LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108703.D

Aca On : 31 Aug 2018 21:38

Operator : JU/SJ

Sample : J4712-06 4X

Misc :

ALS Vial : 18 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-BF083018 .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 5.731 565 577 579 rBv4 4682 14403 1.28% 0.145%
2 6.707 732 743 745 rBV5 16186 51213 4 _.56% 0.517%
3 6.790 753 757 780 rVB3 32360 122089 10.87% 1.232%
4 7.007 789 794 814 rBV 126114 341377 30.39% 3.444%
5 7.154 816 819 830 rvVv 72068 123195 10.97% 1.243%
6 7.607 888 896 900 rBV3 14244 42683 3.80% 0.431%
7 8.284 1007 1011 1036 rBV 220405 450589 40.12% 4 .545%
8 9.354 1189 1193 1201 rBV 103522 177677 15.82% 1.792%
9 9.742 1253 1259 1264 rBV3 16047 28196 2.51% 0.284%
10 9.907 1282 1287 1291 rBV 62598 86222 7.68% 0.870%
11 9.942 1291 1293 1299 rVB 17065 18774 1.67% 0.189%

12 10.042 1306 1310 1322 rBV 359503 465488 41.44% 4._.695%
13 10.842 1441 1446 1456 rBV3 51418 107923 9.61% 1.089%
14 10.925 1456 1460 1463 rVB2 9045 14790 1.32% 0.149%
15 11.542 1561 1565 1575 rBV2 342661 610482 54 .35% 6.158%

16 11.625 1575 1579 1586 rVB2 50187 95509 8.50% 0.963%
17 11.795 1601 1608 1612 rBV7 10116 16938 1.51% 0.171%
18 12.042 1647 1650 1653 rBV 16037 22736 2.02% 0.229%
19 12.077 1653 1656 1661 rVvV 24187 38991 3.47% 0.393%
20 12.124 1661 1664 1666 rVVv2 15415 22064 1.96% 0.223%
21 12.160 1666 1670 1685 rVB2 41664 99772 8.88% 1.006%
22 12.342 1696 1701 1705 rBV2 17130 31195 2.78% 0.315%
23 12.589 1740 1743 1747 rBV 34051 44328 3.95% 0.447%
24 12.689 1757 1760 1768 rVB3 26458 44536 3.96% 0.449%
25 12.760 1768 1772 1781 rBV 459952 607040 54.04% 6.123%
26 12.860 1786 1789 1794 rVB 28676 37449 3.33% 0.378%
27 12.913 1795 1798 1805 rVB2 19060 37611 3.35% 0.379%

28 12.995 1805 1812 1817 rBV 462164 674984 60.09% 6.809%
29 13.119 1830 1833 1840 rBV 254674 320582 28.54% 3.234%

30 13.207 1844 1848 1854 rVB2 43265 80954 7.21% 0.817%
31 13.319 1864 1867 1872 rVB 73091 97359 8.67% 0.982%
32 13.389 1875 1879 1882 rBV2 57137 76237 6.79% 0.769%
33 13.424 1882 1885 1892 rVB2 57057 94378 8.40% 0.952%
34 13.519 1898 1901 1904 rBV 35017 36632 3.26% 0.370%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108703.D

Aca On : 31 Aug 2018 21:38

Operator : JU/SJ

Sample : J4712-06 4X

Misc :

ALS Vial : 18 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-BF083018_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.548 1904 1906 1915 rVB4 37950 69766 6.21% 0.704%
36 13.836 1952 1955 1959 rVB2 30163 40168 3.58% 0.405%
37 13.948 1971 1974 1976 rBV 58430 73521 6.55% 0.742%
38 13.995 1980 1982 1989 rVV3 41286 68258 6.08% 0.689%

39 14.195 2011 2016 2019 rBV2 708477 1123231 100.00% 11.330%
40 14.224 2019 2021 2032 rVV 370626 441452 39.30% 4._.453%

41 14.307 2032 2035 2040 rVB2 36608 47317 4.21% 0.477%
42 14.583 2080 2082 2085 rVB 55485 50564 4 _50% 0.510%
43 15.289 2197 2202 2213 rBVY 404535 998346 88.88% 10.071%
44 15.407 2218 2222 2234 rVB 99818 185486 16.51% 1.871%
45 15.618 2254 2258 2265 rBVY 177828 273068 24.31% 2.754%

46 15.689 2266 2270 2277 rBV 310365 479200 42.66% 4._.834%
47 15.760 2277 2282 2285 rBVY 212393 339249 30.20% 3.422%

48 17.377 2551 2557 2568 rVB2 139384 340454 30.31% 3.434%
49 17.871 2636 2641 2654 rVB 91293 249065 22.17% 2.512%

Sum of corrected areas: 9913541
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108703.D

Aca On : 31 Aug 2018 21:38

Operator : JU/SJ

Sample : J4712-06 4X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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: BF108703.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108703.D

Aca On : 31 Aug 2018 21:38

Operator : JU/SJ

Sample : J4712-06 4X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.79 Concentration Rank 4

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

6.79 7.15 ng 122089 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 757 (6.790 min): BF108703.D (-753) (-) m/z 132.00 100.00%
132.0
5000 68.1
410 540 ‘ | 96.0 ‘ 6.40 6.60 6.80 7.00 7.20
Ol et bl e e | TM/Z 68110 44.74%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000
69.0 6.40 6.60 6.80 7.00 7.20
39.0 57.0 m/z 66.00 32.02%
| | ” 89.0 103.0
Ouuuuluuuulllll I||I|| ||”||”IIV?IO”” IIII ||”||1|1|5||0|||||| e EA
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
69.0 104.0 6.40 6.60 6.80 7.00 7.20
5000 ' m/z 134.00 30.61%
31.0 51.0
T 790 ‘
e N RS RS RS RS LR AL SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 14 .80%
5000
33.0 44.0 0.0 105.0
0""PL"I”"I'”§%?'”l"”29'”I"ﬂW'JJ'ﬁ%§9I”"I"”I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108703.D

Aca On : 31 Aug 2018 21:38

Operator : JU/SJ

Sample : J4712-06 4X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.16 3.27 ng 99772 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 78
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 Methvl diselenide 190 C2H6Se2 007101-31-7 43
4 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 40
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38

Abundance Scan 1670 (12.160 min): BF108703.D (-1666) (-) m/z 190.10 100.00%
19h.1
5000
123.0139.1 163.1 209.1 11.80 12.00 12.20 12.40
0 m/z 189.10 99 .44%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
' m/z 191.10 23.83%
o 390 630780 || 1100 137.0 1630 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
11.80 12.00 12.20 12.40
5000 m/z 94.50 22 .70%
94.0
163.0
0I""I”"I"'WM"tI"”I'"'I'”'I""PHM'I"”
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53211: Methy! diselenide BT o
190.0 11.80 12.00 12.20 12.40
m/z 187.00 20.79%
93.0 175.0
5000
29.0
) 7%9,,,|,,”| 1A B ] ”.....JM
mz-> 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\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108703.D

Aca On : 31 Aug 2018 21:38

Operator : JU/SJ

Sample : J4712-06 4X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 5 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.62 16.10 ng 273068 Perylene-di12 15.76
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 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
5 Perylene 252 C20H12 000198-55-0 94

Abundance Scan 2258 (15.618 min): BF108703.D (-2254) (-) m/z 252.10 100.00%

25p.1
5000

125.0
15.40 15.60 15.80 16.00
224.1
o 63.0 100.0 159.2 198.0 278.2 355.1 m/z 250.10 32_06%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252.0

5000
15.40 15.60 15.80 16.00

m/z 253.10 21.44%

125.0
39.0 74.0 99.0, Jlmo msMMO

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104229: Benz[e]acephenanthrylene
252.0
15.40 15.60 15.80 16.00
5000 m/z 125.00 12_.57%
126.0
o 74.0 100.0; JI‘ 19802240 :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104218: Benzo[a]pyrene B A R R R R R R
252.0 15.40 15.60 15.80 16.00
m/z 126.00 10.32%
5000
126.0
01390 74.0 100.0, j 163.0 19802240 ,
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\
Data File : BF108703.D

Acq On : 31 Aug 2018 21:38

Operator : JU/SJ

Sample : J4712-06 4X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
unknown6.79 6.79 7.2 ng 122089 1 7.01 341377 20.0
4H-Cyclopenta[def... 12.16 3.3 ng 99772 4 11.54 610482 20.0
Benzo[e]pyrene 15.62 16.1 ng 273068 6 15.76 339249 20.0
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