LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample : K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\HPCHEMI\BNA F\METHODS\8270-BF083019.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 heiaht area % max. total
1 5.440 566 570 582 rVB 1227479 1141275 81.41% 7.619%
2 6.457 738 743 758 rVV 1321208 1260380 89.91% 8.414%
3 6.593 762 766 774 rBV 1449615 1291202 92.11% 8.619%
4 6.651 774 776 782 rVB2 18021 17863 1.27% 0.119%
5 6.822 802 805 813 rBV 393463 370804 26.45% 2.475%
6 6.981 828 832 843 rVB 1158009 975953 69.62% 6.515%
7 7.381 896 900 919 rVB 792458 762966 54.43% 5.093%
8 8.104 1019 1023 1033 rBVY 478232 492439 35.13% 3.287%
9 9.175 1201 1205 1216 rBvV 1676710 1401862 100.00% 9.358%
10 9.257 1216 1219 1230 rVB5 25690 37101 2.65% 0.248%
11 9.563 1268 1271 1280 rBV 114965 115362 8.23% 0.770%
12 9.716 1294 1297 1301 rVB 20019 21037 1.50% 0.140%
13 9.851 1315 1320 1324 rBV 583501 523804 37.36% 3.497%
14 9.881 1324 1325 1331 rVB3 21722 22251 1.59% 0.149%
15 10.057 1351 1355 1360 rBv2 19391 26972 1.92% 0.180%
16 10.398 1410 1413 1418 rVB 27396 31082 2.22% 0.207%
17 10.639 1450 1454 1465 rBvV 745579 775727 55.34% 5.178%
18 10.769 1472 1476 1482 rVB3 35165 55210 3.94% 0.369%
19 11.233 1553 1555 1562 rvB2 34051 34145 2.44% 0.228%

20 11.333 1568 1572 1574 rBV 484643 429412 30.63% 2.867%

21 11.357 1574 1576 1582 rVV 203045 185609 13.24% 1.239%

22 11.410 1582 1585 1587 rVV 59693 49157 3.51% 0.328%
23 11.628 1620 1622 1626 rVB5 24868 21466 1.53% 0.143%
24 11.839 1655 1658 1659 rBvV 27441 26252 1.87% 0.175%
25 11.863 1659 1662 1668 rVV3 162445 168626 12.03% 1.126%
26 11.945 1674 1676 1679 rVB 51687 45191 3.22% 0.302%
27 12.128 1705 1707 1710 rBV 25389 23371 1.67% 0.156%
28 12.545 1775 1778 1782 rVB 441204 366219 26.12% 2.445%
29 12.586 1783 1785 1791 rVB4 53032 51736 3.69% 0.345%
30 12.645 1792 1795 1798 rBV3 62737 70595 5.04% 0.471%

31 12.775 1812 1817 1820 rBV 401513 395196 28.19% 2.638%
32 12.916 1837 1841 1844 rBV 1042367 905614 64.60% 6.045%
33 13.104 1870 1873 1876 rVB 71138 75625 5.39% 0.505%
34 13.169 1882 1884 1886 rVB 49089 36279 2.59% 0.242%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample : K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.969 2015 2020 2023 rBV2 454931 603484 43.05% 4.029%

36 13.992 2023 2024 2030 rVB 207001 165875 11.83% 1.107%
37 14.486 2105 2108 2109 rBVZ2 64949 73125 5.22% 0.488%
38 14.998 2191 2195 2203 rBV 269610 483431 34.48% 3.227%
39 15.298 2243 2246 2251 rVB 151147 194784 13.89% 1.300%
40 15.357 2252 2256 2262 rVV 194100 292406 20.86% 1.952%

41 15.416 2262 2266 2277 rVB2 306377 539189 38.46% 3.599%
42 16.527 2452 2455 2462 rVB3 83183 126852 9.05% 0.847%

43 16.845 2506 2509 2516 rVB2 95915 173265 12.36% 1.157%
44 17.280 2579 2583 2592 rVB 59827 119918 8.55% 0.801%

Sum of corrected areas: 14980112
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116994.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1 unknown6.59 Concentration Rank 1

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

6.59 69.64 ng 1291200 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 766 (6.593 min): BF116994.D (-762) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 7 . . . . .
o |.7:',?.7.I,]1P“??1.5,..-.,....,....,.... m/z 68.00 43.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 '|""|A"wh"'|""|"
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.63%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.85%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon l|||ll|llll|\llll|llll|ll
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.80%
5000
66
0'"'I""I'w"l""I""I'l"I""I""I""
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 3 Hexadecane, 2,6,11,15-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.57 ng 55210 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 64
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 50
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 47
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 43
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 43
Abundance Scan 1476 (10.769 min): BF116994.D (-1472) (-) m/z 71.05 100.00%
n
43
5000
113
o 140 169 332 10140 1060 10.80 11.00 |
o} m/z 57.00 97.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
g7
5000 AU LR NS
4 85 mmmmmmum
113 169 m/z 43.10 56.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
g7
10.40 10.60 10.80 11.00
5000 m/z 85.10 36.82%
4 85
113
o ‘ \‘ Ll L1 s o
m/z--> ﬁo Jo 60 éo 100 150 140 160 180 200 220 240 260 280 360 350
Abundance #71408: Dodecane, 2,6,11-trimethyl- A
43 | 4 10.40 10.60 10.80 11.00
m/z 55.00 31.56%
5000
2
0 ‘ I “ ‘ 141 169 197213
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 ' 10. 40 10. 60 10 80 11. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 4 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 7.85 ng 168626 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 80
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 51
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 47
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 47
Abundance Scan 1662 (11.863 min): BF116994.D (-1659) (-) m/z 72.95 100.00%
R 192
43 60
5000
11.60 11.80 12.00 12.20
0 m/z 192.10 96.13%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20
m/z 43.00 64.21%
g3 96 165
o 63 115 139151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 2éo
Abundance #107549: n-Hexadecanoic acid
43 607
1160 11.80 12.00 12.20
5000 129 m/z 60.00 63.30%
157171 185 213 256
143
0 |""|‘*""‘l” . HH‘ IMMH \ml ol ""‘|""' I‘”]I_QQI”‘I 2|2|7”24:||'|”|”'
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 55.00 62.42%
5000
04 165
oL27 5063 76 || 115 139152 | 178 |
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 5 Thiophene-3-carboxaldehyde,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.95 2.10 ng 45191 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 68
3 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI204 1000331-34-4 50
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 42
5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 42

Abundance Scan 1677 (11.951 min): BF116994.D (-1674) (-) m/z 190.10 100.00%

190

5000

oL 3051637587 99 123 138 1636

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
0

45

203 11.60 11.80 12.00 12.20
218 243 m/z 189.10  91.09%

146

5000
11.60 11.80 12.00 12.20

m/z 192_.10 25.12%

0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53205: 4H-Cyclopenta[def]phenanthrene
190
11.60 11.80 12.00 12.20
5000 m/z 187.10 22.81%
95
oL 4 63 81 | 111 137150163 |
L B B B R ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190 11.60 11.80 12.00 12.20
m/z 191.10 22 .35%
5000
29 172
ol T a4 63 75 97109 133146 I 217
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.65 3.29 ng 70595 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 Dodecanoic acid 200 C12H2402 000143-07-7 49
4 Lactose 342 C12H22011 000063-42-3 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 1796 (12.651 min): BF116994.D (-1792) (-) m/z 73.00 100.00%
78
43
5000
97
112 129 241
202 221
g 162 185 261 284 12.40 12.60 12.80 13.00
(o} m/z 43.05 76.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 LB B BN BN B
12.40 12.60 12. 80 13. oo
m/z 55.10 66 .50%
143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73
43 AN R A RERRE R
57 12.40 12.60 12.80 13.00
5000 129 m/z 59.90 57 .59%
29 185 228
115
1 143,171 ‘
o bl b e a0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61121: Dodecanoic acid
73 12.40 12.60 12.80 13.00
m/z 71.00 51.15%
43
57
5000
129
29 157 200
‘ T710111 ‘ 143 | 171 ‘
o.??.h.wb.mw‘khpﬂhﬁﬂn.k AT - W — N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 7 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.10 2.51 ng 75625 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 91
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 86
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 86
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1872 (13.098 min): BF116994.D (-1870) (-) m/z 216.10 100.00%
216
5000
12.80 13.00 13.20 13.40
of m/z 215.10 90.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74422: 11H-Benzo[b]fluorene
216
5000
12.80 13.00 13.20 13.40
108 m/z 217.10 23 .45%
o 57 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74413: Pyrene, 2-methyl-
216
12:80 13.00 13.20 13.40
5000 o5 m/z 213.10 22 .20%
189
ol 53 74 11 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216 12.80 13.00 13.20 13.40
m/z 106 .50 18.81%
5000
95 189
oL14 39 63 0 134 163 e
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl14.49 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.49 2.42 ng 73125 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinic acid. decvl 3.7-dimethv... 396 C24H4404 1000353-34-4 47
2 3-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000279-04-9 43
3 Butanamide. 3-(3-fluorobenzovlhy... 345 C18H17F2N302 1000260-11-6 35
4 trans-Cvclohexanecarboxvlic acid... 240 C15H2802 038289-32-6 27
5 Benzamide, 4-fluoro-N-(5-chloro-... 250 C12H8CIFN20 327991-18-4 25
Abundance Scan 2109 (14.492 min): BF116994.D (-2105) (-) m/z 95.00 100.00%
5000
1420 14.40 14.60 14.80
0 m/z 123.10 89.96%
m/z--> 50 100 150 200 250 300 350
Abundance #210343: Succinic acid, decyl 3,7-dimethyloct-6-en-1-yl ester
123
01
5000 57 LN UL B S B
14.20 14.40 14.60 14.80
259 m/z 69.10 83.78%
ol 29 ll. N | 141 241 |. 297
m/z--> 50 100 150 200 250 300 350
Abundance #102313: 3-Fluorobenzoic acid, 2-ethylcyclohexyl ester
123
o 1420 14.40 14.60 14.80
5000 m/z 239.10 70.32%
41
75
O.H.‘.L‘PJ‘.“.J‘I.Jlu‘..1‘.'11|....|....|....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance #180411: Butanamide, 3-(3-fluorobenzoylhydrazono)-N-(4-flu... T
123 14.20 14.40 14.60 14.80
m/z 240.10 66 .57%
95
5000
179
75
0 57 ||| 0 1207 535 g7 307345
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 9 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.30 7.23 ng 194784 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 98
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzolalovrene 252 C20H12 000050-32-8 96
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2246 (15.298 min): BF116994.D (-2243) (-) m/z 252.10 100.00%
252
5000
3 T 99, 144 174 198 224 279 316 355 12.00 13.20 1540 1560
o m/z 250.10 30.31%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 20.89%

125
50 74 99 146 174 200 224

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104224: Benzo[k]fluoranthene
252
RS S e
15.00 15.20 15.40 15.60
5000 m/z 126.00 11.99%
126
0 74 99 | 200 2%4 J
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104227: Benz[e]acephenanthrylene B N B e
252 15.00 15.20 15.40 15.60
m/z 125.05 11.40%
5000
126
039 63 83100, | 150 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF116994.D

Aca On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 10 unknownl1l6.53 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.53 4.71 ng 126852 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
2 9H-Fluorene-2-carbonitrile 191 C14H9N 002523-48-0 35
3 Phenol. 3.5-bis(l.1-dimethvlethvl)- 206 C14H220 001138-52-9 27
4 2-Thiazolemethanol. .alpha.-phenvl- 191 C10H9NOS 000879-52-7 27
5 Amiphenazole 191 CO9HON3S 000490-55-1 25
Abundance Scan 2455 (16.527 min): BF116994.D (-2452) (-) m/z 191.20 100.00%
191
5000 81
123
55 163 UV R U
4 214235 267 295 397 16.20 16.40 16.60 16.80
(o} B o e o e B A m/z 81.00 43.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
5000 57 UV AR U
16.20 16.40 16.60 16.80
107 149 m/z 95.00 42 .07%
0|2|9|I|'|||8'|'1|h|'l'| '|Il|||||i il I|IIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #53874: 9H-Fluorene-2-carbonitrile
191
16.20 16.40 16.60 16.80
5000 m/z 69.00 30.74%
82 164
0..4:1i‘6.F.'.‘|‘.L|1.:I-3..:I-‘i].O|.ﬂ..“|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance #66113: Phenol, 3,5-bis(1,1-dimethylethyl)- R a R mamEE L
191 16.20 16.40 16.60 16.80
m/z 123.10 27 .40%
5000 57
91 }151?5 163
0:::‘u“uL‘uu‘umu‘uuu‘u‘uu —— ——T ——T ——T — A
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 4(')0 16.|20 16.I40 16.|60 16.|80 '

8270-BF083019.M Fri Sep 13 17:20:58 2019 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091219\
Data File : BF116994.D

Acq On : 12 Sep 2019 16:15

Operator : HP/JU

Sample - K4852-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
Quant Title : 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]
unknown6 .59 6.59 69.6 ng 1291200 1 6.82 370804 20.0
Hexadecane, 2,6,1... 10.77 2.6 ng 55210 4 11.33 429412 20.0
Anthracene, 2-met... 11.86 7.8 ng 168626 4 11.33 429412 20.0
Thiophene-3-carbo... 11.95 2.1 ng 45191 4 11.33 429412 20.0
Octadecanoic acid 12.65 3.3 ng 70595 4 11.33 429412 20.0
11H-Benzo[b]fluorene 13.10 2.5 ng 75625 5 13.97 603484 20.0
unknownl14 .49 14.49 2.4 ng 73125 5 13.97 603484 20.0
Benzo[e]pyrene 15.30 7.2 ng 194784 6 15.42 539189 20.0
unknownl16.53 16.53 4.7 ng 126852 6 15.42 539189 20.0
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