LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acqg On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF142734.D\data.ms

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

# min scan scan scan TY height area % max. total
1  2.305 9 19 27 rBV3 27259 87856 1.72% ©.187%
2 2.569 51 64 74 rVB3 80997 254701 5.00% 0.543%
3 2.787 95 101 112 rVB3 50971 126340 2.48% 0.269%
4 3.069 144 149 158 rVB2 36607 82737 1.62% 0.176%
5 3.416 196 208 211 rBv4 22005 55133 1.08% 0.118%
6 3.457 211 215 232 rVB4 30608 77983 1.53% 0.166%
7 3.634 232 245 248 rBV4 22309 69654 1.37% 0.148%
8 3.681 248 253 259 rVvB 86663 157268 3.09% 0.335%
9 3.763 259 267 273 rBvV3 52789 112082 2.20% 0.239%
106 3.981 300 304 308 rVB 45402 66286 1.30% 0.141%
11 4.040 308 314 319 rBV 85870 138123 2.71% 0.294%
12 4.375 364 371 374 rBv4 28731 60697 1.19% 0.129%
13 4.557 398 402 407 rBV2 40810 59021 1.16% 0.126%
14 4.663 413 420 429 rBV2 119739 204404 4.01% 0.436%
15 4.904 455 461 464 rBV3 37901 62267 1.22% 0.133%
16 5.040 476 484 491 rVB5 31180 103431 2.03% 0.220%
17 5.110 491 496 502 rW 50689 78180 1.53% 0.167%
18 5.181 502 508 512 rvw4 35152 64640 1.27% 0.138%
19 5.234 512 517 527 rVB4 29242 63857 1.25% 0.136%
20 5.387 536 543 548 rVB 2315330 3228422 63.33% 6.881%
21 5.510 555 564 570 rVB 2920094 5097719 100.00% 10.865%
22 6.063 653 658 663 rBv 344323 426590 8.37% 0.909%
23 6.351 703 707 712 rVB 591631 756143 14.83% 1.612%
24  6.416 712 718 720 rBV2 78863 105457 2.07% ©.225%
25 6.451 720 724 727 rBV 691771 791414 15.52% 1.687%
26 6.493 727 731 734 rBV 712711 993384 19.49% 2.117%
27 6.581 741 746 751 rBV 835637 1033406 20.27% 2.203%
28 6.722 762 770 775 rBV 2181224 2881555 56.53% 6.142%
29 6.840 783 790 795 rBV3 58102 130068 2.55% 0.277%
30 6.893 795 799 803 rVW 274880 362548 7.11% 0.773%
31 6.951 804 809 814 rVV 1076947 1380989 27.09%  2.943%
32 7.022 818 821 822 rVV 47696 54045 1.06% 0.115%
33 7.075 825 830 837 rVV 1985669 2621324 51.42% 5.587%
34 7.140 837 841 848 rVB2 399655 519139 10.18% 1.107%
35 7.210 848 853 861 rVB 431355 622819 12.22% 1.328%

36 7.287 861 866 871 rBvV2 235803 324276 6.36% ©.691%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acqg On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF061125.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.357 873 878 885 rVW2 200606 391429 7.68% 0.834%
38 7.428 885 890 893 rVV 1092720 1654865 32.46% 3.527%
39 7.463 893 896 901 rVB2 1320900 1704486 33.44% 3.633%
40 7.540 905 909 912 rVv2 58814 81919 1.61% 0.175%
41  7.575 912 915 923 rVB2 120385 167319 3.28% 0.357%
42 7.663 924 930 932 rBV 569326 750072 14.71% 1.599%
43 7.687 932 934 938 rVB 340864 364825 7.16% 0.778%
44 7.740 938 943 946 rBV 75010 102671 2.01% 0.219%
45 7.781 946 950 954 rVW2 73227 107881 2.12% 0.230%
46 7.845 954 961 967 rVB 674378 973090 19.09% 2.074%
47 7.916 967 973 984 rBV 1274943 2073381 40.67% 4.419%
48 8.916 988 990 993 rVV 103273 114961 2.26%  0.245%
49 8.045 993 995 998 rvB 57715 55573 1.09% 0.118%
50 8.204 1004 1022 1027 rBV2 2020365 3865821 75.83%  8.240%
51 8.251 1027 1030 1035 rVB2 182717 237521 4.66% 0.506%
52 8.351 1045 1047 1053 rVB5 29419 52804 1.04% 0.113%
53 8.451 1053 1064 1068 rBV2 125544 262501 5.15% 0.560%
54 8.557 1079 1082 1086 rVB 120834 145532  2.85% ©.310%
55 8.640 1092 1096 1100 rBvV2 92914 139298 2.73% 0.297%
56 8.681 1100 1103 1108 rVB3 82786 120026 2.35% 0.256%
57 8.763 1114 1117 1122 rVB 146550 187761 3.68% 0.400%
58 8.839 1122 1130 1133 rBv4 42913 77763 1.53% 0.166%
59 8.892 1133 1139 1145 rBV 747055 988211 19.39% 2.106%
60 8.987 1150 1155 1159 rVV 494853 640153 12.56% 1.364%
61 9.051 1163 1166 1172 rVB3 97230 166399 3.26% 0.355%
62 9.175 1180 1187 1195 rVB4 92982 193580 3.80% 0.413%
63 9.251 1195 1200 1205 rVB 1499281 1850853 36.31% 3.945%
64 9.334 1209 1214 1219 rBV3 77712 141509 2.78% 0.302%
65 9.516 1239 1245 1249 rBV4 76400 160520 3.15% 0.342%
66 9.587 1254 1257 1267 rVB3 53777 137077 2.69% 0.292%
67 9.669 1267 1271 1280 rBV5 23801 60473 1.19% 0.129%
68 9.934 1310 1316 1324 rBV 368628 482449  9.46% 1.028%
69 10.022 1324 1331 1339 rVB2 83772 138913 2.73% 0.296%
70 10.134 1346 1350 1354 rVB 47829 63916 1.25% 0.136%
71 10.192 1354 1360 1366 rVB2 126671 230606 4.52% 0.492%
72 10.645 1432 1437 1445 rBvV2 40970 74064 1.45% 0.158%
73 10.722 1445 1450 1464 rVB 845316 1128020 22.13% 2.404%
74 10.851 1467 1472 1479 rVB2 41090 64596 1.27% 0.138%
75 10.986 1487 1495 1498 rBV 51797 106901 2.10% ©0.228%
76 11.286 1541 1546 1555 rBV2 45602 85443 1.68% 0.182%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acqg On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

77 11.422 1564 1569 1577 rBV 326012 452518 8.88% ©.965%
78 11.945 1653 1658 1670 rBV2 123073 202488 3.97% 0.432%
79 12.680 1772 1783 1787 rBV2 70278 180276 3.54% 0.384%
80 12.727 1787 1791 1804 rVB 85377 151917 2.98% 0.324%
81 13.010 1833 1839 1844 rBV 1201779 1568034 30.76%  3.342%
82 14.063 2013 2018 2027 rBV 267398 352405 6.91% 0.751%

83 15.563 2266 2273 2286 rVB 256287 409828 8.04% 0.874%

Sum of corrected areas: 46916606
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
BF142734.D

: 11 Jun 2025 14:50

: RC/JU

: Q2268-03

MW-2-20250605

: 13 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

Time-->

2500000

2000000

1500000

1000000

500000

Abundance TIC: BF142734.D\data.ms

5.510
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6.722
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664 31

6.35

6.063 6
2.305 25692787 3.069 33152%58816339080  4373.557%% 4 ombanmass - 6.8407.
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Time-->
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Time-->
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Abundance TIC: BF142734.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 2-Hexene, 3-methyl-, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.569 14.05 ng 254701 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 64
2 2-Hexene, 2-methyl- 98 C7H14 002738-19-4 55
3 3-Methyl-3-hexene 98 C7H14 003404-65-7 50
4 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 50
5 1,3-Pentadiene, 2,4-dimethyl- 96 C7H12 001000-86-8 45
Abundance  Scan 64 (2.569 min): BF142734.D\data.ms (-51) (-) m/z 41.05 100.00%
41.0 69.1
81.0
55.0
5000
98.1

H 2.40 2.60 2.80 3.00
‘w“H"H"H‘:m“thH‘uJ$J‘HM;N“_n«q“H m/z 69.10  98.01%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3796: 2-Hexene, 3|nethyL (2)-
41.0 69.0
55.0 _AMN

5000 SadviRAs Naw e
98.0 2.40 2.60 2.80 3.00
27.0

‘ m/z 81,05 79.38%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3744: 2-Hexene, 2-methyl-
41.0 69.0

2.40 2.60 2.80 3.00

5000 m/z 55.05  55.87%
28.0 55.0 98.0
15.0 I | 83\'0
“_“w"H,‘H"H“p“w“u“u‘,u“_“w“u
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3726: 3-Methyl-3-hexene e AR ma
41.0 55.0 69.0 2.40 2.60 2.80 3.00

m/z 98.10  36.22%

5000
27.0 98.0 /
83.0
so | ® il

L o o Mot A A o e R RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS Vial : 13  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 2 Cyclopentene, 4,4-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.681 8.68 ng 157268 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 87
2 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 87
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
4 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
5 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 87
Abundance Scan 253 (3.681 min): BF142734.D\data.ms (-248) (-) m/z 81.10 100.00%

81.1
5000
96.0

39.0 53.0 67.0 ‘ \H‘\\\\‘\\H’\\\\‘\\H

3.40 3.60 3.80 4.00

",mWm‘w,mMwum“‘:"MMHwuu“u_‘l“l?c?u m/z 96.05 30.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0
5000 L L L L L L L I IR

3.40 3.60 3.80 4.00
270 53.0 96.0 m/z 79.85 23.83%
15.0 H

‘ 67.0 ‘ ‘
\\’\\\\‘\\\\‘\\\\’\\\\i‘\“\\‘\\‘\M‘\\\‘\‘f\\\‘\\‘\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3227: 2,4-Heptadiene, (E,E)-

81.0

\\\‘\\\\‘\\\\’\\V\‘\\\\

3.40 3.60 3.80 4.00

5000 ITI/Z 95.10 19.12%
41.0 96.0
27.0 53.0 670
AR RRARARARRR AR RARAN RSN RR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)- coc e Y
81.0 3.40 3.60 3.80 4.00

m/z 39.05 17.14%

5000

M 53.0 7.0 96.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 3 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
4.663 11.28 ng 204404  1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 93
2 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 90
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 76
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 74
5 3-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140 081396-36-3 64
Abundance Scan 420 (4.663 min): BF142734.D\data.ms (-413) (-) m/z 95.05 100.00%

95.0
5000 55.0

H 4.40 4.60 4.80 5.00
bbbl e 2070y 55,05 40.00%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0

5000 e
67.0 4.40 4.60 4.80 5.00

m/z 67.05 31.41%

39.0
\1\5’\.‘0\‘”\\M\\‘HH\‘\H\\Hi‘\\‘\‘r“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl- AM\M
95.0

41.0 67.0 4.40 4.60 4.80 5.00
' 41.05 22.46%

5000 m/z
miz--> 20 40 60 80 100 120 140 160 180 200

|
Abundance #6744 1,3-Dimethyl-1-cyclohexene N EREERR RS R
95.0 4.40 4.60 4.80 5.00

m/z 97.10  21.49%

5000 67.0
41 0 /\/\/\ j\

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 4 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.387 178.10 ng 3228420 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 94
2 o-Xylene 106 C8H1e 000095-47-6 76
3 p-Xylene 106 C8H1e 000106-42-3 72
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 59
5 N-(Benzyloxy)-2,2,2-trifluoroace... 219 C9H8F3NO2 174075-91-3 50
Abundance Scan 543 (5.387 min): BF142734.D\data.ms (-536) (-) m/z 91.05 100.00%
91.0
5000
106.1
R R R
a1 51.0 65.0 7g.1 5.00 5.20 5.40 5.60 5.80
oot el myz 106,10 31.70%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0
5000 I L L B
106.0 5.00 5.20 5.40 5.60 5.80

m/z 51.05 10.71%

51.0
27.0 65.0 78.0
\\\J-‘.g\\%ﬂ‘.\(\)‘\H‘\‘HH“\H\“\H‘\‘\‘\\‘\HH“HH“EH\‘\‘\‘\‘\‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5729: 0-Xylene
91.0
T e
5.00 5.20 5.40 5.60 5.80
5000 106.0 m/z 65.00  10.16%
51.0 77.0
WW_W‘2‘7:?‘”“_”‘;‘1‘”‘%9_‘“!uw‘xw“m_m
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5720: p-Xylene e e
91.0 5.00 5.20 5.40 5.60 5.80
m/z 77.05 8.69%
106.0
5000
51.0 77.0
e 240 200 840 e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80

8270-BF061125.M Thu Jun 19 08:43:11 2025 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 5 Benzene, (1-methylethyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.063 23.53 ng 426590 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 80
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 80
Abundance Scan 658 (6.063 min): BF142734.D\data.ms (-653) (-) m/z 105.10 100.00%
105.1
5000 A J\A
120.1 SR ALY
51.0 0 910 5.80 6.00 6.20 6.40

370 | H | ;

rrprrr R bt e m/z 120.10  25.98%

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

Abundance #10706: Benzene, (1-methylethyl)-

105.0
J
5000 N R RN N R
5.80 6.00 6.20 6.40
120.0 m/z 77.00 15.05%

77.
210 | 1\ ° M 00 )
\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10710: Benzene, 1,2,3-trimethyl
105.0

5.80 6.00 6.20 6.40

5000 120.0 m/z 79.85 13.90%
39.0 6.0 770 910
*w***\2*5*‘9”*“‘*”“v‘“***‘\“*‘wmmw*w“‘**\Mw”“‘*‘\‘”w”
m/z--> 10 20 30 40 50 60 70 80 90 100 110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl- R T
105.0 5.80 6.00 6.20 6.40

m/z 103.10  10.92%

5000
200 120.0
390 &80 || ALl

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40

8270-BF061125.M Thu Jun 19 08:43:12 2025 Page: 9



Library Search Compound Report

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

Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc . MW-2-20250605

ALS Vial : 13  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 N-Isobutyl(phenyl)methanesu... Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
6351 41.71ng 756143  1,4-Dichlorobenzene-dd  6.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenme, propyl- 120 com2 000103-65-1 94

144615-94-1 72
013622-43-0 72
003647-71-0 72
000140-28-3 64

2 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S
3 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN
4 N-Benzyl-2-phenethylamine 211 C15H17N

5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H206N2

Abundance Scan 707 (6.351 min): BF142734.D\data.ms (-703) (-) m/z 91.10 100.00%
91.1
120'1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
391 65.0 6.00 6.20 6.40 6.60

m/z 120.05 24.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10702: Benzene, propyl-

91.0
5000

6.00 6.20 6.40 6.60
120.0 m/z 65.00 11.38%

mo o0 ]
. I | I | |
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #107660: N-Isobutyl(phenyl)methanesulfonamide
91.0

6.00 6.20 6.40 6.60
5000 m/z 92.05 10.90%

120.0

65.0
41.0 77 | 163.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 J\/\j\ J\/\

Abundance #129554: Phenethylamine, N-benzyl-p-chloro- A e
91.0 6.00 6.20 6.40 6.60

m/z 78.05 5.99%

120.0
5000

miz--> 20 40 60 80

410 90 1390 1640 /\ A

100 120 140 160 180

6.00 6.20 6.40 6.60

8270-BF061125.M Thu Jun 19 08:43:13 2025

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 8 Benzene, 1-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.581 57.01 ng 1033410 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 746 (6.581 min): BF142734.D\data.ms (-741) (-) m/z 105.10 100.00%
105.1
5000
120.1
77.0 91.0
39.0 e30 "0 %0 | 6.20 6.40 6.60 6.80 7.00
e e et m/z 120.10 32.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80 7.00
m/z 91.05 12.03%
77.0 91.0
\\‘J\-Tr)\.(\)‘\\\‘\‘\\s\\g‘.\o\\\“\\\\6‘%\"9\‘\\\}“\\\\““\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 77.05 11.82%
120.0
79.0
ety S Mo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 79.05 10.86%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00

8270-BF061125.M Thu Jun 19 08:43:14 2025 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.722 158.96 ng 2881560 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 770 (6.722 min): BF142734.D\data.ms (-762) (-) m/z 105.10 100.00%
105.1

=

5000 120.1
51.0 77.0 91.0 6.40 6.60 6.80 7.00
381 “'|" 64,0 ‘\\ ‘ Ll ‘\ 9
O 'rrprrrrrrrrrpre e e e e e e e e m/z 120.10 44.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.40 6.60 6.80 7.00
m/z 119.05 12.34%
39.0 77.0 91.0
H‘H\.\’\H‘\‘H\\“‘\\Hi‘i‘\\\G’?\.‘(\)\‘H\‘H‘\H\“HH‘\H}\‘H‘\‘\“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
5000 120.0 m/z 77.05 11.86%
77.0
51.0 91.0
e 2 e840 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.05 10.79%
120.0
5000
77.0
51.0 91.0
B0 X T N N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

8270-BF061125.M Thu Jun 19 08:43:15 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 Benzene, 1-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.951 76.18 ng 1380990 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 809 (6.951 min): BF142734.D\data.ms (-804) (-) m/z 105.10 100.00%
105.1

3

5000 120.1
51.0 77.0 91.1 6.60 6.80 7.00 7.20
O rrerr e 30 il il m/z 120010 40.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.60 6.80 7.00 7.20
S m/z 77.05 11.22%
51.0 " 91.0
H‘HH‘%\?\.R\H“HHNPHM\‘\‘H‘\H‘U‘H\\“HH‘\Ml\‘\\‘\‘\“‘\\\\‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.60 6.80 7.00 7.20
5000 ITI/Z 91.10 9.19%
39.0 77.0 91.0
50 herbeosgiiog ool e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 106.10 8.84%
5000
120.0
0, %90 sap OO \/\A
P e e e Pt e R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF061125.M Thu Jun 19 08:43:16 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 Tetracyclo[3.3.1.0(2,8).0(4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.075 144.61 ng 2621320 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# 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 80
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53

Abundance Scan 830 (7.075 min): BF142734.D\data.ms (-825) (-) m/z 117.10 100.00%

117.1
5000
R RRER A
39.0 63.0 4., 91"0 040 6.80 7.00 7.20 7.40
104. o
e i e el m/z 118,10 54.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 LI L B BN R
6.80 7.00 7.20 7.40
m/z 115.05 33.32%
300 630 91.0
H‘\H\‘\H\O‘HH“\\Hi‘\\\1‘}‘\‘\\‘\7\\7\‘0\\\\“‘\\\\1‘9\4.\\()‘\\!\‘\\\\‘
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 16.09%
5000 91.0
39.0 . 65.0 7.
20 | B0 T Y o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10195: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 8.16%
5000
91.0
51.0 65.0 78.0 ‘ ‘
SR S Ml - . 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

8270-BF061125.M Thu Jun 19 08:43:17 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS Vial : 13  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 12 Benzene, 1,3-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.140  28.64 ng 519139 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 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 97
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 95
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 91
Abundance Scan 841 (7.140 min): BF142734.D\data.ms (-837) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
51.0 75‘ ‘ ‘ 6.80 7.00 7.20 7.40
— ““"M“”wuyw“C?“‘v‘pm"Hw“ e m/z 105.10  95.36%
miz--> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
91.0 m/z 134.05 48.75%
39.0 65.0
\]_\5\.0‘ \‘\‘\ \“‘\ \‘M‘\ “\‘\ T \““ T \“i T ‘H‘\ \‘\"‘ T \‘\ ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 /\
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.05 26.26%
91.0
39.0 65.0
250 0 I W e
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.05 16.32%
5000 134.0
91.0
41.0 65.0
N iV N | O
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF061125.M Thu Jun 19 08:43:18 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS Vial : 13  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 13 Benzene, 1,4-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.210 34.36 ng 622819 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94
Abundance Scan 853 (7.210 min): BF142734.D\data.ms (-848) (-) m/z 119.05 100.00%
119.1
91.0 134‘1
5000
39.1 65.0 ‘ 6.80 7.00 7.20 7.40 7.60
H_‘H_HW‘HMMHMuuHNH_Hw‘uqmu‘ﬁh_hhhuwmhwu‘ m/z 105.10  64.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40 7.60
m/z 91.05 55.68%
41.0 65.0
H‘\\\\‘?9"\9\\H“‘\H\i‘\\\\‘\‘\‘\\‘\HM"HH“}‘H\‘\‘H\‘H‘i‘{l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 134.05 52.01%
91.0
39.0 65.0 ‘
‘w‘Hw‘uhwuﬂﬂH‘ﬂuH_WH‘HMhHHqHH‘N‘WHWﬂH‘W‘MW‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 92.05 18.04%
5000 134.0
91.0
39.0 65.0
R e O RO
m/z--> 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 08:43:19 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 14 Benzene, 1-methyl-4-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.287 17.89 ng 324276  1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 2-Tolyloxirane 134 C9H100 002783-26-8 87
5 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 74
Abundance Scan 866 (7.287 min): BF142734.D\data.ms (-861) (-) m/z 105.05 100.00%
105.1
5000
S 134.1 JL‘/\J‘\LA‘
51.0 ' 7.00 7.20 7.40 7.60

ot b el m/z 134,05 22.52%

m/z--> 20 40 60 80 100 120 140
Abundance #17054: Benzene, 1-methyl-4-propyl-
105.0
5000

7.00 7.20 7.40 7.60

134.0 m/z 77.00 16.23%
27.0 51.0 77.0
\]\-2\'\0‘ \‘\‘\ \“ T \‘\ T ‘ \‘\ T \“ T \‘\ T “{‘\ \‘\ ’ L \‘\ ’ 1
miz--> 20 40 60 80 100 120 140
Abundance #17057: Benzene, 1-methyl-2-propyl-
105.0
RBBBRRREESS e
7.00 7.20 7.40 7.60
5000 m/z 106.10 9.23%
134.0
270 519 770 |
‘\ Ly \.‘ I ‘\\ Iy | . .
et
miz--> 20 40 60 80 100 120 140
Abundance #17046: Benzene, (1-methylpropyl)- “‘_“‘_“‘AH“_“
105.0 7.00 7.20 7.40 7.60
m/z 91.05 7.94%
5000
134.0
7o so T
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\’\\\\’\\
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF061125.M Thu Jun 19 08:43:19 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS Vial : 13  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 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.357  21.59 ng 391429 1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 o-Cymene 134 C1eH14 000527-84-4 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 91
Abundance Scan 878 (7.357 min): BF142734.D\data.ms (-873) (-) m/z 119.05 100.00%
119.1
5000 Lj
11
39.0 66.0 o ‘ 1351 7.00 7.20 7.40 7.60
Ol el el I 7 134,05 34.27%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
9L.0 m/z 91.10  16.53%
39.0 65.0 ‘ ‘
T ‘ T \]-\5\-0‘ T ‘\ T \"‘\ \““\ “‘1‘\ T \‘H‘ T \‘ }‘\ “H“\ \Hl T \J-\3§-‘0\
miz--> 0O 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 13.46%
91.0
15.0 | 39\'\0 L 65\'0 R R Y s
L
m/z--> 0 20 40 60 80 100 120 140 /U\/LA
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- A Ammsanamss s
119.0 7.00 7.20 7.40 7.60
m/z 117.10 9.83%
5000
91.0
65.0 ‘
SN o S Y | .0 OO | RO . BN
m/z--> 0 20 40 60 80 100 120 140 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 : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.916 10.73 ng 2073380  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 70
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70
Abundance Scan 973 (7.916 min): BF142734.D\data.ms (-967) (-) m/z 117.05 100.00%
117.1
w M
91.0 L RANE R RS
51.0 24 ‘ - 7.60 7.80 8.00 8.20
o N PN MO A T >= 1621 /7 119.05  38.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 N N RN R RN
91.0 7.60 7.80 8.00 8.20
510 m/z 132.00 36.70%
27.0 ' ‘
\\\‘\\\\‘i‘\\d#\‘“H\?i‘”.{ﬁ)’\\\\"m\\ ’\‘U\‘\’\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
R A ARasa s R
7.60 7.80 8.00 8.20
5000 m/z 115.05 33.28%
91.0
51.0 ‘
SR W AST N | R
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0 7.60 7.80 8.00 8.20
m/z 131.00  19.48%
5000
91.0
390  g5p ‘ M
‘H“V“M‘NM‘W“MU‘MM,W“ ] B
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

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

Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
9.175 8.02 ng 193580  Acenaphthene-di0 9.934
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
2 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 62
3 Coumarin 146 C9H602 000091-64-5 55
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 50
5 2(1H)-Quinoxalinone 146 C8H6N20 001196-57-2 50
Abundance Scan 1187 (9.175 min): BF142734.D\data.ms (-1180) (-) m/z 117.05 100.00%
117.1 146.0
5000
91'0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
390 630 ‘ 8.80 9.00 9.20 9.40
‘“““uh‘whwﬂm‘;ﬂu‘ﬂhu‘m"th“u“ﬂhh“ m/z 146.60  97.32%
m/z--> 20 60 80 100 120 140
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
117.0
5000
91.0 8.80 9.00 9.20 9.40
39.0 30 m/z 118.05 51.97%
\1\5\-9\“\\\‘i‘\\“\‘\“‘M\\H{h‘\\‘”\\“‘\\\‘\“\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #24981: Benzene, 1-pentenyl-
117.0 \M
8.80 9.00 9.20 9.40
5000 m/z 115.05 35.21%
90 146.0
390 oy ‘
< T Y T Y | S
miz--> 20 40 60 80 100 120 140
Abundance #25735: Coumarin S REARNREEE S s e R
118.0 8.80 9.00 9.20 9.40
146.0 m/z 91.05 24.45%
5000 90.0
63.0
39.0
S AV N /R NS NS S —
m/z--> 20 40 60 80 100 120 140 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 : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc MW-2-20250605

ALS Vial : 13  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 1Indane-5-carboxylic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.192 9.56 ng 230606  Acenaphthene-die 9.934
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane-5-carboxylic acid 162 C1l0H1002 065898-38-6 93
2 trans-4-Phenyl-3-butenoic acid 162 C10H1002 001914-58-5 90
3 3-Butenoic acid, 4-phenyl- 162 C10H1e02 002243-53-0 87
4 1H-Indene, 1l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 59
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 59
Abundance Scan 1360 (10.192 min): BF142734.D\data.ms (-1354) (- m/z 117.10 100.00%
117.1
5000
162.1
P =
390 630 L1 10.00 10.50
bbb ML L2078 s 115,05 37.98%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #37566: Indane-5-carboxylic acid
117.0
5000 e e
162.0 10.00 10.50
m/z 162.10  32.69%
oS0 1
| ITIRTININ) ! | | \ |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #37592: trans-4-Phenyl-3-butenoic acid
117.0
No A
10.00 10.50
5000 162.0 m/z 91.10 12.73%
91.0
39.0 65.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #37570: 3-Butenoic acid, 4-phenyl- — —
117.0 10.00 10.50
m/z 118.05 11.26%
5000 162.0
91.0
39.0 63.0 ‘
\‘u\\‘m\“h“\\“Uu\“‘\\‘\\‘H\\“}\m‘wm“\m‘\m‘uu — L Yay e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS Vial : 13  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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.945 8.95 ng 202488 Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1658 (11.945 min): BF142734.D\data.ms (-1653) (- m/z 73.00 100.00%
43.0 73.0

5000 129.0

%

213.2

157.1185.1 ‘12.‘00‘
m/z 43.05

Il L
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid

60.0
5000 129.0 -
12.00

' 157.0 18502130  256.0 m/z 60.00 .90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

O
o))
00
o]

°

0

00
~N
Xe]
(]

°

Abundance #92069: Tridecanoic acid
73.0
T
43.0 12.00
5000 129.0 m/z 57.10 77.26%
171.0
214.0
%) |
_luuhwh‘Nﬁwh‘mhﬁw‘mhwkmﬂ‘uiwju“uuw‘u‘_“w‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46966: n-Decanoic acid —
73.0 12.00
m/z 41.05 75.77%
129.0
5000
43.0
Lo 120
A e e e e e e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acq On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS Vial : 13  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 9-Octadecenoic acid, (E)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.680 7.97 ng 180276  Phenanthrene-di0 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 95
2 cis-Vaccenic acid 282 (C18H3402 000506-17-2 93
3 cis-13-Octadecenoic acid 282 (C18H3402 013126-39-1 93
4 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 93
5 trans-13-Octadecenoic acid 282 (C18H3402 000693-71-0 93

Abundance Scan 1783 (12 680 min): BF142734.D\data.ms (-1772) (- m/z 55.05 100.00%

55.0
5000

—
H\ | 37.1167.0 12.50 13.00
il m/z 69.10 66.42%

miz--> 50 100 150 200 250
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
97.0

5000 —— —
12.50 13.00

m/z 41.05 63.80%

264.0
T T ‘\hmiﬁ.?“h i} ‘%8?\0‘ T “22}“2‘0“ T e
m/z--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid
55.0

T
12.50 13.00

5000 97.0 ITI/Z 83.10 44 ,.37%
37.0 264.0
]-‘5 ‘0\“ H\ | \! A L \‘\F"L\‘HH\‘ = \180 0 ‘ ?%2 p — L ,
miz--> 50 100 150 200 250
Abundance #176218: cis-13-Octadecenoic acid — —
55.0 12.50 13.00

m/z 43.05  38.46%

5000 97.0 NN/L‘
| “"}370 180.0 222.0 264.0

15.0) H‘M b o |

— —
miz--> 50 100 15 200 250 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142734.D

Acqg On : 11 Jun 2025 14:50

Operator : RC/JU

Sample : Q2268-03

Misc : MW-2-20250605

ALS vial : 13 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-Hexene, 3-met... 2.569 14.1 ng 254701 1 6.893 362548 20.0
Cyclopentene, 4... 3.681 8.7 ng 157268 1 6.893 362548 20.0
Cyclopentene, 1... 4.663 11.3 ng 204404 1 6.893 362548 20.0
Benzene, 1,3-di.. 5.387 178.1 ng 3228420 1 6.893 362548 20.0
Benzene, (1-met... 6.063 23.5 ng 426590 1 6.893 362548 20.0
N-Isobutyl(phen... 6.351 41.7 ng 756143 1 6.893 362548 20.0
Benzene, 1l-ethy... 6.581 57.0 ng 10334106 1 6.893 362548 20.0
Benzene, 1,2,3-. 6.722 159.0 ng 2881560 1 6.893 362548 20.0
Benzene, 1-ethy... 6.951 76.2 ng 1380990 1 6.893 362548 20.0
Tetracyclo[3.3.... 7.075 144.6 ng 2621320 1 6.893 362548 20.0
Benzene, 1,3-di... 7.140 28.6 ng 519139 1 6.893 362548 20.0
Benzene, 1,4-di... 7.210 34.4 ng 622819 1 6.893 362548 20.0
Benzene, 1-meth... 7.287 17.9 ng 324276 1 6.893 362548 20.0
Benzene, 1l-ethy... 7.357 21.6 ng 391429 1 6.893 362548 120.0
Benzene, 2-ethe... 7.916 10.7 ng 2073380 2 8.181 3865820 20.0
Benzene, 1l-ethe.. 9.175 8.0 ng 193580 3 9.934 482449 20.0
Indane-5-carbox... 10.192 9.6 ng 230606 3 9.934 482449 20.0
n-Hexadecanoic ... 11.945 8.9 ng 202488 4 11.422 452518 20.0
9-Octadecenoic ... 12.680 8.0 ng 180276 4 11.422 452518 20.0
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