LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF122217\

Data File : BF101665.D

Acq On - 22 Dec 2017 20:36 Instrument :
Operator : SJ/JU BNA_F _
Sample 1 17022-03 5X ClientSampleld :
Misc i 72-11938

ALS Vial : 17 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 4.993 492 494 503 rBvV 34875 60743 5.58% 0.544%
2 5.363 554 557 563 rBV 20248 35886 3.29% 0.321%
3 5.416 563 566 585 rvv 256224 485451 44.57%  4.347%
4 5.622 597 601 607 rvB2 14955 16529 1.52% 0.148%
5 6.434 736 739 758 rBV 286245 554927 50.95%  4.969%
6 6.563 758 761 767 rvvV 525282 567252 52.08% 5.079%
7 6.604 767 768 773 rVB 22959 17729 1.63% 0.159%
8 6.787 796 799 817 rBV 901592 844715 77.56% 7.564%
9 6.939 822 825 843 rBV 379123 425328 39.05% 3.808%
10 7.357 893 896 914 rBvV 197476 338316 31.06% 3.029%

11 8.069 1013 1017 1035 rBV 1134931 1089121 100.00% 9.752%
12 9.139 1196 1199 1209 rBvV 612353 537474 49_.35% 4.813%

13 9.210 1209 1211 1215 rVB 15747 14907 1.37% 0.133%
14 9.545 1260 1268 1274 rBV 36513 45942 4.22% 0.411%
15 9.739 1296 1301 1306 rBV 26750 23680 2.17% 0.212%
16 9.822 1312 1315 1320 rBV2 1174113 1055013 96.87% 9.447%
17 10.239 1383 1386 1389 rVB 32785 23095 2.12% 0.207%
18 10.457 1417 1423 1429 rBV3 11094 20569 1.89% 0.184%
19 10.622 1447 1451 1461 rBV 241265 269297 24.73% 2.411%
20 10.710 1464 1466 1470 rVv2 25054 26621 2.44% 0.238%
21 11.157 1540 1542 1545 rVB2 17725 13190 1.21% 0.118%

22 11.316 1565 1569 1571 rBV 1083866 937283 86.06% 8.393%
23 11.339 1571 1573 1577 rVV 134331 125722 11.54% 1.126%

24 11.398 1580 1583 1590 rVB 25375 27237 2.50% 0.244%
25 11.563 1604 1611 1613 rBV3 11984 18344 1.68% 0.164%
26 11.586 1613 1615 1621 rVB2 15833 14877 1.37% 0.133%
27 11.822 1652 1655 1657 rBV 18266 21677 1.99% 0.194%
28 11.851 1657 1660 1665 rVB2 23417 25779 2.37% 0.231%
29 11.933 1671 1674 1676 rBV2 30114 30663 2.82% 0.275%
30 11.957 1676 1678 1682 rVB3 13243 12230 1.12% 0.110%
31 12.116 1701 1705 1707 rBVZ2 11564 12220 1.12% 0.109%
32 12.369 1745 1748 1752 rBV3 12134 15265 1.40% 0.137%
33 12.469 1764 1765 1771 rVB4 9744 13259 1.22% 0.119%

34 12.533 1772 1776 1781 rBV 233701 215011 19.74% 1.925%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF122217\

Data File : BF101665.D

Acq On - 22 Dec 2017 20:36 Instrument :
Operator : SJ/JU BNA_F _
Sample 1 17022-03 5X ClientSampleld :
Misc i 72-11938

ALS Vial : 17 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-BF121417 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.686 1798 1802 1809 rBvV4 13965 25904 2.38% 0.232%
36 12.763 1812 1815 1821 rVV 202366 211421 19.41% 1.893%
37 12.810 1821 1823 1828 rVB3 13605 17338 1.59% 0.155%
38 12.892 1833 1837 1842 rVV 451552 378938 34.79% 3.393%
39 12.974 1848 1851 1856 rVB5 18433 30345 2.79% 0.272%
40 13.027 1856 1860 1863 rBV4 11586 17307 1.59% 0.155%
41 13.074 1863 1868 1869 rBV5 12307 17451 1.60% 0.156%
42 13.092 1869 1871 1877 rVB 38197 41438 3.80% 0.371%
43 13.157 1880 1882 1886 rBV2 30914 48190 4.42% 0.432%
44 13.292 1902 1905 1907 rBV2 13358 15227 1.40% 0.136%
45 13.716 1975 1977 1979 rBV 21465 20146 1.85% 0.180%
46 13.780 1984 1988 1993 rVv4 45160 81838 7.51% 0.733%
47 13.827 1994 1996 1999 rVB2 18142 13403 1.23% 0.120%
48 13.916 2008 2011 2012 rBV 16907 13210 1.21% 0.118%

49 13.963 2014 2019 2022 rVVv2 934203 964643 88.57% 8.638%
50 13.986 2022 2023 2028 rVB 114778 106233 9.75% 0.951%

51 14.068 2035 2037 2040 rBvV 21546 19162 1.76% 0.172%
52 15.004 2193 2196 2199 rBV 110972 162718 14.94% 1.457%
53 15.304 2244 2247 2254 rVB 71245 88234 8.10% 0.790%

54 15.368 2255 2258 2264 rVV 99417 142967 13.13% 1.280%
55 15.427 2264 2268 2281 rVB 630169 816548 74.97% 7.311%

Sum of corrected areas: 11168013
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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:\HPCHEMI\BNA_F\DATA\BF122217\

BF101665.D

22 Dec 2017 20:36

SJ/Ju

17022-03 5X

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101665.D

Acq On : 22 Dec 2017 20:36

Operator : SJ/JU

Sample : 17022-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 unknown6.56 Concentration Rank 1

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

6.56 13.43 ng 567252 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 10
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 760 (6.557 min): BF101665.D (-758) (-) m/z 132.00 100.00%
32
5000 68 N
‘ 75 % 620 640 6.60 680
103 - : : :
o..,....,....,...!,“.'.‘.‘?," .‘,51!.-.|,..':'.,..5??,..!.,.':..,....,....,'...,.. m/z 68.10 47.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
3 78 m/z 134.00 29 .50%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.00 29.46%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.20 6.40 6.60 6.80
m/z 69.10 18.00%
5000 6
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101665.D

Acq On : 22 Dec 2017 20:36

Operator : SJ/JU

Sample : 17022-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benzo[e]pyrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.30 2.16 ng 88234 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[a]pyrene 252 C20H12 000050-32-8 94
3 Perylene 252 C20H12 000198-55-0 93
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93

Abundance Scan 2246 (15.298 min): BF101665.D (-2244) (-) m/z 252.10 100.00%
252
5000
125 224 15.00 15.20 15.40 15.60
43 75 100 158 181200 278 : : : :
ob 43 75 10|  1ssuera00 T O 28 3 77 280.10 30610
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 21.88%
0 50 74 99 o | 146 174 200 224 L
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 16.52%
126
0 50 74 100 149 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene L L L L L B BB
252 15.00 15.20 15.40 15.60
m/z 125.95 15.05%
5000
126
ol27_50 74 99 . | 150 174 198 224
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101665.D

Acq On : 22 Dec 2017 20:36

Operator : SJ/JU

Sample : 17022-03 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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]
unknown6 .56 6.56 13.4 ng 567252 1 6.79 844715 20.0
Benzo[e]pyrene 15.30 2.2 ng 88234 6 15.43 816548 20.0
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