LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\

Data File : BF109231.D

Aca On > 22 Sep 2018 19:41 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J4777-15 5X PL-02-0920-18-C

ALS Vial : 16 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-BF092218 .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 5.298 543 546 557 rBV 460668 408876 27.60% 1.897%
2 6.328 718 721 731 rVB 505248 440042 29.71% 2.042%
3 6.469 741 745 748 rBV 544109 442763 29.89% 2.055%
4 6.704 781 785 788 rBV 947538 737721 49.80% 3.424%
5 6.857 808 811 815 rBV 439550 349514 23.59% 1.622%
6 7.257 876 879 883 rBV 327528 258581 17.46% 1.200%
7 7.987 999 1003 1006 rBVY 1217352 954099 64.41% 4.428%
8 9.057 1182 1185 1189 rBV 622476 517671 34.95% 2.402%
9 9.398 1239 1243 1246 rBvV2 19514 18506 1.25% 0.086%
10 9.451 1249 1252 1255 rBV 144537 112861 7.62% 0.524%
11 9.592 1273 1276 1282 rVB 26453 23597 1.59% 0.110%
12 9.733 1296 1300 1304 rBvV 1161651 1001353 67.60% 4.647%
13 9.763 1304 1305 1309 rVB 51316 39286 2.65% 0.182%
14 9.939 1332 1335 1338 rvB2 26676 23761 1.60% 0.110%
15 10.275 1390 1392 1399 rVB 38798 37197 2.51% 0.173%
16 10.410 1410 1415 1417 rVB5 14313 18547 1.25% 0.086%
17 10.439 1417 1420 1426 rVB4 15820 18437 1.24% 0.086%
18 10.516 1429 1433 1438 rBvV 280113 253117 17.09% 1.175%
19 10.645 1452 1455 1458 rBvV3 18807 26042 1.76% 0.121%
20 10.822 1480 1485 1488 rBV5 12470 22013 1.49% 0.102%
21 11.016 1515 1518 1523 rVB 61866 56534 3.82% 0.262%
22 11.063 1523 1526 1530 rBvV4 10479 17051 1.15% 0.079%
23 11.104 1530 1533 1536 rBV 55496 48004 3.24% 0.223%

24 11.210 1548 1551 1553 rBV 1005714 843777 56.96% 3.916%
25 11.233 1553 1555 1558 rvVv 945496 742340 50.11% 3.445%

26 11.263 1558 1560 1561 rVvVv 31552 24250 1.64% 0.113%
27 11.286 1561 1564 1567 rVB 123500 106836 7.21% 0.496%
28 11.316 1567 1569 1573 rBV 51789 45871 3.10% 0.213%
29 11.439 1584 1590 1593 rBV2 111366 121216 8.18% 0.563%
30 11.510 1598 1602 1604 rVVv2 22084 24804 1.67% 0.115%
31 11.539 1604 1607 1612 rVB 40859 38642 2.61% 0.179%
32 11.622 1619 1621 1625 rVB 26366 23825 1.61% 0.111%

33 11.710 1630 1636 1638 rVV 126480 116543 7.87% 0.541%
34 11.739 1638 1641 1646 rVvV 185446 174375 11.77% 0.809%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\

Data File : BF109231.D

Aca On > 22 Sep 2018 19:41 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J4777-15 5X PL-02-0920-18-C

ALS Vial : 16 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
Title

35 11.786

36 11.822
37 11.845
38 12.004
39 12.027
40 12.080

41 12.133
42 12.157
43 12.186
44 12.210
45 12.257

46 12.292
47 12.339
48 12.422
49 12.474
50 12.545

51 12.569
52 12.645
53 12.692
54 12.763
55 12.786

56 12.863
57 12.886
58 12.922
59 12.951
60 12.969

61 13.004
62 13.033
63 13.074
64 13.098
65 13.133

66 13.163
67 13.192
68 13.239
69 13.351
70 13.374

71 13.474

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
BNA STANDARDS FOR 5 POINT CALIBRATION

ASP

1646

1651
1657
1683
1687
1697

1706
1710
1714
1719
1723

1732
1741
1752
1760
1774

1780
1789
1801
1812
1817

1827
1835
1839
1844
1848

1853
1859
1864
1870
1875

1880
1886
1894
1912
1917

1932

1649

1655
1659
1686
1690
1699

1708
1712
1717
1721
1729

1735
1743
1757
1766
1778

1782
1795
1803
1815
1819

1832
1836
1842
1847
1850

1856
1861
1868
1872
1878

1883
1888
1896
1915
1919

1936

1651

1657
1662
1687
1697
1702

1710
1714
1719
1723
1732

1737
1748
1760
1770
1780

1786
1798
1809
1817
1827

1835
1839
1844
1848
1853

1859
1864
1870
1875
1880

1886
1894
1899
1917
1924

1941

rvva2

rvv
rvB
rBv
rvB
rBv2

rBv2
rvB2
rBv
rvB2
rBv

rvv
rvB2
rvB
rBv3
rBv3

rvB
rBv
rvB2
rBv
rvB2

rBv2
rvB

rBv4
rvv2
rvB2

rBv4
rvv
rvv
rvv
rvv2

rvv
rvv
rvB3
rBv4
rvvs

rBv

33292

185151
87596
88773

216561
19651

19007
35635
46953
38964
122107

43508
113803
1655469
37188
46996

51862
1517924
54273
78764
451494

99888
38065
23792
75890
120565

21257
75557
153559
36574
38724

100750
89270
35503
29321
33134

175107
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31276

184392
70493
70856

229617
24151

20143
29659
38031
29098
131520

43838
115810
1459992
68451
62690

49889
1447991
81625
73074
453137

155314
27112
28872
85192

114590

27948
74813
143949
41295
47232

95257
107040
33069
39247
54147

192284

2.11%

12 .45%
4.76%
4.78%

15.50%
1.63%

1.36%
2.00%
2.57%
1.96%
8.88%

2.96%
7.82%
98 .56%
4.62%
4.23%

3.37%
97 .75%
5.51%
4._.93%
30.59%

10.48%
1.83%
1.95%
5.75%
7.74%

1.89%
5.05%
9.72%
2.79%
3.19%

6.43%
7.23%
2.23%
2.65%
3.66%

12.98%

0.145%

0.856%
0.327%
0.329%
1.066%
0.112%

0.093%
0.138%
0.176%
0.135%
0.610%

0.203%
0.537%
6.775%
0.318%
0.291%

0.232%
6.720%
0.379%
0.339%
2.103%

0.721%
0.126%
0.134%
0.395%
0.532%

0.130%
0.347%
0.668%
0.192%
0.219%

0.442%
0.497%
0.153%
0.182%
0.251%

0.892%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\

Data File : BF109231.D

Aca On > 22 Sep 2018 19:41 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J4777-15 5X PL-02-0920-18-C

ALS Vial : 16 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-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 13.539 1945 1947 1949 rVB 34056 23608 1.59% 0.110%
73 13.586 1950 1955 1958 rBV2 184117 259312 17.51% 1.203%
74 13.616 1958 1960 1962 rVV 104722 97338 6.57% 0.452%

75 13.639 1962 1964 1968 rVV3 155673 204334 13.79% 0.948%

76 13.680 1968 1971 1974 rVB 182303 167877 11.33% 0.779%
77 13.751 1981 1983 1986 rBV 36510 36339 2.45% 0.169%
78 13.833 1990 1997 2000 rBV3 1042240 1481342 100.00% 6.874%
79 13.863 2000 2002 2004 rVB 785101 563869 38.06% 2.617%

80 13.939 2013 2015 2017 rVB 60957 41745 2.82% 0.194%
81 13.974 2019 2021 2023 rVV 46813 32084 2.17% 0.149%
82 14.021 2027 2029 2031 rVB2 66186 48999 3.31% 0.227%
83 14.057 2031 2035 2039 rBV2 78006 101320 6.84% 0.470%
84 14.186 2055 2057 2059 rBV2 46686 44428 3.00% 0.206%

85 14.221 2060 2063 2066 rVvVv 127396 128873 8.70% 0.598%

86 14.257 2066 2069 2072 rVVv2 170599 160937 10.86% 0.747%
87 14.345 2082 2084 2086 rBV 58725 39879 2.69% 0.185%
88 14.757 2151 2154 2158 rVB2 89951 91279 6.16% 0.424%
89 14.845 2164 2169 2172 rBV 691410 1058507 71.46% 4.912%
90 14.939 2182 2185 2188 rVB2 151713 160921 10.86% 0.747%

91 15.121 2212 2216 2222 rVB 421350 484256 32.69% 2.247%
92 15.180 2222 2226 2231 rBV 435999 501356 33.84% 2.327%
93 15.239 2232 2236 2239 rBV 488365 580174 39.17% 2.692%
94 15.263 2239 2240 2242 rVB 41362 32156 2.17% 0.149%
95 15.686 2309 2312 2317 rVB 108929 139355 9.41% 0.647%

96 16.415 2431 2436 2447 rVB5 108082 254039 17.15% 1.179%
97 16.580 2459 2464 2472 rVB2 213231 376393 25.41% 1.747%
98 16.980 2527 2532 2543 rVB 171290 366853 24.76% 1.702%

Sum of corrected areas: 21548719
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\

BF109231.D

22 Sep 2018 19:41

JussJ

J4a777-15 5X

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109231.D
1500000
1000000 6.70
A7
500000 5.30 63? 6.86
7.26
o1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF109231.D
12042 15 65
1500000
7.99 9.73
1000000
9.06
500000
10.52
9.45 .
o U 40 9.59%,769.04 1027, 5 24
— T e R A e e e e e e N BELAR =T T —T —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109231.D
1500000
13.83
1000000 1p-86 14.84
500000
e T B s e e e B e T B e o T LA B e e e e e e B e
14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 2

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

6.47 12.00 ng 442763 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 745 (6.469 min): BF109231.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 | | aae P " 620 640 6.60 6.80
o) NN | RSV SMSUR 1A TS . S MM SERUR | MM m/z 68.10 40.82%
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 IREBE ARSI S
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 31.73%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
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
" 620 6.40 6.60 6.80
5000 67.0 m/z 66.00 25.82%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole A e A RaRE
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.73%
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 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Anthracene, 1l-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.71 2.76 ng 116543 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87

Abundance Scan 1636 (11.710 min): BF109231.D (-1630) (-) m/z 192.10 100.00%

192.

5000

94.5 165.1 11.40 11.60 11.80 12.00

113.1 139.0

0 m/z 191.10 61.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-
192.0
5000 A DAL RARRA AR RARES
11.40 11.60 11.80 12.00
165.0 m/z 189.10 31.54%

96.0 1150 139.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
11.40 11.60 11.80 12.00
5000 m/z 190.10 16.59%
94.0 165.0
I L B o o o o I B e N B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 193.10 16.14%
5000
83.0 165.0
o150 390 630 ™" 9901150 1390 | A
LA B o o T LATLI A I e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.74 4.13 ng 174375 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 97
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95

Abundance Scan 1641 (11.739 min): BF109231.D (-1638) (-) m/z 192.10 100.00%

192.

5000

165.1 11.40 11.60 11.80 12.00

94.6

43.0 629 79 111.1 139.0

01 m/z 191.10 60.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000

11.40 11.60 11.80 12.00
m/z 189.10  29.26%

94.0 165.0
115.0 139.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
11.40 11.60 11.80 12.00
5000 m/z 193.10 16.72%
165.0
0 39.0 630 96.0 1150 1390 | |l
T o o o LA N o I e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 190.05 14.84%
5000
83.0 165.0
o150 390 630 ™" 99.01150 1390 | Il
T o o o B B L e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.82 4.37ng 184392  Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58

000090-60-8 52
007072-01-7 43

2 Benzaldehvde. 3.5-dichloro-2-hyd... 190 C7H4Cl1202
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402

4 Carbonic acid. butvl 2-formvl-4.... 290 C12H12Cl1204 1000331-42-2 38
5 2,6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 30
Abundance Scan 1655 (11.822 min): BF109231.D (-1651) (-) m/z 190.10 100.00%
19pD.1
5000
165.1 11.60 11.80 12.00 12.20
39.0 630 1111 139.0 .
o 2100 ' "m/z 189.05  98.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
: m/z 192.05 53.81%
0 390 630 | || 1100 1370 1630
L e e L o e o LA AA o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
R A RRamma
11.60 11.80 12.00 12.20
5000 m/z 191.05  43.40%
63.0
133.0 172.0
29 ’
obi20 %m0 | ysso | i) besso, | b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52976: 2,3,5,6- Tetramethylterephthalaldehyde
39.0 190.0 11.60 11.80 12.00 12.20
m/z 94.50 23.35%
5000 115.0133.0 161.0
m/z--> 1 120 140 160 180 200 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9,10-Anthracenedione Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.03 5.44 ng 229617 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 97
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 64
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 62
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 58

Abundance Scan 1690 (12.027 min): BF109231.D (-1687) (-) m/z 208.10 100.00%
1501 1801 2081
5000
76.0 .
50.0 o 1261 | | ' 11.80 12.00 12.20 12,40
o} ottt m/z 180.10 94 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67896: 9,10-Anthracenedione
152.0  180.0  208.0
5000 76.0
11.80 12.00 12.20 12.40
50.0 126.0 m/z 152.10 81.84%
o , 102.0 | .
m/z--> 20 40 60 86 160 150 150 1éo 180 260
Abundance #45697: Benzo[c]cinnoline
152.0
180.0
11.80 12.00 12.20 12.40
5000 m/z 151.05 38.96%
76.0
126.0
0 om0 ]
L R R I L L WL L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45755: 9H-Fluoren-9-one
180.0 11.80 12.00 12.20 12.40
m/z 76.00 31.40%
5000 152.0
76.0
0 27.0 I 50\\.0 \‘ H il ‘98\\'0 12?.0 “\
m/z--> 25 45 eb 86 160 150 150 1éo 180 260 ' 11.80 12.00 12.20 12.40

8270-BF092218 .M Mon Sep 24 14:28:44 2018

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 7 Phenanthrene, 2,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.26 3.12 ng 131520 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 96
2 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 86
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 86
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 83
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 78

Abundance Scan 1730 (12.263 min): BF109231.D (-1723) (-) m/z 206.10 100.00%

206.1
5000

12.00 12.20 12.40 12.60

0 m/z 191.10 53.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
184.0 12.00 12.20 12.40 12.60
1010 ' m/z 189.05 27.32%
o270 510 780 | 12301390 165.0
T e e e T R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66239: di-p-Tolylacetylene
206.0
12.00 12.20 12.40 12.60
5000 m/z 126.00 23.05%
189.0
L 30550 760 1920 1501300 1650 || ]
R B I I o o B L o A B I R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66250: Anthracene, 1,4-dimethyl-
206.0 12.00 12.20 12.40 12.60
m/z 205.05 20.79%
5000

189.0
89.0
390 630 O 1150 1390 1650 % I

e B i Mt N | R RN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF092218 .M Mon Sep 24 14:28:44 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 8 Cyclopenta(def)phenanthrenone Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.34 2.75 ng 115810 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 Quinoline. 8-methoxv-5-nitro- 204 C10H8N203 1000298-88-7 46
3 Naphthalene. 1-phenvl- 204 C16H12 000605-02-7 43
4 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 43
5 [1,1"-Biphenyl]-4,4"-dicarbonitrile 204 C14H8N2 001591-30-6 38

Abundance Scan 1743 (12.339 min): BF109231.D (-1741) (-) m/z 204.10 100.00%
2
5000
12.00 12.20 12.40 12.60
0 m/z 176.10 38.32%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000
176.0 12.00 12.20 12.40 12.60
88.0 m/z 205.10 19.92%
o 620 , | . 1220 1900 J
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63769: Quinoline, 8-methoxy-5-nitro-
1020 1280 204.0
157 0 174.0 12.00 12.20 12.40 12.60
5000 ' m/z 206.10 13.63%
77.0
39.0
0 R B i B B B B B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64595: Naphthalene, 1-phenyl-
204.0 12.00 12.20 12.40 12.60
m/z 87.95 13.40%
5000
101.0
oL270 510 760 | 1260 150.0 1760 Nl
miz-> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF092218 .M Mon Sep 24 14:28:45 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9 Pyrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.86 2.10 ng 155314 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 95
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 86
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
Abundance Scan 1832 (12.863 min): BF109231.D (-1827) (-) m/z 216.10 100.00%
216.1
5000
94.5 189.0
165.1 12.60 12.80 13.00 13.20
Obr 220 20 SRR 1| m/z 215.05  88.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl-
216.0
5000

12.60 12.80 13.00 13.20
m/z 213.05  23.35%

95.0 189.0
ol 140 39.0 63.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74425: Fluoranthene, 2-methyl-
216.0
12.60 12.80 13.00 13.20
5000 m/z 217.10 20.63%
108.0
0 39.0 74.0 | 139.0 163.0 18‘?0‘ ‘
LA b o e BAARREEEE S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene
216.0 12.60 12.80 13.00 13.20
m/z 94.50 14.94%
5000
107.0
0 28.0 50.0 81.0 139.0 163.0 189.0 ‘
A RN I e o e o e e S  REARNERES S EEEEs a T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13. 20

8270-BF092218 .M Mon Sep 24 14:28:46 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 10 11H-Benzo[a]fluoren-11-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.60 ng 192284 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 94
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 81
3 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 59
4 5.6-Dihvdrochrvsene 230 C18H14 002091-92-1 50
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 50
Abundance Scan 1935 (13.469 min): BF109231.D (-1932) (-) m/z 230.10 100.00%
230.1
5000
202.1
50.0 75.0 10|1'0 126.0150.1174.1 ||| o621 3021 13.20 13.40 13.60 13.80
0I”'W”'W””IJ”L'”P”'P”W'”W'”W”'W”'W””IG”I””Pu' m/z 202.10 23.53%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
5000 LR SO UL SR SR
13.20 13.40 13.60 13.80
101.0 200.0 m/z 200.05 22 .27%
. 500 750 " 126,0150.0174.0
miz-> 30 % 60 8 100 130 130 150 180 200 230 250 260 280 300
Abundance #86246: 7H-Benz[de]anthracen-7-one
230.0
13.20 13.40 13.60 13.80
5000 202.0 m/z 231.10 17.73%

27.0 50.0 74.0 1010 156515001740 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #86242: 6H-Benz[de]anthracen-6-one e e A R R

230.0 13.20 13.40 13.60 13.80
202.0 m/z 201.05 15.26%

5000
101.0
270 50.0 @q‘ﬂlmommnmo m

e R aa L L B e N R A Aaamasan oo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13 60 13.80

8270-BF092218 .M Mon Sep 24 14:28:46 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11 Benzo[b]naphtho[2,1-d]Jthiop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.59 3.50 ng 259312 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.1-d1thiophene 234 C16H10S 000239-35-0 96
2 Benzolblnaphthol2.3-d1thiophene 234 C16H10S 000243-46-9 91
3 Benzolblnaphtholl.2-d1thiophene 234 C16H10S 000205-43-6 90
4 Quinoxalinol2.3-bTlauinoxaline. 5... 234 C14H10N4 000531-46-4 59
5 Cyclohexene, 1,2-diphenyl- 234 C18H18 041317-87-7 53
Abundance Scan 1956 (13.592 min): BF109231.D (-1950) (-) m/z 234.10 100.00%
2341
5000
117.0 189.1 13.20 13.40 13.60 13.80 14.00
88.0 163.1
O30 .6,3.9..,....,:..~.‘,..1.3f?.1...,....,.'J'..,-'.2.1?.-1.--!|!l.,...2]‘3,2]'9.. m/z 235.10  19.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89187: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 AR TSR SRR SRR I
1320 13.40 13.60 13.80 14.00
117.0 m/z 230.10 16.79%
: 189.0
0 400 590 910, | 139.0 163.0 " "209.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89181: Benzo[b]naphtho[2,3-d]thiophene
234.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 189.10 11.91%
117.0
o 63.0 95.0 139.0 163.0 1890p59 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89188: Benzo[b]naphtho[1,2-d]thiophene B B E e
234.0 13.20 13.40 13.60 13.80 14.00
m/z 232.10 9.42%
5000
117.0
o 280 63.0 94.0 130.0 163.0 18905594
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1320 13.40 13.60 13.80 14.00

8270-BF092218 .M Mon Sep 24 14:28:47 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 12 2,2-Diphenylpropionic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.64 2.76 ng 204334 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Diphenvilpropionic acid 226 C15H1402 005558-66-7 59
2 7-Methvl-4-azafluorene 181 C13H11IN 064291-99-2 38
3 Cvclopentalcdlpvrene 226 C18H10 027208-37-3 38
4 Thiophene. 2.5-bis(1.1-dimethvle... 196 C12H20S 001689-77-6 35
5 6-Methyl-4-phenyl-3-cyanopyridin... 226 C13H10N2S 078564-23-5 35

Abundance Scan 1964 (13.639 min): BF109231.D (-1962) (-) m/z 226.10 100.00%

181.1 22p.1

5000

13.40 13.60 13.80 14.00

113.0

43.1 63.0 88.9 152.1 254.1

0 m/z 181.10 96.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82856: 2,2-Diphenylpropionic acid
181.0
5000 LIS L L L B LB B BB

13.40 13.60 13.80 14.00
103.0 226.0 m/z 165.10 28.95%

77.0 )
0 28.0 5:II-O |.|| " 128.0 1520||I 1l |
L R S LA R o o e B e e e S R S R L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46466: 7-Methyl-4-azafluorene
181.0

13.40 13. 60 13. 80 14.00

5000 m/z 166.05 28.77%
N LGN/ Mol U I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83067: Cyclopenta[cd]pyrene
226.0 13.40 13.60 13.80 14.00

m/z 227.10 19.14%
5000

113.0
87.0 | 174.0 198.0 |

e e SR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00

8270-BF092218 .M Mon Sep 24 14:28:48 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 14 Piperazine, l-methyl-4-(1,2... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.26 2.17 ng 160937 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperazine. 1-methvl-4-(1.2.3.4-... 258 C17H26N2 055591-14-5 90
2 Benz(a)anthracene-7.12-dione 258 C18H1002 002498-66-0 89
3 5.12-Naphthacenedione 258 C18H1002 001090-13-7 60
4 Chrvsene. 5-methvl- 242 C19H14 003697-24-3 56
5 Chrysene, 1-methyl- 242 C19H14 003351-28-8 56
Abundance Scan 2070 (14.263 min): BF109231.D (-2066) (-) m/z 258.10 100.00%
258.1
202.1
5000
101.1 R e S R EEE S L
126.1 14.00 14.20 14.40 14.60
150.1174.0
ol L0 "m/z 202.10 72.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109303: Piperazine, 1-methyl-4-(1,2,3,4-tetrahydro-3,7-di...
70.0 258.0
5000 L LU UL AL IR
14.00 14.20 14.40 14.60
m/z 230.10 53.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109308: Benz(a)anthracene-7,12-dione
258.0
14,00 14.20 14.40 14.60
5000 m/z 200.05 46 .55%
202.0 951
101.0
180 500750, | 1200 1750 Hl
m/z--> 20 40 60 80 100 150 140 160 180 200 220 250 260 280 300 |
Abundance #109306: 5,12-Naphthacenedione TR T T T
258.0 14.00 14.20 14.40 14.60
m/z 242_.10 38.74%
5000
202.0
1010 2300
o 500 750, | 1290 1760 | |
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300 14.00 14.20 14.40 14.60

8270-BF092218 .M Mon Sep 24 14:28:49 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15 unknownl4.76 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.15 ng 91279 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole. 3-(4-chlorophenvl)-_.. 254 C15H11CIN2 033064-19-6 35
2 5.8-Dimethoxv-1.4-dihvdro-2.3-au... 254 C10H10N202S2 001790-96-1 35
3 Fluorene. 9-(2-pvridinv)methvlene- 255 C19H13N 002871-27-4 32
4 Benzoic acid. 4-I2-(3-methoxvphe... 254 C16H1403 1000197-90-6 30
5 9,10-Anthracenedione, 1,8-dihydr... 254 C15H1004 000481-74-3 27
Abundance Scan 2155 (14.763 min): BF109231.D (-2151) (-) m/z 254.10 100.00%
2541
5000
571 954 226.0
' 138.1 173.1200.1 1 316.1 14.40 14.60 14.80 15.00
o} m/z 268.10 28.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105480: 1H-Pyrazole, 3-(4-chlorophenyl)-1-phenyl-
254.0
5000 L D SN SRR BN
770 14,40 14.60 14.80 15.00
g0 | m/z 256.10 24 .90%
. : 1270 Jee 0191.02180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104945: 5,8-Dimethoxy-1,4-dihydro-2,3-quinoxalinedithione
254.0
14.40 14.60 14.80 15.00
5000 m/z 226.00 24 .74%
221.0
m/z--> 20 45 eb 80 100120140160180200220240260280300350350
Abundance #106637: Fluorene, 9-(2-pyridinyl)methylene- AR BEEEE T
254.0 14.40 14.60 14.80 15.00
m/z 255.10 23.27%
5000 1970
5L0 1000 1650 20002260
o) S— ”i” T ...‘. ¥ | E—— ”” rrrrt P/ ... R A RARRARA e —
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 1440 14.60 14.80 15.00

8270-BF092218 .M Mon Sep 24 14:28:49 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 17 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.12 16.69 ng 484256 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Pervlene 252 C20H12 000198-55-0 96
4 Benzolalovrene 252 C20H12 000050-32-8 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 2216 (15.121 min): BF109231.D (-2212) (-) m/z 252.10 100.00%
25p.1
5000
125.1
2241 14.80 15.00 15.20 15.40
ol 400 831 , | 150110102231 | 2021 33313653 o oEn G5 29400
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
259,
5000
14.80 15.00 15.20 15.40
m/z 253.10 21.32%
125.0
o 63.0 98.0, | 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[k]fluoranthene
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.10 14 .50%
126.0
0::|||||8|7.|0||‘H|‘H|||||||||22|‘4.|0|JH||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #104214:Perylene L L L L N BN |
252.0 14.80 15.00 15.20 15.40
m/z 126.00 11.38%
5000
125.0
o170 500 830 | 1740 2240
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 18 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.69 4.80 ng 139355 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2313 (15.692 min): BF109231.D (-2309) (-) 57.10 100.00%
57.1
99.1 R N REEE S R
132.2 169.1 205. 266.1 mmmmmmmm
0 ....,.-.'.‘.ll,.ll.l.'.‘,-.a..2?5.1...,.-. 20913821 8842 | mjz 71.10 72.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 L B B SUILN R

15.40 15.60 15.80 16.00
99.0 m/z 43.10 64.53%

| | d | ] 41.0 1830 2250 282.0

ol by e
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57.0
AR EEREE L
15.40 15.60 15.80 16.00
5000 m/z 85.10 48.45%
99.0 169.0
olis. 0 | L] 1135.0° ] 248.0
= e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane AR EEREE L
57.0 15.40 15.60 15.80 16.00
m/z 69.10 19.87%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
L a i B B B e e e e AR EEREE L
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109231.D

Aca On 22 Sep 2018 19:41

Operator : JU/SJ

Sample : J4777-15 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 19 Quinoxaline, 6-(3-nitrobenz... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.42 8.76 ng 254039 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoxaline. 6-(3-nitrobenzvlide... 278 C15H10N402 302800-55-1 90
2 Benzolbltriphenvlene 278 C22H14 000215-58-7 55
3 Picene 278 C22H14 000213-46-7 46
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 38
5 Estra-1,3,5,7,9,15-hexaen-17-one... 278 C19H1802 056588-53-5 27
Abundance Scan 2437 (16.421 min): BF109231.D (-2431) (- m/z 278.10 100.00%
278.1
43.1 82.1
5000

168.1 196.0 222.1 304.1 16. 20 16 40 16. 60 16. 80
0 m/z 276.10 77 .40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125689: Quinoxaline, 6-(3-nitrobenzylidenamino)-
278.0
75.0
102.0
50.0 129.0
5000

16.20 16.40 16.60 16.80
m/z 43.10 56.93%

250.1

0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126220: Benzo[b]triphenylene
278.0
R S N EaEmE s
16.20 16.40 16.60 16.80
5000 m/z 82.10 55.45%
139.0
ol...39.0 63.0 87.0 112.0 174.0 200.0224.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126209: Picene RS EmmEs o L
278.0 16. 20 16 40 16. 60 16. 80

m/z 57.10 55.42%

- MJL/\/VL

woem)m01moﬁgﬁmomﬂ)2mo%m3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 20 16 40 16. 60 16. 80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092218\

Data File : BF109231.D

Acqg On : 22 Sep 2018 19:41 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J4777-15 5X PL-02-0920-18-C

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 12.0 ng 442763 1 6.70 737721 20.0
Anthracene, 1l-met... 11.71 2.8 ng 116543 4 11.21 843777 20.0
Phenanthrene, 2-m... 11.74 4.1 ng 174375 4 11.21 843777 20.0
4H-Cyclopenta[def... 11.82 4.4 ng 184392 4 11.21 843777 20.0
9,10-Anthracenedione 12.03 5.4 ng 229617 4 11.21 843777 20.0
Phenanthrene, 2,5... 12.26 3.1 ng 131520 4 11.21 843777 20.0
Cyclopenta(def)ph... 12.34 2.8 ng 115810 4 11.21 843777 20.0
Pyrene, l-methyl- 12.86 2.1 ng 155314 5 13.84 1481340 20.0
11H-Benzo[a]fluor... 13.47 2.6 ng 192284 5 13.84 1481340 20.0
Benzo[b]naphtho[2... 13.59 3.5 ng 259312 5 13.84 1481340 20.0
2,2-Diphenylpropi... 13.64 2.8 ng 204334 5 13.84 1481340 20.0
Piperazine, l-met... 14.26 2.2 ng 160937 5 13.84 1481340 20.0
unknownl14 .76 14.76 3.1 ng 91279 6 15.24 580174 20.0
Benzo[e]pyrene 15.12 16.7 ng 484256 6 15.24 580174 20.0
Eicosane 15.69 4.8 ng 139355 6 15.24 580174 20.0
Quinoxaline, 6-(3... 16.42 8.8 ng 254039 6 15.24 580174 20.0
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