LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acqg On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc : MW-2-20250605-A

ALS Vvial : 16 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: BF142737.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.299 9 18 27 rVB4 19428 57118 1.29% 0.149%
2 2.569 52 64 73 rVB3 59948 184301 4.17% 0.480%
3 2.787 94 101 110 rVB4 38607 96882 2.19% 0.252%
4 3.063 144 148 157 rVB2 27685 59791 1.35% ©.156%
5 3.416 197 208 211 rBV4 17117 44654 1.01% 0.116%
6 3.452 211 214 232 rVB3 21690 56951 1.29% 0.148%
7 3.681 232 253 259 rBV2 66491 175780 3.98% 0.458%
8 3.757 259 266 273 rBV4 39977 83051 1.88% 0.216%
9 3.981 300 304 308 rVB 37393 53963 1.22% 0.141%
10 4.040 308 314 320 rBV 69157 109585 2.48% 0.285%
11 4.375 364 371 374 rBV4 22156 46495 1.05% 0.121%
12 4.557 398 402 406 rBv2 30848 44712 1.01% 0.116%
13 4.657 413 419 430 rBv2 91135 159275 3.60% 0.415%
14 4.904 455 461 464 rBV3 29306 49430 1.12% ©.129%
15 5.110 491 496 502 rBV 54817 82168 1.86% 0.214%
16 5.181 502 508 512 rVWwW3 27592 49822 1.13% ©.130%
17 5.234 512 517 527 rVB4 23095 49992 1.13% 0.130%
18 5.387 536 543 548 rVB 1882108 2617823 59.21% 6.817%
19 5.510 555 564 569 rVB 2640066 4421125 100.00% 11.514%
20 6.063 653 658 663 rBV 268969 334173 7.56% ©.870%
21 6.351 703 707 712 rVB 451756 558807 12.64% 1.455%
22 6.416 712 718 720 rBV 68599 94783 2.14% 0.247%
23 6.451 720 724 727 rVB 554421 664601 15.03% 1.731%
24  6.493 727 731 734 rBV 611101 885543 20.03%  2.306%
25 6.575 741 745 751 rBV 653061 847235 19.16% 2.206%
26 6.716 757 769 775 rBV 1761945 2380659 53.85% 6.200%
27 6.840 783 790 795 rBV3 44571 100596 2.28% 0.262%
28 6.893 795 799 803 rBV 259153 335863 7.60% 0.875%
29 6.951 804 809 813 rVB 825573 1053629 23.83% 2.744%
30 7.075 825 830 835 rVB 1696777 2115655 47.85% 5.510%
31 7.140 837 841 848 rVB2 318496 420631 9.51% 1.095%
32 7.210 848 853 861 rVB 339414 509099 11.52% 1.326%
33 7.287 861 866 871 rBV2 185424 261166 5.91% 0.680%
34 7.357 873 878 885 rBv2 159759 325731 7.37% 0.848%
35 7.428 885 890 892 rBV 886300 1193514 27.00% 3.108%
36 7.457 892 895 901 rVB2 1210423 1618225 36.60% 4.214%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acqg On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc : MW-2-20250605-A

ALS Vvial : 16 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 7.540 905 909 912 rBvV2 43385 58101 1.31% ©.151%
38 7.575 912 915 923 rVB2 95696 128705 2.91% 0.335%
39 7.657 924 929 932 rBV 438992 606871 13.73% 1.580%
40 7.687 932 934 938 rVB 269294 271251 6.14% 0.706%
41  7.734 938 942 946 rBV 60458 82555 1.87% 0.215%
42 7.775 946 949 954 rVB3 59229 85984 1.94% 0.224%
43 7.845 954 961 967 rVB 557067 789635 17.86%  2.056%
44 7.910 967 972 979 rBV 1023620 1528525 34.57% 3.981%
45 8.910 987 989 992 rVB 57744 63758 1.44% 0.166%
46 8.045 992 995 998 rVB 50071 59184 1.34% 0.154%
47  8.198 1004 1021 1027 rBV2 1673102 3184367 72.03% 8.293%
48 8.251 1027 1030 1034 rVB2 140409 188319 4.26% 0.490%
49 8.451 1053 1064 1073 rBV2 93088 239411 5.42% 0.623%
50 8.557 1079 1082 1086 rVB 86762 99014  2.24%  0.258%
51 8.640 1092 1096 1100 rBv2 78541 121821 2.76% 0.317%
52 8.675 1100 1102 1108 rVB4 67205 92790 2.10% 0.242%
53 8.763 1113 1117 1121 rVB 123887 157221 3.56% 0.409%
54 8.887 1133 1138 1145 rBV 605509 773928 17.51%  2.015%
55 ~ 8.987 1150 1155 1159 rBV 389486 501944 11.35% 1.307%
56 9.045 1162 1165 1171 rVB3 79335 149164 3.37% 0.388%
57 9.175 1180 1187 1195 rVB4 74007 169625 3.84% 0.442%
58 9.251 1195 1200 1204 rVB 1410788 1746997 39.51% 4.550%
59 9.328 1204 1213 1218 rBV2 68498 137461 3.11% 0.358%
60 9.516 1238 1245 1248 rBV3 62990 125177 2.83% 0.326%
61 9.587 1253 1257 1267 rVB2 45520 116415 2.63% 0.303%
62 9.928 1310 1315 1320 rBV 334803 429203 9.71% 1.118%
63 10.022 1323 1331 1339 rVB3 74221 119511 2.70% 0.311%
64 10.186 1354 1359 1366 rBV2 103601 164213 3.71% 0.428%
65 10.645 1431 1437 1444 rBV2 33391 62156 1.41% 0.162%
66 10.722 1444 1450 1464 rVV 770977 1048551 23.72% 2.731%
67 10.851 1467 1472 1479 rVB2 33743 53133 1.20% ©.138%
68 11.281 1541 1545 1554 rBV2 36838 72596 1.64% ©.189%
69 11.416 1564 1568 1577 rVB 289781 414624 9.38% 1.080%
70 11.939 1652 1657 1664 rBV2 64262 103661 2.34% 0.270%
71 13.004 1833 1838 1844 rBV 1183371 1534777 34.71% 3.997%
72 14.063 2013 2018 2024 rBV 278581 359772 8.14% 0.937%

73 15.557 2266 2272 2282 rVB 269198 415849 9.41% 1.083%

Sum of corrected areas: 38399097
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc : MW-2-20250605-A

ALS Vial : 16 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: BF142737.D\data.ms
ft
2500000 5310
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1500000

1000000 6.951
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500000 6.35
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Abundance TIC: BF142737.D\data.ms
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Abundance TIC: BF142737.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.569 10.97 ng 184301 1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexene, 2-methyl- 98 C7H14 002738-19-4 76
2 3-Methyl-3-hexene 98 C7H14 003404-65-7 70
3 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 70

4 2-Ethyl-trans-2-butenal 98 C6H100 063883-69-2 64
5 2-Pentenal, 2-methyl- 98 C6H100 000623-36-9 64

Abundance  Scan 64 (2.569 min): BF142737.D\data.ms (-52) (-) m/z 41.10 100.00%

41.1 69.1
81.0
55.0
5000 98.1

‘ ‘ ‘ | 2.40 2.60 2.80 3.00
‘w“H"H"H“M“¢L‘H“H“H‘M‘N“_“w“w m/z 69.10  99.11%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3744: 2-Hexene, 2-methyl-
41.0 69.0
5000 \\\‘\\\\‘\\\\‘\\\\’\
28.0 55.0 98.0 2.40 2.60 2.80 3.00
m/z 81.05 70.56%
15.0 “ i | 83\'0
\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3726: 3-Methyl-3-hexene
410 g 690
I AR e
2.40 2.60 2.80 3.00
5000 m/z 55.00 55.36%
27.0 98.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3796: 2-Hexene, 3-methyl-, (Z)- B
41.0 69.0 2.40 2.60 2.80 3.00
m/z 98.10 38.17%
55.0
5000 98.0
27.0 /
83.0
wo | s I

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 : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc : MW-2-20250605-A

ALS Vial : 16 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 Cyclobutane, (1-methylethyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.681 10.47 ng 175780  1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
2 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 80
3 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 64
4 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 64
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 64
Abundance Scan 253 (3.681 min): BF142737.D\data.ms (-232) (-) m/z 81.10 100.00%

81.1
5000
96.1

39.0 53.0 67.1 ‘ \H‘HH‘HH’HH‘HH

Ll ‘ ‘ 1100 3.40 3.60 3.80 4.00
e Ut e S m/z 96.10  30.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #3285: Cyclobutane, (1-methylethylidene)- J\/\ J\
81.0

5000 H“‘H“‘H‘,‘H“‘H‘
3.40 3.60 3.80 4.00

96.0 m/z 79.10  25.22%

530 67.0
‘H\H‘wH‘\H“‘i“mi““‘”\“““\“““\1”w”‘!‘w”w””
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3249: 1,4-Hexadiene, 2-methyl- j\
81.0

3.40 3.60 3.80 4.00

5000 39.0 96.0 m/z 39.00 19.37%
27.0 53.0
67.0
150
miz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3250: 1,4-Hexadiene, 4-methyl- ‘ M ‘ e
81.0 3.40 3.60 3.80 4.00

m/z 95.10  19.29%

5000 39.0 96.0
27.0 53.0

15.0 w‘ Al \L ‘nm \‘\ i .

S 1 P N M ST/ VAL B R o ¥

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 : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc : MW-2-20250605-A

ALS Vial : 16 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 Cyclohexene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.040 6.53 ng 109585 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 94
2 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 93
3 1,4-Hexadiene, 5-methyl- 96 C7H12 000763-88-2 93
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 87
Abundance Scan 314 (4.040 min): BF142737.D\data.ms (-308) (-) m/z 81.10 100.00%
81.1
67.0
5000 96.1
39.0 580
AR e e
M M | 3.80 4.00 4.20 4.40
e prer e el bl m/z 67.05 55.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 670 \\\\‘\\\\‘\\\\‘\\\{\r{\\‘\v
55.0 96.0 3.80 4.00 4.20 4.40
39.0 o
270 m/z 96.10  40.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3255: 2,4-Hexadiene, 2-methyl-
81.0
AN Y A
3.80 4.00 4.20 4.40
5000 96.0 m/z 68.05 35.08%
39.0
27.0 53.0 67 0
Hw%ﬁ?w;‘:“mum
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3251: 1,4-Hexadiene, 5-methyl- A/\ P s
81.0 3.80 4.00 4.20 4.40
m/z 55.05 32.82%
5000 41.0 96.0
27.0 53.0
67.0
“w%ﬁgw“w‘HlMuH‘WMWuJMHHﬂulu‘_Mm“H R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc : MW-2-20250605-A

ALS Vial : 16 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 4 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
4.657 9.48 ng 159275 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 87
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 83
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 81
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 76
Abundance Scan 419 (4.657 min): BF142737.D\data.ms (-413) (-) m/z 95.05 100.00%
95.0
5000
%0 67.0 J\ j\ /\/\/\A
41.0 110.1 N X R NAS T ALAVAS
| ‘ 79.1 ‘ ‘ 4.40 4.60 4.80 5.00
H‘H‘W‘H‘_‘Hih‘qﬂw‘_wmwuﬂﬁwu‘mhﬁ‘H‘qdu‘_ m/z 55.05 37.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 LB B L LA B I B I IR
67.0 4.40 4.60 4.80 5.00
m/z 67.00 31.84%
27.0 390 550 79.0 e /
\\‘J\-\S\.(\)‘\\\M’“\\\\‘i‘\\\\i‘{‘\‘\\‘\\‘\}‘\\\‘i‘i.‘\\\\“\‘\l\‘\\\\‘1\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0 M
SO T
41.0 67.0 4.40 4.60 4.80 5.00
5000 ' m/z 110.10  20.90%
55.0
27.0 110.0
‘ ‘ 81.0
u‘mwm“\m}!‘m“w1\‘\\‘\H‘m‘\‘i‘\mp‘\l\‘mwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6748: 5,5-Dimethyl-1,3-hexadiene
95.0 4.40 4.60 4.80 5.00
m/z 41.05 20.58%
27.0 67.0
5000
410 550
110.0
o | | LT
St A A AR PR WD PSRN B M EREEE LG A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.387 155.89 ng 2617820 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 C8H10 000106-42-3 72
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 62
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 52
Abundance Scan 543 (5.387 min): BF142737.D\data.ms (-536) (-) m/z 91.05 100.00%
91.0
5000
106.1
R  RRER
. 51.0 65.0 781 5.00 5.20 5.40 5.60 5.80
et el myz 106.10 31.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0 A
5000 I L L B
106.0 5.00 5.20 5.40 5.60 5.80
510 m/z 51.00 10.59%
27.0 "~ 65.0 78.0
H\J-‘.g\\%ﬂ‘.\(\)‘\H‘\‘HH“\H\“H\‘\‘\‘\\‘H\H“\\H“l\\\‘\‘\‘\‘\‘HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5729: 0-Xylene
91.0
e
5.00 5.20 5.40 5.60 5.80
5000 106.0 m/z 64.95 9.99%
51.0 77.0
WW_W‘2‘7:?‘”“_”‘;‘1‘”‘%9_‘“!uw‘xw“m_m
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5724: p-Xylene R e B
91.0 5.00 5.20 5.40 5.60 5.80
m/z 77.05 8.45%
5000 106.0 M
51.0 77.0
27.0
m‘mwm‘H““m;“m‘}‘1“”?ﬂq‘u“1“””“1”““1“‘“m e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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 Benzene, (1-methylethyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.063 19.90 ng 334173 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 Mesitylene 120 C9H12 000108-67-8 87
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 72
Abundance Scan 658 (6.063 min): BF142737.D\data.ms (-653) (-) m/z 105.10 100.00%
105.1
5000
120.1
 EAREEEEEE S e
1o 510 77H° 910 5.80 6.00 6.20 6.40
e 280 640 M m/z 120.10 26.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
I /\ |
5000 U B N B
5.80 6.00 6.20 6.40
120.0 m/z 77.05 15.33%
51.0 77.0
H‘H\\‘\2\7\.‘0\\H“‘HHH\H\‘\‘H\‘\HM“\HQ\%\.?\\‘\‘\1\‘\\\\‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
 RRREEEEEE SR
5.80 6.00 6.20 6.40
5000 120.0 m/z 79.05 14.05%
39.0
77.0
630 91.0
“_H‘Eﬁp‘uuﬁuﬂhuqﬂﬁw‘mw‘uqh‘wﬁlwuwhm‘w
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene N RBRRAERY B ]
105.0 5.80 6.00 6.20 6.40
m/z 103.10  10.76%
5000 120.0
77.0
51.0 91.0
SN 2 Y e OO | e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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 N-Benzyl-2-phenethylamine Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.351 33.28 ng 558807 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72

4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72

Abundance Scan 707 (6.351 min): BF142737.D\data.ms (-703) (-) m/z 91.05 100.00%

91.0
5000
120'1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
390 650 6.00 6.20 6.40 6.60

bl e m/z 120010 24.09%
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #10702: Benzene, propyl-
91.0
6.00 6.20 6.40 6.60
120.0 m/z 65.00 11.10%
@ )
. I I | |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88774: N-Benzyl-2-phenethylamine
91.0
R e
120.0 6.00 6.20 6.40 6.60
5000 ITI/Z 92.05 10.36%
65.0
390 165.0 209.0
s R B
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ J\ /\
Abundance #129554: Phenethylamine, N-benzyl-p-chloro- R R R R e A R G
91.0 6.00 6.20 6.40 6.60
m/z 78.10 6.06%
120.0
5000
410 80 1640 J\
[T e T e R amaa e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.575 50.45 ng 847235 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 95
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 745 (6.575 min): BF142737.D\data.ms (-741) (-) m/z 105.10 100.00%
105.1
5000
120.1
390 51.0 g50 0 910 6.20 6.40 6.60 6.80
et it M mjz 120,65 31.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 91.05 12.28%
27‘_0 39‘.0 51.0 5.0 77‘.0 9]‘..0 |
| TR | i \ L, b
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 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
5000 m/z 77.05 12.19%
120.0
79.0 91.0
270 390 510 680 || T
e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.05 10.90%
5000
120.0
270 39‘.0 510 650 77‘.0 91‘.0 ‘
\ \ Qo 1l i | L ol
P e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.716 141.76 ng 2380660 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 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 769 (6.716 min): BF142737.D\data.ms (-757) (-) m/z 105.10 100.00%
105.1
5000 120.1 ﬁ
39.0  g30 (0t 9L0 6.40 6.60 6.80 7.00
0 H_‘H_m_HJ‘m‘Neuwm_H‘J‘_Hw‘mW‘:!wuu“mw m/z 120.10  44.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.40 6.60 6.80 7.00
m/z 119.10 12.20%
39‘.0 63.0 77‘-‘0 91‘.0 ‘
. L L i 1 | Iy il
H‘H\\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
5000 120.0 m/z 77.10 11.77%
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.05 10.67%
5000 120.0
28.0 77.0 91.0
N Y P O Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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 Tetracyclo[3.3.1.0(2,8).0(4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.075 125.98 ng 2115660 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, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53

Abundance Scan 830 (7.075 min): BF142737.D\data.ms (-825) (-) m/z 117.05 100.00%

117.1
5000 W
39.0 630 47, 91"0 6.80 7.00 7.20 7.40
et e el 2988 M m/z 118,10 55.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 LN L B BN
6.80 7.00 7.20 7.40
m/z 115.10  32.98%
39.0 63.0 9L.0
H‘H\\‘\H‘.\O‘H\\“.\\Hi‘\\\1‘\“\‘\\‘\?Z(‘O\\\\“‘\\\\]-‘9\4.\.\()‘\\!\“\\H‘
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 16.00%
5000 91.0
39.0 . 65.0 78.0
e 280 L SR L 1040 ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 7.97%
5000
91.0
39.0
58.0  77.0
‘WH‘W‘QRH‘wu‘qthWNW‘ﬂu‘uﬁ:HﬁQﬁﬂ‘ﬂM‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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, 1,3-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.140  25.05 ng 420631 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 CleHi4 000135-01-3 95
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 94
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 87
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 83
Abundance Scan 841 (7.140 min): BF142737.D\data.ms (-837) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
51.0 ‘ 6.80 7.00 7.20 7.40

wH_‘H_‘H“umMmmhﬁ?#ﬂmwm‘:‘HW“Uelw,uhw m/z 105.10  94.25%

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

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 50.03%
39.0 650 | ‘
H‘\\\.\‘H\‘\“HH“‘\H\i‘i‘\\\‘\‘\‘H‘\HH’HH“iH\‘\H!\‘H‘\‘\l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
e AREEEEENRESTS L
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.05 26.19%
91.0
39.0 65.0
B R e O RO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 15.26%
5000 134.0
91.0
. 0 680 1/ [
. ! ! | |
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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, 1,4-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.210 30.32 ng 509099 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 96
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 95
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 94
Abundance Scan 853 (7.210 min): BF142737.D\data.ms (-848) (-) m/z 119.10 100.00%
119.1
91.0 134.1
5000
39.0 65.0 6.80 7.00 7.20 7.40 7.60

wH_‘H_‘H“MmMwm_M‘H_H‘U,wHu_uuH‘Hu_“:‘e“m,mw m/z 105.10  62.32%

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

Abundance #17034: Benzene, 1,3-diethyl-

119.0
5000 134.0
6.80 7.00 7.20 7.40 7.60
91.0 m/z 91.05 57.22%
39.0 65.0 ‘
H‘\\H‘H\‘\“HH“‘HHH“\H‘\‘\‘H‘\H‘U’\H\‘HH\HH!\‘Hw\l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0
6.80 7.00 7.20 7.40 7.60
134.0 o
5000 m/z 134.05 51.93%
91.0
41.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl- VAWSNBNELVAVAVAL NN
119.0 6.80 7.00 7.20 7.40 7.60
m/z 92.10 17.13%
5000 134.0
91.0
39.0 65.0
D v Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

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

Data File : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A
ALS Vial : 16 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 15 Benzene, 1-methyl-4-propyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.287 15.55 ng 261166 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-methylpropyl)- 134 CleH14 000135-98-8 91
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 90
4 Benzene, 1l-methyl-3-propyl- 134 CleHi4 001074-43-7 64
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 64
Abundance Scan 866 (7.287 min): BF142737.D\data.ms (-861) (-) m/z 105.05 100.00%
105.1
5000
270 134.1 JL‘WL‘J‘
51.0 7.00 7.20 7.40 7.60
S O WSRO RO NS ) B VIPRRIN m/z 134.05  23.19%
mfz--> 20 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 17.56%
27.0 51.0 77.0
\]\-2\'\0‘ \‘\‘\ \“ T \‘\ T ‘ \‘\ T \“ T \‘\ T ‘”‘\ \‘\ ‘ T \‘\ ‘\
miz—-> 20 40 80 100 120 140
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
R E RRRNEE S s
7.00 7.20 7.40 7.60
5000 m/z 106.10 9.00%
134.0
2o oo 7O
\ \ I
e
m/z--> 20 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl- H“H“‘H“Ah“_“
105.0 7.00 7.20 7.40 7.60
m/z 79.05 7.88%
5000
134.0
27.0 77.0
R O PR PR Y ORI N DY OO VLT VAV LWL
m/z--> 20 40 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 : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc : MW-2-20250605-A

ALS Vial : 16 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 o-Cymene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.357 19.40 ng 325731 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93

4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 93

Abundance Scan 878 (7.357 min): BF142737.D\data.ms (-873) (-) m/z 119.05 100.00%

119.1
5000 %
91.0
30.0 66.0 ‘ ‘ 135.1 7.00 7.20 7.40 7.60
el el L R 7 134,05 35.13%
m/z--> 0 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000
7.00 7.20 7.40 7.60
91.0 m/z 91.05 18.24%
41.0 65.0
T \1\5\.0‘\‘\ T \"‘\ = \”“\‘\ T \‘”‘ T ‘W\ \‘\w T \1\3§‘0\
m/z--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 ITI/Z 105.05 13.32%
91.0
190 0880 L L 1o
A L e e
m/z--> 0 20 40 60 80 100 120 140 M/b
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl- AN R L R
119.0 7.00 7.20 7.40 7.60
m/z 66.00 10.48%
5000
91.0
- ‘1‘5‘(0‘“‘ ‘33,.‘(‘)“;“?‘;5‘;9‘ M ‘ “‘ ‘ “1“‘ “M ‘ ‘1‘3‘5‘)‘0‘ R e REMEARATEaT
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 : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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, 2-ethenyl-1,4-dime... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.910 9.60 ng 1528530  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 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81

4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 81
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 76

Abundance Scan 972 (7.910 min): BF142737.D\data.ms (-967) (-) m/z 117.05 100.00%

117.1
5000
910 L L B R R
51.0 74 ‘ 51 7.60 7.80 8.00 8.20
S P PO RS = 1621 /7 132.05  37.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 L B R R B R R
91.0 7.60 7.80 8.00 8.20
510 m/z 119.05 32.48%
27.0 ' ‘
\\\‘\‘\\\“i‘\\dﬁ\‘“!‘Tﬁ‘}ﬂ\\‘}\"m\\ ’\‘U\‘\’\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
R RMANEEEER R
7.60 7.80 8.00 8.20
5000 m/z 115.05 30.93%

=

el L a8se
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 131.05 19.19%
5000
91.0
390  g5p ‘ ‘
H“‘\‘ ‘ “‘ : ‘\‘;\“\;\‘ ‘ \M‘,H‘M,‘MH "w‘h’””"”
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Data Path :

Data File : BF142737.D

Acq On : 11 Jun 2025 16:19
Operator : RC/JU

Sample : Q2268-06

Misc

ALS vial : 16

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

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

MW-2-20250605-A

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

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 18 7-Methylindan-1-one

Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
9.175 7.90 ng 169625  Acenaphthene-di0 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Methylindan-1-one 146 C10H100 039627-61-7 52
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 50
3 1H-Benzimidazole-2-carboxaldehyde 146 C8H6N20 003314-30-5 46
4 Indane 118 C9H1e 000496-11-7 45
5 Deltacyclene 118 C9H1e 007785-10-6 43
Abundance Scan 1187 (9.175 min): BF142737.D\data.ms (-1180) (-) m/z 117.05 100.00%
117.1 146.1
5000
91.0 R
39.0 67-0 ‘ | | 8.80 9.00 9.20 9.40
S OV W AU m/z 146.05  91.79%
m/z--> 20 80 100 120 140
Abundance #24911: 7-Methylindan-1-one
117.0 146.0
5000
91.0 8.80 9.00 9.20 9.40
390 a0 m/z 118.05  44.73%
‘\\\\i‘\\“}‘\“‘m‘\”‘1‘“\\“\‘\“M\\l‘\\‘\\‘\\\\
miz--> 20 40 80 100 120 140
Abundance #10191: Benzene, 2-propenyl-
117.0 /\
H T e
8.80 9.00 9.20 9.40
5000 ITI/Z 115.05 32.17%
91.0
51.0
20 ) TR o
m/z--> 20 40 60 80 100 120 140
Abundance #25676: 1H-Benzimidazole-2-carboxaldehyde e R
118.0 146.0 8.80 9.00 9.20 9.40
91.0 m/z 91.05 21.02%
o T W
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 : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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 19 Benzoic acid, 3,4-dimethyl- Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
9.328 6.41 ng 137461  Acenaphthene-di0 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 96
2 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 94
3 4-Ethylbenzoic acid 150 C9H1002 000619-64-7 62
4 o-Tolylacetic acid 150 C9H1002 000644-36-0 60
5 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002 000492-37-5 58

Abundance Scan 1213 (9.328 min): BF142737.D\data.ms (-1204) (-)| | m/z 105.10 100.00%
105.1
150.0
5000
77.0
R NERE A,
510 | | 130 9.00 9.20 9.40 9.60
“““‘«WMMWyMwH“yuqupm:HWuu o m/z 150.00  78.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000 U L R R R IR
77.0 9.00 9.20 9.40 9.60
51.0 m/z 133.00  62.83%
27.0 ‘ “ 132,0
\\\‘\‘\\\“‘\‘\ \“\‘\\M}‘\\‘}\“\\\“\\1“\‘\\“\\‘\\\
miz--> 20 60 80 100 120 140 160
Abundance #28326: Benzoic acid, 3,5-dimethyl-
105.0 150.0
e N Eaa
9.00 9.20 9.40 9.60
5000 m/z 91.e0  39.87%
77.0
27.0 51"0 ‘ 1320
m/z--> 20 40 60 80 100 120 140 160
Abundance #28281: 4-Ethylbenzoic acid RmmE e RARRAR
105.0 9.00 9.20 9.40 9.60
150.0 m/z 77.00  29.26%
5000
77.0
270 510 ‘ ‘ ‘
H““‘ ‘ “‘ m“;u [ H‘i“‘ e “1“”‘9%3 - G
m/z--> 20 40 60 80 100 120 140 160 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 : BF142737.D

Acq On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc MW-2-20250605-A

ALS Vial : 16 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 1Indane-5-carboxylic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.187 7.65 ng 164213  Acenaphthene-di0 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane-5-carboxylic acid 162 C1l0H1002 065898-38-6 93
2 3-Butenoic acid, 4-phenyl- 162 C10H1002 002243-53-0 87
3 trans-2-Phenyl-1-cyclopropanecar... 162 C10H1002 000939-90-2 72
4 Benzene, 1-(chloromethyl)-3-ethe... 152 C9H9C1l 039833-65-3 64
5 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 59
Abundance Scan 1359 (10.186 min): BF142737.D\data.ms (-1354) (- m/z 117.10 100.00%
11y.1
5000
162.1
. =
bbbl AL 13430 L 7 115,05 39.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37566: Indane-5-carboxylic acid
117.0
5000 atha =
162.0 10.00 10.50
m/z 162.05 32.09%
91.0
39.0 63.0
\\\‘\\\\“ \‘\“\ \H“‘\‘\\\“\f“\\‘\\\ “\\l\s\siq‘\\\"\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #37570: 3-Butenoic acid, 4-phenyl-
117.0
P —
10.00 10.50
5000 162.0 m/z 131.00 12.63%
91.0
39.0
63.0
e 1480
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37665: trans-2-Phenyl-1-cyclopropanecarboxylic acid T —T
117.0 10.00 10.50
m/z 118.05 11.64%
5000 162.0
91.0
“1‘8"9‘1”“‘ ! T R i\\\]\-4‘.\.\0\\"‘\\\\‘\ —— e
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142737.D

Acqg On : 11 Jun 2025 16:19

Operator : RC/JU

Sample : Q2268-06 :
Misc : MW-2-20250605-A

ALS Vvial : 16 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, 2-met... .569 11. ng 184301 .893 335863 20.
Cyclobutane, (1... .681 1e. ng 175780 .893 335863 20.
Cyclohexene, 1-... .040 6. ng 109585 .893 335863 20.
Cyclopentene, 1.. .657 9. ng 159275 .893 335863 20.
Benzene, 1,3-di... .387  155. ng 2617820 .893 335863 20.
Benzene, (1-met... .063 19. ng 334173 .893 335863 20.
N-Benzyl-2-phen... .351 33. ng 558807 .893 335863 20.
Benzene, 1l-ethy.. .575 50. ng 847235 .893 335863 20.

Benzene, 1,2,3-... .716  141. ng 2380660 .893 335863 20.
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Tetracyclo[3.3.... 126. ng 2115660 .893 335863 20.
Benzene, 1,3-di... .140 25. ng 420631 .893 335863 20.
Benzene, 1,4-di... .210 30. ng 509099 .893 335863 20.
Benzene, 1-meth... .287 15. ng 261166 .893 335863 20.
o-Cymene 357 19 ng 325731 .893 335863 20.
Benzene, 2-ethe... 910 9 ng 1528530 .175 3184370 20.
7-Methylindan-1... 175 7. ng 169625 .928 429203 20.
Benzoic acid, 3... 328 6. ng 137461 .928 429203 20.
Indane-5-carbox... 10.187 7. ng 164213 .928 429203 20.
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