LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc :

ALS vial : 9 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137065.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.016 494 498 510 rVB 92915 108108 6.78% 0.707%
2 5.428 565 568 583 rBvV 801355 784780 49.24% 5.131%
3 6.434 736 739 755 rBV 847498 751944 47.18% 4.917%
4 6.781 795 798 802 rBV 286436 252410 15.84% 1.650%
5 6.957 825 828 832 rBV 93822 79017 4.96% 0.517%
6 7.345 890 894 897 rBV 622202 472876 29.67% 3.092%
7 7.481 913 917 920 rBV 24351 27465 1.72% 0.180%
8 7.792 967 970 976 rBV3 27765 31347 1.97% 0.205%
9 8.063 1012 1016 1017 rBV 348503 325268 20.41% 2.127%
10 8.086 1017 1020 1023 rVV 1981655 1593795 100.00% 10.421%
11  8.133 1025 1028 1035 rVB 158017 130977 8.22% 0.856%
12 8.657 1113 1117 1121 rBV2 20100 20751 1.30% 0.136%
13 8.775 1133 1137 1140 rBV 699189 540768 33.93% 3.536%
14  8.828 1143 1146 1149 rVWV 64535 58248 3.65% 0.381%
15 8.875 1149 1154 1157 rVB 371139 330251 20.72%  2.159%
16 9.133 1195 1198 1202 rBV 1027684 814929 51.13% 5.329%
17 9.239 1213 1216 1222 rVB 143050 128293 8.05% 0.839%
18 9.333 1229 1232 1239 rVB 45053 45167 2.83% ©0.295%
19 9.404 1239 1244 1248 rVB 87175 116665 7.32% 0.763%
20 9.475 1252 1256 1258 rBV 117711 114143 7.16% 0.746%
21 9.504 1258 1261 1265 rVB 66928 62431 3.92% 0.408%
22 9.592 1269 1276 1281 rBV2 45505 58103 3.65% 0.380%
23 9.675 1288 1290 1294 rVB2 38225 29244 1.83% 0.191%
24 9.798 1308 1311 1312 rBV 45133 38935 2.44%  0.255%
25 9.816 1312 1314 1317 rVV 424079 312879 19.63% 2.046%
26 9.851 1317 1320 1323 rVB 673450 520012 32.63%  3.400%
27 9.975 1336 1341 1346 rBV2 28443 29379 1.84% 0.192%
28 10.022 1346 1349 1353 rVW 496013 406014 25.47%  2.655%
29 10.063 1353 1356 1359 rVB 18622 18873 1.18% 0.123%
30 10.369 1404 1408 1413 rBV 493782 402409 25.25% 2.631%
31 10.433 1413 1419 1420 rBV2 27687 33219 2.08% 0.217%
32 10.451 1420 1422 1425 rVB 51793 39081 2.45% 0.256%
33 10.522 1432 1434 1438 rVB 63095 57114 3.58% 0.373%
34 10.610 1445 1449 1453 rBV 569629 557535 34.98%  3.646%
35 10.645 1454 1455 1462 rVB2 18515 20899 1.31% 0.137%
36 10.739 1469 1471 1477 rVB2 38094 36239 2.27% 0.237%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc :

ALS vial : 9 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.916 1494 1501 1504 rBV2 39597 50559 3.17% ©0.331%
38 11.045 1518 1523 1525 rBvV2 16117 19012 1.19% ©.124%
39 11.157 1539 1542 1546 rBV2 14879 20204 1.27% 0.132%
40 11.204 1547 1550 1557 rVB 90421 84238 5.29% 0.551%
41 11.310 1565 1568 1570 rBV 381791 340144 21.34%  2.224%
42 11.339 1570 1573 1576 rVV 1342398 1118840 70.20% 7.316%
43 11.386 1576 1581 1584 rVv2 118495 119587 7.50% 0.782%
44 11.427 1584 1588 1593 rVB2 20040 24896 1.56% ©0.163%
45 11.551 1604 1609 1615 rBV 146240 137852 8.65% ©.901%
46 11.604 1615 1618 1623 rBV3 18330 20686 1.30% ©.135%
47 11.816 1650 1654 1656 rBvV 74827 69247 4.34%  0.453%
48 11.845 1656 1659 1662 rvv2 183861 174763 10.97% 1.143%
49 11.927 1670 1673 1676 rBV 165704 156040 9.79% 1.020%
50 11.951 1676 1677 1681 rVB 36476 20471 1.28% 0.134%
51 12.110 1702 1704 1707 rVB 43460 36247 2.27% ©.237%
52 12.533 1772 1776 1779 rBV 623771 509306 31.96% 3.330%
53 12.568 1779 1782 1785 rVB2 40863 36406 2.28% ©0.238%
54 12.633 1790 1793 1798 rBv4 16882 21229 1.33% ©0.139%
55 12.763 1808 1815 1821 rBV 409749 430933 27.04% 2.818%
56 12.904 1832 1839 1842 rBV 1001876 869838 54.58% 5.688%
57 12.974 1847 1851 1856 rVB5 11916 21239 1.33% ©0.139%
58 13.021 1856 1859 1864 rBV 18156 19400 1.22% ©.127%
59 13.074 1864 1868 1869 rVv2 29199 31877 2.00% 0.208%
60 13.092 1869 1871 1874 rVB 48602 41925 2.63% 0.274%
61 13.157 1879 1882 1886 rVB 48243 45995 2.89% 0.301%
62 13.827 1991 1996 2004 rBV5 50424 116101 7.28% 0.759%
63 13.968 2013 2020 2023 rBV2 442987 474581 29.78% 3.103%
64 13.998 2023 2025 2029 rVvwV 61386 54832 3.44% ©.359%
65 14.063 2033 2036 2041 rVB2 16088 24680 1.55% 0.161%
66 14.433 2097 2099 2102 rBvV2 29370 26797 1.68% 0.175%
67 14.486 2102 2108 2109 rBVS5 29272 53235 3.34% 0.348%
68 14.598 2123 2127 2130 rBV 143545 137252 8.61% ©.897%
69 15.021 2196 2199 2202 rBV 21532 28045 1.76% 0.183%
70 15.086 2206 2210 2215 rVB 88519 96993 6.09% 0.634%
71 15.398 2260 2263 2267 rVB2 20984 27608 1.73% 0.181%
72 15.462 2269 2274 2282 rW 278104 378635 23.76% 2.476%
73 15.921 2348 2352 2357 rVB2 35333 45781 2.87% 0.299%
74 18.574 2796 2803 2805 rBV6 27153 58594 3.68% ©0.383%
Sum of corrected areas: 15293636
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137065.D\data.ms

1500000

1000000

5.428 6.434

7.345

500000
6.781
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Abundance TIC: BF137065.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.016 8.57 ng 108108 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56

2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9
Abundance Scan 498 (5.016 min): BF137065.D\data.ms (-494) (-) m/z 43.05 100.00%
43.0
59.1
5000
1010 [T T T T T
‘ 83.1 4.60 4.80 5.00 5.20 5.40
Obrr e bt e e M/z 59.18 56.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R L B R
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.00 18.18%
O\\\‘\f‘f.f‘\\f?“ﬁ\.\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R RRERERE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 13.85%
101.0
oL 180 310 | %89 790 60
SERRR R RRRRRERRRRRARRRRRRRRRRRANRRARRIAANRRRRRRRRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4576: Morpholine, 4-methyl- Rmaas e A RRRRaEEE T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.70%
5000
15.0 710 101.0
270 560 | ‘ j\
Y O Ao AN AT [ OO B S |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.957 6.26 ng 79017 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 83

4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 81
5 Deltacyclene 118 C9H1e 007785-10-6 80

Abundance Scan 828 (6.957 min): BF137065.D\data.ms (-825) (-) m/z 117.10 100.00%

117.1
5000
R m s
390 630 ;o4 91‘-0 6.60 6.80 7.00 7.20
O bt et el m/z 118,100 54.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
5000 \‘/\\\u"‘uu,uu‘uu‘\

6.60 6.80 7.00 7.20

m/z 115.00 31.75%
39.0 g0 91.0 /
N S R |
O H\‘H-H‘HM‘\H}’HHM\H‘M\\‘\\\w‘\\\\“HH‘\‘H\‘HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10195: Benzene, cyclopropyl-
117.0
T TR
6.60 6.80 7.00 7.20
5000 ITI/Z 91.00 14.35%
91.0
51.0 65.0 ‘ ‘
0 m‘mw\2\\7(?\\\\‘,\u\i‘\\HMM\‘\\\‘M\\\\‘iMu‘;‘m‘u!\“uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 6.60 6.80 7.00 7.20
m/z 116.10 7.55%
5000
91.0
390 580 770 ‘
Obrreprrrrprrte e e e e RREEE | I 0} N M
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Naphthalene, 1-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.333 2.89 ng 45167  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 97
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 97
3 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 64
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 62
5 2,4-Difluoromesitylene 156 CSH1eF2 000392-61-0 59
Abundance Scan 1232 (9.333 min): BF137065.D\data.ms (-1229) (-) m/z 141.05 100.00%
141.1
5000
1151
50.9 76.1 | | 8.9 9.00 9.20 9.40 9.60 .
O v e el Bl RS m/z 156.05 44.62%
miz--> 20 40 60 80 100 120 140 160
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000
9.00 9.20 9.40 9.60
115.0 m/z 115.05 19.14%
oL150 390 630 890 | 180
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33124: Naphthalene, 2-ethyl-
141.0
9.00 9.20 9.40 9.60
5000 m/z 142.05 11.48%
115.0
76.0
ol 20 2l
m/z--> 20 40 60 80 100 120 140 160
Abundance #33487: 2-Thiophenecarboxylic acid, 5-ethyl-
141.0 9.00 9.20 9.40 9.60
m/z 128.05 9.92%
5000
111.0
26.0 ‘ 77.0 158.0
LR ¥ AR VM1 MBI i it
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 4 Naphthalene, 1,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.404 7.46 ng 116665  Acenaphthene-die 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 1244 (9.404 min): BF137065.D\data.ms (-1239) (-)| | m/z 156.10 100.00%
156.1
5000
510 77.0 11?-1 13d.0 9.00 9.20 9.40 9.60 9.80
R P T N A AL M | 'm/z 141.05 64.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60 9.80
m/z 155.10  32.71%
115.0 139.0
oL 280 490 690 970 | " ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0 J\ [\M
9.00 9.20 9.40 9.60 9.80
5000 m/z 153.00  15.56%
115.0
77.0 139.0
o210 ‘5‘1‘"9“1 A N sl
miz--> 20 40 60 80 100 120 140 160
Abundance #33153: Naphthalene, 2,6-dimethyl- “H“KH‘,‘H“‘H“‘
156.0 9.00 9.20 9.40 9.60 9.80
m/z 115.05  14.68%
5000
115.0
B O R o |
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10

Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: 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 Naphthalene, 1,5-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.475 7.30 ng 114143  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 1256 (9.475 min): BF137065.D\data.ms (-1252) (-) m/z 156.05 100.00%
156.1
5000
115.1
510 77.0 ‘ ‘ 139.1 9.20 9.40 9.60 9.80
Y St v PSP RS - | ) A m/z 141.05 83.11%
miz--> 60 80 100 120 140 160
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
5000
9.20 9.40 9.60 9.80
m/z 155.10  27.24%
115.0
77.0 139.0
Ot ‘2\7\.(\)\“ \5\1‘\.9’”\ T H“ T \9\8‘0\ T \‘\ T \‘1‘\ \‘i‘\ \‘H“‘ T
m/z--> 20 60 80 100 120 140 160
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
9.20 9.40 9.60 9.80
5000 ITI/Z 115.10 19.01%
6.0 115.0
ol 270 510 T80 950 | 1350
A R e e e o
m/z--> 60 80 100 120 140 160
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0 9.20 9.40 9.60 9.80
m/z 157.10 17.91%
5000
115.0
oL 210 510 TM0esg 1390 Wl
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 6 Naphthalene, 2,7-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.504 3.99 ng 62431  Acenaphthene-die 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93
Abundance Scan 1261 (9.504 min): BF137065.D\data.ms (-1258) (-) m/z 156.10 100.00%
156.1
5000 A\ ﬂKK
e B
76.0 115.0 9.50
38.9 ’

Oyt T8 e A A28 njz 141,65 65.21%

m/z--> 20 40 60 80 100 120 140 160

Abundance #33164: Naphthalene, 1,6-dimethyl-

156.0
5000 AN J\ :
9.50
m/z 155.10  40.16%
115.0
0 28.0 49.0 69.0 97.0 | 1380
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0 ]L ﬂM N
e bl LU ‘
9.50
5000 m/z 152.00 14.29%
77.0
51.0 115.0
P B W N - 1| S
m/z--> 200 40 60 80 100 120 140 160 A
Abundance #33160: Naphthalene, 1,4-dimethyl- ‘A‘ S ‘
156.0 9.50
m/z 153.00  14.29%
5000
115.0
o N T W P | -
m/z--> 200 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 7 Naphthalene, 2,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.592 3.71 ng 58103  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95

Abundance Scan 1276 (9.592 min): BF137065.D\data.ms (-1269) (1) | m/z 156.10 100.00%
156.1
5000 M
115.0 ‘K‘ ey Jh‘
51.0 760 ‘ 139[0 9.50
O W gz 141,00 95.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 L J\ :
9.50
115.0 m/z 155.10  29.19%
s1.0 160
[ ‘2\7‘\.0\\“ T \“\ \“‘M‘\‘\‘LUJ‘ it \9\8‘(‘)\ -t T \“!‘\ \“‘\ T 8.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0 J\ [\ M
AN A
9.50
5000 ITI/Z 157.10 24 .33%
60 115.0
5.0 /6 ‘
o 70 B0 T wo || Um0
m/z--> 20 40 60 80 100 120 140 160 A/\ ,,ﬂ
Abundance #33161: Naphthalene, 1,4-dimethyl- AL Ay
156.0 9.50
m/z 115.00 23.08%
5000
115.0
ol 270 510 770 940 | 890
e A s e e e
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Diphenylmethane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.451 2.50 ng 39081  Acenaphthene-die 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenylmethane 168 C13H12 000101-81-5 60
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 49
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 43
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 41
5 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 38
Abundance Scan 1422 (10.451 min): BF137065.D\data.ms (-1420) (-} | m/z 167.10 100.00%
167.1
5000 M
S
391 630822 1150 1411‘ ‘ 10.50
b e bl L Ll myz 165,10 80.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43623: Diphenylmethane
167.0
5000
1050
168.10  76.33%
39.0 650 m/z
115.0 1390H
O\\\‘\\\\‘\\‘\\‘\\‘\HM‘H\\‘\\‘\\\\‘\1\\‘\\‘!‘\‘ \\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43634: 1,1'-Biphenyl, 2-methyl-
167.0
e
10.50
5000 m/z 180.05 26.26%
300 630 830 1150 449,
E I U S TR s |
m/z--> 20 40 60 80 100 120 140 160 180 ﬂ
Abundance #43636: 1,1'-Biphenyl, 3-methyl- : A
168.0 10.50
m/z 152.00  22.90%
5000
7o 0 0 Wm0 |
om"HWm“uuuwm‘_m_m_‘w e
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Dibenzofuran, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.522 3.65 ng 57114  Acenaphthene-d10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 93
2 9H-Fluoren-3-ol 182 C13H1e0 006344-67-8 91
3 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H1e0 003218-36-8 90
4 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100 014562-09-5 86
5 9H-Fluoren-9-ol 182 C13H100 001689-64-1 78
Abundance Scan 1434 (10.522 min): BF137065.D\data.ms (-1432) (- m/z 181.05 100.00%
181.1
5000
152.1 S
= g
10.50
51.0 127.0
0 H_m‘m‘ph‘wl‘““1‘0‘1‘9”_m_u‘“w”w‘m m/z 182.05 97.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56936: Dibenzofuran, 4-methyl-
182.0
5000 gl \
10.50
w00 152.0 m/z 152.05 26.81%
0 \\‘\\\\“‘\\“\\“h\\H!‘\\‘\1\()‘]_\\0\\]‘-2\‘?\0\‘\\“!‘\‘\\\\H\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56929: 9H-Fluoren-3-0
182.0
10.50
5000 152.0 m/z 183.10  15.10%
76.0
127.0
ol 200, 540 o poro 0 | |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56940: [1,1'-Biphenyl]-4-carboxaldehyde
182.0 10.50
m/z 76.05 11.05%
5000 1520
51.0
o200 80 T amoazo | | " i by
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1@ 9H-Fluorene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.916 2.97 ng 50559  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 95
2 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 95
3 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 81
4 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 76
5 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 74
Abundance Scan 1501 (10.916 min): BF137065.D\data.ms (-1494) (- m/z 165.10 100.00%
165.1
5000 Jk
6o {NN LS
509 | | | 11511390 | 19‘6'1 11.00
Ol et bl b TR L L gz 180010 87.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55062: 9H-Fluorene, 1-methyl-
180.0
5000 ﬂ bty
11.00
m/z 178.10 30.85%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\ \\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55055: 9H-Fluorene, 2-methyl-
165.0
1100
5000 m/z 179.10 28.98%
89.0
630 ‘
139.0
SN O s 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55050: 9H-Fluorene, 4-methyl-
165.0 1100
m/z 181.10 20.02%
5000
89.0
630
0 \H 11'\50 1390\‘ ‘ AaSVarna
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\ \‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 11 Dibenzothiophene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.204 4.95 ng 84238  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 96
2 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 95
3 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 95
4 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 95
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
Abundance Scan 1550 (11.204 min): BF137065.D\data.ms (-1547) (| m/z 184.00 100.00%
184.0
5000
1501 — el
92.0 ' 11.00 11.50
63.0 113.0
0 ‘H‘3‘9"9‘H‘uH“_wlu‘mu_m‘iﬂ??'f)”w“‘m m/z 185.00  15.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58969: Dibenzothiophene
184.0
5000 —— by aeph
11.00 11.50
139.0 m/z 139.05 15.28%
92.0
270 s00 690 %% 130 | s |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #58974: Naphtho[1,2-b]thiophene
184.0
Aagay R
11.00 11.50
5000 m/z 152.05 8.97%
139.0
ol . 500 690 %29 1130 a0 |
e e s £ AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58975: Naphtho[2,3-b]thiophene A
184.0 11.00 11.50
m/z 92.00 8.09%
5000
139.0
92.0
0 399 m 6%(? n m\‘\ 11§0 il %5‘80 Al
. —— ——
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50

8270-BF122023.M Tue Jan 16 11:19:27 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 12 Anthracene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.816 4.07 ng 69247  Phenanthrene-di0 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
Abundance Scan 1654 (11.816 min): BF137065.D\data.ms (-1650) (- m/z 192.10 100.00%
192.1
5000
— e
63.0 94.5 115.0 139.1 165.0 11.50 12.00
Ol 22 b R0 A g m/z 191.10  52.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 — g Adb
11.50 12.00

m/z 189.10  27.05%

165.0
0/15.0 390 62, 83;'0 , 11501390 [
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67030: Anthracene, 1-methyl-
192.0 M
P sl
11.50 12.00
5000 ITI/Z 190.10 18.03%
165.0
0 27.0 63'0 96\'0 139'0 . h‘ oy
R e T B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl- — M
192.0 11.50 12.00

m/z 193.10  14.42%

5000
165.0
30.0 630 96.0 1300 | i
0 M ! L A Al il — AMA g

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

8270-BF122023.M Tue Jan 16 11:19:28 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 13 Phenanthrene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.845 10.28 ng 174763  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 83
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 83
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83

Abundance Scan 1659 (11.845 min): BF137065.D\data.ms (-1656) (- m/z 192.10 100.00%
192.1

5000
43.0 73.0 M
“

129 1
165.1 11.50 12.00
‘H \“\H‘ At ol H MH ‘227 1256.1

ok _m_m_u mumm‘mw‘w‘ AL T m/z 191,10 54.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 T T T T \/\\J\/}’\

11.50 12.00
m/z 43.05 29.67%

165.0
270 630 960 1390 | |

O\‘\\\\‘\\\\“\\\\’\\\‘1‘\\\\‘\\\\‘\\\\“\\\}‘\W\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
oobm ‘ T T ‘ T
11.50 12.00
5000 ITI/Z 73.00 28.99%
165.0
51270, 830 89.0 1150 | “
e e et e e el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl- - T
192.0 11.50 12.00
m/z 189.10 27.97%
5000
165.0
5l27.0 630 960 1300 | Il
e e e e e e e P ot —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 14 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.927 9.17 ng 156040  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 97
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 40
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 1673 (11.927 min): BF137065.D\data.ms (-1670) (- m/z 190.10 100.00%
19p.1
5000
94.6 M
12.00
63.0 0163.0
O 220 030 B0 T . m/z 189.10  97.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 M” N
940 12.00
4 m/z 191.10  23.53%
0 39.0 630 | 137.0 163.0 UM
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\ \\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
Ly a el
12.00
5000 m/z 94.60 21.84%
94.0
163.0 M
) N N N R —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole) e
42.0 190.0 12.00
m/z 187.10 19.29%
5000
0, \M\ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 15 Acetic acid, chloro-, octad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.827 4.89 ng 116101  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87
Abundance Scan 1996 (13.827 min): BF137065.D\data.ms (-1991) (- m/z 83.00 100.00%
430 °T
5000
25.1 [ AN
AL T e w00 zma o dss0 aec0
0 “‘WLNMJWMJHI‘N‘MM‘NWW R m/z 55.05 91.78%
miz-> 50 100 150 200 250 300
Abundance #255606: Acetic acid, chloro-, octadecy! ester
57.0
97.0
5000 — ——
13.50 14.00
m/z 57.00 83.38%
40.0 207.
ol b d MULAL L £90173,02070 2500 297.0
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
— ——
13.50 14.00
5000 m/z 43.05 81.53%
25.0
oo LU gm0 mog w0
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol “ T
55.0 13.50 14.00
97.0 .
m/z 97.05 81.30%
h W‘MJ\‘MW
39.0
oisg [ LLLLL IR0 se20 2200 280wt 0
m/z--> 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\BF@011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10

Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 16 n-Tetracosanol-1 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.486 2.24 ng 53235 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Tetracosanol-1 354 C24H500 000506-51-4 64

2 1-Heptacosanol 396 C27H560 002004-39-9 64
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 62
4 n-Heptadecanol-1 256 C17H360 001454-85-9 53
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 52
Abundance Scan 2108 (14.486 min): BF137065.D\data.ms (-2102) (| m/z 57.00 100.00%
57.0
97.1
5000 240.0
—
‘ ‘ 140.1180.0 301.1 14.50
OHH‘,‘H‘\“‘,‘ 1 h‘w\\\‘ui‘m\“\‘d\‘\\\\\HH“MH"H‘\HH‘HH m/z 97.10 82.71%
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 T
14.50
m/z 55.00 79.21%
0 \‘\ \‘\ i ‘ \H\ # \‘\ d\ \\8‘1 0222.0264.0 308.0
\\\\’\\\’\\ \\\\\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
—
14.50
5000 ITI/Z 69.05 78.90%
9.0
0 i ‘ ‘ \H\ \ \‘\ d\ :!781 0222.0 264.0 306.0 378.(
s “, e e
m/z--> 50 100 150 200 250 300 350
Abundance #326113: Heptadecy! heptafluorobutyrate —
57.0 14.50
m/z 83.05 69.23%
h W/\}\\J\/M
1690 238.0
ob b L Lyt .- —— I
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 17 1,4-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.598 5.78 ng 137252  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 74
2 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 64
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
4 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 43
Abundance Scan 2127 (14.598 min): BF137065.D\data.ms (-2123) (- m/z 70.05 100.00%
70.0
149.0
261.1
5000 121
— ==
L e | o o
obr b bbb b A em s e m/z 149.00 71.84%
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112'0149.0
5000 1450  15.00
261.0 : -
m/z 261.05 57.81%
09 Ll
0 \“\ ‘\‘ ‘”‘\‘“ L\‘\““\ 1 \‘\ } \‘\1\8\9.‘0\ L ‘\ T \3\3\3\0‘ T
miz--> 50 100 150 200 250 300 350
Abundance #295651: Terephthalic acid, 4-octyl octyl ester
261.0
Pty Py
14.50 15.00
5000 167.0 m/z 112.05 48.59%
112.0
70.0
a2 TV Y T S U
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester fon e ot
261.0 14.50 15.00
m/z 167.00 35.16%
5000 70.0
149.0
29.0 219.0
) B i O B UOOPROE | ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10

Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Pentadecane, 7-(bromomethyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.086 5.12 ng 96993  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 87

2 Pentacosane 352 C25H52 000629-99-2 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 (C28H58 000630-02-4 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 2210 (15.086 min): BF137065.D\data.ms (-2206) (- m/z 57.05 100.00%
57.0

—

5000
15.00
ob— “M ! M L. }5“5?‘ LML 2681 m/z 71.e5 63.15%
miz--> 50 100 150 200 250 300 350
Abundance #204361: Pentadecane, 7-(bromomethyl)-
57.0
5000 T :
15.00
m/z 43.10 61.94%
ol w\ ,m

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

%

Abundance #262013: Pentacosane
57.0
15.00
5000 ITI/Z 85.05 45.91%
o L h\ | 14101830 2250 2050 32
i B e T AL N AN B S e O
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T
57.0 15.00
m/z 55.05 22.97%
5000
9.0
59 |1l om0 200 -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10

Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Triacontane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.921 2.42 ng 45781  Perylene-d12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 86
2 Pentacosane 352 (C25H52 000629-99-2 86
3 Hexacosane 366 C26H54 000630-01-3 86
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
5 Hentriacontane 437 C31H64 000630-04-6 80

Abundance Scan 2352 (15.921 min): BF137065.D\data.ms (-2348) (- m/z 57.10 100.00%
57.1

%

5000
" ‘ \ 7.2 2670 3431 16.00
0 H‘u“‘MMWW““W ”m“\WwHi‘M\N‘\\\\‘\u\‘\\\ m/z 71.05 66.44%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 T
16.00
m/z 43.10 64.38%
0 Il H\ h\ h‘ u‘ ‘ \6\90 2250 2810 3370 422(
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\

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

%

Abundance #262011: Pentacosane
57.0
—
16.00
5000 ITI/Z 85.10 47 .26%
0L h\ ‘h J h‘ “\ | \6\9\0\2\250 281.0 352.0
A R R R A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane —
57.0 16.00
m/z 69.10 18.57%
o WMNMMM
oLl Li] o 1650 2250 2ss0 aeo -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 20 unknownl8.574 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.574 3.10 ng 58594  Perylene-d12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Androstan-6-one, (5.alpha.)- 274 C19H300 003676-06-0 43
2 2(1H)-Phenanthrenone, 3,4,4a,4b,... 274 C19H300 007715-44-8 38
3 10H-Phenoxaphosphine, 2-ethyl-10... 274 C15H1503P 036360-91-5 25
4 1,3-Diethyl-2-hydroxybenzothiazo... 274 C14H14N202S 1000227-15-3 25
5 Xanthotoxol, trimethylsilyl ether 274 C14H1404Si 1000462-10-7 22

Abundance Scan 2803 (18.574 min): BF137065.D\data.ms (-2796) (- m/z 259.10 100.00%
259.1

55.0 95.0 134.0

5000

§>

18.2018.4018.6018.80

0 m/z 274.25 72.60%
miz--> 50 100 150 200 250
Abundance #166355: Androstan-6-one, (5.alpha.)-
259.0
5000 2190 \mewmﬂ*wm
135.0 18.2018.4018.6018.80

m/z 95.00  68.23%

L w\\
miz--> 100 150 200 250

O-—— ‘HH‘\‘ \‘}\“\d\ “‘ ‘\\ \ “‘ \‘\\
Abundance #166382. 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,1(
259.0
Pt
18.2018.4018.6018.80
5000 ITI/Z 134.00 61.83%
217.0
41.0 93.0 136.0
olertl N‘MA\W“HWMMh%‘HJ\Mhﬂ el ] ‘!““
miz--> 50 100 150 200 250
Abundance #165862: 10H-Phenoxaphosphine, 2-ethyl-10-hydroxy-8-
259.0 18.2018.4018.6018.80
m/z 119.00 61.49%
5000
105.0
152.0 195.0
NSNS I v T I B
m/z--> 50 100 150 200 250 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11524\
Data File : BF137065.D

Acqg On : 15 Jan 2024 16:10
Operator : CG\JU

Sample : P1135-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-... 5.016 8.6 ng 108168 1 6.787 252410 20.0
Indane 6.957 6.3 ng 79017 1 6.787 252410 20.0
Naphthalene, 1-... 9.333 2.9 ng 45167 3 9.816 312879 20.0
Naphthalene, 1,... 9.404 7.5 ng 116665 3  9.816 312879 20.0
Naphthalene, 1,... 9.475 7.3 ng 114143 3 9.816 312879 20.0
Naphthalene, 2,... 9.504 4.0 ng 62431 3 9.816 312879 20.0
Naphthalene, 2,... 9.592 3.7 ng 58103 3 9.816 312879 20.0
Diphenylmethane 10.451 2.5 ng 39081 3 9.816 312879 20.0
Dibenzofuran, 4... 10.522 3.6 ng 57114 3 9.816 312879 20.0
9H-Fluorene, 1-... 10.916 3.0 ng 50559 4 11.310 340144 20.0
Dibenzothiophene 11.204 5.0 ng 84238 4 11.310 340144 20.0
Anthracene, 2-m... 11.816 4.1 ng 69247 4 11.310 340144 20.0
Phenanthrene, 2... 11.845 10.3 ng 174763 4 11.310 340144 20.0
4H-Cyclopenta[d... 11.927 9.2 ng 156040 4 11.310 340144 20.0
Acetic acid, ch... 13.827 4.9 ng 116101 5 13.968 474581 20.0
n-Tetracosanol-1 14.486 2.2 ng 53235 5 13.968 474581 20.0
1,4-Benzenedica... 14.598 5.8 ng 137252 5 13.968 474581 20.0
Pentadecane, 7-... 15.086 5.1 ng 96993 6 15.462 378635 20.0
Triacontane 15.921 2.4 ng 45781 6 15.462 378635 20.0
unknown18.574 18.574 3.1 ng 58594 6 15.462 378635 20.0
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