LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc :

ALS vial : 7 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-BF061125.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142777.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.752 255 265 270 rBV 13464 26838 1.01% 0.161%
2 4.416 372 378 386 rvB2 20733 35479 1.34% 0.213%
3 4.499 386 392 397 rBV 22587 32210 1.22% 0.193%
4 A.646 409 417 426 rBV 17433 28637 1.08% 0.172%
5 5.093 488 493 500 rVB 62265 88452 3.34% 0.530%
6 5.498 554 562 568 rBV 816369 1068116 40.31% 6.398%
7 6.051 652 656 668 rBV 40620 56268 2.12% 0.337%
8 6.504 728 733 739 rVB 509349 654362 24.69%  3.920%
9 6.704 756 767 774 rBV2 22979 41705 1.57% 0.250%
10 6.822 780 787 792 rBvV2 25903 47015 1.77% 0.282%
11 6.881 792 797 801 rVW 349794 425982 16.07%  2.552%
12 6.940 801 807 812 rVB5 13204 30600 1.15% 0.183%
13 7.063 821 828 832 rVB2 32249 59999 2.26% 0.359%
14 7.128 835 839 847 rVB2 35082 46410 1.75% 0.278%
15 7.198 847 851 860 rVB 82995 159471 6.02% 0.955%
16 7.357 873 878 881 rBv2 33898 51648 1.95% ©0.309%
17 7.445 881 893 899 rVV2 1263159 1934313 72.99% 11.587%
18 7.528 902 907 910 rVV3 31339 42604 1.61% ©.255%
19 7.569 910 914 920 rVB 36253 46847 1.77% 0.281%
20 7.651 920 928 932 rBV2 110172 156664 5.91% 0.938%
21 7.728 938 941 945 rVB 34847 38869 1.47% 0.233%
22 7.816 951 956 958 rBV2 32617 47697 1.80% 0.286%
23 7.851 958 962 965 rVB 51181 69031 2.60% 0.414%
24 7.898 965 970 975 rBV5 33363 55377 2.09% 0.332%
25 8.104 1001 1005 1009 rBv2 31463 39759 1.50% 0.238%
26 8.163 1009 1015 1027 rBV2 450125 763750 28.82% 4.575%
27 8.451 1060 1064 1072 rVV5 46960 113394 4.28% 0.679%
28 8.528 1073 1077 1082 rVB2 42943 60292 2.28% 0.361%
29 8.634 1090 1095 1099 rBV4 27971 52007 1.96% 0.312%
30 8.722 1107 1110 1113 rBV2 41957 45793 1.73% 0.274%
31 8.787 1118 1121 1124 rVB4 34141 41658 1.57% 0.250%
32 8.828 1124 1128 1131 rBV4 45570 64171 2.42% 0.384%
33 8.857 1131 1133 1137 rVB3 26781 29461 1.11% 0.176%
34 8.969 1147 1152 1155 rBV3 45978 85131 3.21% ©.510%
35 9.104 1171 1175 1179 rVB3 42467 61502 2.32% 0.368%

36 9.245 1193 1199 1204 rBV 2007609 2649968 100.00% 15.874%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc :

ALS vial : 7 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-BF061125.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.410 1225 1227 1232 rVB4 29384 41122 1.55% 0.246%
38 9.528 1242 1247 1252 rVB5 17170 32481 1.23% 0.195%
39 9.586 1253 1257 1263 rBV3 42080 70784 2.67% 0.424%
40 9.669 1264 1271 1278 rBV4 54957 137641 5.19% 0.825%
41  9.781 1286 1290 1294 rBV3 19697 28573 1.08% 0.171%
42 9.922 1308 1314 1318 rBV 548011 731427 27.60% 4.382%
43 10.122 1345 1348 1352 rVB5 25187 33559 1.27% 0.201%
44 10.163 1352 1355 1358 rBV 24575 32375 1.22% 0.194%
45 10.239 1364 1368 1372 rBV2 29064 45096 1.70% ©0.270%
46 10.286 1372 1376 1382 rVWW4 29797 55003 2.08% 0.329%
47 10.345 1383 1386 1390 rVV3 20887 29933 1.13% 0.179%
48 10.539 1414 1419 1424 rBV2 46783 72971  2.75% 0.437%
49 10.639 1430 1436 1440 rBV 141009 217485 8.21% 1.303%
50 10.716 1443 1449 1454 rVB 1262682 1635349 61.71% 9.796%
51 11.e51 1502 1506 1512 rBV3 19973 36015 1.36% 0.216%
52 11.410 1562 1567 1573 rVB 481411 608469 22.96% 3.645%
53 11.933 1651 1656 1669 rBV2 93246 152270 5.75% ©.912%
54 12.722 1785 1790 1798 rBV 45915 75449  2.85% 0.452%

55 12.998 1831 1837 1843 rBV 1783073 2416690 91.20% 14.477%

56 13.892 1985 1989 1999 rVB3 18744 30784 1.16% .184%
57 14.057 2012 2017 2024 rVB 367249 478105 18.04% .864%
58 15.545 2264 2270 2279 rVB 303906 480188 18.12% 2.877%

N O

Sum of corrected areas: 16693249
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19

Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

Abundance TIC: BF142777.D\data.ms
2000000
1500000
7.445
1000000
5.498
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0 3.752 4.41499646 - 6.051 6.70682194787 3 72
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.093 4.15 ng 88452  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 493 (5.093 min): BF142777.D\data.ms (-488) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0
‘ 83.1 4.80 5.00 5.20 5.40
\H‘\\H‘\H\‘HH“‘MH‘H‘\‘\‘HH‘HH‘\‘\.H‘HH“HH“HH m/Z 59.10 62.0700
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T e
59.0 4.80 5.00 5.20 5.40
m/z 101.00  19.44%
\\\‘\\\\‘\\\?“‘]‘\.(\)\\“u\\\‘\\}f‘\\\\‘\\\\8‘%\.\0\‘\\\13‘1\.\0\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10071: 2,3-Butanediol, 2,3-dimethyl-
59.0
A RARE e
4.80 5.00 5.20 5.40
m/z 58.00 16.85%
5000 43.0 /
31.0 85.0
15.0 H‘ ‘\‘\ 1y L L 1930
R L R S ARARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4576: Morpholine, 4-methyl- e R A
43.0 4.80 5.00 5.20 5.40
m/z 41.00 10.09%
5000
15.0 970 71.0 101.0
O e “
Il Il | Il h
e e e e e e e A
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\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 Benzene, (1-methylethyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.051 2.64 ng 56268 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 86
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 83
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 80
Abundance Scan 656 (6.051 min): BF142777.D\data.ms (-652) (-) m/z 105.10 100.00%
105.1
5000
1201 \\\\‘\\\\’\\\\‘\\\\‘\\\/
51.0 77-‘0 91.0 5.80 6.00 6.20 6.40
H_‘H‘HH‘H‘um‘qhmwumw‘ulﬁu‘w‘HHML‘HHpH‘W m/z 120.10  25.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 LR B e e e e
5.80 6.00 6.20 6.40
120.0 m/z 77.00  14.55%
51.0 77.0
270 | L 910
H‘\\H‘HH‘HH“HHiHH‘\‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
e A
5.80 6.00 6.20 6.40
5000 120.0 m/z 79.10 14.31%
39.0
77.0
630 91.0
H‘HH‘HJWH‘uﬁuﬂhuuﬁﬁ‘_;w_‘uwmu‘ﬁlwuwhhuw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene SRS S ) W |
105.0 5.80 6.00 6.20 6.40
m/z 51.00 11.55%
5000 120.0
77.0
51.0 91.0 A
‘WH‘WEK?HJMH‘MHMHNWHwmuuﬂuuwhkwmdﬁuw R A RARRRRRELEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 Benzene, n-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.822 2.21 ng 47015 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, n-butyl- 134 C1oH14 000104-51-8 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 74
3 Acetaldehyde dibenzyl acetal 242 C16H1802 1000431-44-3 50

4 Bicyclo[3.1.0]hex-2-ene, 4-methy... 134 C1l0H14 036262-09-6 50
5 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 46

Abundance Scan 787 (6.822 min): BF142777.D\data.ms (-780) (-) m/z 91.10 100.00%

91.1
5000
1341
o ooty lba ML
: : 115.0 6.40 6.60 6.80 7.00 7.20
T ww‘ s w“““ g ‘u‘u e m/z 92.10  49.53%
m/z--> 20 40 60 80 100 120 140
Abundance #17014: Benzene, n-butyl-
91.0
5000 /\‘Hu,uu‘uu‘ﬁ'\\\“\/,\\u
6.40 6.60 6.80 7.00 7.20
650 134.0 m/z 134.85  31.16%
5.
\\\‘\‘\\3\9“.‘(‘\)\‘\\“\‘\\\H"\\‘\“\‘\1‘\15\-‘()\\\‘\’\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 105.10 18.39%
65.0 134.0
39.0
miz--> 20 40 60 80 100 120 140 A A A
Abundance #126288: Acetaldehyde dibenzyl acetal Ramaa e e ‘/‘\‘
91.0 6.40 6.60 6.80 7.00 7.20
m/z 65.00  13.35%
5000
65.0 107.0
390 L 13404510
—
mlz--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00 7.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

BF142777.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\

: 18 Jun 2025 14:19

: RC/JU
¢ Q2333-03

: 7 Sample Mult

iplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : 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 Deltacyclene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.063 2.82 ng 59999 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 53
2 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 47
3 Indole 117 C8H7N 000120-72-9 43
4 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 33
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 33

Abundance Scan 828 (7.063 min): BF142777.D\data.ms (-821) (-) m/z 117.10 100.00%

1171
5000
 BARRN RS e
570 910 6.80 7.00 7.20 7.40
\’\H\““HH?\““‘\‘\\‘\”‘\“U‘H““H\1‘\\H‘HH‘\H\‘HH‘HH‘HH‘\ m/Z 118.10 52.3400
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10184: Deltacyclene
117.0
5000 T e P
91.0 6.80 7.00 7.20 7.40
39.0 ’ m/z 115.05  32.93%
65.0 ‘
\’\\\\‘}1\“}‘\““\‘\\\H‘\\M\“\\\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
R RArmEE L
6.80 7.00 7.20 7.40
5000 m/z 91.05 13.48%
91.0
390 650 | “\ 143.0 178.0202.0 234.0
e e e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 fx
Abundance #9733: Indole SLWORAVIVA W/ Y)Y
117.0 6.80 7.00 7.20 7.40
m/z 57.00 8.72%
5000 90.0
63.0
3800 u
L il 1l ll wlll
et e AR RA R
miz--> 20 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 Benzene, 1,3-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.128 2.18 ng 46410 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 93
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 83
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 74
Abundance Scan 839 (7.128 min): BF142777.D\data.ms (-835) (-) m/z 119.10 100.00%
119.1
91.0 /
A RRREEEEE S
51.0 ‘ ‘ ‘ 6.80 7.00 7.20 7.40
\\‘H\\‘\\H‘HH‘i‘u\\M“H‘\,ﬁ\v;‘owuH‘H\\‘H‘\HH‘H\’HHi“\‘u\‘u‘u‘u m/Z 105.10 96.5200
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
27.0 510 91.0 m/z 134.05 48.50%
\\‘H\\‘\H‘\“H\i"‘\\H}‘UHu\w\\‘??L\p‘\\\\"‘\\H‘iu!\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl- A
119.0 A
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.08  26.53%
91.0
39.0 65.0
O e O RO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17027: Benzene, 1,4-diethyl- e AL AL L
119.0 6.80 7.00 7.20 7.40
m/z 77.10 18.20%
5000 134.0
91.0
41.0 65.0
SO e IO RSSO N SO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 Benzene, 1,2-diethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.198 7.49 ng 159471 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 851 (7.198 min): BF142777.D\data.ms (-847) (-) m/z 119.10 100.00%
119.1
5000 134.1 j\ j\&
91.1
51.0 6.80 7.00 7.20 7.40 7.60

H‘WHH‘HH“,‘HH;‘;u”ﬂ:?”‘”‘mm,:uH‘;HM,H‘:‘;M_uhw m/z 105.10  75.36%

miz--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40 7.60
' m/z 134.05 48.13%
39.0 65.0

\\‘1\\5\.\()‘\\\‘\“HH"‘HHH“H‘\’\‘\‘\\‘\H‘H‘H\\‘H‘\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\

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

Abundance #17031: Benzene, 1,4-diethyl-

119.0 Jk
A“‘,A‘f\wﬂ‘_m,”
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.10 35.46%
91.0
41.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 f\
Abundance #17034: Benzene, 1,3-diethyl- AL AT L
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 15.66%
5000 134.0
91.0
39.0 65.0 ‘
HMHW‘JMHHMHHWM‘NMW‘JWHHWHHHM‘MNW‘HWHM‘H
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60

8270-BF061125.M Thu Jun 19 ©6:55:39 2025 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 3a,4,5,6,7,7a-Hexahydro-4,7... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.357 2.42 ng 51648 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3a,4,5,6,7,7a-Hexahydro-4,7-meth... 134 C10H14 004488-57-7 95
2 4,7-Methanoindene, 3a,4,5,6,7,7a... 134 CloH14 002825-86-7 95
3 4,7-Methano-1H-indene, 2,3,3a,4,... 134 Cl1l0H14 002826-19-9 94
4 2-Amino-2-butenedinitrile 93 C4H3N3 1010196-60-0 72
5 Tricyclo[4.2.1.0(2,5)]non-7-en-3-0l1 136 C9H120 1000193-82-9 72

Abundance Scan 878 (7.357 min): BF142777.D\data.ms (-873) (-) m/z 66.00 100.00%

66.0
5000 j\
39.0 91.0 134 .1 /\\‘\\\\‘\\\\’\\\\‘\\\\‘\
“ ‘ ‘H 119.0 7.00 7.20 7.40 7.60
\\\‘\\\\‘\‘\“‘\h\“‘\ \‘\“"\w\\”"\“\\‘\“’ LI B m/Z 67.00 38.39%
miz--> 20 80 100 120 140
Abundance #17121: 3a,4,5,6,7,7a-Hexahydro-4,7-methanoindene
66.0
5000 J\\‘\\\\‘\\\\’\\\\‘\\\\‘\
7.00 7.20 7.40 7.60
39.0 91.0 m/z 91.80  25.45%

134.0
\1\5\.0‘ T \ T \“ ““\ ‘ \ T \m" T \H‘\ ’ \“\ \1:I?.\0\ T ’ T
miz—-> 20 60 80 100 120 140
Abundance #17137: 4,7—Methan0|ndene, 3a,4,5,6,7,7a-hexahydro-, e
66.0 j\
AVl

7.00 7.20 7.40 7.60

5000 ITI/Z 134.05 18.80%
39.0 91.0 134.0
e M e
Miz> 20 40 60 8 100 120 140 ) N
Abundance #17143: 4,7-Methano-1H-indene, 2,3,3a,4,7,7a-hexahyd ‘ ‘/‘\‘ P A A
66.0 7.00 7.20 7.40 7.60

m/z 39.00 17.00%

5000

39.0 91.0 134.0
wo | e

m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF061125.M Thu Jun 19 ©6:55:40 2025 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19

Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 8 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.651 4.10 ng 156664  Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 o-Cymene 134 C1oH14 000527-84-4 91
Abundance Scan 928 (7.651 min): BF142777.D\data.ms (-920) (-) m/z 119.10 100.00%
119.1
5000 ﬁ\ AA
91.0 \\\\‘\\\\’\\\\/\‘/\{\\/\\/\\‘J\\{\v
390 650 ‘ 135 1 7.40 7.60 7.80 8.00
et e W gz 134,05 44.39%
m/z--> 20 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
118.0
5000 /\J\A,
7.40 7.60 7.80 8.00
m/z 91.00 17.06%
390 91.0
15.0 65.0 ‘ ‘ 1%5.0
\\\‘\‘\\\“‘\\‘\‘\“\‘\\\“\\\\‘m\\w“\\ \‘\\\\
miz--> 20 60 80 100 120 140
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0 ﬁ\
“H‘H‘W‘H“H‘w‘u
7.40 7.60 7.80 8.00
5000 m/z 120.10 10.36%
91.0
330 5.0 T | 1350
| | Ly i IMIR—E i
ARt e S
m/z-—-> 20 60 80 100 120 140 j\ /\A /\
Abundance #17060: Benzene, 1,2,3,5-tetramethyl- “H““‘W“‘fﬁﬂ“‘(y
119.0 7.40 7.60 7.80 8.00
m/z 115.05 8.72%
5000
91.0
135.0
150 980 880 |l BT Ao
miz--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF061125.M Thu Jun 19 ©6:55:41 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19

Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzaldehyde, 4-(1-methylet... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.451 2.97 ng 113394  Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 76
2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 76
3 3-Benzofurancarboxaldehyde, 2,3-... 162 C10H1002 039891-60-6 70

4 Benzene, 1-methyl-2-(1-ethylprop... 162 C12H18
5 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120

054410-74-1 58
000089-74-7 55

Abundance Scan 1064 (8.451 min): BF142777.D\data.ms (-1060) (-) m/z 133.05 100.00%
138.1
105.1
5000
162.1
77.0 J\“w“u,“u“u“u‘
51.0 ‘ 8.20 8.40 8.60 8.80
\\\‘\\\\“‘\\““\“‘\‘\\N“ \\‘}\“ \“\“\‘\ \\i“\\\ m/z 195.05 76.6900
miz--> 20 40 60 80 100 120 140 160
Abundance #26266: Benzaldehyde, 4-(1-methylethyl)-
138.0
105.0
5000 L L I L I LN B
8.20 8.40 8.60 8.80
77.0
m/z 119.05 39.39%
27.0 '
\\\‘\‘\‘\\‘\\H‘\“\‘\\m‘\\\\‘ \\‘\‘i\\w‘\‘\\\.\‘\\\
miz--> 20 100 120 140 160
Abundance #26395.Benzene,1—ethyL3{14ﬂethWethyD—
138.0
R e AN RRAE
8.20 8.40 8.60 8.80
5000 105.0 m/z 145.85  29.15%
77.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #37676: 3-Benzofurancarboxaldehyde, 2,3-dihydro-3-me B AREETEEEE
105.0 133.0 8.20 8.40 8.60 8.80
m/z 162.10 29.05%
5000
77.0
e 2 el
m_‘“”_“:np“‘”wmW‘MW‘HWH“W A‘H‘/DHH,HHMM‘M\[
m/z--> 20 40 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF061125.M Thu Jun 19 ©6:55:42 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 unknown8.969 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.969 2.23 ng 85131 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H120 004228-10-8 46
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 45
3 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 41
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 38
5 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 38
Abundance Scan 1152 (8.969 min): BF142777.D\data.ms (-1147) (-)| | m/z 145.85 100.00%
145.1
5000 115.1
R S CRREREENE
63.0 910 8.60 8.80 9.00 9.20
e w‘ M w“ il a1 ‘M“ - 1781 m/z 147.00  61.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #36185: Ethanone, 1-(2,3-dihydro-1H-inden-5-yl)-
145.0
5000 T T T T T T T T
115.0 8.60 8.80 9.00 9.20
910 m/z 131.00 50.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0
R RECEE R
8.60 8.80 9.00 9.20
5000 m/z 148.00  46.36%
%0 eso o0 O,
B B e L e T
m/z--> 20 40 60 80 100 120 140 160
Abundance  #36187: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl- AR msaas AT AT
145.0 8.60 8.80 9.00 9.20
m/z 142.05 45.087%
5000
115.0
39.0
15.0 63.0 H
m“_H‘“_“‘m“‘mw“mwHHWH_‘W,HH ‘ SEERVISWAW S
m/z--> 20 40 60 100 120 140 160 8.60 8.80 9.00 9.20

8270-BF061125.M Thu Jun 19 ©6:55:43 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19

Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 Ethanone, 1-(2,3-dihydro-1H... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

o669 3.76ng 137641 Acenaphthene-dle 5.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H120 004228-10-8 93
2 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 87
3 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120 005359-04-6 72
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 68
5 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 58

Abundance Scan 1271 (9.669 min): BF142777.D\data.ms (-1264) (-) m/z 145.00 100.00%
145.0
o 1 J\J\J\Ah
91.0 L M
39.0 63.0 ‘ 9.50 10.00
“w‘“J‘H%‘pw‘wh‘w:‘w‘n%\qu,Jh‘ﬂh17§fw“ m/z 160.10  54.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #36185: Ethanone, 1-(2,3-dihydro-1H-inden-5-yl)-
145.0
5000 — A
115.0 9.50 10.00
910 m/z 115.10 40.087%
43-0 63 0 N ‘
\1\5\-‘0\\\\“‘\\‘\\"“\‘.\\\“\\“\\“\\\\“\\\\’\‘\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #36190: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145.0
—r— —
9.50 10.00
5000 m/z 117.05  31.20%
117.0
390 g39 10 H
S “‘M el ‘”“ el
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #36186: Ethanone, 1-[4-(1-methylethenyl)phenyl]- e —
145.0 9.50 10.00
m/z 91.05 20.58%
5000
115.0
43.0 91.0
LT VPR R R N TR SN
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF061125.M Thu Jun 19 ©6:55:44 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.639 5.95 ng 217485  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoylacrylic acid 176 C10H803 000583-06-2 49
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 49
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 45
5 Benzoylformic acid 150 C8H603 000611-73-4 43
Abundance Scan 1436 (10.639 min): BF142777.D\data.ms (-1430) (- m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0
—= —
131.0 10.50 11.00
m‘HHM;wu‘u‘lu”ms“mw‘m‘!hﬂ?%ﬂm!‘”‘m m/z 77.05  62.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
.0 182.0
5000 = =
10.50 11.00
51.0 m/z 182.05  55.65%
210 ) 1260 1920
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #50571: Benzoylacrylic acid
105.0 A
— —
10.50 11.00
77.0 o
m/z 51.00 28.54%
5000 176.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone T T
105.0 10.50 11.00
183.0 m/z 131.00 10.36%
77.0 ’
5000 51.0
‘ . 127.0 154.0
T e e e e e —— —
mlz--> 20 40 60 80 100 120 140 160 180 10.50 11.00

8270-BF061125.M Thu Jun 19 ©6:55:45 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 5.01 ng 152270  Phenanthrene-di10 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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1656 (11.933 min): BF142777.D\data.ms (-1651) (- m/z 43.10 100.00%

431 73.0
5000 129.0

213.2
I

157.1185.1

m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 2
43.0 73.0 256.0
5000 T
129.0 12.00

213.0 .
157 0185.0
’]‘ﬁ"o“‘} ‘ulﬂ‘ ‘H!H ‘M‘“ ‘(m‘ ‘M ‘\‘H‘\‘ " IR I “‘ " “‘ ”\‘ - “‘ | ‘\‘ D “‘ .
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0

T
43.0 12.00
5000 129.0 m/z 57.05 80.90%
171.0
‘ 2140
iyl
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.05  80.49%
5000 129.0
199.0
RN Wl
1?'9‘1””1“‘”‘“‘W‘“‘mm‘“u‘l‘l‘M‘H_m“u‘u_‘m‘uu‘uu‘mw e
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 12.00

8270-BF061125.M Thu Jun 19 ©6:55:46 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.722 2.48 ng 75449  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1790 (12.722 min): BF142777.D\data.ms (-1785) (- m/z 43.05 100.00%

430 73.0
5000 _

185.1 241.2

284.: ) alnn

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
430 73.0

5000 1250 1250 1300

m/z 60.00 89.10%

185.0 2410 284
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
oVt AW VaVYiVAN b

12.50 13.00
5000 129.0 m/Z 55.05 84.98%
97.0 1710 2130 256.0
,HH“;MJ‘!HJJ‘Muh‘mxh“‘m‘w‘:‘wu ‘,“‘,“‘
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #126203: Pentadecanoic acid — —
43.0 73.0 12.50 13.00

m/z 57.05 83.93%

5000 129.0
1990 2420
“ H\ I u‘ Il ‘ \\h”\ \‘M‘\ Al Bq ‘ ‘ ‘

m/z--> 20 40 60 80100120140160180200220240260280 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061825\
Data File : BF142777.D

Acqg On : 18 Jun 2025 14:19
Operator : RC/JU

Sample : Q2333-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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-... 5.093 4.2 ng 88452 1 6.881 425982 20.0
Benzene, (1-met... 6.051 2.6 ng 56268 1 6.881 425982 20.0
Benzene, n-butyl- 6.822 2.2 ng 47015 1 6.881 425982 20.0
Deltacyclene 7.063 2.8 ng 59999 1 6.881 425982 20.0
Benzene, 1,3-di... 7.128 2.2 ng 46410 1 6.881 425982 20.0
Benzene, 1,2-di... 7.198 7.5 ng 159471 1 6.881 425982 20.0
3a,4,5,6,7,7a-H... 7.357 2.4 ng 51648 1 6.881 425982 20.0
Benzene, 1,2,3,... 7.651 4.1 ng 156664 2 8.163 763750 20.0
Benzaldehyde, 4... 8.451 3.0 ng 113394 2 8.163 763750 20.0
unknown8.969 8.969 2.2 ng 85131 2  8.163 763750 20.0
Ethanone, 1-(2,... 9.669 3.8 ng 137641 3 9.922 731427 20.0
Benzophenone 10.639 6.0 ng 217485 3 9.922 731427 20.0
n-Hexadecanoic ... 11.933 5.0 ng 152270 4 11.410 608469 20.0
Octadecanoic acid 12.722 2.5 ng 75449 4 11.410 608469 20.0
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