LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acqg On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS Vvial : 17 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: BF142738.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.058 143 147 155 rVvB2 15414 32756 1.67% 0.114%
2 3.622 229 243 248 rBv4 14747 46356 2.37% 0.161%
3 3.681 248 253 259 rvB2 29381 52915 2.70% 0.184%
4 3.769 259 268 275 rBvV2 36290 76604  3.91% 0.267%
5 3.887 281 288 292 rBV3 32900 62578 3.20% 0.218%
6 3.934 292 296 304 rVB 113864 192992 9.86% 0.672%
7 4.040 309 314 319 rVB 33047 53188 2.72% 0.185%
8 4.228 336 346 350 rBV5 23040 47995 2.45% 0.167%
9 4.281 350 355 362 rVB 76284 121377 6.20% 0.423%
106 4.375 366 371 375 rBV3 31859 62912  3.21% 0.219%
11  4.428 375 380 388 rVW5 29166 76238 3.90% 0.265%
12 4.505 388 393 398 rVB2 39254 60781 3.11% 0.212%
13 4.563 398 403 412 rVB2 18532 34678 1.77% 0.121%
14  4.657 412 419 426 rVB2 41694 67827 3.47%  0.236%
15 4.869 449 455 458 rBV 31362 50921 2.60% 0.177%
16 4.904 458 461 469 rvVB2 22966 37365 1.91% 0.130%
17 5.057 484 487 491 rVB 33969 46295 2.37% 0.161%
18 5.099 491 494 498 rBV2 40965 60103 3.07% 0.209%
19 5.163 502 505 512 rVB3 41434 75823 3.87% 0.264%
20 5.240 512 518 522 rBV3 44143 81973 4.19% 0.285%
21 5.334 527 534 538 rBV2 42074 64807 3.31% 0.226%
22 5.440 546 552 555 rBv2 20316 33479 1.71% 0.117%
23 5.504 555 563 569 rVB2 849230 1277111 65.25% 4.447%
24 5.652 583 588 591 rBV3 27328 44194  2.26% ©.154%
25 5.746 599 604 608 rBV 1062508 1366800 69.84% 4.759%
26 5.781 608 610 619 rVB4 53548 121956 6.23% 0.425%
27 5.857 619 623 629 rVB4 18567 28899 1.48% 0.101%
28 5.940 629 637 648 rVB3 35043 86349 4.41% 0.301%
29 6.116 661 667 670 rBvV4 28564 52215 2.67% 0.182%
30 6.216 679 684 688 rBV5 93718 159039 8.13% ©.554%
31 6.251 688 690 694 rVB2 41820 48769  2.49% 0.170%
32 6.316 698 701 705 rVB 38183 48926 2.50% 0.170%
33 6.404 710 716 720 rBV5 33636 70363  3.60%  0.245%
34 6.446 720 723 727 rBV 61200 75071 3.84% 0.261%
35 6.493 727 731 734 rBV 573574 841574 43.00% 2.931%
36 6.575 741 745 751 rVB 605992 793838 40.56% 2.764%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acqg On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS Vvial : 17 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 6.728 765 771 775 rVB5 31949 58701 3.00% ©0.204%
38 6.769 775 778 782 rBvV2 24467 33035 1.69% 0.115%
39 6.810 782 785 790 rVB2 28896 37438 1.91% 0.130%
40 6.893 794 799 804 rBV 251208 337886 17.26% 1.177%
41 6.951 804 809 817 rVB 581415 771834 39.44%  2.688%
42 7.040 819 824 826 rBV 106574 158367 8.09% 0.551%
43 7.069 826 829 837 rVB2 104137 159938 8.17% ©.557%
44 7.140 837 841 848 rVB2 131540 172893 8.83% 0.602%
45 7.210 848 853 862 rVB3 218677 349776 17.87%  1.218%
46 7.287 862 866 874 rVB2 56744 98151 5.02% 0.342%
47 7.375 874 881 883 rBv2 17321 29536 1.51% ©.103%
48 7.451 885 894 900 rVB3 727382 1314542 67.17% 4.577%
49 7.510 900 904 906 rBV2 18236 25422 1.30% 0.089%
50 7.575 911 915 922 rVB2 159249 200326 10.24% 0.698%
51 7.657 925 929 931 rBV 112896 137133 7.01% 0.478%
52 7.687 931 934 938 rVB 212047 246328 12.59% 0.858%
53 7.734 938 942 945 rBvV2 53279 80010 4.09% 0.279%
54 7.775 945 949 954 rBv4 170122 269585 13.77% ©.939%
55 7.840 954 960 967 rVB2 1164957 1888131 96.47% 6.575%
56 7.910 967 972 976 rBV 275537 361135 18.45% 1.258%
57 8.022 987 991 994 rBV 147369 211776 10.82% 0.737%
58 8.051 994 996 1002 rVB3 141717 172335 8.81% 0.600%
59 8.128 1002 1009 1013 rBV 263116 408961 20.90% 1.424%
60 8.175 1013 1017 1023 rVV 318901 509819 26.05% 1.775%
61 8.234 1023 1027 1034 rVB3 94337 169642 8.67% 0.591%
62 8.345 1039 1046 1047 rBV3 164076 267467 13.67% 0.931%
63 8.363 1047 1049 1053 rVV 246051 292266 14.93% 1.018%
64 8.440 1053 1062 1075 rVV 1166836 1957120 100.00% 6.815%
65 8.592 1075 1088 1092 rvv2 292401 909883 46.49%  3.168%
66 8.651 1092 1098 1102 rVV 299560 561882 28.71% 1.957%
67 8.698 1102 1106 1110 rVV 105494 160068 8.18% ©.557%
68 8.769 1114 1118 1122 rBV 196666 229645 11.73% ©.800%
69 8.816 1122 1126 1130 rBV 51187 67747 3.46% 0.236%
70 8.898 1130 1140 1150 rVV3 274084 615795 31.46% 2.144%
71 8.987 1150 1155 1158 rVvV2 164682 253525 12.95% 0.883%
72 9.040 1158 1164 1166 rVV5 142303 349129 17.84% 1.216%
73 9.081 1167 1171 1176 rVV2 317586 547651 27.98% 1.907%
74  9.128 1176 1179 1182 rVV2 50933 68703 3.51% 0.239%
75 9.181 1183 1188 1195 rvv4 93323 171215 8.75% ©.596%

76 9.251 1195 1200 1204 rVB 1319056 1618821 82.71% 5.637%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acqg On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS Vvial : 17 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
77 9.351 1208 1217 1223 rVB2 180187 376097 19.22% 1.310%
78 9.416 1223 1228 1230 rBV 71958 96612 4.94% 0.336%
79 9.445 1230 1233 1237 rVV 70685 94103 4.81% 0.328%
80 9.498 1237 1242 1249 rVV3 100013 238555 12.19% 0.831%
81 9.551 1249 1251 1258 rVB3 37529 47018 2.40% 0.164%
82 9.745 1279 1284 1288 rBV 94757 132762 6.78% 0.462%
83 9.781 1288 1290 1294 rVB 23561 28845 1.47% 0.100%
84 9.928 1310 1315 1323 rVW 311112 415814 21.25% 1.448%
85 10.022 1327 1331 1336 rVB2 45278 62017 3.17% 0.216%
86 10.181 1355 1358 1366 rVB 15502 26706 1.36% ©0.093%
87 10.645 1432 1437 1440 rBV 22073 31546 1.61% ©.110%
88 10.722 1445 1450 1455 rBV 710890 915378 46.77%  3.188%
89 10.845 1467 1471 1478 rVB4 22709 37188 1.90% 0.129%
90 11.139 1515 1521 1532 rBV 255775 404571 20.67% 1.409%
91 11.416 1564 1568 1573 rBV 262337 352780 18.03% 1.228%
92 11.492 1578 1581 1587 rVV 16092 30746 1.57% 0.107%
93 11.545 1587 1590 1600 rVB2 15366 28790 1.47% ©.100%
94 11.939 1653 1657 1664 rBV 65310 93412 4.77%  ©.325%
95 12.728 1787 1791 1798 rVB2 22279 35445 1.81% 0.123%
96 12.875 1812 1816 1832 rVB 144177 235028 12.01% 0.818%
97 13.004 1833 1838 1844 rBV 1112679 1473369 75.28% 5.131%
98 13.898 1986 1990 1998 rBV 25910 41286 2.11% 0.144%
99 14.063 2013 2018 2026 rVB 280254 361262 18.46% 1.258%
100 15.557 2266 2272 2285 rVB 273675 429458 21.94% 1.495%

Sum of corrected areas: 28717472
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142738.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 wunknown3.934 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.934 11.42 ng 192992  1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Butanal, O-methyloxime 101 C5H11NO 031376-98-4 33
2 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 17
4 3,3-Dimethylbutylamine 101 C6H15N 015673-00-4 9
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
Abundance Scan 296 (3.934 min): BF142738.D\data.ms (-292) (-) m/z 73.10 100.00%
73.1
5000
43.1
e EaRmRESS e
“ | 10‘1'1 3.60 3.80 4.00 4.20
L m/z 43.16  27.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4586: Butanal, O-methyloxime
73.0
41.0
5000 LB L LA B B BB |
3.60 3.80 4.00 4.20
m/z 59.05 17.72%
15.0 ‘ 101.0
\\‘\’\‘ ‘\\H}Hl\w\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl-
LA L
T RammeaEE TS
3.60 3.80 4.00 4.20
5000 m/z 101.10 14.91%
41.0
oo 950 171.0
o B EEEmmmE e
m/z--> 20 40 60 80 100 120 140 160
Abundance #2400: Propane, 2-methoxy-2-methyl- EAEEEEE TS ‘/
73.0 3.60 3.80 4.00 4.20
m/z 41.05 14.30%
5000
41.0
H‘,‘M‘H“MMH:‘_HMWH_H“HH‘HHWH M
m/z--> 20 40 60 80 100 120 140 160 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzene, 1l-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.951 45.69 ng 771834  1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 94
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 809 (6.951 min): BF142738.D\data.ms (-804) (-) m/z 105.05 100.00%

105.1

=

5000 120.1
51 77.0 91.0 6.60 6.80 7.00 7.20
369 "I W |l
SN | S S PR m/z 120.18  41.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0
120.0
5000 LI L L L L L LA LA

6.60 6.80 7.00 7.20
m/z 77.00 11.21%

77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110 120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20
5000 ITI/Z 91.05 9.04%
120.0
77.0 91.0
s, 0 L8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120130
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 106.10 8.72%
120.0
5000
27.0 51.0 770 910
”\‘”‘\"“‘\‘”‘\‘”‘“r“‘“‘“\““‘w‘”‘“\‘”w“‘”\‘M‘\”““‘\“”w‘ ‘\““\““\“‘/\‘/\\‘“‘\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\

Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605
ALS Vial : 17 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

Concentration Rank 19

4 Benzene, 1,3-diethyl-

R.T. EstConc Area Relative to ISTD R.T.
7.140 10.23 ng 172893 1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 93
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 81
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 74
Abundance Scan 841 (7.140 min): BF142738.D\data.ms (-837) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
51.0 70 ‘ ‘ 6.80 7.00 7.20 7.40
b b SOl L L w7 165,10 93.41%
m/z--> 20 60 80 100 120 140
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  47.25%
T \‘\‘\ \““\ \“}‘\“‘1‘\?6\‘*?\ \“\ T “‘H\ \Ul T \‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 /\ j\
\\‘\\\\‘\\\\‘\\\\’\\\\‘/
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.00  26.80%
91.0
39.0 65.0
LR i 1
miz--> 20 40 60 80 100 120 140 M
Abundance #17027: Benzene, 1,4-diethyl- A
119.0 6.80 7.00 7.20 7.40
m/z 77.00 19.95%
5000 134.0
91.0
41.0
U vl I N P O NN Ul VLY L WY
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.210 20.70 ng 349776  1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 93
Abundance Scan 853 (7.210 min): BF142738.D\data.ms (-848) (-) m/z 119.10 100.00%
119.1
5000 73.1
134.1
91.1
‘ ‘ 6.80 7.00 7.20 7.40 7.60
SRS W ol L b Ll sz 73,100 42.51%
miz--> 20 40 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 BEEEREEEEE R
134.0 6.80 7.00 7.20 7.40 7.60
910 m/z 134.05 34.08%
15\0 \ 39\,\0 L 80 ‘ Ll
i L nn nn il
\\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\‘\\\\‘\
miz--> 20 60 80 100 120 140
Abundance #16998: 0-Cymene
110.0 A
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.10 19.39%
134.0
91.0
41.0 65.0
S YNt R PSS PR RN
miz--> 20 40 60 80 100 120 140
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl- e e N
119.0 6.80 7.00 7.20 7.40 7.60
m/z 105.10  17.00%
5000
134.0
15.0 39.0 65.0 91.0
S . ““‘ VRSN ‘ el e e
m/z--> 20 60 80 100 120 140 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\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzenemethanol, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.775 10.58 ng 269585  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenemethanol, 4-methyl- 122 C8H100 000589-18-4 95
2 3-Methylbenzyl alcohol 122 C8H100 000587-03-1 95
3 Benzene, 1l-methoxy-2-methyl- 122 C8H100 000578-58-5 62
4 Benzenemethanol, .alpha.-methyl- 122 C8H1e0 000098-85-1 60
5 Phenol, 3-ethyl- 122 C8H100 000620-17-7 58
Abundance Scan 949 (7.775 min): BF142738.D\data.ms (-945) (-) m/z 91.10 100.00%
911 1991
5000
65.0
39.0
‘ ‘ ‘ | | 148.1 7.40 7.60 7.80 8.00
e B W B 2070 s 100,10 85.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11358: Benzenemethanol, 4-methyl-
107.0
79.0
5000
51.0 7.40 7.60 7.80 8.00
' m/z 107.00  81.38%
27.0 ‘ ‘
‘\\H}M\‘\M‘\“!‘\‘\\‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11341: 3-Methylbenzyl alcoho
122.0
91.0 7.40 7.60 7.80 8.00
5000 m/z 79.10 71.21%
39.0 65.0
‘1‘5‘-9“«\u“uJ‘:u}w‘;‘m‘;‘J‘lu““m‘kww_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11377: Benzene, 1-methoxy-2-methyl- R A RAARNREERS
122.0 7.40 7.60 7.80 8.00
m/z 77.00 67.30%
5000
91.0
39.0 50
150 L L
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.910 14.17 ng 361135 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
3 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 68
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64
Abundance Scan 972 (7.910 min): BF142738.D\data.ms (-967) (-) m/z 117.10 100.00%
117.1
5000
91.0
51.0 74 E 1 7.60 7.80 8.00 8.20

S PO OO AT VI > 2621 n/z 119.10 42.48%

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

Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 7.60 7.80 8.00 8.20
510 m/z 132.05 37.40%
27.0 ' ‘
\\\‘\‘\\\“i‘\\m\‘“H\?i‘”.{ﬁ)’\\‘}\"m\\ ’\‘U\‘\’\\\\’\\\
miz--> 20 40 60 80 100 120 140 160

Abundance #16107: 1-Phenyl-1-butene
=L

7.60 7.80 8.00 8.20

5000 m/z 115.16  30.17%
91.0
51.0 ‘
S T 0 Y Lﬂ, B M
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- DA A e A e
117.0 7.60 7.80 8.00 8.20

m/z 131.05 19.70%

e A

m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

5000

0 91.0
51.
27.0 L . 74. \‘ i -
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\

Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 Benzene, 1l-ethenyl-4-methyl- Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
8.345 10.49 ng 267467 Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 83
2 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 64
3 .alpha.-Methylstyrene 118 C9H1e 000098-83-9 52
4 3-Phenyl-1-propanol, acetate 178 C11H1402 000122-72-5 50
5 Diglycolic acid, hexyl 3-phenylp... 336 C19H2805 1000382-17-5 35
Abundance Scan 1046 (8.345 min): BF142738.D\data.ms (-1039) (-) m/z 118.10 100.00%
118.1
- e M
1o L AN AT OV, G
8.00 8.20 8.40 8.60
6.1
Hwmw“uJ‘um‘;‘uMHw(?'?‘:””mi“ﬁl‘ml‘?"?"l‘ m/z 117.10  85.18%
m/z--> 20 60 80 100 120 140 160
Abundance #10208: Benzene, 1-ethenyl-4-methyl-
118.0
5000 8.00 8.20 8.40 8.60
91.0 e e .
39.0 m/z 79.05 39.21%
' 63.0
\\\‘\‘\\\““\\“‘\‘\H““i‘\\”1“‘\\“‘\\“‘\\\‘ L L L B
miz--> 20 40 60 80 100 120 140 160
Abundance #10204: Benzene, 1-ethenyl-3-methyl-
118.0
R e AR
8.00 8.20 8.40 8.60
5000 m/z 77.05 37.99%
91.0
39.0 58.0 ‘
P N Y N | N —
m/z--> 20 40 60 80 100 120 140 160
Abundance #10201: .alpha.-Methylstyrene A T
118.0 8.00 8.20 8.40 8.60
m/z 91.05 32.92%
5000
78.0
51.0
m/z--> 20 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF061125.M Thu Jun 19 08:44:09 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Phenol, 2-ethyl-4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.363 11.47 ng 292266  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 91
2 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 91
3 Benzene, 1l-ethyl-4-methoxy- 136 C9H120 001515-95-3 90
4 p-Cumenol 136 C9H120 000099-89-8 90
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 86
Abundance Scan 1049 (8.363 min): BF142738.D\data.ms (-1047) (-) m/z 121.10 100.00%
121.1
5000
91.1
30.0 65.0 | | 1371 8.00 8.20 8.40 8.60
e b T T m/z 136,85 40.73%
m/z--> 20 40 60 80 100 120 140
Abundance #18879: Phenol, 2-ethyl-4-methyl-
121.0
5000 L L R R B L B B
8.00 8.20 8.40 8.60
m/z 91.10  15.26%
91.0
27.0 L 5]T.\O 6\7'0 ‘u ‘\ L ‘\ L1 ‘ 1 “7.0
\\\‘\\\\‘\\\\‘\f\f{\\f\‘\\\\‘\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #18883: Phenol, 3-ethyl-5-methyl-
121.0
N RN L RRERES T
8.00 8.20 8.40 8.60
5000 m/z 77.00 10.21%
91.0
39.0 137.0
150 4 e 20 b b TS
m/z--> 20 40 60 80 100 120 140
Abundance #18919: Benzene, 1-ethyl-4-methoxy- E  EEBRaREsaE R
121.0 8.00 8.20 8.40 8.60
m/z 122.05 8.79%
5000
270 510 7.0 | 1050 | 147.0 W
\\\‘\\\\‘\\\\‘\\\\“\\\\‘\‘\\\‘\\\‘\“\\\\ \‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 1H-Inden-5-0l, 2,3-dihydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.440 76.78 ng 1957120  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Inden-5-01, 2,3-dihydro- 134 C9H1e0 001470-94-6 60
2 1H-Inden-1-0l, 2,3-dihydro- 134 C9H1e0 006351-10-6 58
3 Pyrazine, 2-methyl-5-(2-propenyl)- 134 C8H1ON2 055138-63-1 38
4 Pyrazine, 2-methyl-3-(2-propenyl)- 134 C8H1ON2 055138-62-0 38
5 Pyrazine, 2-methyl-6-(1-propenyl... 134 C8H1ON2 055138-67-5 38
Abundance Scan 1062 (8.440 min): BF142738.D\data.ms (-1053) (-) m/z 133.00 100.00%
133.0
5000 91.1 J
51.0 115 \\\\‘\\\\‘\\\\‘\\\\’\\\
‘ ‘ H 74 M 8.20 8.40 8.60 8.80
SR PR Y 01 P “ by Il ‘MM il m/z 121.10  60.75%
m/z--> 20 40 60 80 100 120 140
Abundance #17579: 1H-Inden-5-0l, 2,3-dihydro-
133.0
5000
8.20 8.40 8.60 8.80
g1 70 1050 m/z 91.10 50.29%
27.0 ‘ ‘
T ‘ \‘\ T \“ T \“H\ “‘\H\ \‘HH‘ T \“\ T ‘ }“ \m“ T \H ‘\ ‘ T T T
m/z--> 20 100 120 140
Abundance #17582. 1H—Inden—1—0|, 2,3-dihydro-
138.0
R EREmEEEE
8.20 8.40 8.60 8.80
5000 m/z 134.00 50.17%
115.0
51.0 9o
““%?Q‘H“W“*‘7%P“Ni“m“ﬁ“‘wh““‘
miz--> 20 40 60 80 100 120 140
Abundance #17466: Pyrazine, 2-methyl-5-(2-propenyl)- E ARREER R
133.0 8.20 8.40 8.60 8.80
m/z 136.05 39.79%
5000
39.0
66.0 108.0
‘ H 92.0
SRR B PSS N MU NSRS NS e R A
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzoic acid, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.592 35.69 ng 909883  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 97
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 90
3 Benzeneacetic acid 136 C8H802 000103-82-2 60
4 Phthalan 120 C8H80 000496-14-0 47
5 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 43
Abundance Scan 1088 (8.592 min): BF142738.D\data.ms (-1075) (-) m/z 91.05 100.00%
91.0
136.1
5000 1191
65.0 R R ERE R
39. ‘ ‘ 8.20 8.40 8.60 8.80 9.00
““““,uuw“w“‘H‘ ‘J‘,N“MM“NJ““‘ m/z 136.05 66.96%
m/z--> 20 40 80 100 120 140
Abundance #18707 Benzmcacm 3-methyl-
91.0
136.0
5000
119.0 8.20 8.40 8.60 8.80 9.00
65.0 m/z 119.05  38.05%
\\\‘\\\\’4.?.\(‘)‘\\““\\\“\\H!\’\\\\‘\\\‘\“\\\\
miz--> 20 40 80 100 120 140
Abundance #18703.Benzok:add,44neﬂwh
91.0 136.0
119.0 J\«‘«“‘,
8.20 8.40 8.60 8.80 9.00
5000 m/z 65.00 20.38%
39.0 65.0
miz--> 20 40 80 100 120 140
Abundance #18695.Benzeneaceﬂcacm R  EARAREEES L EES e
91.0 8.20 8.40 8.60 8.80 9.00
m/z 92.05 14.84%
5000
136.0
65.0
m/z--> 20 40 80 100 120 140 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\

Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Benzoic acid, 4-methyl- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
8.651 22.04 ng 561882  Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 95
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 76
3 Benzeneacetic acid 136 C8H802 000103-82-2 60
4 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 53
5 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 49
Abundance Scan 1098 (8.651 min): BF142738.D\data.ms (-1092) (-) m/z 91.10 100.00%
91.1
136.1
119.1
5000
w00 050 ISVAL I YA S0 e S0
‘ “ | 8.40 8.60 8.80 9.00
SR MM“ il bl 3920 7 136,05 67.62%
m/z--> 20 80 100 120 140 160
Abundance #18705.Benzmcacm,44nemyb
91.0
119.0136.0
5000 L L R B B R
8.40 8.60 8.80 9.00
65.0 m/z 119.10 59.37%
miz--> 20 100 120 140 160
Abundance #18707.Benzou:add,34neﬂwh
91.0
136.0 R ERAEERENEEEE
8.40 8.60 8.80 9.00
5000 m/z 65.00 21.09%
119.0
65.0
45.0 “
R T S | T | M
m/z--> 20 80 100 120 140 160
Abundance #18692: Benzeneacetic acid  RERRRRRRER RERE A
91.0 8.40 8.60 8.80 9.00
m/z 92.05 13.91%
5000
136.0
65.0
39.0 ‘
‘ | I 118.0 .
“"““““““““““““‘ s e BRAREREEE Aa e
m/z--> 20 80 100 120 140 160 8.40 8.60 8.80 9.00

8270-BF061125.M Thu Jun 19 08:44:13 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\

Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 Phenol, 3,4,5-trimethyl- Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
8.898 24.16 ng 615795 Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 83
2 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 46
3 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 46
4 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 38
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 38
Abundance Scan 1140 (8.898 min): BF142738.D\data.ms (-1130) (-) m/z 69.00 100.00%
69.0
121.1
5000
41.1
1031 \\\‘\\\\‘\\\\‘\\\\‘\\\\
| ‘ H h ‘ | 15?-1 8.60 8.80 9.00 9.20
“““‘HN‘HWMHNE‘W“‘”‘ V‘uwh‘uhu‘u‘u“ m/z 121.05  74.34%
m/z--> 20 40 60 100 120 140 160
Abundance #18851: Phenol, 3,4,5-trimethyl-
121.0
5000 I R R R
8.60 8.80 9.00 9.20
39.0 91.0 m/z 136.05  39.32%
150 0 | |
T \ ‘ \‘\‘\ \H‘ ‘m‘\ “‘\“‘\ T \“‘ T “\ “\H\ T \ “\ \]\.\‘8‘.\0\ T ‘ T
miz--> 20 60 80 100 120 140 160
Abundance #18850: Phenol, 2,3,6-trimethyl-
121.0
e e R
8.60 8.80 9.00 9.20
5000 m/z 41.10 34.73%
91.0
39.0 65.0
20, Mw m‘:“ m ‘ il 1880
m/z--> 20 100 120 140 160
Abundance #18860.Phen0L2;&54nnuﬂhyk e AARARa R
121.0 8.60 8.80 9.00 9.20
m/z 39.05 30.66%
5000
39.0 91.0
‘ 65.0 ‘
m/z--> 20 0 100 120 140 160 8.60 8.80 9.00 9.20

8270-BF061125.M Thu Jun 19 08:44:14 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\

Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 1-Methylindan-2-one Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.987 9.95 ng 253525  Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Methylindan-2-one 146 C10H100 035587-60-1 97
2 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 91
3 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 87
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 72
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 58

Abundance Scan 1155 (8.987 min): BF142738.D\data.ms (-1150) () | m/z 131.00 100.00%
131.0
5000
103.1
77.0
51.0 [Tr T o Tyt
‘ ‘ ‘ ]W 0.1 8.60 8.80 9.00 9.20 9.40
e el WL sz 146,05 66.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24910: 1-Methylindan-2-one
131.0
5000
103.0 8.60 8.80 9.00 9.20 9.40
51.0 77.0 m/z 103.10 37.25%
UL ‘2§7q \" T \“i \““\‘\ \Hl“‘ T \h‘\ T ‘u‘\ T ‘ T }‘! T ‘ \“\ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0
AR
8.60 8.80 9.00 9.20 9.40
5000 m/z 117.85 33.89%
103.0
39.0 58 77.0 ‘
SN v T T N .-
m/z--> 20 60 80 100 120 140 160
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl- AR ERRaERESE R S
131.0 8.60 8.80 9.00 9.20 9.40
m/z 77.00 26.27%
5000
510770 1030
27.0
‘m‘“m“ ““‘1“1‘8.‘0“” R A RAAAE REa T
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Benzoic acid, 2,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.040 13.70 ng 349129 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,5-dimethyl- 150 C9H1e02 000610-72-0 96
2 para-Methylbenzyl formate 150 C9H1e02 1000368-93-7 76
3 Benzoic acid, 2,6-dimethyl- 150 C9H1002 000632-46-2 70
4 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 64
5 o-Tolylacetic acid 150 C9H1e02 000644-36-0 58

Abundance Scan 1164 (9.040 min): BF142738.D\data.ms (-1158) (-) m/z 105.10 100.00%

106.1 150.1
132.0
5000 77.0
510 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ ‘ Lm H H 8.80 9.00 9.20 9.40
““““‘w‘w‘,mh‘mi‘u“‘ N S | G - m/z 150.05  95.08%
m/z--> 20 40 60 80 100 120 140
Abundance #28343: Benzoic acid, 2,5-dimethyl-
105.0 132.0 150.0
5000 LB B B I R L R
77.0 8.80 9.00 9.20 9.40
51.0 m/z 104.10 84.73%
70 o]
\\\‘\‘\\\‘\\‘H\"‘\M\\\‘\\\\‘ ‘\\\‘\\“‘\‘\\“\\
miz—-> 20 40 60 80 100 120 140
Abundance #28308: para-Methylbenzyl formate
105.0 150.0
e
8.80 9.00 9.20 9.40
5000 m/z 132.00 65.37%
77.0
122.0
39.0 ‘ |
SRV S P NP ) VR N NS
miz--> 20 40 60 80 100 120 140
Abundance #28337: Benzoic acid, 2,6-dimethyl-
132.0 150.0 8.80 9.00 9.20 9.40
' m/z 77.05 37.58%
104.0
5000
77.0
27.0 h
SN ‘ : “1“,“““ : “‘ - m SN IR A
m/z--> 20 40 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Benzoic acid, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.081 26.34 ng 547651  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 95
2 Benzoic acid, 2,4-dimethyl- 150 C9H1002 000611-01-8 93
3 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 83
4 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 76
5 Benzamide, 2-(methylamino)- 150 C8H10N20 007505-81-9 53
Abundance Scan 1171 (9.081 min): BF142738.D\data.ms (-1167) (-) m/z 132.05 100.00%
132.1150.1
105.1
5000 77.0
51.0 R e ARRnaan
‘ \LJ H ‘ 8.80 9.00 9.20 9.40
R u‘:‘u S - m/z 150.85 86.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28336: Benzoic acid, 2,6-dimethyl-
132.0
150.0
104.0
5000 U L L B R
51.0 77.0 8.80 9.00 9.20 9.40
m/z 105.10 62.89%
\\\’\\\\‘i”\‘\ \““}“\\H}h‘\\“\\’ \\\‘\\ “\‘\\“\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #28344: Benzoic acid, 2,4-dimethyl-
132.0150.0
R RARmwmmEaETE
105.0 8.80 9.00 9.20 9.40
5000 m/z 104.10 47.59%
51.0 77.0
T
SN O T A ROV RSN A
m/z--> 20 40 60 80 100 120 140 160
Abundance #28332: Benzoic acid, 2,3-dimethyl- R e A ERRANRNES
132.0150.0 8.80 9.00 9.20 9.40
m/z 77.05 37.83%
105.0
5000
77.0
51.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Benzoic acid, 3,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.351 18.09 ng 376097  Acenaphthene-di0 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 97
2 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 96
3 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 87
4 m-Tolylacetic acid 150 C9H1002 000621-36-3 81
5 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002 000492-37-5 81
Abundance Scan 1217 (9.351 min): BF142738.D\data.ms (-1208) (-) m/z 105.05 100.00%
106.1
150.0
5000
77.0 133.0
 RRERNRIE SR St
51"0 | | | 9.00 9.20 9.40 9.60
"""‘uMJJU‘NWwNJ‘uﬁl‘pm“ﬂp“ﬂh“WM“ m/z 150.00 80.01%
m/z--> 20 40 60 80 100 120 140
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000 L L IR B R B
77.0 133.0 9.00 9.20 9.40 9.60
51.0 m/Z 91.05 36.04%
T ‘2\7‘\.(\)\“‘ \‘ \“H\ "‘\‘\ \h}“‘ T \‘} T “‘MJ\ T “\ T 1“\ ‘ T \H\ T ‘
miz—-> 20 40 60 80 100 120 140
Abundance #28340: Benzoic acid, 3,5-dimethyl-
105.0 150.0
T
9.00 9.20 9.40 9.60
5000 m/z 133.00  29.98%
133.0
77.0
20 7% | ‘ | |
S S O RN VI S N VG S
m/z--> 20 40 60 80 100 120 140
Abundance #28343: Benzoic acid, 2,5-dimethyl- T e R
105.0 132.0 150.0 9.00 9.20 9.40 9.60
m/z 77.00 28.81%
5000
77.0
51.0
7o b d L]
\H‘\‘\ \ w‘“m‘”\ ,‘HM Pl ‘H‘w T Al - \“\ - SRR REEEEEEER
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 1H-Indene-4-carboxaldehyde,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.498 11.47 ng 238555  Acenaphthene-die 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 70
2 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 64
3 1H-Imidazole, 4,5-dihydro-2-phenyl- 146 C9H1@N2 000936-49-2 64
4 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 52
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 42
Abundance Scan 1242 (9.498 min): BF142738.D\data.ms (-1237) (-) m/z 117.05 100.00%
117.1 146.1
5000
91.0 A
39.0 67-0 “ | | L6a1 9.50
— A ol 2R m/z 146.05  94.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #24962: 1H-Indene-4-carboxaldehyde, 2,3-dihydro-
117.0
146.0 A
5000 L o T
9.50
390 630 91.0 ‘ m/z 118.10  46.12%
\\\‘\‘\‘\ \““\ \“\\“‘\‘\ \“\“\\“\\“\\\ ‘\!‘\\‘\‘\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
———
9.50
m/z 145.00  38.99%
5000 910 /
390 63.0
e N S W AU I
m/z--> 20 40 60 80 100 120 140 160 \ AA
Abundance #25720: 1H-Imidazole, 4,5-dihydro-2-phenyl- NS —
117.0 9.50
146.0 m/z 115.05 36.69%
5000
77.0
51.0
\\\E?Q\NH“\‘HW1‘\W2%Q\\mw\\\‘ﬂ\\‘\\\ ——
m/z--> 20 40 60 80 100 120 140 160 9.50

8270-BF061125.M Thu Jun 19 08:44:18 2025 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 wunknown11.139 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.139 22.94 ng 404571  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7H9NO3 1010156-45-5 40
2 2-Butenoic acid, 2-propenyl ester 126 C7H1002 020474-93-5 40
3 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C10H2203 1000432-16-8 39
4 Ethyl cyclopropanecarboxylate 114 Cé6H1e02 004606-07-9 38
5 2-Decene, 2-methyl- 154 C11H22 023381-92-2 9

Abundance Scan 1521 (11.139 min): BF142738.D\data.ms (-1515) (- m/z 69.00 100.00%

69.0
5000
41.0

. T ‘ T T ‘ T
m 103.0 155.1 11.00 11.50

el 1280 T, 189 s 41,05 21.30%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32575: Oxazolidin-2-one, N-[(E)-butenoyl]-
69.0

5000 — =
41.0 11.00 11.50

m/z 87.00 15.42%

155.0
\\\‘\“\‘\\‘“i\\\‘\ ‘\\‘%?'\q‘\\\\]‘_2\?.\0\‘\\\‘\’\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12795: 2-Butenoic acid, 2-propenyl ester
69.0

— e
11.00 11.50

5000 m/z 43.00 14.62%

41.0
111.0
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #64375: 3-Methyl-3-(3-hydroxy-3-methylbutoxy)butanol —— —
69.0 11.00 11.50

m/z 39.05 11.59%

5000
43.0
145.0
89.0
| H‘ | \‘ \ﬁ 119.0 ‘

|
: 7
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acq On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@61125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 unknownl2.875 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.875 13.01 ng 235028 Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,3,7-Trimethyl-4-oxa-7-octen-1-01 172 C10H2002 069161-47-3 36
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 33
3 Pentanoic acid, 2-hydroxy-4-meth... 160 C8H1603 010348-47-7 33
4 2-Butenoic acid, 1-methylpropyl ... 142 C8H1402 010371-45-6 9
5 1,3-Butylene glycol dimethacrylate 226 C12H1804 001189-08-8 9
Abundance Scan 1816 (12.875 min): BF142738.D\data.ms (-1812) (- m/z 69.05 100.00%
69.0
5000 J\v\
o o 12:50 13.00
103.0 | : :
H‘_H‘Hm“w‘!wﬂ‘”wu‘“1‘2“?;9‘Hm_u;u}?‘l;‘lw‘“2‘4‘1"‘1‘ m/z 155.05  19.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47076: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol
69.0
5000 e A
31.0 12.50 13.00
990 m/z 41.05 18.17%
M‘\ Al \\H | ‘\ ‘u }2\70 1550
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
— ——
12.50 13.00
5000 m/z 87.00 15.79%
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36727: Pentanoic acid, 2-hydroxy-4-methyl-, ethyl ester = —
69.0 12.50 13.00
43.0 m/z 43.05  13.47%
5000
104.0
R VP Y L. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142738.D

Acqg On : 11 Jun 2025 16:49

Operator : RC/JU

Sample : Q2268-07

Misc : MW-6-20250605

ALS vial : 17 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|
unknown3.934 3.934 11.4 ng 192992 1 6.893 337886 20.0
Benzene, 1l-ethy... 6.951 45.7 ng 771834 1 6.893 337886 20.0
Benzene, 1,3-di... 7.140 10.2 ng 172893 1 6.893 337886 20.0
Benzene, 2-ethy.. 7.210 20.7 ng 349776 1 6.893 337886 20.0
Benzenemethanol... 7.775 10.6 ng 269585 2 8.175 509819 20.0
Benzene, 2-ethe... 7.910 14.2 ng 361135 2 8.175 509819 20.0
Benzene, 1l-ethe... 8.345 10.5 ng 267467 2 8.175 509819 20.0
Phenol, 2-ethyl... 8.363 11.5 ng 292266 2  8.175 509819 20.0
1H-Inden-5-01, ... 8.440 76.8 ng 1957120 2  8.175 509819 20.0
Benzoic acid, 3... 8.592 35.7 ng 909883 2 8.175 509819 20.0
Benzoic acid, 4... 8.651 22.9 ng 561882 2 8.175 509819 20.0
Phenol, 3,4,5-t... 8.898 24.2 ng 615795 2 8.175 509819 20.0
1-Methylindan-2... 8.987 9.9 ng 253525 2 8.175 509819 20.0
Benzoic acid, 2... 9.040 13.7 ng 349129 2 8.175 509819 20.0
Benzoic acid, 2... 9.081 26.3 ng 547651 3 9.928 415814 20.0
Benzoic acid, 3... 9.351 18.1 ng 376097 3  9.928 415814 20.0
1H-Indene-4-car... 9.498 11.5 ng 238555 3 9.928 415814 20.0
unknown11.139 11.139 22.9 ng 404571 4 11.416 352780 20.0
unknownl2.875 12.875 13.0 ng 235028 5 14.063 361262 20.0
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