LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc :

ALS Vvial : 35 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-BF082025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF143554.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.275 4 14 21 rBV 2309896 3897036 96.21% 12.030%
2 4.063 312 318 325 rBV 33560 52644 1.30% 0.163%
3 5.157 494 504 511 rBV2 96982 168352 4.16% 0.520%
4 5.275 511 524 535 rBV3 54116 181969 4.49% 0.562%
5 5.428 545 550 556 rVB 80109 105449 2.60% 0.326%
6 5.563 563 573 588 rBV 1080003 1540014 38.02% 4.754%
7 5.786 606 611 615 rBvV2 105777 145988 3.60% 0.451%
8 6.457 717 725 727 rBV 46123 63415 1.57% 0.196%
9 6.486 727 730 733 rVWVW 37426 44285 1.09% 0.137%
10 6.557 733 742 749 rVWW2 690264 1089913 26.91% 3.364%
11 6.616 749 752 760 rVB2 42307 79173 1.95% 0.244%
12 6.751 769 775 780 rBV2 251754 349398 8.63% 1.079%
13 6.922 800 804 810 rBV 473621 615249 15.19% 1.899%
14 6.986 810 815 819 rBV2 101560 150912 3.73% 0.466%
15 7.1e4 831 835 840 rVB 122643 150330 3.71% 0.464%
16 7.186 844 849 855 rBV 154013 204700 5.05% 0.632%
17 7.333 868 874 881 rBV6 40328 95536 2.36% ©0.295%
18 7.486 891 900 904 rBV 1385360 1987232 49.06% 6.134%
19 7.522 904 906 911 rVB 124305 132681 3.28% 0.410%
20 7.610 916 921 928 rVW3 99530 186562 4.61% 0.576%
21  7.875 961 966 971 rBvV2 41958 69802 1.72% 0.215%
22 7.951 972 979 983 rBV2 433533 618969 15.28% 1.911%
23 7.998 983 987 992 rVB5 39228 85658 2.11% 0.264%
24  8.139 1005 1011 1014 rBV3 54513 115986 2.86% 0.358%
25 8.233 1018 1027 1031 rVV2 2462688 4050612 100.00% 12.504%
26 8.280 1031 1035 1039 rVB 97502 126882 3.13% 0.392%
27  8.422 1054 1059 1065 rBV7 23702 47662 1.18% 0.147%
28 8.480 1065 1069 1076 rBvV2 38053 60068 1.48% 0.185%
29 8.569 1077 1084 1085 rBV3 51951 83444 2.06% 0.258%
30 8.645 1092 1097 1099 rBV4 35352 60979 1.51% ©.188%
31 8.922 1138 1144 1149 rVB 299971 408323 10.08% 1.260%
32 9.016 1156 1160 1164 rBV 363896 463741 11.45% 1.432%
33 9.192 1186 1190 1196 rww7 26705 51098 1.26% 0.158%
34 9.280 1199 1205 1210 rVB 2430010 3112752 76.85% 9.609%
35 9.380 1218 1222 1227 rBV2 48746 89511 2.21% 0.276%
36 9.545 1246 1250 1255 rBV2 43736 70108 1.73% 0.216%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc :

ALS Vvial : 35 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-BF082025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.621 1259 1263 1272 rVB2 80110 159153 3.93% 0.491%
38 9.963 1316 1321 1324 rBV 630252 799107 19.73%  2.467%
39 9.992 1324 1326 1330 rVV 146232 170801 4.22% 0.527%
40 10.027 1330 1332 1337 rVB 43550 54610 1.35% 0.169%
41 10.168 1352 1356 1360 rBV 71335 94631 2.34% 0.292%
42 10.510 1410 1414 1418 rBV 90562 111727 2.76% 0.345%
43 10.674 1438 1442 1445 rBV 59080 75295 1.86% 0.232%
44 10.751 1450 1455 1461 rVV 1185283 1542805 38.09% 4.763%
45 11.045 1502 1505 1508 rBvV2 34914 41201 1.02% ©0.127%
46 11.451 1569 1574 1582 rBV2 476269 716868 17.70% 2.213%
47 11.680 1609 1613 1620 rBV 115443 155460 3.84% 0.480%
48 11.980 1660 1664 1674 rBV5 113063 184120 4.55% 0.568%
49 12.686 1781 1784 1793 rVB 91941 140652 3.47% 0.434%
50 12.921 1820 1824 1836 rVB 244247 355287 8.77% 1.097%
51 13.033 1838 1843 1848 rBV 1717741 2199031 54.29% 6.788%
52 13.274 1880 1884 1886 rBV 77741 114934 2.84% 0.355%
53 13.462 1913 1916 1921 rBV4 55529 69495 1.72% 0.215%
54 13.539 1925 1929 1933 rBV2 74554 106552 2.63% 0.329%
55 13.586 1934 1937 1946 rBV2 108772 183766 4.54% 0.567%
56 13.780 1965 1970 1972 rBV2 221200 345372 8.53% 1.066%
57 13.904 1985 1991 2011 rVB 1373758 2451112 60.51% 7.566%
58 14.098 2019 2024 2030 rVB 407476 566584 13.99% 1.749%
59 14.162 2031 2035 2043 rBV 237735 393883 9.72% 1.216%
60 15.592 2273 2278 2290 rVB 366148 605837 14.96% 1.870%

Sum of corrected areas: 32394716
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Aug 2025 03:46
: RC/JU
1 Q2903-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@082125\
BF143554.D

: 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.275 126.68 ng 3897040 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 14 (2.275 min): BF143554.D\data.ms (-4) (-) m/z 73.10 100.00%
731
5000 43.0
87.1

R RRARaE e

‘ ng‘] 101.0 2.302.402.502.602.70
et L1010 m/z 43.05  41.89%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 T T T T T
43.0 2.302.402.502.602.70
' 87.0 m/z 55.10 30.75%
29.0 ‘ %
\H‘\H\‘\H”“HH“‘}!‘H‘H\g‘.e\\"\}\\‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R RRARaEE R
2.302.402.502.602.70
5000 410 55.0 m/z 87.10  26.52%
27.0
AR 112.0 1290
R Raa e L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- P
30.0 2.302.402.502.602.70
m/z 41.05 13.84%
5000 87.0
44.0
15.0 ‘ 72.0
Lol 0 ‘
T T e e e e e e R RRARE LA e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.302.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46

Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.157 5.47 ng 168352 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 12
5 Acetone 58 C3H60 000067-64-1 12
Abundance Scan 504 (5.157 min): BF143554.D\data.ms (-494) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 T T[T T[T rrrry1
‘ 83.0 4.80 5.00 5.20 5.40

el bl S m/z 59.10  54.67%

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

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L B e
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.91%
270 830 1910
H‘\\H‘\H\‘H\!‘!H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9187: 4-Hydroxy-3-hexanone
59.0
 Ramaa e AR
4.80 5.00 5.20 5.40
5000 31.0 m/z 58.00 16.12%
15.0 d 45.0 73.0 87.0 101.0 116.0
R LA BT e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4153: 1-Propen-2-ol, acetate O RAmaraR TSR
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.14%
5000
15.0 580
. 72.0
mlz--> 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\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 unknown5.275 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.275 5.92 ng 181969 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid hydrazide 60 CH4AN20 000624-84-0 47
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 45
3 Pentanoic acid 102 C5H1002 000109-52-4 45
4 4-Bromobutyric acid 166 C4H7Bro2 002623-87-2 40
5 Hexanoic acid 116 C6H1202 000142-62-1 39
Abundance Scan 524 (5.275 min): BF143554.D\data.ms (-511) (-) m/z 60.00 100.00%
60.0
5000 41.0 /\\\jk
87.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ ‘ ‘ ‘ ‘ ‘ 98.1 5.00 5.20 5.40 5.60
‘w“u“H‘_“w‘;Hyuﬂwh“q“w‘uu“u‘h“w‘ m/z 41.05 44.72%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #352: Formic acid hydrazide
60.0
e B ARRmEES R
5000 43.0 5.00 5.20 5.40 5.60
m/z 43.05  38.88Y%
\\‘\\\\‘\\\\‘\\\\‘!!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4826: Butanoic acid, 3-methyl-
60.0
e AERRRRREE!
5.00 5.20 5.40 5.60
m/z 42.05 26.69%
5000 41.0
27.0
‘ ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4772: Pentanoic acid . ‘ﬂﬁ\?\\p\\\w\\\‘ﬁ%y
60.0 5.00 5.20 5.40 5.60
m/z 39.05 26.32%
5000
73.0
270 41.0
TN O A LY R WO W B
miz--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.786 4.75 ng 145988 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
2 p-Xylene 106 C8H10 000106-42-3 95
3 o-Xylene 106 C8H1e 000095-47-6 95
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 87
5 Ethylbenzene 106 C8H10 000100-41-4 81
Abundance Scan 611 (5.786 min): BF143554.D\data.ms (-606) (-) m/z 91.10 100.00%
91.1
5000 106.1
e
39.0 51"0 65.0 77"1 5.40 5.60 5.80 6.00 6.20
et it sz 1e6.10 43.97%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 e
5.40 5.60 5.80 6.00 6.20
77 m/z 105.10  19.58%
o L o e
| i | . i
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene

91.0 /\

5.40 5.60 5.80 6.00 6.20

106.0
5000 m/z 50.95 14.41%
39.0 1.0 450 77.0 ‘
2T Y SO SO SO
m/z--> 20 30 40 50 60 70 80 90 100 110 j\‘
Abundance #5729: o-Xylene R e T
91.0 5.40 5.60 5.80 6.00 6.20
m/z 77.10  14.35%
5000 106.0
390 510 g5q 770
2V N AN TR T RN U (Y 111 O | Y G
m/z--> 20 30 40 50 60 70 80 90 100 110 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\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.751 11.36 ng 349398 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Mesitylene 120 C9H12 000108-67-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 92
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81

Abundance Scan 775 (6.751 min): BF143554.D\data.ms (-769) (-) m/z 105.10 100.00%
D

(-
105.1

5000 120.1 }\/\[M /\

SUAL LIS A EES A S
390  g30 71 910 | 6.40 6.60 6.80 7.00
",‘m,‘H‘,m“,mH;‘w‘mwH‘HWm“mH‘c‘m‘w‘c““uw m/z 120.10  41.79%
miz-> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-

105.0

e

120.0 6.40 6.60 6.80 7.00
m/z 117.85 17.49%

39.0 o 70 910
\\’1\5\-9’\\\“1’\\\1"‘1\\\"“\‘1\1“1‘1‘1\‘\\\M“\\\\“\\\\‘\‘\1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10695: Mesitylene J\A j\J\

5000

105.0
N RARRREE e AR
120.0 6.40 6.60 6.80 7.00
5000 m/z 91.05 15.13%
3 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10725: Benzene, 1-ethyl-3-methyl- i ‘,AH AT
105.0 6.40 6.60 6.80 7.00

m/z 77.10  13.94%

5000

120.0
77.0 91.0

51.0
271.0 | "1 64.0 M ‘L [N
SRAMBNESandi T WS. - B[RS RSN NS A

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.986 4.91 ng 150912 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 815 (6.986 min): BF143554.D\data.ms (-810) (-) m/z 105.10 100.00%
105.1
5000 570 120.1 VU\
411 [T T[T T[T Tt
‘ 71 910 6.60 6.80 7.00 7.20 7.40
H‘HH’\H\‘HH“\“H\N“\H““‘\‘\\““H\‘M‘\M\\“‘\\\\“\‘\‘\‘\‘H‘\‘\“‘HH‘\H m/Z 120.05 39.2800
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0
5000 \j\/\
120.0 6.60 6.80 7.00 7.20 7.40
m/z 57.05 36.36%
77.0 91.0
\\‘1\\5\.\0’\H‘\‘H‘?’\?"(\)\H“H\ﬁ?\"\o\‘H\M“\H\“HH‘\Hl\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
e ARAARE TSRS
6.60 6.80 7.00 7.20 7.40
5000 120.0 m/z 41.10 17.70%
39.0
77.0
63.0 ‘ 91.0
H‘Huﬁﬁpu‘wHHWMuNﬁwmﬁh‘mmuwﬁlwwmhu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10724: Benzene, 1-ethyl-2-methyl- R AR
105.0 6.60 6.80 7.00 7.20 7.40
m/z 43.05 15.97%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Indane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.104 4.89 ng 150330 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
5 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53

Abundance Scan 835 (7.104 min): BF143554.D\data. ms(831)() m/z 117.10 100.00%

117
5000
91.0
39.0 630 ., | 6.80 7.00 7.20 7.40
e e bt e A0S sz 118,10 54.82%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 /\J\/,
6.80 7.00 7.20 7.40
m/z 115.05  33.14%
39.0 63.0
H‘HH‘HHO‘HH“\H\i‘\HM}‘\‘\\‘\7\\7\‘0\\\\“‘\\\\1‘0\‘\4.\\0‘\\!\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
6.80 7.00 7.20 7.40
m/z 91.05 16.34%
5000 910
39.0
650 78.0
260 | 520 7 7 104.0 ||,
‘WH‘wHH‘HH‘HH_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10195: Benzene, cyclopropyl- A ‘w“‘w“‘w“‘w“‘w
117.0 6.80 7.00 7.20 7.40
m/z 63.00 9.61%
5000
91.0
51.0 65.0 78.0 ‘
SN 141 S WA .2 AAMNAIPNAVRISVASIANG
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Benzene, 1-propynyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.186 6.65 ng 204700 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
2 3-Methylphenylacetylene 116 C9H8 000766-82-5 94
3 Indene 116 C9H8 000095-13-6 93

4 1-Propyne, 3-phenyl- 116 CO9H8 010147-11-2 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 90

Abundance Scan 849 (7.186 min): BF143554.D\data.ms (-844) (-) m/z 115.05 100.00%

115.1
5000
s90 0 891 6.80 7.00 7.20 7.40 7.60
e it bl 13N msz 116,010 94.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9544: Benzene, 1-propynyl-
115.0
5000 AR EEE RS

6.80 7.00 7.20 7.40 7.60
m/z 63.00 14.99%

0 630 890 |

\\‘\H\.‘\\\\‘\\H“H\\i‘\\\‘HHH‘H\\‘\\\\‘\\\\‘HH‘\‘}H’HH’HH‘H

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9550: 3-Methylphenylacetylene
115.0 /\/\«
R R
6.80 7.00 7.20 7.40 7.60
5000 m/z 89.10 14.24%
39.0 63‘.0 89‘.0 |
. | | 11 . |
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\\ /\ [\
Abundance #9543: Indene AN VAP, YA
116.0 6.80 7.00 7.20 7.40 7.60

m/z 117.00 7.60%

5000

39.0 63‘-0 89‘.0 |
‘ 1l (N | |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Phenol, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.333 3.11 ng 95536 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-methyl- 108 C7H80 000108-39-4 58
2 Phenol, 2-methyl- 108 C7H80 000095-48-7 53
3 Xanthine, 1,3-dipropyl-8-[4-[.be... 619 C31H37N707 102255-67-4 47
4 p-Cresol 108 C7H80 000106-44-5 46
5 Acetophenone 120 C8H80 000098-86-2 41
Abundance Scan 874 (7.333 min): BF143554.D\data.ms (-868) (-) m/z 77.05 100.00%
77.0
5000

7.00 7.20 7.40 7.60

&wm“_“w“H“H“H“_“w“w“u‘_‘ m/z 18.10  97.10%
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #6068: Phenol, 3-methyl-
108.0
5000 R e
7.00 7.20 7.40 7.60
m/z 105.00  91.20%
39.0
il

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

Abundance #6074: Phenol, 2-methyl-
108.0
R e R NN
7.00 7.20 7.40 7.60
5000 m/z 107.10  87.94%
51.0
Ul
m/z--> 0 50 100 150 200 250 300 350 400 450 500 K
Abundance #347256: Xanthine, 1,3-dipropyl-8-[4-[.beta.-[(benzyloxyc T T
108.0 7.00 7.20 7.40 7.60
m/z 51.05 42.83%
5000
51.0

Jﬂumﬂ 214.0 328.0 397.0 5110

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Naphthalene, 2,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.621 3.98 ng 159153  Acenaphthene-di10 9.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
Abundance Scan 1263 (9.621 min): BF143554.D\data.ms (-1259) (-) m/z 156.10 100.00%
156.1
5000
115.1 ALl J
63.0
39.0 91.1 ‘ 9.50 10.00
SBSEE AR ¥ p‘wu AN AR 1 h ‘”“9“ UM“ 775‘1 : m/z 141.85 89.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
5000 S —
9.50 10.00
m/z 157.10  29.50%
76.0 115.0
\\\‘2\7\(\)\ ‘ \5\1‘\(\)“} \‘\ U" T \\’\\\‘\ ‘ \‘1‘\ \“‘\0\ H“‘ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33136: Naphthalene, 1,4-dimethyl-
156.0
=~ —
9.50 10.00
5000 m/z 155.10  28.76%
115.0
L L T | -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33135: Naphthalene, 1,3-dimethyl- T —
156.0 9.50 10.00
m/z 115.05  25.82%
o N\J'MM
115.0
om0 90 g S
mlz--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 11
R.T. EstConc Area Relative to ISTD R.T.
11.980 5.14 ng 184120 Phenanthrene-die 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1664 (11.980 min): BF143554.D\data.ms (-1660) (- m/z 43.10 100.00%
431 73.0
5000 »vvxh«NwWJ\«\mwwvam
129.1
181.1 2132 e
‘ “ H 256.1 12.00
Hw‘uﬂmwm‘V“Mwﬂhw:wquJMWH JwﬂwuhwhiumLM m/z 73.85 91.67%
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
H 157015502130 256.0 m/z 60.00  84.94%
\H‘HH“}‘HH!H\H‘{\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 =
12.00
5000 129.0 m/z 57.10  79.38%
185.0
H 228.0
1‘5‘,»\”\,\‘” L S
m/z--> 20 40 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid 7
73.0 12.00
43.0 m/z 41.10 76.97%
5000 129.0
171.0
I,
? e
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Palmitoleic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.686 3.92 ng 140652  Phenanthrene-die 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 94
2 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 91
3 14-Methylpentadec-6-enoic acid 254 C16H3002 127486-79-7 86
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 76
5 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 70

Abundance Scan 1784 (12.686 min): BF143554.D\data.ms (-1781) (- m/z 55.10 100.00%
58.

1 /W/\/\\/M/\
5000

— —
H 264.1 12.50 13.00
L u‘ |

189.1220.1
et m/z 41.85 67.72%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140796: Palmitoleic acid
55.0

5000

147.0

— —
12.50 13.00

m/z 69.10 62.93%

, 236.0
T \?‘\G\L\O\H\‘\ \‘ ‘”J = 193.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #140884: 6-Pentadecenoic acid, 13-methyl-, (6Z)-
55.0

— —
12.50 13.00

m/z 43.10 56.90%

5000

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #140846: 14-Methylpentadec-6-enoic acid — —
69.0 12.50 13.00

m/z 83.10  45.48%

5000

— —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.921 12.54 ng 355287 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 96
2 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 60
3 2H,8H-Benzo[1,2-b:5,4-b']dipyran... 228 C14H1203 000553-19-5 58
4 Phenol, 2,4'-isopropylidenedi- 228 C15H1602 000837-08-1 56
5 Diphenolic acid 286 C17H1804 000126-00-1 56
Abundance Scan 1824 (12.921 min): BF143554.D\data.ms (-1820) (-] ' m/z 213.10 100.00%
2181
- /\L
119.1 s
65.0 ‘ 165.1 13.00
om‘mwm‘,JH‘,‘MmmWWJH‘,m‘,H“‘_luﬁ??’ﬂ”w m/z 119.10  20.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 T
13.00
119.0 m/z 228.10 16.11%
690 | | 1850 |
\H‘HH‘\H\’HH’\\H‘HH‘H\\‘HH‘HH’HH’H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109402: 3,4'-Isopropylidenediphenol
218.0
—
13.00
m/z 214.10  16.01%
5000 119.0 /
1650
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109203: 2H,8H-Benzo[1,2-b:5,4-b'dipyran-2-one, 8,8-di T
218.0 13.00
m/z 91.10 12.59%
51.0 920 1280 4840
\H‘HH‘\\‘\\’HH’\\H‘HH‘H\\‘HH‘HH’\H\’HH‘H‘H‘HH‘HH‘H T ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 wunknownl3.274 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.274 4.06 ng 114934  Chrysene-di12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[5.2.1.0(1,5)]dec-2-ene 134 CleH14 1000185-95-6 30
2 1-Methoxymethyl-2,3,5,6-tetramet... 178 C12H180 018922-11-7 30
3 2-Isopropenyl-3-methylpyrazine 134 C8H1ON2 145984-65-2 25
4 4-Methylanthranilic acid, N-meth... 208 C10H12N203 1000195-55-6 20
5 Bicyclopentyl-1,1'-diene 134 C1oH14 000934-02-1 18
Abundance Scan 1884 (13.274 min): BF143554.D\data.ms (-1880) (- m/z 146.05 100.00%
146.1
92.0
5000 187.1
411
— —
302. 13.00 13.50
— ‘\‘Mwh “\‘H\“u M;\ " \‘\‘H‘\‘ t “?‘2‘6‘ 1‘25\6‘ w1‘\‘ L “ . ITI/Z 92.05 78.3800
m/z--> 50 100 150 200 250 300
Abundance #17093: Tricyclo[5.2.1.0(1,5)]dec-2-ene
92.0
134.0
5000 —r— e
13.00 13.50
39.0 m/z 134.00  74.98%
‘\ Mu\m M ‘ A L
m/z--> 100 150 200 250 300
Abundance #52882 1-Methoxymethyl-2,3,5,6-tetramethylbenzene
146.0
— —
13.00 13.50
5000 m/z 133.05 68.64%
178.0
410 910
L . TN [
——t e
m/z--> 50 100 150 200 250 300
Abundance #17457: 2-Isopropenyl-3-methylpyrazine T T
138.0 13.00 13.50
m/z 91.10 61.44%
5000 67.0 w
8o, w00 oo
mlz--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 unknownl13.539 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.539 3.76 ng 106552  Chrysene-di12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzisothiazol-3(2H)-one, 4-... 287 C13H9N303S 1000277-42-1 42
2 2-(2-Benzothiazolyl)-5-methylphenol 241 C14H11NOS 056048-54-5 25
3 1-Pyreneethanenitrile 241 C18H11N 064764-29-0 25
4 Silane, trimethyl([1,1':3"',1"''-t... 302 C21H22Si 128388-53-4 20
5 8-Deoxylactucin 260 C15H1604 065725-10-2 18

Abundance Scan 1929 (13.539 min): BF143554.D\data.ms (-1925) (- m/z 287.10 100.00%
105.1 241.2 2871

41.1
5000 451

185.1

i

~M
1

H ‘ ‘ 13.50
" \HH ‘J“““‘\“‘ u\“ \HHH N\M\ i i‘ ‘ m/z 241.20 96.93%

miz--> 50 100 150 200 250 300
Abundance #182297: 1,2-Benzisothiazol-3(2H)-one, 4-amino-6-nitro-
287.0
241.0
. :

5000 \
77.0 13.50
39.0 m/z 105.10  91.10%
144.0
_ M ‘\\H\ alioop 1 1720100 | L
miz—-> 50 100 150 200 250 300
Abundance #124725: 2-(2-Benzothiazolyl)-5-methylphenol
241.0
T I
13.50
5000 m/z 91.10  86.24%
69.0 109.0
. ‘\‘ \‘H‘MHH‘ ‘\ 4L \H“ }1‘4‘0‘0“]7‘3‘0‘2‘1‘ ‘0‘ ‘\ BRI
m/z--> 50 100 150 200 250 300
Abundance #125024: 1-Pyreneethanenitrile T ‘
241.0 13.50
m/z 79.10 71.86%
o Mm
29.0 63.0 19“79 163.0 %OM h
—— e P
m/z--> 50 1 00 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 .delta.8(14)-Isopimaric acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.586 6.49 ng 183766  Chrysene-di12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .delta.8(14)-Isopimaric acid 302 C20H3002 000471-74-9 96
2 2-Methyl-5-phenyl-1,3-thiazol-4-... 287 C12H8F3N02S 1000471-95-1 38
3 Cyclohexene, 3-methyl-6-(1-methy... 136 C1l@H16 000586-63-0 35
4 1,4-Cyclohexadiene, 3,3,6,6-tetr... 136 C10H16 002223-54-3 30
5 2,4,6-Octatriene, 2,6-dimethyl- 136 C1OH1l6 000673-84-7 30
Abundance Scan 1937 (13.586 min): BF143554.D\data.ms (-1934) (- m/z 121.10 100.00%
12111
5000
79.1
167.1 287.1 T 7
M L Nl \‘ \‘H\‘ oL 2o 2412 o
A, iy H\u ‘ L HMN T o ‘m h ‘L‘ m/z 91.10 45.85%
m/z--> 100 150 200 250 300
Abundance #202339 .delta.8(14)-Isopimaric acid
1211.0
5000 ——
287.0 13.50
79.0 1670 m/z 93.10 36.84%
241.0
N— \‘M \‘ \‘\ ‘\M “\ \H\‘ \‘ MM\ H‘\‘ ‘\‘\ “‘ ‘201 0 “ “u‘ ‘\\‘ “ ‘\‘
m/z--> 5 100 150 200 250 300
Abundance #182225: 2-Methyl-5-phenyl-1,3-thiazol-4-ol, trifluoroacet
121.0
R \
13.50
5000 m/z 79.10 35.51%
77.0 287.0
39.0 \ \ ‘ I \ 171.0 246.0
LA i N
m/z--> 50 100 150 200 250 300
Abundance #18205: Cyclohexene, 3-methyl-6-(1-methylethylidene)- —— ‘
121.0 13.50
m/z 105.10  29.38%
5000
79.0
miz--> 50 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 1-(2-Pyridyl)piperazine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.780 12.19 ng 345372  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 64
2 Cyclohexene, 1,5,5-trimethyl-3-m... 136 C10H16 016609-28-2 56
3 Undec-10-ynoic acid, 2-methyloct... 304 C20H3202 1000406-96-6 46
4 Undec-10-ynoic acid (furan-2-ylm... 261 C16H23NO2 332167-72-3 35
5 1,5,5-Trimethyl-6-methylene-cycl... 136 C10H16 000514-95-4 25
Abundance Scan 1970 (13.780 min): BF143554.D\data.ms (-1965) (-] ' m/z 81.10 100.00%
81.1
121.1
215.2
2611
5000
—— —
13.50 14.00
m/z 121.10  85.03%
m/z--> 50 100 150 200 250 300
Abundance #38997: 1-(2-Pyridyl)piperazine
121.0
5000 — — -
79.0 163.0 13.50 14.00
280 m/z 107.05 81.77%
\‘\“‘H ‘r“‘ i”““\ i !”\M‘”‘\ ‘H \“\ T e LA By
m/z--> 50 100 150 200 250 300
Abundance  #18168: Cyclohexene, 1,5,5-trimethyl-3-methylene-
121.0
—— —
79.0 13.50 14.00
5000 ITI/Z 215.15 72.74%
39.0
A
m/z--> 50 100 150 200 250 300
Abundance #204882: Undec-10-ynoic acid, 2-methyloct-5-yn-4-yl est —— —
81.0 13.50 14.00
140.0 261.0 m/z 95.10 65.35%
T UWVJ\M
— M‘ ‘H‘H“ HM\ ‘\ “\\ m LM‘HM ““ “W\?‘g'(‘) ‘%1?9 , \‘ “ . ?’0‘4‘( —— ——
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\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Dehydroabietic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.903 86.52 ng 2451110  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 99
2 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 81
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 72
4 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 53
5 Indole, 3-imidazolo[2,1-b]thiazo... 239 C13H9N3S 292855-05-1 43

Abundance Scan 1991 (13.904 min): BF143554.D\data.ms (-1985) (- m/z 239.20 100.00%

239.2
285.1
5000
197.2
141.1

43‘ L ‘ 14 00
04— ““‘\‘ ey ‘\ L H HM \‘mh\H M\m\h H\ R “‘ “L . m/z 285. 60.71%
m/z--> 50 100 150 200 250 300
Abundance #199993: Dehydroabietic acid [k
239.0 285.0
5000 141.0  197.0 14.00

43.0
‘ m/z 197.15 33.43%
|

81.0 ‘
\h\H HH\ m‘h \H TR e
miz-—-> 50 100 150 200 250 300
Abundance #199360: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylag
239.0

43.0 14 00
5000 285.0 m/z 141.05  21.90%
183.0
91.0
. U ‘m ‘\“ ‘h‘ \“‘ mn ‘Hd m uhu\ \\\ \\H‘ h\ m _n ‘\ ‘H\‘ — l‘ .
m/z--> 50 100 150 200 250 300
Abundance #200036: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10
285.0 1400
239.0 m/z 240.15 20.25%
5000
197.0
141.0
43.0 91.0 ‘ ‘
_— ‘\‘\‘ ) | i H‘M ‘\ \‘H‘ uly “\‘\U‘ E——— e b \‘\ —
miz--> 50 100 150 200 250 300 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Adamantane-1-carboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.162 13.90 ng 393883 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane-1-carboxylic acid, 3-... 237 C13H19NO3 1000303-75-9 53
2 p,p-Bis(1-aziridinyl)-N-(p-tolyl... 237 C11H16N30P 027824-40-4 53
3 3,6-Acridinediamine, 2,7- dimethyl— 237 C15H15N3 000092-26-2 52
4 4,6-Dichloro-2-(methylthio)pyrim... 237 C6H5C12N30S 313339-36-5 50
5 2-Acetyl-1,3,3,4,4-pentamethylcy... 237 C13H23N30 016983-65-6 49
Abundance Scan 2035 (14.162 min): BF143554.D\data.ms (-2031) (- m/z 237.20 100.00%
237.2
5000
195.1
282.1 S =
153. 14.00 14.50
o ‘4?‘1 Jro ALY H‘ h\M T - “M ‘ m/z 195.10  33.50%
m/z--> 50 100 150 200 250 300
Abundance #119619: Adamantane-1-carboxylic acid, 3-acetylamino-
94.0 237.0
191.0
43.0 136.0
5000 —— o
14.00 14.50
m/z 282.10  23.08%
I \“h Lyl ‘“\‘ — “‘ et
miz--> 50 100 150 200 250 300
Abundance #119335: p,p-Bis(1-aziridinyl)-N- (p tolyl)phosphinic amide
94.0 237.0
— —
14.00 14.50
5000 m/z 238.20 19.46%
42.0 106.0
‘ ‘ 153.0
BN . Y PRV RN N I
m/z--> 50 100 150 200 250 300
Abundance #119858: 3,6-Acridinediamine, 2,7-dimethyl- ‘”T"A‘ — T
237.0 14.00 14.50
m/z 165.10 17.60%
5000
19.0
77.0 196.
— H‘ HH HH\‘\H‘\“ L uhuH ‘H‘ e ]5%"9\‘\‘ m“\ ‘mH\ ﬁ il ‘HH‘ T —r —
mlz--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82125\
Data File : BF143554.D

Acqg On : 22 Aug 2025 03:46
Operator : RC/JU

Sample : Q2903-11

Misc :

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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|
Butane, 2-metho... 2.275 126.7 ng 3897040 1 6.928 615249 20.0
2-Pentanone, 4-... 5.157 5.5 ng 168352 1 6.928 615249 20.0
unknown5.275 5.275 5.9 ng 181969 1 6.928 615249 20.0
Benzene, 1,3-di... 5.786 4.8 ng 145988 1  6.928 615249 20.0
Benzene, 1,2,3-... 6.751 11.4 ng 349398 1 6.928 615249 20.0
Benzene, 1l-ethy... 6.986 4.9 ng 150912 1 6.928 615249 20.0
Indane 7.104 4.9 ng 150330 1 6.928 615249 20.0
Benzene, 1-prop... 7.186 6.7 ng 204700 1 6.928 615249 20.0
Phenol, 3-methyl- 7.333 3.1 ng 95536 1 6.928 615249 20.0
Naphthalene, 2,... 9.621 4.0 ng 159153 3 9.963 799107 20.0
n-Hexadecanoic ... 11.980 5.1 ng 184120 4 11.451 716868 20.0
Palmitoleic acid 12.686 3.9 ng 140652 4 11.451 716868 20.0
Phenol, 4,4'-(1... 12.921 12.5 ng 355287 5 14.098 566584 20.0
unknownl13.274 13.274 4.1 ng 114934 5 14.098 566584 20.0
unknown13.539 13.539 3.8 ng 106552 5 14.098 566584 20.0
.delta.8(14)-Is... 13.586 6.5 ng 183766 5 14.098 566584 20.0
1-(2-Pyridyl)pi... 13.780 12.2 ng 345372 5 14.098 566584 20.0
Dehydroabietic ... 13.903 86.5 ng 2451110 5 14.098 566584 20.0
Adamantane-1-ca... 14.162 13.9 ng 393883 5 14.098 566584 20.0
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