LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acqg On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc :

ALS Vvial : 15 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129649.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.069 470 473 485 rVB 163539 201512 5.17% 0.650%
2 5.481 538 543 556 rBV 3347906 3370405 86.55% 10.868%
3 6.492 710 715 718 rBV 3590970 3314215 85.10% 10.687%
4 6.839 770 774 777 rBV 1195593 914207 23.48%  2.948%
5 7.404 865 870 873 rBV 2281382 2197963 56.44% 7.088%
6 8.122 988 992 995 rBV 1470288 1185966 30.45% 3.824%
7 8.833 1110 1113 1116 rVB 64203 47544  1.22% ©.153%
8 9.198 1170 1175 1178 rBV 4943690 3894363 100.00% 12.558%
9 9.533 1228 1232 1235 rBV 50460 56811 1.46% 0.183%
10 9.739 1264 1267 1270 rBV 94060 76081 1.95% 0.245%
11  9.880 1287 1291 1294 rVB 1410545 1158382 29.75% 3.735%
12 10.298 1355 1362 1365 rBv4 39609 66209 1.70% 0.214%
13 10.639 1418 1420 1422 rBV 55548 48281 1.24% 0.156%
14 10.669 1422 1425 1429 rVV 1914495 1760519 45.21% 5.677%
15 10.780 1439 1444 1452 rVB4 47043 90951 2.34% 0.293%
16 11.369 1540 1544 1546 rBV 1104633 895494 22.99% 2.888%
17 11.392 1546 1548 1554 rVB 316156 252478 6.48% 0.814%
18 11.445 1554 1557 1559 rBV 57351 47913 1.23% 0.155%
19 11.869 1626 1629 1631 rBV 87256 79862 2.05% 0.258%
20 11.898 1631 1634 1637 rVB 127679 125740 3.23% 0.405%
21 11.980 1645 1648 1650 rBV2 94374 100554 2.58% 0.324%
22 12.004 1650 1652 1657 rVB 71807 62558 1.61% 0.202%
23 12.421 1719 1723 1725 rBV 102366 111234 2.86% 0.359%
24 12.510 1734 1738 1742 rBV3 54519 65225 1.67% 0.210%
25 12.586 1747 1751 1754 rBV 426549 381754 9.80% 1.231%

26 12.816 1784 1790 1796 rBV 514228 543839 13.96%
27 12.869 1796 1799 1801 rBV2 61493 61810 1.59%
28 12.951 1809 1813 1817 rBV 2717345 2558276 65.69%

OO0 R
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R

29 13.027 1823 1826 1834 rBV7 58926 110241 2.83% 355%
30 13.116 1838 1841 1843 rBV3 58947 73323 1.88% 236%
31 13.139 1843 1845 1848 rVB2 63796 59480 1.53% ©.192%
32 13.168 1848 1850 1855 rBV2 63698 61917 1.59% 0.200%
33 13.245 1860 1863 1866 rVB2 91385 82817 2.13% 0.267%
34 13.339 1876 1879 1882 rBV 106332 95309 2.45% ©.307%
35 13.368 1882 1884 1887 rVB 71854 61417 1.58% ©.198%
36 13.633 1926 1929 1930 rBV2 49231 47693 1.22% 0.154%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acqg On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc :

ALS Vvial : 15 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.651 1930 1932 1937 rVB 79102 82273 2.11% 0.265%
38 13.763 1946 1951 1954 rBV3 72895 123467 3.17% ©.398%
39 13.863 1962 1968 1976 rVB5 234419 485548 12.47% 1.566%
40 14.015 1989 1994 1997 rBV2 1070307 1139513 29.26% 3.675%
41 14.039 1997 1998 2005 rVB 282958 197815 5.08% ©0.638%
42 14.104 2005 2009 2014 rBV3 93440 126681 3.25% 0.409%
43 14.280 2037 2039 2044 rVB3 75496 84541 2.17% 0.273%
44 14.404 2055 2060 2063 rBV 105505 122448 3.14% ©.395%
45 14.433 2063 2065 2067 rBV 55044 49611 1.27% 0.160%
46 14.463 2067 2070 2073 rBV 163632 137783 3.54% 0.444%
47 14.498 2073 2076 2078 rBv4 60210 63063 1.62% ©0.203%
48 14.915 2144 2147 2151 rVB 178573 181671 4.66% ©.586%
49 15.057 2168 2171 2174 rBV 219076 289422 7.43% 0.933%
50 15.104 2176 2179 2184 rVB 329836 368037 9.45% 1.187%
51 15.168 2186 2190 2202 rVB4 114074 237675 6.10% ©.766%
52 15.362 2220 2223 2228 rVB 149596 176934 4.54% 0.571%
53 15.427 2230 2234 2238 rBV 197298 233677 6.00% 0.754%
54 15.492 2240 2245 2248 rBV 601628 811074 20.83% 2.615%
55 15.686 2274 2278 2289 rVB2 142280 221229 5.68% ©.713%
56 15.915 2312 2317 2324 rVB 367055 549857 14.12% 1.773%
57 16.715 2448 2453 2458 rVB 146745 256994 6.60% ©.829%
58 16.974 2492 2497 2498 rBV 86212 131855 3.39% 0.425%
59 17.104 2514 2519 2525 rBV3 171014 337474 8.67% 1.088%
60 18.145 2692 2696 2707 rVB4 159887 339787 8.73% 1.096%
Sum of corrected areas: 31010772
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04

Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF129649.D\data.ms
4000000
6.492
5.481
3000000
7.404
2000000
6.839
1000000
5.069
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 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 TIC: BF129649.D\data.ms
9.198
4000000
3000000 12.951
2000000 10.669
8.122 9.880
11.369
1000000
0 8.833 9.5339.739 10. 298 10 780
—— A e — ‘ P T —r—
Time--> 8.00 8.50 9.00 9.50 10.00 10 50 11 00 11.50 12.00 12.50 13.00
Abundance TIC: BF129649.D\data.ms
4000000
3000000
2000000
14.015
1000000 15.492
13 8édl WWB 14. 9’%’%‘%5@@ 715. 68J 16.71516.474104 18.145
M I e
T T ‘ T T T ‘ T T ‘ T T T T
Time--> 13. 50 14 00 14 50 15 00 15 50 16 00 16 50 17 OO 17 50 18 00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.069 4.41 ng 201512  1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 473 (5.069 min): BF129649.D\data.ms (-470) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.1
4.80 5.00 5.20 5.40
L 83.0 .
-t m/z 59.05 61.49%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I LA A B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  21.89%
0 27\\\ i il 830 tol.0
\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9189: 4-Hydroxy-3-hexanone
59.0
AR
31.0 4.80 5.00 5.20 5.40
5000 m/z 57.95 15.83%
oL.15.0 “ “” ‘ 87.0 116.0
7
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A RaRE S AR
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.06%
5000 41.0
0 \H \‘ \‘ Ly ‘ 12\6'0 142.0
7 R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Pentadecane, 2,6,10,14-tetr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.780 2.03 ng 90951  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 78
2 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 58
3 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 58
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 52
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 50
Abundance Scan 1444 (10.780 min): BF129649.D\data.ms (-1439) (- m/z 57.10 100.00%
57.1
w0 ﬂwmwﬁmwwvﬂUvammmAA
85.1
1131 il ——
M‘ ‘ “ 155. Olsf .0 10.50 11.00
O bl s J“ bt b m/z 71.10 91.19%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 P SEZE
85.0 10.50 11.00
113.0 m/z 43.10 66.47%
183.0
O T \‘2\9\\(\)‘ T \M" \‘\H\ \M‘\ \‘\“‘ \‘\ ‘H\ "\“‘\ \‘\ “]\.ﬁ\s‘\o\ T "‘\ \ TT ‘ } \2\\2‘2\\(\)\ ‘ TT \\2‘6\\8\ \(
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester
57.0
P e
10.50 11.00
5000 m/z 41.00 29.82%
85 0113.0
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester —— ——
57.0 10.50 11.00
m/z 85.10 28.30%
5000
113.0
85.0
m/z--> 20 40 60 80 100120140160 180 200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.898 2.81 ng 125740  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94

Abundance Scan 1634 (11.898 min): BF129649.D\data.ms (-1631) (- m/z 192.10 100.00%

192.1
5000

630 94.5 165.1 ‘H 1150 1200
Obrerrrrrre 3t 3870, Wl 22702560 o101 16 59.70%
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000
1150 1200

m/z 189.10  27.51%

94.0 165.0
270 630 | 1260 | . |l
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #67024: Anthracene, 2-methyl-
192.0

o

1150 1200
5000 ITI/Z 193.05 16.65%
165.0
ol 300 830 1150 ] ‘H
O e B e I R RRRESRRRRY
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #67035: Phenanthrene, 1-methyl-
192.0 1150 1200
m/z 190.0 14.98%
5000
165.0
R LN LR R SRS
m/z--> 20 40 60 80 100120140160 180200 220 240 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Anthracene, 9-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.980 2.25 ng 100554  Phenanthrene-di0 11.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 60
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 53
Abundance Scan 1648 (11.980 min): BF129649.D\data.ms (-1645) (- m/z 192.10 100.00%
192.1
94.5 165.1 U
63.0 138.9 218.1 :
S P PO Y R M:‘u e S8 S m/z 189.10 66.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 T
12.00
96.0 m/z 191.10 64.28%
O 390 63\0 Uy \“ 1390‘16‘\‘50‘ Hw
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
=
12.00
5000 m/z 190.05 56.83%
165.0
300 630 960 1390 | |
e R B o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 AMﬁN
Abundance #67041: Phenanthrene, 4-methyl- L peserg g
192.0 12.00
m/z 94.50  20.83%
5000
95.0 165.0
0 30 | 1wso ‘
R T EARAALEERaREE S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Phenanthrene, 2,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.422 2.48 ng 111234  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 94
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 93
3 Anthracene, 1,4-dimethyl- 206 CleH14 000781-92-0 93
4 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 90
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 90
Abundance Scan 1723 (12.421 min): BF129649.D\data.ms (-1719) (-) | m/z 206.10 100.00%
206.1
1250
101.0 165.0 ) )
Olrrerrid) 1340 211 8L ;m/z 191.e5  50.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 1
12.50
101.0 m/z 189.10  25.20%
165.0 ‘
02‘\7\9‘\\!6\\‘?’\9\‘\1‘\‘\““\\H]_‘\g\o‘\\\\‘HH‘\\M\“H‘H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82924: di-p-Tolylacetylene
206.0
—
12.50
5000 m/z 205.10 23.63%
oL eag 1020 14701650 | M
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240 260280 MJ\
Abundance #82936: Anthracene, 1,4-dimethyl- sy b —
206.0 12.50
m/z 207.05 20.48%
h _MJL\MM
oL 510 %% 19901500178 % |
e e e e e ——
m/z--> 20 40 60 80 100120140160180200220240 260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzo[b]naphtho[2,3-d]thiop... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.763 2.17 ng 123467 Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]naphtho[2,3-d]thiophene 234 CleH1es 000243-46-9 95
2 Benzo[b]naphtho[2,1-d]thiophene 234 C16H10S 000239-35-0 78
3 Benzo[b]naphtho[1,2-d]thiophene 234 Cl6H1es 000205-43-6 45
4 Quinoxalino[2,3-b]quinoxaline, 5... 234 C14H1ON4 000531-46-4 43
5 4H-1-Benzopyran-2-carboxylic aci... 234 C12H1005 023866-72-0 38

Abundance Scan 1951 (13.763 min): BF129649.D\data.ms (-1946) (- m/z 234.10 100.00%

234.1
5000

117.0 2030 i3‘5d 14.00
430 810 163.0 : :
e o 2520 | %\H e 2200 382 230,10 38.53%

i Ll ol
by oy
miz--> 50 100 150 200 250 300
Abundance #116288: Benzo[b]naphtho[2,3-d]thiophene
234.0

5000 Sl L,
13.50 14.00
117.0 ITI/Z 202.10 26.02%
189.0
O L ‘6\3.\0\ \“ “ T H\ T ]\.S‘J-I\O\ T h‘\ i‘ T \‘H\ ‘ L L ‘ L L
miz--> 50 100 150 200 250 300
Abundance #116293: Benzo[b]naphtho[2,1-d]thiophene
234.0
— —
13.50 14.00
5000 ITI/Z 200.00 16.79%
117.0
200 189.0
ol 820 | aso T
miz--> 50 100 150 200 250 300
Abundance #116289: Benzo[b]naphtho[1,2-d]thiophene S ——
234.0 13.50 14.00

m/z 116.95 16.67%

5000
117.0 189.0
820 | 151017 |

(I R A i e
miz--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04

Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 15

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

7 Cycloeicosane

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
13.863 8.52 ng 485548  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 93
2 1-Tetracosene 336 C24H48 010192-32-2 91
3 1-Tricosene 322 C23H46 018835-32-0 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Hexacosene 364 C26H52 018835-33-1 90

Abundance Scan 1968 (13.863 min): BF129649.D\data.ms (-1962) (- m/z 230.10 100.00%

55.1 23p.1
97.0
5000
H 13,50 14.00
1751“ 267.1 : :
ol ‘ “ e wiDR ) ]..207:1 3080343 T o 10 g2.83%
mfz--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane
55.0
97.0
5000 — ——
13.50 14.00
m/z 57.10 80.43%
ot LU 1990 1600 20ag 200
miz—-> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0 83.0
— —
13.50 14.00
5000 m/Z 83.05 77 .94%
25.0
ol LAy L 16802100 3360
miz--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene — —
43.0 83.0 13.50 14.00
m/z 97.05 75.33%
5000
25.0
L im0 e e
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF072522.M Tue Aug 09 16:32:24 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Triphenylphosphine oxide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.104 2.22 ng 126681  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 68
3 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 47
4 8-(1,2-Dihydroxy-3-methyl-3-bute... 420 C21H3205Si2 1000505-85-7 37
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 35

Abundance Scan 2009 (14.104 min): BF129649.D\data.ms (-2005) (- m/z 277.05 100.00%
277.1

F:::::::==:,.

5000
77.0 199.0
152.1 : T L
35,8 ‘ \ | H ‘ 330.1369.. 14.00 14.59
S TR IRRVIRTIRPHI B WO J“M b P20 m/z 278.18 30.95%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14.00 14.50
77.0 199.0 m/z 77.00  23.75%
152.0
O\2\7\.0\‘}‘\\“\\‘\\\\““\\\“\U\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—r —
14.00 14.50
5000 m/z 199.00 20.80%
o 183.0
0 27'0\\ L L ‘]‘.2“%0““‘ I ‘\‘ ‘u 228.0
St ey b e
m/z--> 50 100 150 200 250 300 350
Abundance  #169507: 2-Phenyl-6-(trifluoromethyl)-1H-indol-4-ol P

T ‘
277.0 14.00 14.50
m/z 248.00 20.39%

5000

180.0

40.0 11T1.0

=

eSSBS RN A TERY H- 3.0 W KNS, I
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF072522.M Tue Aug 09 16:32:24 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Triphenylene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.404 2.15 ng 122448  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 95
2 Chrysene, 1-methyl- 242 C19H14 003351-28-8 91
3 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 90
4 Chrysene, 3-methyl- 242 C19H14 003351-31-3 89
5 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 89

Abundance Scan 2060 (14.404 min): BF129649.D\data.ms (-2055) (- m/z 242.10 100.00%

242.1
5000
—
41.0 8111 4 189.0 J ‘ 14.50
o0 SR | 1890, |l 2810 3332371 ./, 241.10  30.29%
m/z--> 50 100 150 200 250 300 350
Abundance #126450: Triphenylene, 2-methyl-
242.0
5000

14.50
m/z 239.10  26.85%

121.0
0 440 81.0 | 163.0200.0 ||
\\‘\\\\\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #126439: Chrysene, 1-methyl-
242.0
5
14.50
5000 ITI/Z 243.10 23.33%
120.0
ol 630 | 163.0202.0,
T e et
m/z--> 50 100 150 200 250 300 350
Abundance #126462: Benz[a]anthracene, 7-methyl- ——
242.0 14.50
m/z 240.05 11.88%
5000
121.0
0390 780 | 16302020 |
e et T ooy
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF072522.M Tue Aug 09 16:32:25 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Eicosane, 10-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.463 2.42 ng 137783  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
Abundance Scan 2070 (14.463 min): BF129649.D\data.ms (-2067) (-} m/z 57.10 100.00%
57.1
9.0 LI
14.50
141.0 2621
ob— “h‘ 4 ““ LA 2070 26213091353.1397. 1 7165 g6.41%
m/z--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 T
14.50
0.0 1540 m/z 43.10 64.41%
O T ‘\“ h‘ \“‘\ h“ \h \m\ T ‘h h\ ]\-97‘ 0\2\3\9 ‘02\8\]_\0‘ T T 1T ‘ T T 1T 1
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
——
14.50
5000 m/z 85.10 48.67%
9.0
41.0
ol50 || ) | 1000 20
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl- P
43.0 14.50
m/z 55.10 22.11%
5000
5.0
2 22
ol L)L [F2[P1600 22009680 .
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF072522.M Tue Aug 09 16:32:26 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 1,19-Eicosadiene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.915 4.48 ng 181671  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 92
2 17-Octadecenal 266 C18H340 056554-86-0 90
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
5 Octadecanal 268 C18H360 000638-66-4 83
Abundance Scan 2147 (14.915 min): BF129649.D\data.ms (-2144) () ' m/z 57.10 100.00%
57.1
- MJL
09.1 =
15.00
51.0 199.1  276.1 362.4
- M!h «“w‘\ H\ IREQI9DE | 0732013024 2z 43.10  88.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
558.0
5000 R
15.00
D7.0 m/z 82.05 87.32%
0 \‘ Lidd H | 1151.0194.0236.0278.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155912: 17-Octadecena
82.0
——
15.00
5000 m/z 55.05 67.63%
29.C
24.0 252.0
SRR L1 1T owomet T —
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl- P
82.0 15.00
m/z 96.10 62.27%
50001 29
24.0
\ \ ‘ | | 166.0208.0250.0
0 “JHHUJWHNJJMWﬂ‘ueu‘wu‘ug“‘““““““‘ P
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF072522.M Tue Aug 09 16:32:28 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.168 5.86 ng 237675 Perylene-d12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 92
2 Perylene 252 C20H12 000198-55-0 89
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
4 Benzo[a]pyrene 252 C20H12 000050-32-8 70
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 70

Abundance Scan 2190 (15.168 min): BF129649.D\data.ms (-2186) (- m/z 252.05 100.00%

252.1
5000
43.1

15.00 15.50
ol l M u‘\lm\‘\ i {\‘1‘?’?‘9‘2‘03-% A, 321136824160 e 5 33.30%
miz--> 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 e =

15.00 15.50
m/z 43.10  28.43%

125.0
740 || 2000, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene
252.0

—
15.00 15.50
5000 m/z 253.05  23.96%

125.0
17.0 740 ‘“ 200.0,
T s s T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]

fluoranthene —T —
252.0 15.00 15.50

m/z 83.10  23.63%

5000
126.0

740 | J\‘ 2000 |
ol ?®0 Ik 2000, %

7 T
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

o

o

8270-BF072522.M Tue Aug 09 16:32:29 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Perylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.363 4.36 ng 176934  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Perylene 252 C20H12 000198-55-0 98
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 98
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 97
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
Abundance Scan 2223 (15.362 min): BF129649.D\data.ms (-2220) (- m/z 252.10 100.00%
252.1
w MA
- o
73.0 12F0 200 1 ‘ 15.00 15.50
ol b 2900, 4, 30313883 415 n7 250.05  28.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 - s
15.00 15.50
m/z 253.05 22.80%
125.0
ol 740 [ 2000 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene
252.0
— : :
15.00 15.50
5000 m/z 125.00 15.90%
125.0
017.0 740 ﬂ 200.0,
L L e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #138561: Benzo[j]fluoranthene “ —
252.0 15.00 15.50
m/z 125.95 15.65%
5000
126.0
01,290 740 | ” 2000, |
L e R T P o
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF072522.M Tue Aug 09 16:32:30 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04

Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 1,22-Docosanediol Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
15.686 5.46ng 221229 perylene-d12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,22-Docosanediol 342 CooHag02 022513-81-1 87
2 1,19-Eicosadiene 278 C20H38 014811-95-1 87

3 Octacosanal

408 C28H560

022725-64-0 87

4 (Z)-14-Tricosenyl formate 366 (C24H4602 077899-10-6 80
5 Tricosanal 338 C23H460 072934-02-2 76
Abundance Scan 2278 (15.686 min): BF129649.D\data.ms (-2274) (- m/z 57.10 100.00%
57.1
s WJL
15.50 16.00
177.1
o] “L‘\ ‘\ h‘m\“\‘\‘m\‘u ! .\‘\ " “2““2\?"2‘ “‘\399\1‘3‘4‘2‘]‘- ‘3‘9‘0‘3‘ , ITI/Z 43.10 79.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #251507: 1,22-Docosanediol
82.0
5000 T —
24.0 306.0 15.50 16.00
m/z 82.05 76.63%
UL szogmos
0 \‘\\‘\‘\”\‘\L\\“ I ‘h‘ ‘\“‘\ \‘\‘\‘} \‘\‘\‘ \“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
55.0
— —
15.50 16.00
5000 ITI/Z 55.10 69.02%
Al - T ““““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal T ——
57.0 15.50 16.00
m/z 83.10 60.09%
5000
N
390.0
o Lm0 e mmmosao 200 T T
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

8270-BF072522.M Tue Aug 09 16:32:31 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Tetracosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.915 13.56 ng 549857  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 93
3 Heptadecane 240 C17H36 000629-78-7 93
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 91
5 Tricosane 324 C23H48 000638-67-5 91
Abundance Scan 2317 (15.915 min): BF129649.D\data.ms (-2312) (- m/z 57.10 100.00%
57.1
o MJL
9.0 16.00
141.1 2661 :
- ““ A m“w”, L4 1831225200.730043502 398. 1/, 71,10  66.98%
m/z--> 50 100 150 200 250 300 350
Abundance #246479: Tetracosane
57.0
5000 R
16.00
9.0 m/z 43.10 58.62%
183.0
o LLLLby [ s00s00670  smo
miz--> 50 100 150 200 250 300 350
Abundance #261135: Hexadecane, 1-iodo-
57.0
——
16.00
5000 m/z 85.10 48.20%
225.0
141.0
0 m‘m L ‘ L1 w’r??ﬂ’”‘u‘_‘H_‘?’?F;QH ‘
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane —
57.0 16.00
m/z 55.10 22.83%
h JMM
9.0
ol 100 200 -
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF072522.M Tue Aug 09 16:32:31 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Pentacosanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.715 6.34 ng 256994  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentacosanal 366 C25H500 058196-28-4 94
2 Octadecanal 268 C18H360 000638-66-4 94
3 Docosanal 324 C22H440 057402-36-5 93
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 93
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91

Abundance Scan 2453 (16.715 min): BF129649.D\data.ms (-2448) (- m/z 57.10 100.00%

57.1
5000

09.1
17

ob—d; wwwﬂwmwﬁ?hﬁ?%?9‘?ﬂ?ﬂwu??i4"e???F m/z 43.16  91.05%

m/z--> 50 100 150 200 250 300 350 400
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82.0

5000

m/z 82.05 85.52%
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‘ T

29.( ]/"38.0 348.0
O \“\ “ T T \‘ \‘\ “‘\ ‘“ \‘\ T ‘ \2\3\6\.?\ \2\9\2‘.9 } T L‘ TTTT ‘ LI
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T —
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250.0
L] 3201080, 7
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m/z--> 50 100 150 200 250 300 350 400
Abundance #229611: Docosanal 7 —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 1,4-Dimethyl-8-isopropylide... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.104 8.32 ng 337474  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 58
2 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 53
3 7-epi-Silphiperfol-5-ene 204 C15H24 138752-23-5 50
4 1-(4-Amino-2-methylphenyl)-2-pip... 204 C12H16N20 443999-53-9 49
5 Guaia-3,9-diene 204 C15H24 000489-83-8 49
Abundance Scan 2519 (17.104 min): BF129649.D\data.ms (-2514) (- m/z 204.15 100.00%
204.2
135.0
5000 55.0
301.3
. e
0° m/z 135.00 69.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
5000 — ——
17.00 17.50
41.0 r m/z 121.16  54.65%
O J\TT‘l}W \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 100 150 200 250 300 350 400
Ammdmwe#&n651248Tammemwmwdq6SWWMWa24dm
204.0
— —
108.0 17.00 17.50
5000 m/z 133.00 49, 34%
41.0 \
Ll
m/z--> 50 100 150 200 250 300 350 400
Abundance #80230: 7-epi-Silphiperfol-5-ene T —
121.0 17.00 17.50
175.0 m/z 95.10  49.25%
o ’V/\MW/\/W
0’ ‘JJ“ JH““‘H““‘_““‘H‘ — ——
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acq On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Octadecanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.145 8.38 ng 339787  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 93
2 Octadecanal 268 C18H360 000638-66-4 93
3 Tetradecanal 212 C14H280 000124-25-4 90
4 Docosanal 324 C22H440 057402-36-5 87
5 Z-11-Tetradecen-1-0l formate 240 C15H2802 1000130-77-8 78
Abundance Scan2696(18145nﬂm BF129649.D\data.ms (-2692) (- m/z 57.10 100.00%
57.
5000 MN\/\MN
’ 1800  18.50
283.1 : :
[o] mmm— “ ‘\ \‘ h\‘h ‘Mhl H“ \H“h‘ ”l“ l\‘\ iy ‘”\‘ \‘\u; Ly \‘HU‘ Il }\ " i I ‘\33\‘9\‘\4‘: ‘\3‘93\ ‘]\"4‘;‘16‘ : m/z 43 . 19 86 . 45°D
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene
55.0
5000 — —
18.00 18.50
m/z 82.05 83.95%
O \\J\“\h}‘\l‘ [“\‘\\“\1;616\9\‘!!\2\5‘0\(\)\\‘\\\\‘\\\\‘\\\\ 1
miz--> 0 50 100 150 200 250 300 350 400
Abundance #158569: Octadecana
43.0

S
6.0 1800 1850
5000 m/z 71.10  63.60%

2220
ARITHIIED MJ\VM
0 50 100 150 200 250 300 350 400

m/z-->
Abundance #90088: Tetradecanal 7 —
57.0 18.00 18.50
m/z 55.00 61.63%
w Mmj\/\’w\»/\/\v
m/z--> 0 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080822\
Data File : BF129649.D

Acqg On : 09 Aug 2022 01:04
Operator : CG\JU

Sample : N3962-15

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
2-Pentanone, 4-... 5.069 4.4 ng 201512 1 6.839 914207 20.0
Pentadecane, 2,... 10.780 2.0 ng 90951 4 11.369 895494 20.0
Phenanthrene, 2... 11.898 2.8 ng 125740 4 11.369 895494 20.0
Anthracene, 9-m... 11.980 2.3 ng 100554 4 11.369 895494 20.0
Phenanthrene, 2... 12.422 2.5 ng 111234 4 11.369 895494 20.0
Benzo[b]naphtho... 13.763 2.2 ng 123467 5 14.015 1139510 20.0
Cycloeicosane 13.863 8.5 ng 485548 5 14.015 1139510 20.0
Triphenylphosph... 14.104 2.2 ng 126681 5 14.015 1139510 20.0
Triphenylene, 2... 14.404 2.1 ng 122448 5 14.015 1139510 20.0
Eicosane, 10-me... 14.463 2.4 ng 137783 5 14.015 1139510 20.0
1,19-Eicosadiene 14.915 4.5 ng 181671 6 15.492 811074 20.0
Benzo[e]pyrene 15.168 5.9 ng 237675 6 15.492 811074 20.0
Perylene 15.363 4.4 ng 176934 6 15.492 811074 20.0
1,22-Docosanediol  15.686 5.5 ng 221229 6 15.492 811074 20.0
Tetracosane 15.915 13.6 ng 549857 6 15.492 811074 20.0
Pentacosanal 16.715 6.3 ng 256994 6 15.492 811074 20.0
1,4-Dimethyl-8-... 17.104 8.3 ng 337474 6 15.492 811074 20.0
Octadecanal 18.145 8.4 ng 339787 6 15.492 811074 20.0
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