LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 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-BF060415_.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 1.587 32 35 44 rVB 189743 551738 1.60% 0.586%
2 1.758 44 50 53 rVB 12585559 34429988 100.00% 36.558%
3 2.124 77 82 85 rvB 1068625 2213498 6.43% 2.350%
4 2.455 108 111 125 rVV2 244038 554115 1.61% 0.588%
5 2.673 125 130 133 rVB 282492 599311 1.74% 0.636%
6 6.124 430 432 435 rBV 1141949 1562345 4._54% 1.659%
7 7.107 516 518 520 rBV 1951042 1739414 5.05% 1.847%
8 7.279 530 533 535 rBV 2141215 1772483 5.15% 1.882%
9 7.507 551 553 555 rvB 386635 392697 1.14% 0.417%
10 7.667 565 567 569 rBV 1332529 1335445 3.88% 1.418%

11 8.067 599 602 604 rBV 1020552 961957 2.79% 1.021%
12 8.799 664 666 671 rVB 466691 749417 2.18% 0.796%
13 9.873 758 760 762 rVB 2277530 2125066 6.17% 2.256%
14 10.445 808 810 811 rBV 322150 399306 1.16% 0.424%
15 10.582 820 822 823 rBV 738161 658051 1.91% 0.699%

16 11.371 889 891 893 rBv2 1265918 1340588 3.89% 1.423%
17 12.125 952 957 958 rBv2 931815 1895427 5.51% 2.013%
18 12.171 958 961 965 rVB 821231 920869 2.67% 0.978%
19 12.319 972 974 975 rBV 385288 357812 1.04% 0.380%
20 12.651 1001 1003 1004 rVB 369866 356662 1.04% 0.379%

21 12.742 1009 1011 1014 rBV3 392847 717768 2.08% 0.762%
22 13.211 1050 1052 1054 rBV 397286 433882 1.26% 0.461%
23 13.314 1059 1061 1064 rBV 286006 422572 1.23% 0.449%
24 13.405 1066 1069 1071 rBV 3987450 4187489 12.16% 4._.446%
25 13.668 1087 1092 1094 rBV 3616116 4666683 13.55% 4 _955%

26 13.805 1101 1104 1106 rBV 2878529 2945490 8.56% 3.128%
27 13.908 1110 1113 1117 rBV3 324500 834686 2.42% 0.886%
28 14.034 1120 1124 1126 rVB2 474733 894952 2.60% 0.950%
29 14.160 1132 1135 1139 rVB3 374904 673588 1.96% 0.715%
30 14.651 1176 1178 1181 rVB 516911 615509 1.79% 0.654%

31 14.788 1187 1190 1192 rBV2 343240 715180 2.08% 0.759%
32 14.822 1192 1193 1195 rVV 312949 413995 1.20% 0.440%
33 14.868 1195 1197 1199 rVV2 647824 1011023 2.94% 1.074%
34 14.902 1199 1200 1204 rVvVv 427244 580769 1.69% 0.617%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 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-BF060415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.097 1215 1217 1220 rVV2 1942235 3898593 11.32% 4.140%

36 15.142 1220 1221 1226 rVB 1511676 2248212 6.53% 2.387%
37 15.394 1241 1243 1246 rBV 316915 429076 1.25% 0.456%
38 15.623 1260 1263 1265 rBV 354857 476810 1.38% 0.506%
39 15.668 1265 1267 1269 rVB 326475 359601 1.04% 0.382%
40 15.714 1269 1271 1276 rBvV4 157677 439102 1.28% 0.466%

41 16.514 1337 1341 1346 rBV 1647672 4449242 12.92% 4.724%
42 16.663 1352 1354 1357 rVB 334036 438907 1.27% 0.466%
43 16.926 1374 1377 1381 rVV 892271 1666829 4.84% 1.770%
44 17.017 1381 1385 1389 rVV 1125630 1889852 5.49% 2.007%
45 17.097 1389 1392 1394 rVV 526675 895140 2.60% 0.950%

46 17.143 1394 1396 1400 rVB2 352659 622503 1.81% 0.661%
47 19.120 1565 1569 1573 rBV2 492005 1351541 3.93% 1.435%
48 19.737 1619 1623 1632 rVB 379794 983229 2.86% 1.044%

Sum of corrected areas: 94178412
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF060415\

BF079732.D

5 Jun 2015  7:37

TP/1Z

G2450-05

31 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF060415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 Pentane, 3-methyl- Concentration Rank 8

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

1.59 28.10 ng 551738 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 83
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 74
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
4 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 43
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 40

Abundance Scan 35 (1.587 min): BF079732.D (-32) (-) m/z 57.10 100.00%
g7
41
5000
e ——
71 140 1.60 1.80 2.00
...,....,....,....,....|,.'|..?P.-.'..-,....,'....?.1...,....,....,....,....,... m/z 56.05 77.66%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1802: Pentane, 3-methyl-
57
29 41
5000 UL I AL AL A
140 1.60 1.80 2.00
m/z 41.05 63.81%
s “‘ \“ J, 86
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
/?7?|”"|”"|”"|”
1.40 1.60 1.80 2.00
5000 m/z 43.10 24 _67%
41
29
71
50 78 85 93 113 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12333: Pentane, 3—ethy|—2,2—dimethy|— LA L L I L B LB B
57 140 1.60 1.80 2.00
m/z 39.10 14 .23%
5000 a1
29 71
15 | \w‘ s0l, | 8 99 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 160 180 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 Cyclopentane, methyl- Concentration Rank 2

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

2.12 112.73 ng 2213500 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclohexane 84 C6H12 000110-82-7 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 78
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 72
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 45

Abundance Scan 82 (2.124 min): BF079732.D (-77) (-) m/z 56.10 100.00%
96
5000 4l 6
R A m e
84 1.80 2.00 2.20 2.40
Ol el 20l 83 L 7T 91 Thzz 41.05  49.91%
m/z--> 0O 10 20 30 40 50 60 70
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69 R RARSEAASE LS AN
1.80 2.00 2.20 2.40
o8 o m/z 69.10 38.78%
UL '|'}§'| "‘MH" "|""ﬁq"|§?" |"??|" T
m/z--> 0 10 20 40 50 60 70
Abundance
56
84 ISR SR AR A
1.80 2.00 2.20 2.40
5000 41 m/z 55.10 25.27%
69
27
15 50 63 77
miz--> 0 10 20 30 40 5 60 70 8 90
Abundance #1448: Cyclobutane, ethyl— LI L L L L L LB
56 1.80 2.00 2.20 2.40
a1 m/z 42.05 21.21%
5000
27
69
1 n “\33 ||, 50, 63 | 75 84
miz--> 0 10 20 30 40 5 60 70 8 90 180 200 220 240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 unknown7.28 Concentration Rank 3

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

7.28 90.27 ng 1772480 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 533 (7.279 min): BF079732.D (-530) (-) m/z 132.10 100.00%
5000 68
40 | %6 700 7.20 7.40 7.60
54 : : . :
il gL deenr Y h/z 68.10  41.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L SR U I
7.00 7.20 7.40 7.60
m/z 134.00 32.86%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
700 7.20 7.40 7.60
5000 m/z 66.10 25.69%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 16.41%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. S | N | S —
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 Phenanthrene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.65 3.76 ng 356662 Phenanthrene-d10 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
Abundance Scan 1003 (12.651 min): BF079732.D (-1001) (-) m/z 192.10 100.00%
192
5000
4 1 12.40 12.60 12.80 13.00
o 110122 138150 206 224 241 m/z 191.10 58 570
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50627: Phenanthrene, 2-methyl-
T Wuw
5000 L B B
12.40 12.60 12.80 13.00
165 m/z 189.10 28.22%
27395063 8% 115171301527 | 177 |
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240
Abundance
192
12.40 12.60 12.80 13.00
5000 m/z 193.10 16.83%
82 94 165
27 39 51 63 115127139152 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50611: Anthracene, 2-methyl- T T
192 12.40 12.60 12.80 13.00
m/z 190.10 15.35%
5000
165 ‘
...,....,....?.3...,“...wl,..l.l.S...l.f*%l.le. |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.74 7.57 ng 717768 Phenanthrene-d10 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 92
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
3 H5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 35
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 25
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 25
Abundance Scan 1011 (12.742 min): BF079732.D (-1009) (-) m/z 190.10 100.00%
0

5000

12.40 12.60 12.80 13.00

111124 139 1521

204 222 243

(o} m/z 189.10 94 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000
94 12.40 12.60 12.80 13.00

m/z 192.10 60.75%

39 63 8l || 110122 137150163 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
190
12.40 12.60 12.80 13.00
5000 m/z 191.10 48.16%
63
133 172
29 99 146
12 49 |15 111 160
T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene
192 12.40 12.60 12.80 13.00
m/z 94.60 25.77%
5000
9 165
28 43 63 83 " 115 139152 | 178 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 Phenanthrene, 2,5-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.21 4_.58 ng 433882 Phenanthrene-d10 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 97
2 9,10-Dimethylanthracene 206 C16H14 000781-43-1 96
3 di-p-Tolylacetylene 206 C16H14 002789-88-0 92
4 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 91
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 89

Abundance Scan 1052 (13.211 min): BF079732.D (-1050) (-) m/z 206.10 100.00%

206

5000

43 12.80 13.00 13.20 13.40 13.60

m/z 191.10 45 _.56%

220 237

267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60352: Phenanthrene, 2,5-dimethyl-
206
5000 191 | LN LN L L LB L L L
12.80 13.00 13.20 13.40 13.60
101 m/z 189.10 24.10%
39 88 | 115108 151165178‘M h“
”.P.”,”.q.”......”.P.” I RERANNERESREEEEREE R s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
206
12.80 13.00 13.20 13.40 13.60
5000 161 m/z 205.10 23.59%

15 39 63 89103 127 151165178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60332: di-p-Tolylacetylene e R RS W
206 12.80 13.00 13.20 13.40 13.60
m/z 57.10 20.58%

5000

89 102 125139 165178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 80 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 Cyclopenta(def)phenanthrenone Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.31 4_.46 ng 422572 Phenanthrene-d10 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 95
2 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 95
3 [1,1"-Biphenyl]-4,4"-dicarbonitrile 204 C14H8N2 001591-30-6 52
4 [1,17-Biphenyl]-2,2"-dicarbonitrile 204 C14H8N2 004341-02-0 43
5 Tricyclo[5.1.0.0(2,4)]Joctane, 5-... 247 C17H29N 1000063-59-3 38

Abundance Scan 1061 (13.314 min): BF079732.D (-1059) (-) m/z 204.10 100.00%
204
5000 176
88 150 13.00 13.20 13.40 13.60
5 7" 102 1
35 51 122135 219234 252 275 m/z 176.10 38.07%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58950: Cyclopenta(def)phenanthrenone
204
5000
176 13.00 13.20 13.40 13.60
88 m/z 205.10 19.91%
62 7P | 102 1p 10
miz-> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260
Abundance
204
189 RN SRR SRR SUNRRE
g3 108 13.00 13.20 13.40 13.60
0
5000 a3 161 m/z 206.10 19.22%
55 4 147 | 175
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58612: [1,1'-Biphenyl]-4,4"-dicarbonitrile
204 13.00 13.20 13.40 13.60
m/z 88.05 11.83%
5000
27 50 7588102 127 15116411190 y
miz-> 20 40 60 8|0 1(')0 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.91 4.28 ng 834686 Chrysene-di12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76
Abundance Scan 1113 (13.908 min): BF079732.D (-1110) (-) m/z 216.10 100.00%
216
5000
39 63 0 11 135150165 199 240254269284 302 13.60 13.80 14.00 14:20
0 i a m/z 215.10 94_23%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67024: Pyrene, 1-methyl-
216
5000
13.60 13.80 14.00 14.20
94,08 189 m/z 213.10 23.61%
39 63 77 137 163
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
13.60 13.80 14.00 14.20
5000 m/z 217.10 17.40%
108
47 63 77 % | 123139 163 189
WWWWWWWTW”
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67030: 11H-Benzo[b]fluorene I RAaEe S
216 13.60 13.80 14.00 14.20
m/z 94.60 14.83%
5000

7

122139 163 189
[ I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

8270-BF060415.M Mon Jun 08 11:05:13 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 Fluoranthene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.03 4.59 ng 894952 Chrysene-di12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 95
2 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 94
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1124 (14.034 min): BF079732.D (-1120) (-) m/z 216.10 100.00%
216
5000
s0 57 87, 126 147163 189 244263280 321 13.80 14.00 14.20 14.40
0! m/z 215.10 84 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67036: Fluoranthene, 2-methyl-
216
5000
13.80 14.00 14.20 14.40
108 m/z 213.10 22.65%
47 63 81 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216
13.80 14.00 14.20 14.40
5000 m/z 217.10 16 .55%
95 189
14 39 63 111 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67030: 11H-Benzo[b]fluorene e e RS B
216 13.80 14.00 14.20 14.40
m/z 107.60 12 .05%
5000
39 63 81 107 139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40

8270-BF060415.M Mon Jun 08 11:05:14 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 Pyrene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.16 3.46 ng 673588 Chrysene-di12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
3 Pyrene, 4-methyl- 216 C17H12 003353-12-6 89
4 Pyrene, l-methyl- 216 C17H12 002381-21-7 78
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 60
Abundance Scan 1135 (14.160 min): BF079732.D (-1132) (-) m/z 216.10 100.00%
216
5000
94
189 13.80 14.00 14.20 14.40
15 : : : :
_3 63 | Mo1ss 163 |y LT 057 27 sss o ToTe 0 53.45%
m/z--> 50 100 150 200 250 300 350
Abundance #67022: Pyrene, 2-methyl-
216
5000
13.80 14.00 14.20 14.40
m/z 232.10 48_.28%
39 63 87, | 134 163 " |
m/z--> 50 100 150 200 250 300 350
Abundance
216
13.80 14.00 14.20 14.40
5000 m/z 231.10 25.69%
108
39 74 139 163 189
m/z--> 50 100 150 200 250 300 350
Abundance #67026: Pyrene, 4-methyl-
216 13.80 14.00 14.20 14.40
m/z 94.60 25_.51%
5000
108 189
39 63 87 | 134 163 |
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF060415.M Mon Jun 08 11:05:15 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 11H-Benzo[a]fluoren-11-one Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.65 3.16 ng 615509 Chrysene-d12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 93
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 76
3 1-Pyrene-carboxaldehyde 230 C17H100 003029-19-4 56
4 o-Terphenyl 230 C18H14 000084-15-1 50
5 Benzo(a)phenazine 230 C16H10N2 000225-61-6 47
Abundance Scan 1178 (14.651 min): BFO79;32.D(—1176) ) m/z 230.10 100.00%
230
5000
202
101 14.40 14.60 14.80 15.00
oL BL T2y 122 120 174 !l A 252272262 16 388 m/z 202.10 20.43%
m/z--> 50 100 150 200 250 300 350
Abundance #76451: 11H-Benzo[a]fluoren-11-one
230
5000 LR UL BN IR S

14.40 14.60 14,80 15.00
101 200 m/z 200.10 19.10%

s 75| |1 w0174 ||

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

Abundance
230
A EEae me
14.40 14.60 14.80 15.00
5000 202 m/z 231.10 18.86%

27 50 74 101,55 150 174

m/z--> 50 100 150 200 250 300 350
Abundance #76448: 1-Pyrene-carboxaldehyde L B
201 230 14.40 14.60 14.80 15.00
m/z 201.10 13.36%
5000 100
29 50 7 | 122 150 174
IIIIIIII‘I‘I IIIII LI B IIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 16 Benzo[b]naphtho[2,1-d]Jthiop... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.79 3.67 ng 715180 Chrysene-d12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 C16H10S 000239-35-0 93
2 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 62
3 Benzo[b]naphtho[1l,2-d]thiophene 234 C16H10S 000205-43-6 49
4 Indole-2-carboxylic acid, 7-nitr... 234 C11H10N204 006960-46-9 43
5 2-Amino-6-t-butyl-3-cyano-4,5,6,... 234 C13H18N2S 042159-76-2 43
Abundance Scan 1190 (14.788 min): BF079732.D (-1187) (-) m/z 234.10 100.00%
234
5000
1 202
94 163 14.40 14.60 14.80 15.00 15.20
o 3 189 "L 263 296316334 | /7 230.10 32.11%
m/z--> 50 100 150 200 250 300
Abundance #78650: Benzo[b]naphtho[2,1-d]thiophene
234
5000
14.40 14.60 14.80 15.00 15.20
m/z 202.10 24 _.98%
322 63 o1 117139163 905 |
m/z--> 50 100 150 200 250 300 '
Abundance
234
1440 14.60 14.80 15.00 15.20
5000 m/z 235.10 18.27%
117
63 95 139 163 189508
m/z--> 50 100 150 200 250 300 '
Abundance #78654: Benzo[b]naphtho[1,2-d]thiophene A e
234 14.40 14.60 14.80 15.00 15.20
m/z 189.10 18.12%
5000
28 117
C4563 94, 139163 18908 |
m/z--> 50 100 150 200 250 300 ' 14.40 14.60 14.80 15.00 15.20

8270-BF060415.M Mon Jun 08 11:05:16 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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 unknownl4.87 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.87 5.19 ng 1011020 Chrysene-di12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta[cd]pyrene 226 C18H10 027208-37-3 43
2 Benzene, [4-(3-ethynylphenyl)-1,... 226 C18H10 1000115-87-3 43
3 9H-Thioxanthen-9-one, 2-methyl- 226 C14H100S 015774-82-0 38
4 1,3-Diamino-5,6-dihydro-7-methyl... 226 C13H14N4 037436-37-6 35
5 _beta.-Carboline, 7-methoxy-1,2-... 226 C14H14N20 006519-18-2 32
Abundance Scan 1197 (14.868 min): BF079732.D (-1195) (-) m/z 226.10 100.00%
6
5000
200 14.60 14.80 15.00 15.20
ol 138 159176 261 286308 331351 | 757559 10  62.70%
m/z--> 50 100 150 200 250 300 350
Abundance #74008: Cyclopenta[cd]pyrene
226
5000
14.60 14.80 15.00 15.20
m/z 57.10 30.33%
113
87 | 174 198 |
m/z--> 50 100 150 200 250 300 350
Abundance
226
14,60 14.80 15.00 15.20
5000 m/z 55.10 26 .26%
27 50 74 98 122 150 174 200 ’_j\,_pﬁvvvwmAkUhmAdng\ﬁ\/
m/z--> " 50 100 150 200 250 300 350
Abundance #73687: 9H-Thioxanthen-9-one, 2-methy!l- R B LA M e e
226 14.60 14.80 15.00 15.20
m/z 43.10 25.89%
h T MM
165
5\0 16‘9“ 86 1713\ 139i {\ i ‘\
m/z--> 50 160 150 200 250 300 350 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079732.D

Acq On > 5 Jun 2015 7:37

Operator : TP/1Z

Sample - G2450-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415_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]
Pentane, 3-methyl- 1.59 28.1 ng 551738 1 7.51 392697 20.0
Cyclopentane, met... 2.12 112.7 ng 2213500 1 7.51 392697 20.0
unknown7 .28 7.28 90.3 ng 1772480 1 7.51 392697 20.0
Phenanthrene, 2-m... 12.65 3.8 ng 356662 4 12.09 1895430 20.0
4H-Cyclopenta[def... 12.74 7.6 ng 717768 4 12.09 1895430 20.0
Phenanthrene, 2,5... 13.21 4.6 ng 433882 4 12.09 1895430 20.0
Cyclopenta(def)ph... 13.31 4.5 ng 422572 4 12.09 1895430 20.0
Pyrene, 1l-methyl- 13.91 4.3 ng 834686 5 15.12 3898590 20.0
Fluoranthene, 2-m... 14.03 4.6 ng 894952 5 15.12 3898590 20.0
Pyrene, 2-methyl- 14.16 3.5 ng 673588 5 15.12 3898590 20.0
11H-Benzo[a]fluor... 14.65 3.2 ng 615509 5 15.12 3898590 20.0
Benzo[b]naphtho[2... 14.79 3.7 ng 715180 5 15.12 3898590 20.0
unknownl14 .87 14.87 5.2 ng 1011020 5 15.12 3898590 20.0
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