LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111615.D

Aca On : 20 Dec 2018 2:47

Operator : JU/SJ

Sample : J6465-06 5X

Misc :

ALS Vial : 19 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-BF121918.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 2.169 11 14 18 rVB 32615 45246 2.58% 0.235%
2 5.098 508 512 520 rVB 52301 51687 2.95% 0.268%
3 5.504 577 581 585 rBV 981967 833955 47.57% 4.325%
4 6.510 748 752 759 rBVY 1128127 934363 53.29% 4 .845%
5 6.663 774 778 781 rBV 956423 881811 50.30% 4_.573%

6.898 814 818 821 rBV 1427386 1195501 68.19% 6.199%
7.051 841 844 848 rVB 874483 686393 39.15% 3.559%
rBv 612229 491085 28.01% 2.547%
8.175 1032 1035 1039 rBV 1663029 1476065 84.19% 7.654%
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1 9.251 1214 1218 1221 rVB 1262211 961323 54.83% 4.985%
11 9.339 1228 1233 1239 rBv4 22759 27128 1.55% 0.141%
12 9.639 1281 1284 1287 rBV 72908 60208 3.43% 0.312%
13 9.933 1330 1334 1337 rBV 1689107 1487469 84.84% 7.713%
14 9.963 1337 1339 1342 rVB 56050 41072 2.34% 0.213%
15 10.133 1365 1368 1371 rVB 34656 25163 1.44% 0.130%
16 10.475 1423 1426 1431 rBV 55465 45575 2.60% 0.236%
17 10.710 1463 1466 1470 rBV 590929 480851 27.43% 2.493%
18 10.839 1485 1488 1490 rBV2 23816 22327 1.27% 0.116%
19 11.216 1549 1552 1556 rVB 20704 22045 1.26% 0.114%
20 11.286 1560 1564 1566 rVVv2 25723 28109 1.60% 0.146%
21 11.310 1566 1568 1573 rVB 31856 30625 1.75% 0.159%

22 11.416 1582 1586 1588 rBV 1509662 1398462 79.76% 7.252%
23 11.433 1588 1589 1593 rVvVv 536642 427762 24.40% 2.218%
24 11.486 1593 1598 1601 rVvVv 181089 152625 8.71% 0.791%

25 11.516 1601 1603 1610 rVB 41962 36776 2.10% 0.191%
26 11.633 1618 1623 1627 rBV2 107387 105372 6.01% 0.546%
27 11.710 1632 1636 1639 rBV5 20891 25509 1.45% 0.132%
28 11.916 1665 1671 1672 rBV 39919 46042 2.63% 0.239%
29 11.939 1672 1675 1679 rVB2 77459 75538 4_.31% 0.392%
30 11.992 1679 1684 1686 rBV2 22488 25398 1.45% 0.132%
31 12.027 1686 1690 1692 rBV 95384 91475 5.22% 0.474%
32 12.116 1698 1705 1708 rBV9 26173 52572 3.00% 0.273%
33 12.210 1718 1721 1722 rBV 31630 28197 1.61% 0.146%
34 12.227 1722 1724 1727 rVB 38139 30606 1.75% 0.159%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111615.D

Aca On : 20 Dec 2018 2:47

Operator : JU/SJ

Sample : J6465-06 5X

Misc :

ALS Vial : 19 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\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.463 1761 1764 1766 rBV3 17860 20139 1.15% 0.104%
36 12.504 1768 1771 1775 rVV5 21002 29429 1.68% 0.153%
37 12.545 1775 1778 1780 rVB 25596 24130 1.38% 0.125%
38 12.621 1788 1791 1795 rBV 945074 810765 46.24% 4._.204%
39 12.680 1795 1801 1804 rVV3 25210 39052 2.23% 0.203%
40 12.774 1815 1817 1823 rVB3 31166 34576 1.97% 0.179%
41 12.851 1824 1830 1833 rBVY 829039 822602 46.92% 4._.266%
42 12.898 1836 1838 1843 rVB3 23294 29943 1.71% 0.155%
43 12.968 1848 1850 1851 rVV 36821 30204 1.72% 0.157%
44 12.992 1851 1854 1862 rVB 1101687 935556 53.36% 4_.851%
45 13.127 1875 1877 1879 rBV3 28225 24552 1.40% 0.127%
46 13.180 1883 1886 1889 rVB 90942 97592 5.57% 0.506%
47 13.245 1894 1897 1900 rVvV 75005 86738 4._95% 0.450%
48 13.280 1901 1903 1906 rVB2 46079 43217 2.46% 0.224%
49 13.886 2004 2006 2011 rVB4 69713 88214 5.03% 0.457%

50 14.045 2028 2033 2036 rBV2 1581143 1753274 100.00% 9.092%
51 14.068 2036 2037 2043 rVB 329773 277779 15.84% 1.440%
52 14.151 2049 2051 2054 rBV 103330 95045 5.42% 0.493%
53 15.086 2207 2210 2214 rBV 259802 432258 24.65% 2.241%
54 15.392 2260 2262 2268 rVB 207379 245410 14.00% 1.273%
55 15.457 2270 2273 2277 rVB 212273 230126 13.13% 1.193%

56 15.521 2280 2284 2288 rVV 684893 809432 46.17% 4.197%

Sum of corrected areas: 19284368
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111615.D

Aca On : 20 Dec 2018 2:47

Operator : JU/SJ

Sample : J6465-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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: BF111615.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111615.D

Aca On : 20 Dec 2018 2:47

Operator : JU/SJ

Sample : J6465-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.66 Concentration Rank 1

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

6.66 14.75 ng 881811 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 777 (6.657 min): BF111615.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 96.1 J PSSP SRR A
54.0 6.40 6.60 6.80 7.00
0 B 18 S TR .21 R | m/z 68.10 43.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 \
5000 UL R R R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.19%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 "o ko 5k 760
5000 ggo 1160 m/z 66.10 28.60%
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R L REma mE s A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.62%
5000
104.0
oL 380 510 %7780 010 | 110 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111615.D

Aca On : 20 Dec 2018 2:47

Operator : JU/SJ

Sample : J6465-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.39 6.06 ng 245410 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Pervlene 252 C20H12 000198-55-0 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 2262 (15.392 min): BF111615.D (-2260) (-) m/z 252.10 100.00%
259.1
5000
125.1 15.00 15.20 15.40 15.60 15.80
57.1 365.4 : - : : :
| 231y ) 15811911 2871 3283 Tp7 40844405 | 7 250.10  30.51%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
252,
5000 LA AR AR AR DR IO
15.00 15.20 15.40 15.60 15.80
050 m/z 253.10 23.23%
oL 500 830 , | 158.0 2000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104229: Benz[e]acephenanthrylene
252.0
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.10 16.56%
126.0
51.0 83.0 | 200.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104218: Benzo[a]pyrene A B R e
252.0 15.00 15.20 15.40 15.60 15.80
m/z 251.10 10.86%
5000
126.0
oL, 50.0 87.0 | 163.0200.0
L B L L WL L L L L L AL L UL UL TTTTTT T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15,20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121918\
Data File : BF111615.D

Acq On = 20 Dec 2018 2:47

Operator : JU/SJ

Sample - J6465-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .66 6.66 14.8 ng 881811 1 6.90 1195500 20.0
Benzo[e]pyrene 15.39 6.1 ng 245410 6 15.52 809432 20.0
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