LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 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-BF040115.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 1.496 26 27 34 rvv 51328 87242 6.28% 0.840%
2 1.598 34 36 66 rvB 567073 1389212 100.00% 13.372%
3 4._456 283 286 293 rVB 27803 39404 2.84% 0.379%
4 5.050 336 338 350 rvB 238226 376557 27.11% 3.625%
5 6.410 455 457 464 rVB 362873 420409 30.26%  4.047%
6 6.525 464 467 469 rBVY 374865 436609 31.43% 4.203%
7 6.799 489 491 494 rVB 93473 113933 8.20% 1.097%
8 6.993 505 508 510 rBVY 261210 303632 21.86% 2.923%
9 7.508 550 553 555 rBVY 286477 255298 18.38% 2.457%
10 8.388 627 630 632 rBV 138914 173584 12.50% 1.671%
11 9.736 745 748 750 rBV 443072 510194 36.73% 4.911%
12 10.251 791 793 794 rBvV 18276 20233 1.46% 0.195%
13 10.365 801 803 806 rBv 21937 20721 1.49% 0.199%
14 10.536 816 818 821 rBvV 175857 208020 14.97% 2.002%
15 11.439 894 897 900 rBvV 21704 33745 2.43% 0.325%

16 11.519 901 904 906 rBV 319239 350527 25.23% 3.374%
17 12.365 976 978 979 rBV 242966 228520 16.45% 2.200%
18 12.388 979 980 983 rVB 106244 127535 9.18% 1.228%

19 12.457 983 986 988 rBV 50156 49518 3.56% 0.477%
20 12.994 1030 1033 1034 rBV 20958 22310 1.61% 0.215%
21 13.028 1034 1036 1038 rVB 27477 31044 2.23% 0.299%
22 13.085 1038 1041 1042 rBV 12271 14041 1.01% 0.135%
23 13.120 1042 1044 1046 rVvVv 51571 60539 4._36% 0.583%
24 13.371 1064 1066 1070 rVv2 16726 30808 2.22% 0.297%
25 13.668 1090 1092 1094 rBV 12997 21672 1.56% 0.209%
26 13.760 1099 1100 1104 rVv2 8534 15218 1.10% 0.146%
27 13.862 1106 1109 1111 rBV 277992 392431 28.25% 3.777%
28 14.034 1122 1124 1126 rBV2 16277 20889 1.50% 0.201%
29 14.125 1130 1132 1135 rBV 309173 398963 28.72% 3.840%
30 14.240 1140 1142 1144 rVB 57029 58674 4.22% 0.565%
31 14.297 1144 1147 1148 rBV 20357 26021 1.87% 0.250%
32 14.354 1149 1152 1154 rVB 612424 648816 46.70% 6.245%
33 14.422 1154 1158 1160 rBV3 17884 31826 2.29% 0.306%
34 14.525 1164 1167 1168 rBV 19127 34726 2.50% 0.334%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 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:\HPCHEM1I\BNA_F\METHODS\8270-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.548 1168 1169 1171 rVB 42457 43380 3.12% 0.418%
36 14.628 1174 1176 1178 rVB 21822 28644 2.06% 0.276%
37 14.674 1178 1180 1182 rBV2 34733 50213 3.61% 0.483%
38 14.788 1185 1190 1191 rBV2 13553 23240 1.67% 0.224%
39 15.085 1210 1216 1218 rBV3 10980 32466 2.34% 0.312%
40 15.177 1220 1224 1228 rBVY 37946 70335 5.06% 0.677%
41 15.280 1231 1233 1234 rVV 33262 38270 2.75% 0.368%
42 15.314 1234 1236 1237 rVV 38083 51683 3.72% 0.497%
43 15.348 1237 1239 1242 rVB2 32857 54103 3.89% 0.521%
44 15.394 1242 1243 1245 rBV2 17038 24199 1.74% 0.233%
45 15.440 1245 1247 1250 rVB 36818 44704 3.22% 0.430%

46 15.543 1251 1256 1259 rBV4 71748 130653 9.40% 1.258%
47 15.623 1259 1263 1264 rVV2 336293 583387 41.99% 5.615%
48 15.657 1264 1266 1268 rVV 160471 211659 15.24% 2.037%

49 15.748 1271 1274 1275 rBV 37514 45509 3.28% 0.438%
50 15.794 1276 1278 1280 rBV3 25698 33845 2.44% 0.326%
51 15.874 1283 1285 1287 rVB2 23376 32643 2.35% 0.314%
52 15.920 1287 1289 1291 rBV 20911 36669 2.64% 0.353%
53 16.114 1303 1306 1308 rBV 39565 51344 3.70% 0.494%
54 16.160 1308 1310 1312 rVB 14985 22936 1.65% 0.221%
55 16.228 1313 1316 1317 rBV2 19042 32626 2.35% 0.314%
56 16.503 1337 1340 1343 rBV3 19571 37404 2.69% 0.360%
57 16.880 1371 1373 1378 rBV 228967 489795 35.26% 4.714%
58 16.994 1381 1383 1385 rVB 48424 62407 4._.49% 0.601%

59 17.188 1398 1400 1403 rBV 138518 175532 12.64% 1.690%
60 17.257 1403 1406 1408 rBV 166366 239712 17.26% 2.307%

61 17.314 1408 1411 1413 rBV 261945 345724 24 _.89%% 3.328%

62 17.486 1424 1426 1428 rBV3 23715 40749 2.93% 0.392%
63 18.537 1515 1518 1522 rVB2 114230 201302 14.49%% 1.938%
64 18.686 1529 1531 1533 rBV 27285 41398 2.98% 0.398%

65 18.880 1545 1548 1552 rBV 90466 159738 11.50% 1.538%

Sum of corrected areas: 10389140
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF041415\

BF078517.D

14 Apr 2015 23:49

TP/1Z

G1828-14

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._.46 6.92 ng 39404 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 5

Abundance Scan 286 (4.456 min): BF078517.D (-283) (-) m/z 43.10 100.00%
43
59
5000
101 B e I B
83 420 4.40 4.60 4.80
S i PESSSSSVES | N O E— m/z 59.10 56.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L S UL UL
59 420 440 460 4.80
m/z 101.10 19.62%
25 3 37 | 83 g3 M1
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
43
420 440 4.60 480
5000 m/z 58.10 16.60%
55
21 37 a9 65 71 77 83 98
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #3602: 1-Propen-2-ol, acetate L e
43 420 4.40 4.60 4.80
m/z 41.10 10.60%
5000
58
L 27 37 72 100
mz-> 10 20 30 40 50 60 70 80 90 100 420 440 4.60 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 4 unknown6.52 Concentration Rank 2

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

6.52 76.64 ng 436609 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 467 (6.525 min): BF078517.D (-464) (-) m/z 132.00 100.00%
32
5000
68
0 || 6% | T ok ko ok
ety ol 85 e Mt m/z 68.10 33.50%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IS SREURRRSEAREE SRR
6.20 6.40 6.60 6.80
m/z 134.00 33.11%
31 51
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 21.69%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil A Bmaanmms e
132 6.20 6.40 6.60 6.80
m/z 69.10 13.11%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.44 3.24 ng 33745 Acenaphthene-d10 10.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 87
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 59
3 Phenylglyoxal 134 C8H602 001074-12-0 50
4 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 50
5 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 50
Abundance Scan 897 (11.439 min): BF078517.D (-894) (-) m/z 105.00 100.00%
105
77
5000 182
51 B | U
165 11.20 11.40 11.60 11.80
B B L e Tt o m/z 77.10 70.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44105: Benzophenone
105
77
5000 T
182 11.20 1140 1160 11.80
51 m/z 182.10 38.03%
17 27 39 | 63 | 87 | 115 126 152 165
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77 105
R R B R R
11.20 11.40 11.60 11.80
5000 182 m/z 51.10 29.22%
51
32 150
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14723: Phenylglyoxal LI B B L L B B
77 105 11.20 11.40 11.60 11.80
m/z 165.00 9.45%
5000
51
18 2939 | 62 | 89
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 7 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.03 2.72 ng 31044 Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87

Abundance Scan 1036 (13.028 min): BF078517.D (-1034) (-) m/z 192.10 100.00%

2

5000

N
TT T T T T T T [TT LI S

12.80 13.00 13.20 13.40
40 55 69

m/z 191.05 55.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50627: Phenanthrene, 2-methyl- /\JL\

NV

12.80 13.00 13.20 13.40
m/z 189.10 31.63%

5000

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

Abundance
192 M
I REBEEmEE e
12.80 13.00 13.20 13.40
5000 m/z 193.10 18.84Y%

96 165

63 82 115 139
mwmwwmmwwmﬁ

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #50630: Phenanthrene, 1-methyl-
192 12.80 13.00 13.20 13.40

m/z 165.00 16.60%

5000

165
39 63 8296 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.12 5.30 ng 60539 Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
2 Methyl diselenide 190 C2H6Se2 007101-31-7 41
3 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 40
4 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
Abundance Scan 1044 (13.120 min): BF078517.D (-1042) (-) m/z 190.10 100.00%

5000

12.80 13.00 13.20 13.40
m/z 189.10  90.44%

165

115 129 150
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000
94 12.80 13.00 13.20 13.40
m/z 192 .05 52_.79%
27 39 50 63 8 | 110122 137 150 163 178 ||
I e B L B s e L B o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
93 190
e EEEEsmmaas
175 12.80 13.00 13.20 13.40
5000 m/z 191.10 43.52%
80 109 160

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189 12.80 13.00 13.20 13.40
m/z 94_.50 20.94%
5000
94
8| 163 |
R o o e o LA e i e o o o e S B
m/z--> 20 40 60 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\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.37 2.70 ng 30808 Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
15,16[1",27]:8,13[1"",2""]-Dibenz... 408 C32H24 005672-97-9 78
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl6H12 006572-60-7 58
3 Naphthalene, 2-phenyl- 204 Cl6H12 000612-94-2 53
4 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 53
5 2-Phenylnaphthalene 204 Cl6H12 035465-71-5 50
Abundance Scan 1066 (13.371 min): BF078517.D (-1064) (-) m/z 204.10 100.00%
204
5000
40 77101 165 13.00 13.20 13.40 13.60
e o .ﬂ....,....,....,...., — m/z 202.10 40.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204
5000 NN BSUREN SUULRE
13.00 13.20 13.40 13.60
m/z 203.10 32.94%
39 63 101 156 152176 313 408
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
USRS RS o
13.00 13.20 13.40 13.60
5000 m/z 205.10 17.12%
101

27 51 76 126 152 176

I
m/z--> 50 100 150

I T
200 250

T T
300 350 400

Abundance #58961: Naphthalene, 2-phenyl-
204 13.00 13.20 13.40 13.60
m/z 201.10 9.31%
5000
28 51 76 192 128152176
T e T T R e S R
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.24 2.01 ng 58674 Chrysene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 95
2 2,4(1H,3H)-Pyrimidinedione, 1,3-... 228 C9H16N203Si 089447-84-7 53
3 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 52
4 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 50
5 2-Trifluoromethyl-5-hydroxyquino... 213 C10OH6F3NO 041958-06-9 50
Abundance Scan 1142 (14.240 min): BF078517.D (-1140) (-) m/z 213.10 100.00%
213
5000
119
91 228
39 51 65 77 | 107 135 152 165 181 197 l | 14.00 14.20 14.40 14.60
Y e VS M P T SR VS sl R m/z 119.10 22.07%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000

14.00 14.20 14.40 14.60
119 228 m/z 214.10 15.28%

27 39 51 65 77 o1 ‘107 135 152 165 181 197 ‘
I e e o e L LR e e o e o S

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
213
14.00 14.20 14.40 14.60
5000 m/z 228.10 14 .57%
42 73
29 59 84 100111 127 143 156 170 133 198 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64967: Carbanilic acid, p-phenyl- R b RRmarmma
213 14.00 14.20 14.40 14.60
m/z 91.05 11.45%
5000
167 196
5L 6577 98 115128139 | .
L o B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 11H-Benzo[a]fluoren-11-one Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.41 ng 70335 Chrysene-di2 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 97
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 83
3 1-Pyrene-carboxaldehyde 230 C17H100 003029-19-4 83
4 (BE)-.alpha.,.alpha."-Dicyanostil... 230 C16H10N2 002450-55-7 62
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 59
Abundance Scan 1224 (15.177 min): BF078517.D (-1220) (-) m/z 230.10 100.00%
5000
202 EVNEAVACIVAV R NVA-
101
39 75 133150 175 334 14.80 15.00 15.20 15.40
S A LA/ ,,-,,\,, e | Tm/z 202.10  24.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76451: 11H-Benzo[a]fluoren-11-one
230
5000
14.80 15.00 15.20 15.40
101 200 m/z 200.10 19.67%
o 75 | gz 1801 |
m/z--> 20 4'0 6|0 8|0 100 120 140 1('30 180 200 220 240 260 280 300 320
Abundance
230
14.80 15.00 15.20 15.40
5000 202 m/z 231.10 17.83%

27 50 74 101 ;55 150 174

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76448: 1-Pyrene-carboxaldehyde

14.80 15.00 15.20 15.40

m/z 201.10 15.17%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15.00 15.20 15.40

8270-BF040115.M Wed Apr 15 12:26:02 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 1-Pentadecanethiol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.54 4.48 ng 130653 Chrysene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 96
2 1-Nonadecanol 284 C19H400 001454-84-8 95
3 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 1256 (15.543 min): BF078517.D (-1251) (-) m/z 57.10 100.00%

5000

5

177 205 229244260 316 15.20 15.40 15.60 15.80
m/z 83.10 96.26%

139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84854: 1-Pentadecanethiol
55 , 83

-

5000

15.20 15.40 15.60 15.80
m/z 43.10 96.24%

210

139 146182

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 83
e e R
15.20 15.40 15.60 15.80
5000 m/z 55.05 95.49%
111
o 67
139 168 196 222238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester R R Bmman
43 15.20 15.40 15.60 15.80

m/z 97.10 86.01%

5000

I d 125 157 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15. 40 15 60 15.80

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 Benz(A)anthracene-7,12-dione Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.16 ng 37404 Perylene-d12 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz(A)anthracene-7,12-dione 258 C18H1002 002498-66-0 60
2 5,12-Naphthacenedione 258 C18H1002 001090-13-7 38
3 1,4-Chrysenequinone 258 C18H1002 100900-16-1 30
4 1,8-Anthracenedinitrile, 9,10-di... 258 C16H6N202 090866-50-5 27
5 4,8,9-Trihydroxy-6-methyl-3,4-di... 258 C15H1404 1000210-20-3 25
Abundance Scan 1340 (16.503 min): BF078517.D (-1337) (-) m/z 258.10 100.00%
248
202
5000
101
75 126 174
158 g Y 50 16.20 16.40 16.60 16.80
o m/z 202.10 74.87%
m/z--> 50 100 150 200 250 300 350
Abundance #93437: Benz(A)anthracene-7,12-dione
258
101
202 SN SN S S—
5000 230 16.20 16,40 16.60 16.80
0 75 129 ‘ m/z 241.10 51.26%
|l“|‘|‘”|“| \\II\I\‘I |1?0|1|74|||||| ‘:::: ———
m/z--> 50 100 150 200 250 300 350
Abundance
258
202 16.20 16.40 16.60 16.80
5000 m/z 200.00 47 .35%
101 230
28 50 1° 126 162
m/z--> "~ 's0 100 150 200 250 300 350
Abundance #93433: 1,4-Chrysenequinone
258 16.20 16.40 16.60 16.80
m/z 230.10 45_97%
176
5000 202
88
230
m/z--> 50 100 150 200 250 300 350 16.20 16,40 16.60 16.80
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Data Path
Data File

Acq On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

= Z:\HPCHEMI\BNA_F\DATA\BF041415\
- BFO78517.D

: 14 Apr 2015 23:49

> TP/1Z

: G1828-14

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115
ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

-M
10N

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

ntration Rank 15

D R.T.

037944-54-0 53

Peak Number 16 (1H)Phenanthro[9,10-d]pyraz... Conce
R.T. EstConc Area Relative to IST
17.49 236 ng 40749  Perylene-d12  17.31
Hit# of 5 Tentative 1D MW  MolForm
"1 (1H)Phenanthro[9,10-dJpyrazole, ... 294 C21H14N2  037944-54-0
2 8H-Indeno[2,1-b]phenanthrene 266 C21H14

3 4,6-Dimethyl-4"-hydroxy-2-benzyl... 266 C17H1403
4 5-Hydroxy-4-methoxy-6H-indolo[3,... 266 C15H10N203
5 4H-1-Benzopyran-4-one, 3-hydroxy... 266 C17H1403

000241-28-1 50
002567-73-9 50
018110-86-6 49
078396-37-9 49

Abundance Scan 1426 (17.486 min): BFO78517.D (-1424) (-) m/z 266.10 100.00%
266
5000
3 186 211233 285 314 341 17.20 17.40 17.60 17.80
m/z 265.10 68.21%
m/z--> 50 100 150 200 250 300 350
Abundance #114442: (1H)Phenanthro[9,10-d]pyrazole, 3-phenyl-
266
5000 294 LI L L L L L L LB
17.20 17.40 17.60 17.80
- 133 m/z 57.10 52.90%
A Teens TR Pan Bl
m/z--> 50 100 150 200 250 300 350
Abundance
266
B e L R
17.20 17.40 17.60 17.80
5000 m/z 71.10 41.64%
133
27 63 87 111 163 187 213 237
I o e o e e e e L B e e e LA e e
m/z--> 50 100 150 200 250 300 350
Abundance #97999: 4,6-Dimethyl-4'-hydroxy-2-benzylidene-coumaran-3-one LB O o B
266 17.20 17.40 17.60 17.80
m/z 153.10 30.68%
5000
7
\ 237
I e e o e e e N BN et e R A N R e
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80

8270-BF040115.M Wed Apr 15 12:26:05 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 Benzo[b]triphenylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.69 2.39 ng 41398 Perylene-d12 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 92
2 1,2:7,8-Dibenzophenanthrene 278 C22H14 000213-46-7 86
3 1,4-Bis(phenylethynyl)-2,5-cyclo... 312 C22H1602 055006-58-1 72
4 Benzo[b]chrysene 278 C22H14 000214-17-5 70
5 Pentaphene 278 C22H14 000222-93-5 70
Abundance Scan 1531 (18.686 min): BF078517.D (-1529) (-) m/z 278.10 100.00%
218
5000
2 18.40 18.60 18.80 19.00
69 168 190 211 55,250 315 339 : : : :
422 3 o L 816 Tn/z 279.15  25.33%
m/z--> 50 100 150 200 250 300 350
Abundance #105329: Benzo[b]triphenylene
2718
5000 "'I""I""I""IM"
18.40 18.60 18.80 19.00
139 m/z 276.10 24 _89%
39 63 92112 | 174 200 224 250 |
m/z--> 50 100 150 200 250 300 350
Abundance
278
18.40 18.60 18.80 19.00
5000 m/z 139.00 18.38%

39 63 87 113 139 163 187 224 250

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

Abundance #124177: 1,4-Bis(phenylethynyl)-2,5-cyclohexadiene-1,4-diol R Al EmmaE R

278 18.40 18.60 18.80 19.00

m/z 267.10 18.09%
102
5000
6 139 194
51 165

EL o 10 s T2 B Nttt

m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078517.D

Acq On : 14 Apr 2015 23:49

Operator : TP/1Z

Sample : G1828-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._46 6.9 ng 39404 1 6.80 113933 20.0
unknown6 .52 6.52 76.6 ng 436609 1 6.80 113933 20.0
Benzophenone 11.44 3.2 ng 33745 3 10.54 208020 20.0
Phenanthrene, 2-m... 13.03 2.7 ng 31044 4 12.37 228520 20.0
4H-Cyclopenta[def... 13.12 5.3 ng 60539 4 12.37 228520 20.0
5,16[1",2"]:8,13[-.. 13.37 2.7 ng 30808 4 12.37 228520 20.0
Phenol, 4,4"-(1-m... 14.24 2.0 ng 58674 5 15.62 583387 20.0
11H-Benzo[a]fluor... 15.18 2.4 ng 70335 5 15.62 583387 20.0
1-Pentadecanethiol 15.54 4.5 ng 130653 5 15.62 583387 20.0
Benz(A)anthracene... 16.50 2.2 ng 37404 6 17.31 345724 20.0
(1H)Phenanthro[9, ... 17.49 2.4 ng 40749 6 17.31 345724 20.0
Benzo[b]triphenylene 18.69 2.4 ng 41398 6 17.31 345724 20.0
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