LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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 5.189 481 485 496 rBvV 144764 166454 11.23% 1.037%
2 5.595 551 554 567 rBV 1141183 1185043 79.96% 7.380%
3 6.601 721 725 741 rBV 1240510 1224142 82.60% 7.624%
4 6.731 743 747 751 rBV 1283876 1252167 84.49% 7.798%
5 6.954 782 785 789 rBV 464414 361692 24.40% 2.253%
6 7.113 808 812 815 rBV 1168904 1024600 69.13% 6.381%
7 7.519 877 881 892 rBVY 814392 794185 53.59%  4.946%
8 8.236 1000 1003 1022 rVB 473112 457251 30.85% 2.848%
9 9.313 1181 1186 1189 rBV 1655273 1482049 100.00% 9.230%
10 9.701 1249 1252 1262 rVB 103714 100590 6.79% 0.626%
11 9.995 1299 1302 1306 rBV 486151 474419 32.01% 2.955%
12 10.030 1306 1308 1314 rVB 46951 36904 2.49% 0.230%
13 10.401 1369 1371 1375 rVB 22861 16894 1.14% 0.105%
14 10.613 1400 1407 1413 rBV3 26779 42897 2.89% 0.267%

15 10.795 1434 1438 1449 rBvV 949320 881299 59.46% 5.489%

16 10.877 1449 1452 1456 rVB2 24453 29765 2.01% 0.185%
17 11.495 1553 1557 1559 rBV 516424 482066 32.53% 3.002%
18 11.513 1559 1560 1564 rVvVv 124780 107667 7.26% 0.671%

19 11.571 1567 1570 1573 rVB 30566 26930 1.82% 0.168%
20 11.695 1585 1591 1596 rBvV4 24995 37178 2.51% 0.232%
21 11.995 1639 1642 1644 rBV 33015 27582 1.86% 0.172%
22 12.024 1644 1647 1650 rVB2 37986 29432 1.99% 0.183%
23 12.071 1653 1655 1658 rVB 26260 20147 1.36% 0.125%
24 12.107 1658 1661 1664 rBV2 41626 52161 3.52% 0.325%
25 12.242 1679 1684 1686 rBV2 26196 21078 1.42% 0.131%
26 12.436 1712 1717 1721 rBV3 22339 24622 1.66% 0.153%
27 12.542 1732 1735 1738 rBV2 30834 32891 2.22% 0.205%
28 12.642 1747 1752 1756 rBV3 11358 19369 1.31% 0.121%
29 12.713 1760 1764 1768 rBV 172549 144841 9.77% 0.902%
30 12.924 1796 1800 1801 rBV2 119611 99076 6.69% 0.617%
31 12.942 1801 1803 1809 rVvVv 222631 263617 17.79% 1.642%
32 12.989 1809 1811 1815 rVB3 18070 17561 1.18% 0.109%
33 13.077 1821 1826 1829 rBV 1600575 1437606 97.00% 8.953%
34 13.165 1837 1841 1844 rBV2 25233 35030 2.36% 0.218%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.271 1852 1859 1862 rBV 52499 82233 5.55% 0.512%
36 13.336 1864 1870 1873 rBV 62159 66654 4_50% 0.415%
37 13.377 1873 1877 1879 rBV2 49251 58932 3.98% 0.367%
38 13.401 1879 1881 1884 rVB 32778 32696 2.21% 0.204%
39 13.471 1890 1893 1895 rBV2 30086 24142 1.63% 0.150%
40 13.501 1895 1898 1901 rVB 37326 32049 2.16% 0.200%
41 13.624 1915 1919 1921 rBV2 32329 32388 2.19% 0.202%
42 13.759 1939 1942 1944 rBV3 16465 20171 1.36% 0.126%
43 13.783 1944 1946 1950 rVB 20642 18661 1.26% 0.116%
44 13.895 1960 1965 1968 rBV4 38379 58236 3.93% 0.363%
45 13.924 1968 1970 1972 rVB 37461 30088 2.03% 0.187%

46 13.954 1972 1975 1981 rBV3 114321 136810 9.23% 0.852%
47 14.154 2002 2009 2011 rBV2 568237 705009 47.57% 4_.391%
48 14.177 2011 2013 2020 rVB 190235 170183 11.48% 1.060%
49 14.259 2024 2027 2033 rVV 156495 172148 11.62% 1.072%

50 14.307 2033 2035 2041 rVB3 41678 49824 3.36% 0.310%
51 14.477 2061 2064 2067 rBV3 16931 19114 1.29% 0.119%
52 14.512 2067 2070 2072 rBV 44636 44290 2.99% 0.276%
53 14.548 2072 2076 2080 rVvVv 80725 115451 7.79% 0.719%
54 14.583 2080 2082 2087 rVVv2 40578 65918 4._.45% 0.411%
55 14.654 2091 2094 2096 rVvVv 52605 61946 4.18% 0.386%
56 14.683 2096 2099 2100 rVv2 53091 50726 3.42% 0.316%
57 14.707 2100 2103 2106 rVvVv 71214 82456 5.56% 0.514%
58 14.742 2106 2109 2117 rVB3 55516 101326 6.84% 0.631%
59 14.995 2149 2152 2159 rVB 57862 70484 4.76% 0.439%
60 15.071 2163 2165 2169 rVvv4 21084 21497 1.45% 0.134%

61 15.248 2191 2195 2198 rBV 121776 197397 13.32% 1.229%
62 15.359 2211 2214 2218 rVB 49179 57816 3.90% 0.360%
63 15.571 2246 2250 2255 rVB 116931 141181 9.53% 0.879%
64 15.636 2257 2261 2266 rBV 190623 248519 16.77% 1.548%
65 15.706 2268 2273 2277 rBV 259075 340786 22.99% 2.122%

66 17.289 2537 2542 2550 rVB2 65855 136014 9.18% 0.847%
67 17.471 2570 2573 2577 rBV2 22422 41966 2.83% 0.261%
68 17.777 2619 2625 2635 rVB2 63304 160319 10.82% 0.998%

Sum of corrected areas: 16056635
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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:\svoasrv\HPCHEM1I\BNA_F\Data\BF070218\

BF107042.D
2 Jul 2018 14:13
JussJ
J3774-06
12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 9.20 ng 166454 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 485 (5.189 min): BF107042.D (-481) (-) m/z 43.00 100.00%
a3
59
5000
101
| | 83 | 480 5.00 5.20 5.40 5.60
AR RN R SRR KRN RRARS NSRS RARLA RARSS SRS LA RALAS RARAIARRE m/z 59.00 59.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 rrrrrTyrTrTTt T T T T T
480 5.00 520 5.40 5.60
m/z 101.10 20.79%
15 31 101
‘ 11 ‘ Il 51 Il ‘ 83 ‘
mz-> 10 % 3 40 50 60 70 80 90 100 110 130 130 140
Abundance
43
- 480 500 520 540 560
5000 m/z 58.00 15.48%
29 101
15 73 83
wﬁmﬁwﬁmﬁmﬁwﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e
59 480 5.00 520 5.40 5.60
m/z 41.00 9.78%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I AR R LN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.73 Concentration Rank 1

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

6.73 69.24 ng 1252170 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.731 min): BF107042.D (-743) (-) m/z 132.00 100.00%
132
5000 68
96 PUASRSENARNERARAA AR
40 54 -8 06 6.40 6.60 6.80 7.00
I B e B B m/z 68.10 39.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 S AARSE SRS RARARSARAS
6.40 6.60 6.80 7.00
104 m/z 134.00 32.12%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 24.81%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R B R e
132 6.40 6.60 6.80 7.00
m/z 69.10 16.12%
97
5000
70
31
%0 e | e |
m/z--> 20 4 60 8 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.11 2.16 ng 52161 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 58
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 52
3 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 49
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 41
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38
Abundance Scan 1662 (12.113 min): BF107042.D (-1658) (-) m/z 189.05 100.00%
189
5000
94
a 63 8 | 111 1&5 204 11.80 12.00 12.20 12.40
L B o L T B SR W ol m/z 190.10 92.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000
11.80 12.00 12.20 12.40
N 63 e 133144 i m/z 192.10 63.36%
..%z. P.%?.%gh N:.mhpgg.wmy}??}?QM.M.,M.. ﬁﬂ .M.,..jt,..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190
11.80 12.00 12.20 12.40
5000 m/z 191.05 49.92%
94
27 39 50 63 81 110122 137 150 163 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.80 12.00 12.20 12.40
m/z 187.10 22 _.35%
5000
94
IIII"''I''"I""8I‘1""I"''I""I""]I-(‘::3"'I"l"IIII rTryrTTrTp T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Fluoranthene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.27 2.33 ng 82233 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 94
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
4 Pyrene, l-methyl- 216 C17H12 002381-21-7 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 1859 (13.271 min): BF107042.D (-1852) (-) m/z 216.05 100.00%
216
5000
41 57 71 gp 94 108 189 13.00 13.20 13.40 13.60
123135 151163175 234 > 215 10 81 . 10%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74425: Fluoranthene, 2-methyl-
216
5000 "'I'A"I""I""I""

13.00 13.20 13.40 13.60
m/z 213.10 24.29%

27 3950 6374 95 " ° 12 139150 163174 189290 Il

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

Abundance
216
13.00 13.20 13.40 13.60
5000 m/z 217.10 17.56%
108
51 6374 95 163 189
T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216 13.00 13.20 13.40 13.60
m/z 107.70 11.24%
5000
94 107
28 39 50 63 81 24 7' 122 139150 163 176 189200 |
T e e e T e e T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.88 ng 136810 Chrysene-d12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76
2 1-Heptacosanol 396 C27H560 002004-39-9 76
3 1-Docosene 308 C22H44 001599-67-3 60
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 60
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 58
Abundance Scan 1974 (13.948 min): BF107042.D (-1972) (-) m/z 226.10 100.00%
226
43
5000 69 7 ﬂ y ?
265 13.60 13.80 14.00 14.20
el S m/z 43.00 55.09%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 RN AU BRI UGS
13.60 13.80 14.00 14.20
29 125 m/z 57.00 50.67%
1 \‘ l “ \H\ L \‘\ il 154 196 224 269 320
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
1360 13.80 14.00 14.20
5000 m/z 55.00 48.59%
125
29 77 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene L B o
55 13.60 13.80 14.00 14.20
o m/z 97.10 46 .50%
5000
29
‘ 125
L | L1538 181 308
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Cyclopenta(cd)pyrene, 3,4-d... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.26 4.88 ng 172148 Chrysene-d12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 87
2 Benzo[c]phenanthrene 228 C18H12 000195-19-7 53
3 Pyrazole-4-carboxaldehyde-, 3,5-... 228 C14H16N20 1000272-54-8 50
4 Isothiazol-5-amine, 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 49
5 Diphenylvinylphosphine oxide 228 C14H130P 002096-78-8 47
Abundance Scan 2027 (14.259 min): BF107042.D (-2024) (-) m/z 228.05 100.00%
218

5000

14.00 14.20 14.40 14.60
m/z 227.10  85.20%

4155 75 99 129 150 175 200 242 260 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84665: Cyclopenta(cd)pyrene, 3,4-dihydro-

5000
14.00 14.20 14.40 14.60

m/z 226.05 61.13%

114

150 174 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance

14.00 14.20 14.40 14.60

5000 m/z 113.05 26.90%
113
18 44 63 87 150 174 200
memw”mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84436: Pyrazole-4-carboxaldehyde-, 3,5-dimethyl-1-(3,4-di... PR T T T T
228 14.00 14.20 14.40 14.60

m/z 224.10 17.75%

5000
77
213

185199
143158

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Chrysene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.55 3.28 ng 115451 Chrysene-d12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrysene, 1-methyl- 242 C19H14 003351-28-8 91
2 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 90
3 Chrysene, 5-methyl- 242 C19H14 003697-24-3 90
4 Benz[a]anthracene, l-methyl- 242 C19H14 002498-77-3 86
5 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 76
Abundance Scan 2076 (14.548 min): BF107042.D (-2072) (-) m/z 242.10 100.00%
242
5000
119 226 14.20 14.40 14.60 14.80
o 137 159176190 211 269283 /7 54110 58 810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96037: Chrysene, 1-methyl-
242
5000

14.20 14.40 14.60 14.80
m/z 239.10  27.56%

120
139 163 187202 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
242
14.20 14.40 14.60 14.80
5000 m/z 243.10 20.49%
121

39 63 87 106 | 139 163 186200215

Wmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96035: Chrysene, 5-methyl- A B S e
2 14.20 14.40 14.60 14.80
m/z 240.10 12.26%

5000

135150165 189
L e e e  EEmma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknownl4.71 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.34 ng 82456 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methyl-4-(1-naphthyl)-2-thiazo... 240 C14H12N2S 107411-05-2 43
2 5,6-Dimethyl-4-phenyl-3-cyanopyr... 240 C14H12N2S 094639-18-6 43
3 4-Hydroxy-5-methoxy-2-methyl-1,1... 240 C14H12N202 093533-14-3 38
4 9H-Cyclopenta[a]pyrene 240 C19H12 050861-05-7 38
5 2-Propen-1-one, 1-(2-hydroxyphen... 240 C15H1203 013323-66-5 37
Abundance Scan 2104 (14.712 min): BF107042.D (-2100) (-) m/z 240.10 100.00%
240
5000
55 106124 150 178 205 284 355 LA N SUNRE SRR
3 I‘ l267 | 14.40 14.60 14.80 15.00
e m/z 239.10 67 .43%
m/z--> 50 100 150 200 250 300 350
Abundance #93896: 5-Methyl-4-(1-naphthyl)-2-thiazolamine
240
5000 LU PN SUNR SRR
165 14.40 14.60 14.80 15.00
m/z 247.10 28.61%
27 5976 o8 1 1?9 ‘\L “\ J h 222 |
m/z--> 50 100 200 250 300 350
Abundance
240
14.40 14.60 14.80 15.00
5000 m/z 178.00 26.61%

39 77 112 140 q79 212

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

Abundance #93879: 4-Hydroxy-5-methoxy-2-methyl-1,10-phenanthroline
181 240 14.40 14.60 14.80 15.00
m/z 183.10 25.11%
211
5000 51 77
101 129 154 \ \
. ILMIHHIJ\‘l\‘ IU“ JH t\ H ‘ ‘ I\ T ——T .
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:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Benz[a]anthracene, 7-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.87 ng 101326 Chrysene-di2 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 81
2 9H-Fluorene, 9-phenyl- 242 C19H14 000789-24-2 64
3 8,9-Dihydro-7H-cyclopenta[a]pyrene 242 C19H14 082979-72-4 53
4 Chrysene, 4-methyl- 242 C19H14 003351-30-2 49
5 Triphenylene, 1-methyl- 242 C19H14 002871-91-2 49

Abundance Scan 2109 (14.742 min): BF107042.D (-2106) (-) m/z 242.10 100.00%

2

5000

119

14.40 14.60 14.80 15.00
m/z 241.10 59.32%

136153 176194 213

53 75 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #96048: Benz[a]anthracene, 7-methyl-
2

5000

14.40 14.60 14.80 15.00
m/z 239.10 32.17%

119

39 63 94 139 163 187 215

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

242

14.40 14.60 14.80 15.00
5000 m/z 226.10 30.39%

165
51 77 101129139 187 215

Tmmvwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #96069: 8,9-Dihydro-7H-cyclopenta[a]pyrene
242

14.40 14.60 14.80 15.00
m/z 119.30 19.68%

5000

120

31 59 g0 101 | 137 163 189 213
e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.99 4.14 ng 70484 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 74
2 Squalene 410 C30H50 000111-02-4 72
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 64
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 000762-29-8 59
Abundance Scan 2151 (14.989 min): BF107042.D (-2149) (-) 69.05 100.00%
69
41 S
| 9[‘3 12|Il 149 175 204 236 271 311 1460 14.80 15.00 15.20 15.40
A et L L O L S o o m/z 81.00 51.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 AR PN SURAM B
14,60 14.80 15.00 15.20 15.40
41 o 137 m/z 41.00 22 _.97%
oyl 37 163 101 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1460 14.80 15.00 15.20 15.40
5000 m/z 95.10 13.63%
41
95 137
117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal A B
69 14.60 14.80 15.00 15.20 15.40
m/z 121.05 11.07%
5000{ 41
Y
i h 13 | ae1 12 19 247 273 316
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.57 8.29 ng 141181 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Perylene 252 C20H12 000198-55-0 94
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81

Abundance Scan 2250 (15.571 min): BF107042.D (-2246) (- m/z 252.05 100.00%

252
5000

125 15.20 15.40 15.60 15.80
111 224 278
ol 39 68 87 5 150 174 200 \ 295 m/z 250.10 31.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene

252

5000
15.20 15.40 15.60 15.80

m/z 253.10 21.78%

125
39 63 83 111 | 146 174 200 224 )

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

Abundance
252
o
15.20 15.40 15.60 15.80
5000 m/z 125.00 10.52%
126
g7 112 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene A e R
2 15.20 15.40 15.60 15.80
m/z 126.00 9.55%
5000

150 174 198 224238
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On : 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Pyridine-3-carbonitrile, 2-.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.47 2.46 ng 41966 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine-3-carbonitrile, 2-oxo-4... 278 C16H10N20S 1000304-72-3 70
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 64
3 Picene 278 C22H14 000213-46-7 64
4 Estra-1,3,5,7,9,15-hexaen-17-one... 278 C19H1802 056588-53-5 58
5 Benz[a]anthracene-7,12-dicarboni... 278 C20H10N2 035215-32-8 58
Abundance Scan 2573 (17.471 min): BF107042.D (-2570) (-) m/z 278.10 100.00%
218
5000
42 68 94112 138 160 183 005 224 250 306 341 17.20 17.40 17.60 17.80
m/z 276.10 28.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125761: Pyridine-3-carbonitrile, 2-oxo-4-phenyl-6-(thioph...
278
5000
17.20 17.40 17.60 17.80
250 m/z 279.10 19.79%
39 58 77 93110 140 164 1392052%2 L ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
278
e L O
17.20 17.40 17.60 17.80
5000 m/z 138.00 13.37%
139
39 63 87 112 158174 200 224 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126207: Picene R R LA ma
278 17.20 17.40 17.60 17.80
m/z 277.10 10.81%
5000
139
28 71 92 13, | 174 200 224 250 A
A L e L R RERRR T R e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF070218\
Data File : BF107042.D

Acq On 2 Jul 2018 14:13

Operator : JU/SJ

Sample - J3774-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.19 9.2 ng 166454 1 6.95 361692 20.0
unknown6.73 6.73 69.2 ng 1252170 1 6.95 361692 20.0
Benzaldehyde, 3,5... 12.11 2.2 ng 52161 4 11.49 482066 20.0
Fluoranthene, 2-m... 13.27 2.3 ng 82233 5 14.15 705009 20.0
Trifluoroacetoxy ... 13.95 3.9 ng 136810 5 14.15 705009 20.0
Cyclopenta(cd)pyr... 14.26 4.9 ng 172148 5 14.15 705009 20.0
Chrysene, 1-methyl- 14.55 3.3 ng 115451 5 14.15 705009 20.0
unknownl4 .71 14.71 2.3 ng 82456 5 14.15 705009 20.0
Benz[a]anthracene... 14.74 2.9 ng 101326 5 14.15 705009 20.0
Supraene 14.99 4.1 ng 70484 6 15.71 340786 20.0
Benzo[e]pyrene 15.57 8.3 ng 141181 6 15.71 340786 20.0
Pyridine-3-carbon... 17.47 2.5 ng 41966 6 15.71 340786 20.0
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