LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142635.D

Acqg On : 05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc :

ALS Vvial : 12 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142635.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.110 487 496 507 rBV 155076 225776 10.23% 1.033%
2 5.510 558 564 570 rBV 1457325 1980350 89.70% 9.063%
3  6.522 730 736 741 rBV 1396294 1896693 85.91% 8.680%
4 6.598 745 749 755 rVB 18573 23987 1.09% 0.110%
5 6.892 794 799 805 rBV 590041 724961 32.84%  3.318%

6 7.457 889 895 900 rBV 947067 1224297 55.46% 5.603%
7 8.181 1012 1018 1035 rVB 670987 879228 39.83% 4.024%
8 9.251 1195 1200 1205 rBV 1789346 2207665 100.00% 10.103%
9 9.933 1311 1316 1320 rBV 650757 800812 36.27%  3.665%
10 10.480 1405 1409 1415 rVB 29359 38423 1.74% 0.176%

11 10.575 1415 1425 1431 rBV8 8512 28791 1.30%
12 10.645 1432 1437 1444 rVW 293997 367188 16.63%
13 10.722 1445 1450 1461 rVV 820354 1050022 47.56%

OO0 PRLRO
[o]
[
Ul
B

14 10.839 1465 1470 1476 rVB4 21363 39100 1.77% 179%
15 10.957 1486 1490 1496 rVB 49173 62126 2.81% 284%
16 11.422 1564 1569 1578 rBV2 523968 837162 37.92%  3.831%
17 11.498 1578 1582 1585 rVB 31078 39079 1.77% ©.179%
18 11.645 1601 1607 1615 rBV3 28531 62448 2.83% ©.286%
19 11.945 1650 1658 1664 rBv2 140073 252423 11.43%  1.155%
20 12.033 1670 1673 1681 rVB 52044 90473 4.10% 0.414%
21 12.110 1681 1686 1691 rBV6 14087 33337 1.51% ©.153%
22 12.198 1697 1701 1703 rBV3 22537 33353 1.51% ©0.153%
23 12.369 1724 1730 1732 rBV5 16433 25115 1.14% 0.115%
24 12.504 1750 1753 1759 rVB5 20743 34971 1.58% ©.160%
25 12.557 1759 1762 1767 rVB3 22701 31735 1.44%  ©.145%
26 12.633 1770 1775 1779 rBV 278782 362518 16.42%  1.659%
27 12.669 1779 1781 1788 rVB7 15499 23100 1.05% ©.106%
28 12.727 1788 1791 1795 rBV 29502 38493 1.74% ©.176%
29 12.863 1808 1814 1821 rBV 235559 357861 16.21% 1.638%
30 13.004 1831 1838 1846 rBV 1366670 1879819 85.15% 8.603%
31 13.086 1847 1852 1859 rBV3 38090 72608 3.29% ©.332%
32 13.186 1862 1869 1873 rBV2 55098 115464 5.23% 0.528%
33 13.257 1878 1881 1884 rVV 33445 42553 1.93% 0.195%
34 13.298 1884 1888 1895 rVB3 45312 88029 3.99% 0.403%
35 13.392 1900 1904 1906 rBV 38013 49382 2.24%  ©.226%
36 13.421 1906 1909 1912 rVB2 23867 27818 1.26% 0.127%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142635.D

Acqg On : 05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc :

ALS Vvial : 12 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.698 1954 1956 1961 rVB 36868 48222 2.18% 0.221%
38 13.816 1971 1976 1978 rBV3 41384 71310 3.23% 0.326%
39 13.904 1987 1991 1998 rVB3 101170 168011 7.61% 0.769%
40 14.063 2010 2018 2030 rBV2 751582 1488669 67.43% 6.813%
41 14.451 2080 2084 2087 rBV 56282 74801 3.39% 0.342%
42 14.480 2087 2089 2093 rVB3 35366 40907 1.85% 0.187%
43 14.533 2094 2098 2102 rBV5 64590 123702 5.60% 0.566%
44 14.692 2122 2125 2130 rVB2 57029 75073  3.40% 0.344%
45 15.115 2192 2197 2206 rBV 419393 930226 42.14% 4.257%
46 15.186 2206 2209 2212 rBV2 47525 67993 3.08% 0.311%
47 15.427 2245 2250 2256 rVB 221154 354031 16.04% 1.620%
48 15.492 2256 2261 2267 rVB 211446 311214 14.10% 1.424%
49 15.557 2267 2272 2286 rBV2 496257 956939 43.35% 4.379%
50 16.027 2347 2352 2358 rBV 81854 143823 6.51% 0.658%
51 16.857 2487 2493 2507 rBV6 51599 149772 6.78% 0.685%
52 17.062 2523 2528 2535 rBv2 73503 155873 7.06% 0.713%
53 17.251 2555 2560 2565 rBV4 35261 79044  3.58% 0.362%
54 17.421 2584 2589 2598 rVvB2 89543 203145 9.20% 0.930%
55 17.515 2600 2605 2618 rVB 66738 162981 7.38% 0.746%

56 17.674 2625 2632 2643 rBvV8 56538 198335 8.98% ©.908%

Sum of corrected areas: 21851231
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142635.D\data.ms

1600000

5510
1400000 6.522

1200000
1000000 7.457
800000
600000 6.892

400000

200000 5.110
.598

0 L L I N R R R N N R [TTT T[T T[T T T Trrryod

Time--> 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 TIC: BF142635.D\data.ms
9.251

1600000

1400000 13.004

1200000

1000000

10.722
800000
8.181 9.933

600000 11.422

400000 12.6332 86

200000 11.945 M
N 1049871088957 Yii4moas  [23%nen agieaRasy| 1300

0r——— — — 7 o T B T e e e e e e e A
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: BF142635.D\data.ms

1600000
1400000
1200000
1000000
14.063
800000
600000
400000

13004 | 1 . .
2000000, 13 g0l 1046880 692 16.85%7

0 T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T 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 17.00 17.50 18.00 18.50

082 31 42415.674
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.110 6.23 ng 225776  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 496 (5.110 min): BF142635.D\data.ms (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T T T T T T
‘ 83.0 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\“M1\\‘\\‘\“\i\\\\‘HH‘\‘\-H‘\HHHH‘\ m/Z 59.10 56.7700
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
59.0 4.80 5.00 5.20 5.40
15.0 101.0 m/z 101.10 18.27%
\\\‘\f‘\.!‘\\f‘:?‘?‘\.(\)\\“H}\\‘\\}!‘\\\\‘\\\\8‘:\3‘\-\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
 EEEmmaEE TR
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.96%
150 | 1] 730 850
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-  EEEmmaRE TR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.19%
5000
41.0
29.0 101.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.645 9.17 ng 367188  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 49
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1437 (10.645 min): BF142635.D\data.ms (-1432) (- m/z 105.00 100.00%
105.0
77.0 182.1
5000
51-0 T ‘ T T ‘ T
10.50 11.00
152.1
0L el 1260 Pl msz 77.00  60.46%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — =
10.50 11.00
51.0 m/z 182.10  57.73%
210 | R 126.0 1520
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
77.0 105.0
— —
10.50 11.00
5000 182.0 m/Z 51.00 25.97%
51.0
32'0 il | 150.0 il
e e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone T~ .
105.0 10.50 11.00
183.0 m/z 181.10 10.74%
77.0 ’
5000 51.0
| ) 1270 1540 \ N
e e it TSI
miz--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.945 6.03 ng 252423  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 70

Abundance Scan 1658 (11.945 min): BF142635.D\data.ms (-1650) (- m/z 73.00 100.00%

430 730
192.1
5000 _
=

| 12.00
el m/z 43.85  96.93%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 PR

-
o
o
S

157018502130 256.0 m/z 60.00 90.35%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67023: Anthracene, 2-methyl-
192.0
¢
12.00
5000 ITI/Z 57.05 84.67%
96.0 165.0 ‘
S I S | ES—
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #67021: Anthracene, 1-methyl- —
192.0 12.00
m/z 192.10 76.51%
5000
83.0 165.0
39.0 11150 ]
A L A R A a T eaaa s ey —
m/z--> 20 40 60 80 100120 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\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 10

R.T. EstConc Area Relative to ISTD R.T.
12.033 2.16 ng 90473  Phenanthrene-d1e 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Methyl diselenide 190 C2H6Se2 007101-31-7 35
3 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 25

Abundance Scan 1673 (12.033 min): BF142635.D\data.ms (-1670) (- m/z 189.10 100.00%

189.1
5000
945 N

165.1 12.00

62.9 123.1
T \3\9‘.(\)\‘\ T ‘”‘\ Tl “‘\”V \‘1 L T ‘”M\ T T 7l \”“2‘\1\(\).\1‘ m/Z 190.10 100.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0

_§i::::::::::)

5000
12.00

m/z 192.10  51.26%

39.0 630 | | 1150137.0 1630 ‘M
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64929: Methyl diselenide

94.0

93.0 190.0
L B, GNP
12.00
5000 m/z 191.10 43,24%
‘ 160.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64678: Cyclohexanone, 2-(2-furanylmethylene)-6-methy R
107.0 162.0 190.0 12.00

m/z 94.45  24.21%

5000

—
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\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Heptafluorobutyric acid, pe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.904 2.26 ng 168011  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 83
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 83
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 78
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 64
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 64
Abundance Scan 1991 (13.904 min): BF142635.D\data.ms (-1987) (- m/z 57.05 100.00%
57.0
2301
5000
111.1
——
“ ‘ ‘ 14.00
YN ““ G B8 L pe2ett s, a3ies 79.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 T
m/z 230. 16 75.68%
169.0
\\“\ ‘\““\\‘\“\“‘\ ‘ “ ‘\‘\ \‘\21\2\(\)2\5‘5\\0\\‘\\\\‘\\\4\.0‘6\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
T
14.00
5000 m/z 55.05 70.18%
111.0
169.0 238.0
L T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate T
57.0 14.00
m/z 83.10 60.70%
B il %k\m
[ | ‘\ 1540 238.02830 334.0
e “, M ma e P
mlz--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Benzo[e]pyrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.427 7.40 ng 354031 Perylene-d12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Perylene 252 C20H12 000198-55-0 96
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 2250 (15.427 min): BF142635.D\data.ms (-2245) (- m/z 252.10 100.00%
252.1
5000
12‘5-0 o60 15.50
0L, 390 831 | 15001980, \ 3021 ./, ;56.16  28.62%
m/z--> 50 100 150 200 250 300
Abundance #138554: Benzole]pyrene
252.0
5000 1
15.50
m/z 253.10 20.89%
125.0
T \:\39\0‘ T \8:\3\0‘ \“\‘H\ I \2\0‘0.\0\”\ \h‘\ LA
m/z--> 50 100 150 200 250 300
Abundance #138565: Benzo[k]fluoranthene
252.0
—=
15.50
5000 ITI/Z 125.00 14.70%
126.0
m/z--> 50 100 150 200 250 300
Abundance #138551: Perylene —r
252.0 15.50
m/z 126.00  11.49%
5000
125.0
7.0 83.0 \“ 163.0200.0 |
T e e e e —
miz--> 50 100 150 200 250 300 15.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 05

Jun 2025 15:36

: RC/JU
1 02199-05

12

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
BF142635.D

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 7 Docosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.027 3.01 ng 143823  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 90
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2352 (16.027 min): BF142635.D\data.ms (-2347) (- m/z 57.10 100.00%
57.1
0 J\vj\q/\‘\\J\\ﬁd
9.0 T I
|11 1411183122514  308.2 10.00
“‘v“¢h ‘Jﬂu“”‘\w““u“““‘l“““‘ m/z 71.106  61.41%
m/z--> 50 100 150 200 250 300 350
Abundance #212280: Docosane
57.0
5000 —— |
16.00
310.0 m/z 43.10 58.00%
14101830
T \“\ ‘\“‘ \““‘ “‘ “‘ \“‘\“\ “ “ “x \‘\“2\‘2\‘5\ ?%?7\ \0\ T o T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T T
16.00
5000 m/z 85.10 45.94%
9.0
150|111 [ ¥0ms0ms0 200
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —
57.0 16.00
m/z 55.10 22.36%
- /\ANJ\/\/\M
A H | 141.0183.0225.0267.0309.0 365.0
“““““““ T T ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.857 3.13 ng 149772  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 50
2 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 42
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 41
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 41
5 Henicosanal 310 C21H420 051227-32-8 41

Abundance Scan 2493 (16.857 min): BF142635.D\data.ms (-2487) (- m/z 57.10 100.00%

57.1 278.1
96.1
5000
138.0 — —
‘ ‘ H‘ | 207.0 16.50 17.00
o ‘\‘ Huh H‘“HW“\\H‘\\HH L H\ ‘h M e o : ‘3‘4‘1-‘ m/z 278.10 83.81%
m/z--> 100 150 200 250 300
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 — —

16.50 17.00
m/z 43.10 82.54%

166.0 211.0 250.0

%

m/z--> 50 100 150 200 250 300
Abundance #29502: Bicyclo[4.1.0]heptane, 7-butyl-
82.0
— ——
41.0 16.50 17.00
5000 m/z 82.10 77.68%
152.0
B 1 19 1 S
m/z--> 50 1 00 1 50 200 250 300
Abundance #176357: Oxirane, heptadecyl- — —
43.0 82.0 16.50 17.00
m/z 55.10 63.76%
o M
wﬁ | | 1660 2220 2640

— —
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Germanicol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.421 4.25 ng 203145  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germanicol 426 C30H500 000465-02-1 90
2 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 43
3 3H-1,2-Dithiole-3-thione, 5-tert... 204 C8H12S3 013120-76-8 38
4 3,4-Dihydrocoumarin, 4,4,7,8-tet... 204 C13H1602 040614-36-6 38
5 1H-Indol-6-ylamine, TMS derivative 204 C11H16N2Si 1000484-86-1 38
Abundance Scan 2589 (17.421 min): BF142635.D\data.ms (-2584) (- m/z 189.15 100.00%
189.2
41 —
425.4
Lkbagd L s o
u‘\Hh‘\\“\HUH}HL\‘I"\HUI‘\H ‘h wifly \‘ W ‘u‘\ N R il ‘ L 1 ‘ m/Z 204.15 79.32"0
m/z--> 50 100 150 200 250 300 350 400
Abundance #316490: Germanicol
189.0
95.0
5000 e p Ly
17.50
4260  m/z 177.15  66.52%
H ‘ ‘ ‘ ‘ ‘ il ‘\‘n‘\‘ \‘u 7‘0‘ ‘3‘1‘1‘0‘:‘)’5‘7‘ ‘0‘ - “ ““ -
m/z--> 5 100 150 200 250 300 350 400
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0
1750
5000 m/z 95.10 41.27%
81.
|
“\‘\H‘\‘\h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #80768: 3H-1,2-Dithiole-3-thione, 5-tert-butyl-4-methyl- T
189.0 17.50
m/z 175.15 32.85%
5000
410 1150
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142635.D

Acqg On : @05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 10 .gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.674 4.15 ng 198335  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 5-Cholestene-3-0l, 24-methyl- 400 C28H480 290299-12-6 38
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 25
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 15

Abundance Scan 2632 (17.674 min): BF142635.D\data.ms (-2625) (- m/z 43.10 100.00%

43.1
145.0
95.0 2131
M

5000 303.3
414

255.

—
354.2 17.50 18.00
by m/z 55.05 72.27%

m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0

5000 5.0

7
145.0 414.( 17.50 18.00
213.0 303.0 m/z 57.05 63.36%

‘\l | ’M“ ) .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol

43.0

—
17.50 18.00

5000 m/z 145.00  61.15%
107.0 414.(
1 257. 354.0
i
m/z--> 50 100 150 200 250 300 350 400
Abundance #302707: 5-Cholestene-3-ol, 24-methyl- — —
43.0 17.50 18.00

m/z 105.05 58.08%

5000
o 400.0
m 50 9130 2890

J 340.0
. —r— —r—r
miz--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142635.D

Acqg On : 05 Jun 2025 15:36
Operator : RC/JU

Sample : Q2199-05

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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-... 5.110 6.2 ng 225776 1 6.892 724961 20.0
Benzophenone 10.645 9.2 ng 367188 3 9.933 800812 20.0
n-Hexadecanoic ... 11.945 6.0 ng 252423 4 11.422 837162 20.0
4H-Cyclopenta[d... 12.033 2.2 ng 90473 4 11.422 837162 20.0
Heptafluorobuty... 13.904 2.3 ng 168011 5 14.063 1488670 20.0
Benzo[e]pyrene 15.427 7.4 ng 354031 6 15.563 956939 20.0
Docosane 16.027 3.0 ng 143823 6 15.563 956939 20.0
Oxirane, hexade... 16.857 3.1 ng 149772 6 15.563 956939 20.0
Germanicol 17.421 4.3 ng 203145 6 15.563 956939 20.0
.gamma.-Sitosterol 17.674 4.2 ng 198335 6 15.563 956939 20.0
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