LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\

Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample : 03224-07 2X

Misc COMPOSIT-SB-10

ALS Vvial : 18 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133820.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

min  scan scan scan TY height area % max. total

1 4.540 412 417 424 rBVS 6730 10306 1.33% 0.096%
2 5.087 506 510 518 rBV 44728 51921 6.69% 0.486%
3 5.487 574 578 593 rVB 741728 696102 89.69% 6.515%
4 6.422 734 737 741 rBV 18046 17568 2.26% 0.164%
5 6.492 745 749 760 rVW 905386 776150 100.00% 7.264%
6 6.692 780 783 787 rVB3 12603 15609 2.01% 0.146%
7 6.863 809 812 816 rBV 665926 520287 67.03% 4.869%
8 7.422 903 907 911 rBvV 561627 454608 58.57% 4.,255%
9 8.145 1026 1030 1032 rBV 592746 530327 68.33% 4.963%
10 8.163 1032 1033 1038 rVB 25228 14156 1.82% 0.132%
11  8.857 1147 1151 1158 rVB 16883 18258 2.35% 0.171%
12 8.957 1164 1168 1171 rVB 11412 10302 1.33% 0.096%
13 9.216 1208 1212 1215 rBV 1046055 775736 99.95% 7.260%
14  9.486 1254 1258 1263 rVB3 9482 12776  1.65% 0.120%
15 9.557 1267 1270 1272 rBV 13765 13724 1.77% 0.128%
16 9.757 1301 1304 1307 rBV 25083 22552 2.91% 0.211%
17 9.828 1313 1316 1321 rVB2 10871 10558 1.36% 0.099%
18 9.898 1321 1328 1331 rBV 676366 550292 70.90% 5.150%
19 9.933 1331 1334 1337 rVB 23774 23001 2.96% 0.215%
20 10.104 1359 1363 1367 rVB2 19031 15943 2.05% 0.149%
21 10.445 1418 1421 1425 rBV2 24094 23047 2.97% 0.216%
22 10.610 1445 1449 1452 rBV2 43066 42668 5.50% 0.399%
23 10.686 1459 1462 1467 rBV 489948 421064 54.25% 3.941%
24 10.816 1479 1484 1491 rBV6 17885 26271 3.38% 0.246%
25 10.998 1510 1515 1518 rBV4 9237 11931 1.54% 0.112%
26 11.192 1545 1548 1552 rVB 19913 20526 2.64% 0.192%
27 11.286 1562 1564 1569 rVB 22792 21517 2.77% 0.201%
28 11.351 1569 1575 1578 rBVS8 6180 14088 1.82% 0.132%
29 11.392 1578 1582 1584 rVV 636873 540884 69.69% 5.062%
30 11.416 1584 1586 1589 rVV 317015 236461 30.47%  2.213%
31 11.469 1592 1595 1598 rvVv 57987 55179 7.11% 0.516%
32 11.504 1598 1601 1603 rVB2 11423 12900 1.66% 0.121%
33 11.627 1616 1622 1624 rBV2 30276 36827 4.74% 0.345%
34 11.727 1636 1639 1644 rVB6 11665 14386 1.85% 0.135%
35 11.780 1644 1648 1650 rBV5 8129 10089 1.30% 0.094%
36 11.892 1663 1667 1669 rBV 47631 54252 6.99% ©0.508%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample : 03224-07 2X

Misc . COMPOSIT-SB-10

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.921 1669 1672 1677 rVV2 139776 154185 19.87% 1.443%
38 11.969 1679 1680 1683 rvV 25455 22744  2.93% 0.213%
39 12.010 1683 1687 1689 rVW 78051 87541 11.28% 0.819%
40 12.033 1689 1691 1694 rVB 33941 30710 3.96% 0.287%
41 12.104 1700 1703 1705 rVB3 17938 14356 1.85% ©.134%
42 12.192 1716 1718 1720 rBV 34310 25047 3.23% 0.234%
43 12.216 1720 1722 1727 rVB2 34216 34607 4.46% 0.324%
44 12.316 1737 1739 1742 rBV3 15472 18480 2.38% ©.173%
45 12.345 1742 1744 1747 rVB3 18459 14379 1.85% 0.135%
46 12.374 1747 1749 1751 rBV2 21086 13330 1.72% 0.125%
47 12.451 1758 1762 1763 rBV 42228 48947 6.31% 0.458%
48 12.486 1766 1768 1770 rVV2 27820 24530 3.16% 0.230%
49 12.533 1774 1776 1779 rBV 32596 29928 3.86% 0.280%
50 12.610 1786 1789 1792 rBV 468405 444395 57.26% 4.159%
51 12.710 1803 1806 1809 rBV 34625 32390 4.17% 0.303%
52 12.763 1813 1815 1818 rW 12907 12172 1.57% 0.114%
53 12.845 1823 1829 1835 rBV 438207 505968 65.19% 4.735%
54 12.986 1849 1853 1859 rVB 819038 690762 89.00% 6.465%
55 13.063 1862 1866 1869 rBv4 31170 47634 6.14% 0.446%
56 13.145 1878 1880 1882 rBV2 28662 32110 4.14% 0.301%
57 13.174 1882 1885 1888 rVB 51772 53923 6.95% ©.505%
58 13.239 1894 1896 1899 rBV 37121 26319 3.39% 0.246%
59 13.274 1899 1902 1905 rBV2 49389 56839 7.32% 0.532%
60 13.363 1914 1917 1921 rBv2 165815 180116 23.21% 1.686%
61 13.404 1921 1924 1928 rVB3 33728 33054 4.26% ©.309%
62 13.686 1969 1972 1977 rVB 57206 52582 6.77% 0.492%
63 13.798 1987 1991 1994 rBV2 48468 65477 8.44% 0.613%
64 13.827 1994 1996 1997 rwV 37742 27046  3.48% ©.253%
65 13.845 1997 1999 2004 rvVv2 50435 61010 7.86% ©.571%
66 13.898 2005 2008 2011 rVB 67499 73861 9.52% ©0.691%
67 14.051 2027 2034 2036 rBV3 484370 720578 92.84% 6.744%
68 14.074 2036 2038 2044 rVB 209402 188167 24.24% 1.761%
69 14.151 2048 2051 2054 rVB2 63526 72465 9.34% 0.678%
70 15.110 2211 2214 2218 rBV 138094 199672 25.73% 1.869%
71 15.427 2266 2268 2274 rVB 76612 84919 10.94% ©.795%
72 15.492 2276 2279 2282 rVB 103301 122060 15.73% 1.142%
73 15.557 2287 2290 2294 rBV 200432 251218 32.37% 2.351%
74 16.033 2369 2371 2375 rBV 41062 48874 6.30% 0.457%
Sum of corrected areas: 10684661
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 16 Jun 2023 22:28
¢ CG\JU
¢ 03224-07 2X

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
BF133820.D

COMPOSIT-SB-10

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
1000000

800000

600000

400000

200000

0
Time-->

TIC: BF133820.D\data.ms

6.492

5.487
6.863

7.422

5.087 6.4

4.540 6.692

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
1000000

800000

600000

400000

200000

TIC: BF133820.D\data.ms
9.216

12.986

9.898 11.392

8.145
10.686

0
Time-->

| oagsP§REI100 1044981010 o0
L A e L R H A A B

— - — —
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1000000

800000

600000

400000

200000

TIC: BF133820.D\data.ms

14.051

141074 15 110

B63
16.033

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample : 03224-07 2X

Misc COMPOSIT-SB-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.01 ng 54252  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 89
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
Abundance Scan 1667 (11.892 min): BF133820.D\data.ms (-1663) (- m/z 192.05 100.00%
192.1
5000
82.4 165.1 1f56 ifod
55.0 : ’ :
H‘_‘HWHNWMNMWMWﬁ}%E}%agmMWwhﬂHW‘H‘_?ﬁ?ﬂ m/z 191.10 68.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 e L
11.50 12.00
m/z 189.05 31.91%
165.0
27.0 630 9?-0 139.0 | |
\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\\\\‘H\\‘HH‘H \‘HH‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl-
H9p M
— e
11.50 12.00
5000 ITI/Z 190.10 16.36%
83.0 165
140 390 111301390 |
R a LT e LR ama AN e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 \
Abundance #67054: 1H-Cyclopropa[lJphenanthrene,1a,9b-dihydro- P e e
192.0 11.50 12.00
m/z 193.10  15.85%
5000
165.0
270 630 90 1300 | W wabia [y
e e e e e e e e N AAAme
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample : 03224-07 2X

Misc . COMPOSIT-SB-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Anthracene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 5.70 ng 154185  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 89
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 86
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76

Abundance Scan 1672 (11.921 min): BF133820.D\data.ms (-1669) (- m/z 192.10 100.00%
192.1

S
12.00
m/z 191.10 50.91%

0
12.00
165.0

m/z 43.60 42.04%
270 630 960 1390 | ‘\‘

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

129.0 165.1
0

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

Abundance #67030: Anthracene, 1-methyl-
192.0

5000 ‘

Abundance #67035: Phenanthrene, 1-methyl-
192.0
P
12.00
5000 m/z 73.00 40.46%
165.0
27w.0w 63\'0 g§.0 13‘9-0‘ h‘\ L H‘ ‘
Lo e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- it
192.0 12.00

m/z 60.00 37.15%
5000

165.0

270 630 90 1300 | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample : 03224-07 2X

Misc . COMPOSIT-SB-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.010 3.24 ng 87541  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 50
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 38
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30
5 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 22

Abundance Scan 1687 (12.010 min): BF133820.D\data.ms (-1683) (- m/z 189.05 100.00%
1

5000
R \
220.1 255.] 12.00
- . m/z 190.10 98.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 Al
12 00
95.0 m/z 192.10 50.23%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
45.0 190.0
: 146.0 ‘ :
12. 00
5000 82.0 m/z 191.05 46.04%
117.0

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

Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- —
190.0 12.00

m/z 187.10  23.81%

5000

95.0 13401620
40.0 67.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample : 03224-07 2X

Misc COMPOSIT-SB-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.363 5.00 ng 180116  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 70
2 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 58
3 1,3-Diamino-5,6-dihydro-9-methyl... 226 C13H14N4 037436-39-8 50
4 N,N-Dimethylindoaniline 226 C14H14N20 002150-58-5 47
5 Benzenamine, 4,4'-methylenebis[2... 226 C15H18N2 000838-88-0 47
Abundance Scan 1917 (13.363 min): BF133820[ndMarns(1914)( m/z 226.10 100.00%
226.
5000 165.1 b
1300 1350
3"9\& ‘\ H i ‘1“ ‘H‘ | “H”“‘H‘\ “u‘\u ‘\h M -1 ‘2‘76‘]‘-‘ N ‘3‘59-“‘ m/z 225.10 . 41 .59%
miz--> 50 100 150 200 250 300 350
Abundance #107129: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethy
226.0
5000 oss e
13.00 13.50
m/z 165.05 41.08%
389 77\0\%“‘1?0 i A
miz--> 50 100 150 200 250 300 350
Abundance #107128: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimethy
226.0
— —
13.00 13.50
5000 m/z 152.00 15.79%
39.0 77.0113.0 30
\m Hw‘\\‘\“\\“‘\‘\‘ e ‘d‘\ \U A
m/z--> 50 100 150 200 250 300 350
Abundance #106611: 1,3-Diamino-5,6-dihydro-9-methylnaphthro[2,1- — ——
226.0 13.00 13.50
m/z 227.05 15.64%
5000
43.0 1150 169.0 MJ\W
‘w‘\h\?Q\“H“m‘w“hh “\ \h\\\HH“HH“H“H ‘ b ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample : 03224-07 2X

Misc COMPOSIT-SB-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Dibenzo[c,h][2,6]naphthyridine Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.898 2.05 ng 73861  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo[c,h][2,6]naphthyridine 230 C16H10N2 000218-30-4 59
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 53
3 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 52
4 6H-Benz[de]anthracen-6-one 230 C17H1e0 080252-14-8 49
5 8-Chlorobenzo[h][1,6]-naphthyrid... 230 C12H7CIN20 025100-26-9 43

Abundance Scan 2008 (13.898 min): BF133820.D\data.ms (-2005) (- m/z 230.10 100.00%
230.1
57.1
5000
97.1
- M
164.2 ‘ 13.50 14.00
— i“‘“ M\ hu‘ﬂu‘ ‘h‘ uu}u}m Ly 1 u‘“‘ o I \%7‘9.“}“”\ %??? | \:‘3‘77“3 m/z 57.10 84 .84%
m/z--> 50 100 150 200 250 300 350
Abundance #111793: Dibenzo[c,h][2,6]naphthyridine
230.0
5000 — ——
13.50 14.00
m/z 43.05 66.17%
174.0
\\\‘\\\\‘\\\\“\\“H‘\‘\“m‘\\ \‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
— ——
13.50 14.00
5000 ITI/Z 55.00 48.72%
500 1010 1500 WWMMMWM
e
m/z--> 50 100 150 200 250 300 350
Abundance #111819: 11H-Benzo[a]fluoren-11-one “ —
230.0 13.50 14.00
m/z 71.05 34.44%
5000
101.0
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF060923.M Mon Jun 19 06:28:45 2023 Page: 9



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
BF133820.D

: 16 Jun 2023 22:28
¢ CG\JU
¢ 03224-07 2X

: 18 Sample Multiplier: 1

COMPOSIT-SB-10

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 unknownl4.151 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.151 2.01 ng 72465  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 46
2 Benzo[c]phenanthrene 228 C18H12 000195-19-7 25
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 25
4 Citrusol, 3TMS 510 C24H4206Si3 1000513-04-6 16
5 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 15

Abundance Scan 2051 (14.151 min): BF133820.D\data.ms (-2048) (- m/z 277.10 100.00%
277.1
228.1
5000
113.1
P ey
55.0
183. 14.00 14.50
323.2
ek S22 32 s 228,10 60.47%
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — —
14.00 14.50
77.0 199.0 m/z 227.10  48.80%
152.0
\2\7\‘0\‘}‘\\“\\‘\\\\““\\\L\M\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #109552: Benzo[c]phenanthrene
228.0
— —
14.00 14.50
5000 ITI/Z 226.05 36.93%
113.0
630, 41, 1740, |
- el
m/z--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5- = P
277.0 14.00 14.50
m/z 278.10  33.17%
5000
o 183.0
210, | 1280, “\ ‘ 2280 |
i e s e
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample : 03224-07 2X

Misc . COMPOSIT-SB-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.427 6.76 ng 84919  Perylene-di12 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
2 Benzo[a]pyrene 252 C20H12 000050-32-8 89
3 Perylene 252 C20H12 000198-55-0 86
4 Benzo[e]pyrene 252 C20H12 000192-97-2 83
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
Abundance Scan 2268 (15.427 min): BF133820.D\data.ms (-2266) (- m/z 252.10 100.00%
252.1
w M
‘Y—Y—Y—Y—'—Y—Y—Y—Y’
510 of 1919 20.1 1550
0Ly P e o e o, 329,1368.0 483y 250,05 32.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138562: Benzolb]fluoranthene
252.0
5000 L
15.50
126.0 m/z 253.10  21.57%
740 || 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138555: Benzo[a]pyrene
252.0
—
15.50
5000 m/z 112.95 9.26%
126.0
a0 | 2000 |
B e A Rl
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138550: Perylene T
252.0 15.50
m/z 125.05 8.77%
5000
126.0
.0 md 200.0,
T A B e e P
m/z--> 50 100 150 200 250 300 350 400 450 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample : 03224-07 2X

Misc . COMPOSIT-SB-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 5-Ethylamino-4-thiophen-2-y... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.033 3.89 ng 48874  Perylene-d12 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethylamino-4-thiophen-2-ylisot... 226 C9H10ON20S2 1010311-85-2 50
2 9-Methoxymethyl-1-methyl-3,6-dia... 226 C12H22N202 1000216-30-2 49
3 Anthralin 226 C14H1003 001143-38-0 49
4 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 47
5 1,8-Diazacyclotetradecane-2,7-dione 226 C12H22N202 004266-66-4 47
Abundance Scan 2371 (16.033 min): BF133820.D\data.ms (-2369) (- m/z 226.10 100.00%
226.1
5000 81.1
137.1 - :
\ Ll | 1781 307.1 3922404 1 16.00
M | u‘ i ‘m‘h‘m‘h oy ! bt ‘n‘\‘u‘\ gty m/z 81.10 49.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107471: 5-Ethylamino-4-thiophen-2-ylisothiazol-3-one
226.0
5000 —— :
122.0 1600
690 ‘ 1780 m/z 95.05  28.22%
‘\“‘MM‘”M‘H‘“““\‘w‘\\“‘h ‘\\‘H‘H‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #106507: 9-Methoxymethyl-1-methyl-3,6-diazahomoadan
226.0
T \
72.0 16.00
5000 m/z 43.05 18.33%
181.0
L 124.0 ‘
L A L
o B B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #106763: Anthralin T ‘
226.0 16.00
m/z 137.10 17.73%
5000
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133820.D

Acqg On : 16 Jun 2023 22:28

Operator : CG\JU

Sample 1 03224-07 2X

Misc . COMPOSIT-SB-10

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Phenanthrene, 1... 11.892 2.0 ng 54252 4 11.392 540884 20.0
Anthracene, 1-m... 11.922 5.7 ng 154185 4 11.392 540884 20.0
4H-Cyclopenta[d... 12.010 3.2 ng 87541 4 11.392 540884 20.0
Acridin-9-amine... 13.363 5.0 ng 180116 5 14.051 720578 20.0
Dibenzo[c,h][2,... 13.898 2.0 ng 73861 5 14.051 720578 20.0
unknown14.151 14.151 2.0 ng 72465 5 14.051 720578 20.0
Perylene 15.427 6.8 ng 84919 6 15.562 251218 20.0
5-Ethylamino-4-... 16.033 3.9 ng 48874 6 15.562 251218 20.0
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