LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc :

ALS Vvial : 13  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-BF061925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142893.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.204 336 342 347 rBV 19470 32222 2.44% 0.284%
2 4.534 390 398 404 rVB3 18845 38975 2.95% 0.344%
3 4.634 410 415 421 rVB 24412 36454 2.76% 0.322%
4 4.934 A58 466 470 rBvV3 9501 15064 1.14% 0.133%
5 5.010 470 479 481 rVV5 32046 72630 5.50% 0.641%
6 5.040 481 484 488 rVWV 25368 36417 2.76% 0.321%
7 5.093 488 493 498 rVW 107285 164656 12.46%  1.453%
8 5.146 498 502 507 rVB4 7925 15809 1.20% 0.139%
9 5.293 520 527 530 rBv2 42127 66568 5.04% 0.587%
10 5.375 536 541 542 rBV 14494 19970 1.51% 0.176%
11 5.393 542 544 549 rW 19373 23780 1.80% 0.210%
12 5.493 549 561 570 rvwVv 861505 1213303 91.81% 10.705%
13 5.569 570 574 578 rVW 30292 43534  3.29% 0.384%
14 5.616 578 582 585 rVw2 22163 32285 2.44% 0.285%
15 5.651 585 588 592 rVW3 28671 45155  3.42% ©0.398%
16 5.693 592 595 599 rW 41634 51323 3.88% 0.453%
17 5.734 599 602 606 rvv 16659 26356 1.99% 0.233%
18 5.781 606 610 618 rVB 58941 79557 6.02% 0.702%
19 5.898 623 630 634 rBvV 36689 61314 4.64% 0.541%
20 5.940 634 637 646 rVv2 11382 19511 1.48% 0.172%
21 6.034 646 653 657 rVB2 17490 24764 1.87% 0.218%
22 6.128 663 669 674 rBV2 22093 35725 2.70% 0.315%
23 6.504 727 733 749 rVB 869543 1137894 86.10% 10.040%
24  6.875 791 796 801 rBV 317951 382520 28.95%  3.375%
25 7.440 886 892 901 rBV 570615 740952 56.07% 6.538%
26 8.163 1005 1015 1021 rBV 357260 482254 36.49%  4.255%
27 8.575 1081 1085 1097 rVB 12609 21745 1.65% 0.192%
28 8.745 1110 1114 1118 rBV 21500 25695 1.94% 0.227%
29 9.234 1192 1197 1202 rBV 1053156 1321522 100.00% 11.660%
30 9.310 1206 1210 1216 rBV 28323 35183 2.66% ©0.310%
31 9.569 1247 1254 1260 rBV9 5549 14024 1.06% 0.124%
32 9.628 1260 1264 1272 rVB3 15989 28617 2.17% 0.252%
33 9.839 1294 1300 1305 rBV 24469 33883 2.56% 0.299%
34 9.916 1308 1313 1321 rVB 363275 452350 34.23% 3.991%
35 10.339 1378 1385 1389 rBV2 24558 37226  2.82% 0.328%
36 10.563 1417 1423 1429 rBV2 9252 15312 1.16% 0.135%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc :

ALS Vvial : 13  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-BF061925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.628 1429 1434 1441 rVW 145370 188881 14.29% 1.667%
38 10.710 1442 1448 1459 rVV 534593 701283 53.07% 6.188%
39 10.822 1462 1467 1475 rVB 29460 51466 3.89% 0.454%
40 11.263 1538 1542 1545 rBV 20318 26475 2.00% 0.234%
41 11.292 1545 1547 1554 rVB6 9118 13381 1.01% 0.118%
42 11.410 1561 1567 1573 rBV 321554 425374 32.19% 3.753%
43 11.692 1611 1615 1619 rVB 20265 23909 1.81% 0.211%
44 11.927 1649 1655 1664 rBv4 52379 96109 7.27% ©.848%
45 12.098 1680 1684 1690 rBV 23092 32039 2.42% 0.283%
46 12.492 1747 1751 1754 rVB 25415 30971 2.34% 0.273%
47 12.722 1786 1790 1795 rBV5 10345 19873 1.50% 0.175%
48 12.863 1810 1814 1820 rBV3 32267 53063 4.02% 0.468%
49 12.992 1831 1836 1846 rVB 942241 1224593 92.67% 10.805%
50 13.222 1871 1875 1882 rBV2 32790 46995 3.56% 0.415%
51 13.563 1929 1933 1938 rBV 47490 70214 5.31% 0.620%
52 13.886 1984 1988 1999 rVB 99491 165668 12.54% 1.462%
53 14.057 2012 2017 2022 rBV 311241 432640 32.74% 3.817%
54 14.210 2039 2043 2051 rBV 75281 114183 8.64% 1.007%
55 14.516 2091 2095 2100 rBV 85877 130601 9.88% 1.152%
56 14.827 2145 2148 2152 rBV 61917 75757 5.73% 0.668%
57 15.174 2204 2207 2215 rVB 84339 128018 9.69% 1.130%

58 15.551 2267 2271 2278 rVB2 226200 397597 30.09%  3.508%

Sum of corrected areas: 11333639
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142893.D\data.ms
1000000

5.493 6.504
800000

600000 7.440

400000
6.875

200000
5.093

4204 458634 4 & 5309

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\\T\\\\‘\\{\\‘\\\\ T \‘\\\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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: BF142893.D\data.ms
1000000 9.334 12.992

800000

600000 10.710

400000 8.163 9.916

11.410
200000 _
13.222
3575745 JE{J?»L 1033905 10822 11128 11693 1995008  12.4922 72,86 Lw/\,m
0 AL S S st

T T T l
Time--> 8.00 8 50 9. 50 10 00 10. 50 11 00 11.50 12.00 12.50 13.00

Abundance TIC: BF142893.D\data.ms
1000000

800000

600000

14.057 15.551
400000

14516 14.827 15.174

14.210
200000 13.886

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.534 2.04 ng 38975 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 91
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 80
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 80
Abundance Scan 398 (4.534 min): BF142893.D\data.ms (-390) (-) m/z 55.10 100.00%
55.1 97.1
411
5000
69.1
83.0 112.1 ST AVNPYA'E
‘ ‘ 4.20 4.40 4.60 4.80

\\\‘\\\\‘\\\\’\\\\}\\\\“\‘\\‘\‘\\\H\‘\\\\‘}!‘\\‘\\\\“\\\\‘\\\\‘\ m Z 97 19 99.4600

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-

55.0 97.0 A
5000 41.0 H‘HHWH,HHWM
69.0 4.20 4.40 4.60 4.80
" 830 1120 m/z 41.16  53.90%
27.0 ‘ ‘
\\\‘\\\\‘\\\\’\\\\‘\‘\\\‘\H\‘\‘\\\“\‘\\\\‘\M\\‘\\\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
58.0 97.0
41.0 4.20 4.40 4.60 4.80
5000 m/z 56.10 37.55%
27.0 69.0 112.0
‘ ‘ 83.0
m_‘H_H“,w_‘mmmHJt!‘H‘_‘1”_Www

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A (\ /\

Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans- ﬂ‘w“um‘u‘,u“_“‘

55.0 97.0 4.20 4.40 4.60 4.80
m/z 69.10 32.66%

5000 41.0
112.0
27.0 69.0
83.0

| on Mo ol

m/z--> 10 20 30 40 50 60 70 80 90 100110120 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Cyclohexane, 1,3,5-trimethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.010 3.80 ng 72630 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 87
2 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 78
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 72
4 2-Pyrazoline, 1-isopropyl-5-methyl- 126 C7H14N2 026964-54-5 59
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 53
Abundance Scan 479 (5.010 min): BF142893.D\data.ms (-470) (-) m/z 111.10 100.00%
69.1 111.1
5000 411

REaas

‘ M ‘ | 4.60 4.80 5.00 5.20 5.40
mWm;m‘w‘Mw‘mm‘wl‘,””w m/z 69.10  88.34%

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

Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.

69.0 111.0
5000 41.0
4.60 4.80 5.00 5.20 5.40
m/z 57.10 66.84%
T \1\?\-0‘ T \‘\‘ !“ \‘1‘\ T “\‘ \9\5\.0‘ T 1 T ;]\27\0\ T
m/z--> 20 40 60 80 100 120 140
Abundance #43578: Cyclooctane, (1-methylpropyl)-
69.0
1110 LN R R R
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 55.10 65.26%
41.0
el 920
m/z--> 20 40 60 80 100 120 140
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl- R
69.0 4.60 4.80 5.00 5.20 5.40
1110 m/z 41.10 50.93%
5000
41.0 /\/\J\
250 | i 980 | 140.0 /\ J\ g A

e e AR

m/z--> 20 40 60 80 100 120 140 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\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.093 8.61 ng 164656 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 37
3 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 32
4 3-Octanol 130 C8H180 000589-98-0 28
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 12
Abundance Scan 493 (5.093 min): BF142893.D\data.ms (-488) (-) m/z 43.00 100.00%
3.0
59.0
5000
1111
‘ i 83 1 gsb ‘ 4.80 5.00 5.20 5.40
H\‘\H\‘HH‘HHHMH‘\‘\!‘\‘\\Hi\\\\‘\‘\\\‘\H}-‘HHH\H‘H m/Z 59.05 59.6900
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 T T T T T T T
4.80 5.00 5.20 5.40
101.0 m/z 111.10 22.24%
29'\0 L W 83\'0 |
H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H‘H\\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9235: 1,3-Dioxane, 4,4-dimethyl-
43.0
ARE e R
4.80 5.00 5.20 5.40
5000 m/z 101.00 19.74%
101.0
. .0 71.0
29.0 ‘ 58.0 86.0 ‘
S Y A Y3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9512: 3-Pentanol, 2,2-dimethyl- A RARE e e
59.0 4.80 5.00 5.20 5.40
m/z 69.10 16.96%
41.0
5000
87.0
27,
14,0 “‘ M\‘ 720 | 10101150
A e A ma L A
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.293 3.48 ng 66568 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
3 Cyclohexane, 1,3,5-trimethyl- 126 CO9H18 001839-63-0 72
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 59
Abundance Scan 527 (5.293 min): BF142893.D\data.ms (-520) (-) m/z 111.10 100.00%
69.1 1111
55.1
41.1
5000
84.1 126.1 o KA et
H “ M M 5.00 5.20 5.40 5.60
et e L m/z 69.10  86.60%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1. alpha 2.beta.,4
69.0 111.0
55.0
41.0
5000 P P e e e
27.0 126.0 5.00 5.20 5.40 5.60
' m/z 55.10 76.16%

0 0
H\’HH‘\H\‘HH‘\H\“\‘H\‘H\M’H\\N‘!H‘H\‘\‘\H\‘l\\\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl- m
55.0 69.0
111.0

VLRV VLI,
41.0 5.00 5.20 5.40 5.60
5000 m/z 41.10 52.04%
27.0 126.0
84.0
,,,,
miz—> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13257: Cyclohexane, 1,3,5-trimethyl- M e
69.0 111.0 5.00 5.20 5.40 5.60
m/z 43.85 49.33%
55.0
5000 41.0
270 126.0
H ‘H ‘\ | 80970 |
S 1 A 1 St A NN B O 18 B LA P e
miz--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
5.569 2.28 ng 43534  1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
2 Cyclohexane, 1,2,4-trimethyl- 126 CSH18 002234-75-5 86
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 64
4 cis-3-Nonene 126 C9H18 020237-46-1 60
5 cis-4-Nonene 126 C9H18 010405-84-2 60
Abundance Scan 574 (5.569 min): BF142893.D\data.ms (-570) (-) m/z 69.10 100.00%
55.0 69.1 1111
126.1
I ‘ 84.0 5.20 5.40 5.60 5.80
\H’\H\‘\H\‘HHi\H\‘\‘H\‘\H‘\"H\\MHH‘H\‘\‘HH‘HH’HH’\H m/z 111.16 99.5800
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1. alpha 2.beta.,4
69.0 111.0
55.0
41.0
5000 L L e e
27.0 196.0 5.20 5.40 5.60 5.80
’ m/z 55.05 86.81%

I g
\H’\H\‘H\\‘HH‘\H\“\‘\H‘H\M’\H\N‘!H‘H\‘\‘\H\‘l\\\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl- /\M /\/\‘/\
55.0 69.0
111.0

41.0 5.20 5.40 5.60 5.80 |
5000 m/z 41.00 48.77%
210 126.0
‘ 84.0
vvvv ﬁv«}\ANmAA
miz—-> 10 20 30 40 50 60 70 80 90 100110120130 /\U\
Abundance #13301: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. M e
69.0 5.20 5.40 5.60 5.80
1110 m/z 56.00 42.57%
55.0
5000 41.0
126.0
27.0 83.0
‘”W”‘M”HM”«M”WJ$W”Jw”‘W””\???‘”M‘”W”‘W” Aﬁwjxw**ww*w‘wzyﬁ‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 cis-3-Nonene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.651 2.36 ng 45155 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
2 cis-3-Nonene 126 C9H18 020237-46-1 76
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 72
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 64
5 3-Heptene, 2,6-dimethyl- 126 CSH18 002738-18-3 64
Abundance Scan 588 (5.651 min): BF142893.D\data.ms (-585) (-) m/z 55.05 100.00%
55.0
69.0
41.0
5000 1111 FA
97.0
83.1 16,1 JENVAISTAVA S AW RV P
‘ H : 5.40 5.60 5.80 6.00
\‘\\H‘\\\\}\H\"\M\‘\’\\\M‘H\\‘u\\\‘\\1!‘\\\\‘\\\\‘\\!\‘\\\ m/z 69.05 82.8900
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
41.0 111.0 \ ,J& N /k\
5000 e e
27 5.40 5.60 5.80 6.00
0 84.0 97.0 126.0 m/z 56.00  61.99%
”11‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13168: cis-3-Nonene
41.0 550
R ARREaaRTES
5.40 5.60 5.80 6.00
5000 69.0 m/z 41.00 57.94%
126.0
270 ‘ 83.0 97.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13252: Cyclohexane, 1,1,2-trimethyl- R A L e
69.0 5.40 5.60 5.80 6.00
410 560 m/z 111.10  49.02%
111.0
5000
27.0
83.0 126.0
SO
S 1 S A T N U 8 11 A WP
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 1-Ethyl-4-methylcyclohexane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.693 2.68 ng 51323 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 91
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 90
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
4 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 78
5 3,5-Dimethyl-3-heptene 126 CSH18 059643-68-4 72
Abundance Scan 595 (5.693 min): BF142893.D\data.ms (-592) (-) m/z 97.10 100.00%
55.1 97.1
5000 ﬂﬂ
“W‘H‘_“W‘H‘W“
39/0 81.0 12?1 5.40 5.60 5.80 6.00
el m/z 55.10  89.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 ,’}\
5.40 5.60 5.80 6.00
126.0 m/z 41.00 21.59%
39*0 ‘ 81.0
\\‘H\\z‘ﬂ.\g‘H\\“H\\\‘H!\‘\H\‘\H\“\H\‘\\!1‘HH“HH‘\H‘\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
7.0
55.0
 RARaRamsE RS
5.40 5.60 5.80 6.00
5000 m/z 69.10 16.82%
126.0
39*0 ‘ 810
H_HW‘JMH‘«NH‘MM_HMMthuwuﬂ‘uuw‘uwuw‘uwu

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-

55.0 97.0 5.40 5.60 5.80 6.00

m/z 126.10  15.83%
5000
39.0
E. |
| A |

e e e e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Nonane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.781 4.16 ng 79557  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
3 Octane 114 C8H18 000111-65-9 53
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
5 Hexane, 1-(hexyloxy)-4-methyl- 200 C13H280 074421-20-8 50
Abundance Scan 610 (5.781 min): BF142893.D\data.ms (-606) (-) m/z 43.05 100.00%

43.0
5000
85.1

‘ ‘ ‘ 128.1 5.40 5.60 5.80 6.00 6.20
‘H‘H"“‘““\““"\“‘““\‘H\\HM\HM\\ mZ 57.05 86.51%

m/z--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane
43.0
5000

5.40 5.60 5.80 6.00 6.20
85.0 m/z 41.05 47.80%

1T ‘Z\G‘FL\ T ’ } T ‘! L ‘6\7\‘$ T ‘ T “‘ T T ‘1 \2}8-\0\ ‘ LU ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33101: Octane, 2,4,6-trimethyl-

5.40 5.60 5.80 6.00 6.20

5000 m/z 85.18 27.31%
85.0
29.0
1 Lo L 111001270 1560
L
miz--> 20 40 60 80 100 120 140 160 \«/\
Abundance #8621: Octane ‘_ww,mﬂmww
43.0 5.40 5.60 5.80 6.00 6.20

m/z 56.05 21.29%

5000
85.0
26.L | \‘ | 114.0

m/z--> 20 40 60 80 100 120 140 160 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 9 Cyclohexane, 1l-ethyl-2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
5.898 3.21 ng 61314 1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 81
2 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 81
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 80
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72
5 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 72
Abundance Scan 630 (5.898 min): BF142893. D\data ms (-623) (-) m/z 55.10 100.00%

55.1 7.1
o AMJ\A
411
69.1

R s
| ‘ 1ﬂ19? 5.60 5.80 6.00 6.20
H’\\H‘HH‘\H\‘UH\‘\H\\‘\H‘\“\H\‘HH‘H\1‘\\\\“\\\\‘\\‘\\‘\\\\ m/z 97.19 92.3900
miz—-> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
550 97.0 ﬂN
5000 \HWH,HHWA\WH
5.60 5.80 6.00 6.20
690 m/z 41.10 34.60%

126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-

5.60 5.80 6.00 6.20

5000 ITI z 69.10 26.36%
41.0
27.0 69.0 126.0
*w*HWH“MHwmww“wwwﬁwwﬁﬁqw*wwjmquw*ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0 5.60 5.80 6.00 6.20

m/z 56.10 18.50%

5000
41.0 69.0 126.0
27.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.628 8.35 ng 188881  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 47
4 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 1434 (10.628 min): BF142893.D\data.ms (-1429) (-] ' m/z 105.00 100.00%
105.0
o 182.1
5000
51.0
—— —
10.50 11.00
152.1
el 11260 T L mjz 77.00 60.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 1 o
10.50 11.00
51.0 o
m/z 182.10  54.34%
27.0 A | 126.0 152.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 27.52%
51.0
28.0 | A | 134.0 165.0
B e e R
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #44321: 1-Propanone, 3-chloro-1-phenyl- —— A
105.0 10.50 11.00
m/z 181.10 9.17%
5000 77.0
51.0
270 | | 190 1680
R L WA s —— ——
mlz--> 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\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.822 2.42 ng 51466  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Eicosane 282 (C20H42 000112-95-8 86
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86

Abundance Scan 1467 (10.822 min): BF142893.D\data.ms (-1462) (- m/z 57.05 100.00%

57.0
5000
— ——
‘ %91 169.1 10.50 11.00
T ‘\‘ ‘“\ H‘ “‘H‘H‘ ‘“‘ “\ \‘ “\“\ \“\ ‘ L ‘ T T 1T ‘ L ’ T T 17T m/z 43.05 64.3500
m/z--> 50 100 150 200 250 300 350
Abundance #59028: Tridecane
57.0
5000 “ ——

10.50 11.00
m/z 71.10 60.22%

184.
\G\d\‘\““‘\!\“‘\““\“\1\4.\1‘0\ \8\\0‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
A‘ T T ‘ T
10.50 11.00
5000 m/z 85.10 36.06%
| L L F ‘1‘410183022502670 323.0 380.(
. . A
miz—-> 50 100 150 200 250 300 350 A
Abundance #90189: Pentadecane w [Vl g M
57.0 10.50 11.00
m/z 41.80 33.71%
9.0
miz--> 0 100 150 200 250 300 350 10.50 11.00

8270-BF061925.M Sat Jun 28 01:34:08 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.928 4.52 ng 96109  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1655 (11.927 min): BF142893.D\data.ms (-1649) (- m/z 73.00 100.00%
43.0 ,73.0
5000 129.1

3.2
‘ H 15711852 ‘ 256.1 12.00
Hw‘uwhm¢‘ Huhﬂhw"m‘bmﬂmuwﬂww_uu_u‘_ul_ m/z 43.05 94.03%

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

5000 129.0

12.00
m/z 60.00 92.68%

157018502130 256.0

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid
e
430 |30
\‘\A\
12.00
5000 129.0 m/z 55.05 77.00%
171.0
214.0
sl B
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 57.10 71.52%
5000 129.0
199.0
I T B A
1§RkﬂNJWWUWmmWﬂMMWW‘Hmuhwkuwuwu‘wuuw e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.863 2.45 ng 53063 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 72
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 68
3 Tetradecane 198 C14H30 000629-59-4 68
4 Hexadecane 226 C16H34 000544-76-3 68
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 64
Abundance Scan 1814 (12.863 min): BF142893.D\data.ms (-1810) (- m/z 57.05 100.00%
57.0
5000 85.0 J\\M
220.1 e LAl
‘ h ‘ ‘11‘31 1640 1900 | 253 12.50 13.00
m_uw“m_Mmwm‘wHw‘muwm‘_Hmw}m‘ m/z 43.10  66.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
5000 — —
85.0 12.50 13.00
29. m/z 71.05 55.27%
\ | | | [11391410169.01960 240.0
\H‘H\\‘HH‘\\H‘\H\‘HH‘\H\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #228591: Tetradecane, 1-iodo-
57.0
— —
12.50 13.00
5000 85.0 m/z 85.05 40.71%
e L \ 1130 1550 1970
N 1 [
A o o maE e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane — —
57.0 12.50 13.00
m/z 41.10  28,29%
5000 85.0
29.0
bl owtomsoteo T
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Octadecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13222 2.17ng 46995 Chryseme-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecane 254 ciszs 000593-45-3 93

2 Dodecane, 2-methyl-

3 Dodecane, 1-iodo-

4 Sulfurous acid, 2-ethylhexyl hex...
5 Hexadecane, 1-iodo-

184 C13H28
296 C12H25I
278 C14H3003S
352 C16H33I

001560-97-0 72
004292-19-7 72
1000309-20-2 72
000544-77-4 72

Abundance Scan 1875 (13.222 min): BF142893.D\data.ms (-1871) (- m/z 57.05 100.00%
57.0
. M
—— —
‘ ‘ 90 e 220-12 302 13.00 13.50
S c““w““‘ oy bl ‘ ; ?5 T m/z 43.10  61.67%
m/z--> 0 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
5000 — ——
13.00 13.50
m/z 71.10 56.85%
99.0
T \h‘\ f ‘h\ “‘ \‘H‘\ ““ \“ T 3\41‘1.‘0‘\ 7\18\‘3\0‘ 2\2\1\0\25‘4\0\ T
m/z--> 0 50 100 150 200 250 300
Abundance #59045: Dodecane, 2-methyl-
43.0
—— —
13.00 13.50
m/z 85.10 42.13%
5000 85.0
141.0
20 | [ Ll e
m/z--> 0 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo- T T
57.0 13.00 13.50
m/z 41.00 22.83%
5000 M/\W\JL
‘ 99.0 1550
S O -7 — S—
m/z--> 0 50 100 150 200 250 300 13.00 13.50

8270-BF061925.M Sat

Jun 28 01:34:11 2025

Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.563 3.25 ng 70214  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan1933(13563nnn)BF142893EAdamrns(1929)( m/z 57.05 100.00%
57.0
9.0 T I
13.50
AL e2a228 et 4316 es.o7
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 —— |
13.50
m/z 71.05 58.17%
\“\ ‘\““\HH‘ \H\h“ \“\‘\4’\1 ‘()\1\8\3\(‘)\ T ‘2\6§ \0\ ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T \
13.50
5000 m/z 85.10 42.46%
\ ‘L‘ h | \\ , 141.0183.0225.0267.0309.0 367.0
L B TR B LT R e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 13.50
m/z 41.05 28.98%
L H | 141 0183.0225.0 281.0 337.0 394.
““‘“““““““‘“““““““““‘ ——
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 16 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 7.66 ng 165668  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 1-Docosene 308 C22H44 001599-67-3 91
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 91
4 1-Eicosene 280 C20H40 003452-07-1 91
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 87
Abundance Scan 1988 (13.886 min): BF142893.D\data.ms (-1984) (-] ' m/z 57.10 100.00%
57.1
0 MW
R
kL :‘“ 1401 1821 2340 2041330. 10" 4310 76.07%
m/z--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — —
13.50 14.00
m/z 71.10 54.78%
L “\ \ ‘ \ h\ \“H\“‘ ‘\‘ \1‘\3?0\ 1\8\2\0 223\0 ‘ 280\0‘ L
miz--> 50 100 150 200 250 300
Abundance #209740: 1-Docosene
57.0 97.0
— —
13.50 14.00
5000 m/z 55.10 50.95%
308.0
15.0 | (i, H “ “\ \ \h\ \h \h H o %23 0‘ 2669 | N
m/z--> 50 100 150 O 250 300
Abundance #173738: Cyclohexadecane, 1,2-diethyl- — —
43.0 13.50 14.00
m/z 85.10  39.43%
5000
L o | | e
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\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.210 5.28 ng 114183  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Docosane 310 C22H46 000629-97-0 95
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2043 (14.210 min): BF142893.D\data.ms (-2039) (- m/z 57.10 100.00%

57.1
5000

99.1 —r— ——
141.0 248.1 14.00 14.50
b ! u“u““i Lo ““‘1\8“3:1‘ ISRRIE RS ‘31‘9'2“ - m/z 43.10 63.75%

\
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0

5000

T T
14.00 14.50

m/z 71.10  59.30%

99.0
\‘ I H\ Il u‘ il 1410 1830 2680
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #212282: Docosane
57.0

T T
14.00 14.50

5000 m/z 85.05 48.16%
99.0
L4 1410 1830 g390 3100
b 1IN N NS N (N - L
A e B e B e B B T R e e
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane — —
57.0 14.00 14.50
m/z 55.10  26.49%
5000
‘ 99.0
41.
50l J0tw0ms0 20
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF061925.M Sat Jun 28 01:34:15 2025 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 18 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.516 6.04 ng 130601 Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tritetracontane 605 C43H88 007098-21-7 87

Abundance Scan 2095 (14.516 min): BF142893.D\data.ms (-2091) (- m/z 57.10 100.00%

57.1
5000
14150 ‘
7.1 207.0 :
‘Hm‘mwmftﬁumwuwe_‘H§§9%§9%§H‘HH‘H‘W‘HW‘H m/z 43.10  66.38%
miz-—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #229644: Tricosane
57.0
5000 T

—
14.50
m/z 71.10 57.99%

‘ 770 324.0
‘\\\‘\‘\J\\J\‘\\1\4‘1\‘2\‘“\’\;\‘\1\“\1\\\‘H\\‘HH‘H\\‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
T I
14.50
5000 m/z 85.10 42.62%
/] 1 11 127:0197.0267.0337.0407.0 491.0562.0 M
Pt b e P e T TS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #284588: Sulfurous acid, butyl heptadecyl ester —
57.0 14.50

m/z 55.10  32.19%

5000

:

| J‘l v

P e

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50

7.0 2390

[
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 19 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.827 3.81 ng 75757  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane 310 C22H46 000629-97-0 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2148 (14.827 min): BF142893.D\data.ms (-2145) (- m/z 57.10 100.00%
57.1
5000 M
9.1 — ——
14.50 15.00
4111331 253.2
L “‘ | 14101831 2532 3293 3863 7110 60.30%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — ——
14.50 15.00
m/z 43.10 59.95%
\‘L‘ 1 M | 141:0183.0225.0267.0309.0_ 367.0
\\\\‘\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
14.50 15.00
5000 m/z 85.10 44.84%
BEED H ‘\ 141.0183.0225.0 281.0 337.0 394. M
I ““\‘w““‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane — —
57.0 14.50 15.00
m/z 55.10 26.50%
5000 M
‘ 9.0
41
150 |11 1#1%s0m50 20
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\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 11-Methyltricosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.174 6.44 ng 128018 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Methyltricosane 338 C24H50 027538-41-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2207 (15.174 min): BF142893.D\data.ms (-2204) (| m/z 57.10 100.00%
57.1
5000
1500 1550
7.1 : :
256.1 .
_m‘_‘WWMM,M‘uwf’ﬁ%wHw‘_m_wm m/z 43.10 62.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246489: 11-Methyltricosane
57.0
5000 T ‘ ‘
15.00 15.50
168.0 m/z 71.10 62.18%
m/z--> 0 50 100150200250300350400450500550600
Abundance #347241: Tetratetracontane
57.0
1500 1550
5000 m/z 85.10  47.35%
‘\HHP“2J7191970267033704070 491.0 562.0 m
- - e A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0 1500 1550
m/z 55.10  23.23%
5000
1] 1279197.0267.0 367.0
e A e e e e e e e — —
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142893.D

Acqg On : 27 Jun 2025 15:15
Operator : RC/JU

Sample : Q2413-06

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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|
Cyclohexane, 1,... 4.534 2.0 ng 38975 1 6.875 382520 20.0
Cyclohexane, 1,... 5.010 3.8 ng 72630 1 6.875 382520 20.0
2-Pentanone, 4-... 5.093 8.6 ng 164656 1 6.875 382520 20.0
Cyclohexane, 1,... 5.293 3.5 ng 66568 1 6.875 382520 20.0
Cyclohexane, 1,... 5.569 2.3 ng 43534 1 6.875 382520 20.0
cis-3-Nonene 5.651 2.4 ng 45155 1 6.875 382520 20.0
1-Ethyl-4-methy... 5.693 2.7 ng 51323 1 6.875 382520 20.0
Nonane 5.781 4.2 ng 79557 1 6.875 382520 20.0
Cyclohexane, 1-... 5.898 3.2 ng 61314 1 6.875 382520 20.0
Benzophenone 10.628 8.3 ng 188881 3 9.916 452350 20.0
Tridecane 10.822 2.4 ng 51466 4 11.410 425374 20.0
n-Hexadecanoic ... 11.928 4.5 ng 96109 4 11.410 425374 20.0
Heptadecane 12.863 2.5 ng 53063 5 14.057 432640 20.0
Octadecane 13.222 2.2 ng 46995 5 14.057 432640 20.0
Nonadecane 13.563 3.3 ng 70214 5 14.057 432640 20.0
5-Eicosene, (E)- 13.886 7.7 ng 165668 5 14.057 432640 20.0
Docosane 14.210 5.3 ng 114183 5 14.057 432640 20.0
Tricosane 14.516 6.0 ng 130601 5 14.057 432640 20.0
Hexacosane 14.827 3.8 ng 75757 6 15.551 397597 20.0
11-Methyltricosane 15.174 6.4 ng 128018 6 15.551 397597 20.0
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