135 12.00 12.20 12.40 12.60
m/z 180.10 12.78%
5000
107 150
41
7T T | |
m/z--> 25 40 eb 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 unknownl12.30 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.30 41_.65 ng 1011360 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,6-Trimethoxybenzonitrile 193 C10H11NO3 002571-54-2 46
2 [1,1"-Biphenyl]-4-acetonitrile 193 C14H11IN 031603-77-7 37
3 2-Butanone, 4-[2-isopropyl-5-met... 304 C20H3202 1000196-43-1 36
4 1,5-Methano-8H-pyrido[1,2-a][1,5... 234 C14H22N20 000550-43-6 23
5 Adamantane-l-carboxylic acid, 3-... 272 C12H17BrO2 027983-08-0 23

Abundance Scan 894 (12.305 min): BF080652.D (-893) (-) m/z 193.10 100.00%
193
5000 107
55 149 o o T T
91 133 12.00 12.20 12.40 12.60
e e T o L 165|221 249 h777107.00  39.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50985: 2,4,6-Trimethoxybenzonitrile
193
5000
12.00 12.20 12.40 12.60
164 m/z 55.05 14 .03%
m/z--> 20 40 60 80 160 120 150 160 180 200 220 240 260 280 300
Abundance
193
12.00 12,20 12.40 12.60
5000 m/z 194.10 13.87%
82
152
27 o1 97 115 1377 167
ﬂwmmmmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119902: 2-Butanone, 4-[2-isopropyl-5-methyl-5-(2-methyl-5...
193 12.00 12.20 12.40 12.60
m/z 149.10 13.86%
5000 135
43
175
o2 m n m e m Il I}fﬁ \ 223243 271286304
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080652.D

Acq On : 25 Jul 2015 6:01

Operator : TP/UM

Sample : G3079-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 Butanoic acid, 2-(cyano)(2,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.03 74 .08 ng 1779160 Chrysene-d12 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 81
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 001740-19-8 78
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 70

4 3-Quinolinecarboxylic acid, 4-hy... 285 C13H10F3NO3 023851-84-5 52
5 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 50

Abundance Scan 1045 (14.031 min): BF080652.D (-1041) (-) m/z 239.20 100.00%
239
5000 285
197
141
B e || 1?5 225 | 57 300 13.80 14.00 14.20 14.40
““m'“nﬂpm.ﬁn..”q“.q””}”. m/z 285.20 50.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117578: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylami...
239
) i
5000 285 LA I L L LB L B BB
183 13. 80 14. OO 14 20 14. 40
91 197,515 254 m/z 197.10 33.63%
65 ‘ 115 156 ‘ 300
T P W R Y~ | h...‘,....,.m...‘...‘.,....,.‘...,...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
285
239 R Rmmn s e
13.80 14.00 14.20 14.40
5000 m/z 141.10 21.98%
43
300
197
117 14 o
69 91 183 | 51p 255269
mmmﬁmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117818: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10... RN EEmEE S SRS R
285 13. 80 14. OO 14. 20 14. 40
239 m/z 240.20 20.76%
5000
197 300
43
RN il £ N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080652.D

Acq On - 25 Jul 2015 6:01 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-12 ClientSampleld :
Misc : MW-6-7-22-15
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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]
unknown6 .69 6.69 66.5 ng 1123960 1 6.93 338152 20.0
Benzene, 1,2,3-tr... 6.75 33.2 ng 560748 1 6.93 338152 20.0
Benzene, l-ethyl-_.. 6.99 34.8 ng 588169 1 6.93 338152 20.0
unknown10.89 10.89 14.7 ng 357206 4 11.46 485640 20.0
Phenol, 4-(1,1,3,... 10.94 60.0 ng 1455760 4 11.46 485640 20.0
Phenol, 4-(1,1-di... 11.01 47.5 ng 1153390 4 11.46 485640 20.0
Pentanoic acid, 5... 11.08 34.6 ng 840212 4 11.46 485640 20.0
1-(6-Methyl-2-pyr... 11.13 43.8 ng 1062820 4 11.46 485640 20.0
4-tert-Butylpheny... 11.16 59.5 ng 1445750 4 11.46 485640 20.0
Benzene, 1-(1,1-d... 11.21 30.3 ng 734968 4 11.46 485640 20.0
unknown12 .00 12.00 30.3 ng 736566 4 11.46 485640 20.0
Ethanol, 2-[4-(1,... 12.05 70.5 ng 1711060 4 11.46 485640 20.0
unknownl12 .09 12.09 116.6 ng 2830500 4 11.46 485640 20.0
unknownl2.21 12.21 156.7 ng 3803770 4 11.46 485640 20.0
unknownl2 .26 12.26 85.0 ng 2063180 4 11.46 485640 20.0
unknown12 .30 12.30 41.6 ng 1011360 4 11.46 485640 20.0
Butanoic acid, 2-... 14.03 74.1 ng 1779160 5 14.25 480351 20.0
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