LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098751.D

Aca On : 23 Sep 2017 20:57 Instrument :
Operator : SJ/JU BNA_F _
Sample : 15360-01 10X ClientSampleld :
Misc i SP-1-A-COMP
ALS Vial : 15 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 4.028 324 330 334 rVB2 12837 16006 1.13% 0.131%
2 5.134 515 518 525 rBV 52414 51837 3.67% 0.425%
3 5.528 580 585 588 rBV 373334 340267 24.12% 2.792%
4 5.769 622 626 630 rVB3 15657 19538 1.39% 0.160%
5

6.528 751 755 759 rBV 430940 337327 23.91% 2.768%

6.681 777 781 785 rBV 433525 353105 25.03% 2.898%
6.745 788 792 797 rVB2 20704 22741 1.61% 0.187%
rVvB 1226442 1061216 75.23% 8.709%
7.075 844 848 851 rBV 340298 263097 18.65% 2.159%
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1 7.475 912 916 919 rVB 250761 193291 13.70% 1.586%
11 8.204 1031 1040 1042 rBV 1532512 1410661 100.00% 11.576%
12 8.222 1042 1043 1046 rVB 69244 37548 2.66% 0.308%
13 8.910 1157 1160 1165 rVB 31180 26431 1.87% 0.217%
14 9.010 1174 1177 1180 rVB 27135 21042 1.49% 0.173%
15 9.275 1218 1222 1225 rVB 433431 371525 26.34% 3.049%
16 9.539 1264 1267 1271 rVB2 14537 18285 1.30% 0.150%
17 9.610 1276 1279 1282 rBV 24693 25014 1.77% 0.205%
18 9.663 1286 1288 1293 rVB2 42717 38625 2.74% 0.317%
19 9.816 1311 1314 1317 rBV 34804 29867 2.12% 0.245%
20 9.957 1330 1338 1341 rBV 1542212 1336797 94.76% 10.970%
21 9.986 1341 1343 1346 rVB 46143 39167 2.78% 0.321%
22 10.157 1369 1372 1375 rVB2 39967 34963 2.48% 0.287%
23 10.263 1385 1390 1394 rBV2 20673 34347 2.43% 0.282%
24 10.504 1427 1431 1435 rVB 55778 53351 3.78% 0.438%
25 10.657 1452 1457 1464 rVB3 16585 19601 1.39% 0.161%
26 10.739 1468 1471 1475 rVB 206583 164826 11.68% 1.353%
27 10.863 1488 1492 1496 rVB4 26152 37024 2.62% 0.304%
28 11.051 1518 1524 1526 rBV3 19845 30892 2.19% 0.254%
29 11.175 1541 1545 1547 rBV4 14499 16204 1.15% 0.133%
30 11.245 1554 1557 1561 rVB2 17679 16588 1.18% 0.136%
31 11.298 1561 1566 1568 rBV3 19245 25986 1.84% 0.213%
32 11.339 1569 1573 1577 rVB2 31788 36023 2.55% 0.296%
33 11.392 1578 1582 1587 rBV2 14580 19845 1.41% 0.163%

34 11.445 1587 1591 1593 rBV 1223215 1068186 75.72% 8.766%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098751.D

Aca On : 23 Sep 2017 20:57 Instrument :
Operator : SJ/JU BNA_F _
Sample : 15360-01 10X ClientSampleld :
Misc i SP-1-A-COMP
ALS Vial : 15 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.469 1593 1595 1598 rVvVv 394241 306046 21.70% 2.512%

36 11.516 1600 1603 1606 rVB 123956 96954 6.87% 0.796%
37 11.727 1635 1639 1644 rVB5 10812 21960 1.56% 0.180%
38 11.945 1673 1676 1678 rBV 52546 53206 3.77% 0.437%
39 11.969 1678 1680 1685 rVB 67737 61353 4 _.35% 0.503%
40 12.016 1685 1688 1691 rBVY 31362 36933 2.62% 0.303%
41 12.057 1691 1695 1697 rVv2 88944 88519 6.28% 0.726%
42 12.075 1697 1698 1702 rVB 27884 22103 1.57% 0.181%
43 12.239 1722 1726 1728 rBVY 34628 37749 2.68% 0.310%
44 12.492 1763 1769 1771 rBV2 30701 42422 3.01% 0.348%
45 12.527 1772 1775 1777 rVV4 20842 26317 1.87% 0.216%
46 12.574 1781 1783 1788 rVB6 26316 29682 2.10% 0.244%
47 12.657 1793 1797 1800 rBV 386170 350755 24.86% 2.878%
48 12.745 1809 1812 1815 rVB4 39421 38883 2.76% 0.319%

49 12.886 1829 1836 1842 rBVY 322601 383000 27.15% 3.143%
50 13.022 1856 1859 1865 rVB 288850 279874 19.84% 2.297%

51 13.098 1868 1872 1876 rBV2 28091 51237 3.63% 0.420%
52 13.210 1888 1891 1894 rVB 68473 60015 4._.25% 0.493%
53 13.245 1894 1897 1899 rBv4 27856 25111 1.78% 0.206%
54 13.274 1899 1902 1905 rBV2 45713 39901 2.83% 0.327%
55 13.316 1905 1909 1911 rVVv2 36395 37486 2.66% 0.308%
56 13.404 1922 1924 1927 rVB 24228 24841 1.76% 0.204%
57 13.433 1927 1929 1934 rBV3 24717 36351 2.58% 0.298%
58 13.857 1999 2001 2003 rBV 24841 17165 1.22% 0.141%

59 14.080 2034 2039 2042 rBV2 991781 1022423 72.48% 8.390%
60 14.104 2042 2043 2049 rVB 161056 124634 8.84% 1.023%

61 15.127 2214 2217 2221 rBV 130087 204344 14.49%% 1.677%
62 15.439 2268 2270 2277 rVB 79976 106922 7.58% 0.877%

63 15.504 2278 2281 2284 rVV 102167 119149 8.45% 0.978%
64 15.574 2288 2293 2304 rVB 614420 869113 61.61% 7.132%

Sum of corrected areas: 12185671
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098751.D

Aca On : 23 Sep 2017 20:57

Operator : SJ/JU

Sample = 15360-01 10X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098751.D
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Abundance TIC: BF098751.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098751.D

Aca On : 23 Sep 2017 20:57

Operator : SJ/JU

Sample = 15360-01 10X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.68 Concentration Rank 1

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

6.68 6.65 ng 353105 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 781 (6.681 min): BF098751.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || g0 %0 640 6.60 6.80 7.00
e N S MM SNSRI || MM m/z 68.10 40.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL A L R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.06%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.61%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14491: 5-Aminoindole LI L LR I III\I |
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.47%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098751.D

Aca On : 23 Sep 2017 20:57

Operator : SJ/JU

Sample = 15360-01 10X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.44 2.46 ng 106922 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolalpvrene 252 C20H12 000050-32-8 94
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 89
Abundance Scan 2270 (15.439 min): BF098751.D (-2268) (-) m/z 252.10 100.00%
259.1
5000
125.0
15.20 15.40 15.60 15.80
ol 55.0 83.0 149.0174.0198.0 224.1 300.1 n/z 250 .10 32 950
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252.0
5000

15.20 15.40 15.60 15.80
m/z 253.05  24.18%

125.0
50.0 74.0 99.0 | 150.0174.0 200.0224.0 |

R S| EES——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
R B e e s
15.20 15.40 15.60 15.80
5000 m/z 125.00 21.65%
126.0
ol 50.0 74.0 100.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene S E R EREEE e
252.0 15.20 15.40 15.60 15.80
m/z 125.95 16.09%
5000
125.0

17.0 50.0 74.0 99.0 150.0174.0 200.0224.0
- TT 1T I TTTT TT 1T L TTT
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092317\
Data File : BF098751.D

Acq On : 23 Sep 2017 20:57

Operator : SJ/JU

Sample = 15360-01 10X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 .68 6.68 6.7 ng 353105 1 6.92 1061220 20.0
Benzo[e]pyrene 15.44 2.5 ng 106922 6 15.57 869113 20.0
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