LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110429.D

Aca On 2 Nov 2018 23:15 Instrument :
Operator : JU/SJ BNA_F

Sample : J5769-03 2X ClientSampleld :
Misc i AGARAW-RD-2
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-BF102318.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 2.252 23 28 43 rVB 117922 172419 23.95% 1.522%
2 5.181 522 526 534 rBV 18988 24232 3.37% 0.214%
3 5.575 589 593 601 rBV 610189 642939 89.31% 5.674%
4 6.575 759 763 781 rBV 694983 719861 100.00% 6.353%
5 6.722 784 788 796 rBV 854926 712317 98.95% 6.287%
6 6.951 824 827 834 rBV 517815 487538 67.73% 4.303%
7 7.110 850 854 865 rBV 642376 553261 76.86% 4.883%
8 7.516 919 923 939 rBV 393787 414368 57.56% 3.657%
9 8.239 1042 1046 1059 rBV 571088 596436 82.85% 5.264%
10 9.310 1224 1228 1238 rBV 727946 684066 95.03% 6.037%
11 9.704 1291 1295 1304 rVB 71304 75170 10.44% 0.663%
12 9.857 1316 1321 1326 rBV 10091 10469 1.45% 0.092%

13 9.998 1341 1345 1355 rVB 559179 559157 77.68% 4 _.935%
14 10.786 1476 1479 1492 rVB 331088 321647 44.68% 2.839%
15 11.486 1595 1598 1601 rBV 533244 508416 70.63% 4._487%

16 11.510 1601 1602 1608 rVB 188082 146075 20.29% 1.289%

17 11.569 1608 1612 1615 rBV 28309 29115 4.04% 0.257%
18 11.722 1634 1638 1642 rBV2 14829 18001 2.50% 0.159%
19 11.822 1652 1655 1659 rBV3 8035 10103 1.40% 0.089%
20 11.992 1680 1684 1686 rBV 52316 48470 6.73% 0.428%
21 12.022 1686 1689 1693 rVVv2 41655 45784 6.36% 0.404%
22 12.069 1694 1697 1699 rVVv2 14532 12746 1.77% 0.112%
23 12.104 1699 1703 1705 rVv2 46709 55167 7.66% 0.487%
24 12.127 1705 1707 1710 rVB 23478 21329 2.96% 0.188%
25 12.227 1721 1724 1727 rBV5 12039 12966 1.80% 0.114%
26 12.286 1730 1734 1737 rVV 26144 29907 4._.15% 0.264%
27 12.316 1737 1739 1744 rVB 35507 36061 5.01% 0.318%
28 12.427 1754 1758 1761 rBV3 14446 18482 2.57% 0.163%
29 12.463 1761 1764 1766 rBV 13080 10048 1.40% 0.089%
30 12.486 1766 1768 1771 rVB2 10943 10105 1.40% 0.089%
31 12.539 1773 1777 1780 rBV 40407 44392 6.17% 0.392%
32 12.574 1780 1783 1785 rVVv2 16356 18060 2.51% 0.159%
33 12.592 1785 1786 1789 rVB2 11225 8755 1.22% 0.077%
34 12.627 1789 1792 1796 rBV3 33366 40458 5.62% 0.357%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110429.D

Aca On 2 Nov 2018 23:15 Instrument :
Operator : JU/SJ BNA_F

Sample : J5769-03 2X ClientSampleld :
Misc i AGARAW-RD-2
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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.704 1801 1805 1808 rBV 570833 488218 67.82% 4 _.309%

36 12.733 1808 1810 1813 rVv4 16828 17543 2.44% 0.155%
37 12.769 1813 1816 1818 rVVv2 10583 9566 1.33% 0.084%
38 12.839 1825 1828 1829 rBV3 9774 9949 1.38% 0.088%
39 12.857 1829 1831 1833 rVB 15253 12174 1.69% 0.107%
40 12.933 1838 1844 1850 rVV 456346 523453 72.72% 4.620%
41 12.986 1850 1853 1856 rVB2 31428 31491 4._.37% 0.278%
42 13.069 1862 1867 1870 rBVY 562266 540340 75.06% 4_.769%
43 13.098 1870 1872 1875 rVB2 22787 23094 3.21% 0.204%
44 13.157 1877 1882 1886 rBV3 31902 55988 7.78% 0.494%
45 13.204 1888 1890 1892 rVB3 14056 9789 1.36% 0.086%
46 13.233 1892 1895 1897 rBV3 34012 42795 5.94% 0.378%
47 13.263 1897 1900 1905 rVB2 44413 53418 7.42% 0.471%
48 13.327 1909 1911 1913 rBV 23117 19697 2.74% 0.174%
49 13.369 1913 1918 1920 rBV2 39981 56780 7.89% 0.501%
50 13.463 1931 1934 1936 rBV 31048 26854 3.73% 0.237%
51 13.492 1936 1939 1942 rBV2 29802 27540 3.83% 0.243%
52 13.616 1957 1960 1962 rBV3 16140 17863 2.48% 0.158%
53 13.739 1979 1981 1984 rBV3 15848 19732 2.74% 0.174%
54 13.774 1984 1987 1991 rVB 58292 62054 8.62% 0.548%
55 13.886 2002 2006 2008 rBVZ2 49010 60489 8.40% 0.534%
56 13.910 2008 2010 2012 rVvVv 37653 31524 4_.38% 0.278%
57 13.945 2012 2016 2020 rVV3 63555 102683 14.26% 0.906%
58 13.980 2020 2022 2025 rVB 53767 48165 6.69% 0.425%

59 14.133 2043 2048 2051 rBV2 565912 711370 98.82% 6.278%
60 14.157 2051 2052 2056 rVB 205477 161916 22.49% 1.429%

61 14.239 2064 2066 2068 rBV 33355 28621 3.98% 0.253%
62 14.480 2105 2107 2109 rBVZ2 24396 24657 3.43% 0.218%
63 15.204 2226 2230 2233 rBV 166816 257220 35.73% 2.270%
64 15.527 2281 2285 2292 rVB 98093 127258 17.68% 1.123%
65 15.592 2292 2296 2300 rBV 151037 197292 27.41% 1.741%

66 15.657 2303 2307 2311 rVB 209426 275743 38.31% 2.434%
67 17.227 2570 2574 2585 rVB3 63984 157201 21.84% 1.387%

Sum of corrected areas: 11330797
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110429.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample : J5769-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110429.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110429.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample : J5769-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.25 7.07 ng 172419 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 28 (2.252 min): BF110429.D (-23) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 87.1
| 2.20 2.30 2.40 2.50 2.60 2.70
ob e e e e i bbb - M/z 43.05 39 85%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60 2.70
55.0 87.0 m/z 55.00 26.49%
29.0
0 L AN .
LRI IR SR SR S SURILIL SURLI SURLEL I SURIL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
410 g g 87.0 2.20 2.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.10 25.28%
29.0
o..w..”,}ﬁQ,.”.,”..“..w..”,.”.,”..“..w.?ﬁq.”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.05 13.59%
5000
43.0
oL 20 190 290 711 530 ea0 || 88.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110429.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample : J5769-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 29.22 ng 712317 1,4-Dichlorobenzene-d4 6.96
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 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 788 (6.722 min): BF110429.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 | | ase 6.40 6.60 6.80 7.00
o} SIS N L2 N | m/z 68.10 39.79%
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 LRSS SR AR

6.40 6.60 6.80 7.00
m/z 134.00 32.31%

31.0 51.0
o | I “ I I
R L N O RELRRL SRR RESEE RS SR
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
132.0
I
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.81%
41.0 53.0 97.0 1170
‘ 79.0 '
0 “ Ll \‘m‘ L]y L ‘ [l
R o B e N L o R AR NSRS SRR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole B e e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.26%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
R e e R BRARARRE RS s e e e e e e AR R e B REEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF102318.M Mon Nov 05 12:20:35 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110429.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample : J5769-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 4 6H-Cyclobuta[jk]phenanthrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.10 2.17 ng 55167 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 Methvl diselenide 190 C2H6Se2 007101-31-7 45
4 Benzaldehvde. 3.5-dichloro-2-hvyd... 190 C7H4Cl1202 000090-60-8 40
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
Abundance Scan 1702 (12.098 min): BF110429.D (-1699) (-) m/z 192.05 100.00%
5000
110.9 139.0 11.80 12.00 12.20 12.40
. m/z 189.10 67.11%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
5000
94.0 11.80 12.00 12.20 12.40
: m/z 191.10 64.71%
163.0
R S S L L W B L B WL L L B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0 A
e e A e
11.80 12.00 12.20 12.40
5000 m/z 190.10 51.20%
94.0
o 390 630 78p | 1100 1370 1630 ||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53209: Methyl diselenide
93.0 190.0 11.80 12.00 12.20 12.40
m/z 94.50 22.07%
175.0
5000
160.0 ‘
0|....|....| Hd H‘H H“ \‘\H\ \H‘ A
mz-> 20 40 60 80 100 120 140 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110429.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample : J5769-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl3.95 Concentration Rank 5

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

13.95 2.89 ng 102683 Chrysene-di12 14.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphtho(2.1-f)auinoline 229 C17H11N 000218-08-6 38

2 Oxalic acid. isobutvl tridecvl e... 328 C19H3604 1000309-37-8 30
3 Hexadecane. 1.1"-oxvbis- 467 C32H660 004113-12-6 27

4 Trihexadecvl borate 735 C48H99B03 002665-11-4 27

5 Benzo(a)acridine 229 C17H1iIN 000225-11-6 25

Abundance m/z 229.05 100.00%

Scan 2017 (13.951 min): BF110429.D (-2012) (-)
1

5000

J611 326.0 13.60 13.80 14.00 14.20
0 e | m/z 57.00 61.59%
mz-> 0 50 100 150 200 250 300 350 400 450

Abundance #85299: Naphtho(2,1-f)quinoline
229.0
5000 LA L L L L L L B
13.60 13.80 14.00 14.20
0
100.0 m/z 43.10 58.92%
|| 174.0 | |
o1ttt

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #167554: Oxalic acid, isobutyl tridecyl ester

57.0

13.60 13.80 14.00 14.20

5000

227.0
140.0 182.0

Ll

m/z 55.05 42 _.01%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #230405: Hexadecane, 1,1'-oxybis- T

57.0 13.60 13.80 14.00 14.20
225.0 m/z 71.10 37.07%

5000 70
qu [ﬂ ww h‘ 297.0 423.0 465.0

,,,,,,,,, e

m/z--> 0 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110429.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample : J5769-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 6 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.53 9.23 ng 127258 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzolklfluoranthene 252 C20H12 000207-08-9 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 95
Abundance Scan 2285 (15.527 min): BF110429.D (-2281) (-) m/z 252.10 100.00%
259.1
5000
126.0

15.20 15.40 15.60 15.80

| 411 740 99.0 170.1 200.0224.1 279.1 328.1 m/z 250.10 29.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene
252.0

5000
15.20 15.40 15.60 15.80
125.0 m/z 253.10 22 .64%
ol momogmum'wmnunmwmol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104215: Perylene
252.0
T T T R T
15.20 15.40 15.60 15.80
5000 m/z 125.95 14 _.30%
126.0
o 50.0 74.0 99.0 150.0174.0198.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104227: Benz[e]acephenanthrylene
252.0 15.20 15.40 15.60 15.80
m/z 125.00 14_.19%
5000
126.0
0l 390 740100.0, | 150.0174.0 200,0224.0 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF110218\
Data File : BF110429.D

Acq On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample : J5769-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.25 7.1 ng 172419 1 6.96 487538 20.0
unknown6.72 6.72 29.2 ng 712317 1 6.96 487538 20.0
6H-Cyclobuta[jk]p--- 12.10 2.2 ng 55167 4 11.49 508416 20.0
unknown13.95 13.95 2.9 ng 102683 5 14.13 711370 20.0
Benzo[e]pyrene 15.53 9.2 ng 127258 6 15.66 275743 20.0
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