LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc :

ALS vial : 5 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135818.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 23 36 46 rBV3 227315 719230 6.35% ©.558%
2 2.505 65 71 80 rVB3 204546 443700 3.91% 0.344%
3 2.716 99 107 110 rBV3 121494 272210 2.40% 0.211%
4 2.757 110 114 124 rVB2 253135 515847 4.55% 0.400%
5 2.975 142 151 163 rVB2 84088 217677 1.92% 0.169%
6 3.134 174 178 184 rVB3 99384 192323 1.70% 0.149%
7 3.316 198 209 215 rBV4 76279 207554 1.83% 0.161%
8 3.399 215 223 231 rVB 356319 683357 6.03% 0.530%
9 3.628 257 262 269 rvVB2 87495 148035 1.31% 0.115%
10 3.746 276 282 287 rVV 1371492 2125520 18.75% 1.648%
11 3.799 287 291 296 rVW 254185 409470 3.61% 0.318%
12 3.857 296 301 307 rVB3 95855 177260 1.56% 0.137%
13  4.004 320 326 330 rBV3 154615 246478 2.17% 0.191%
14  4.157 345 352 356 rBV3 98726 200661 1.77% 0.156%
15 4.204 356 360 364 rVV3 99155 175523 1.55% 0.136%
16 4.252 364 368 373 rVB 161609 234269 2.07% 0.182%
17 4.351 380 385 390 rBv2 218215 280868 2.48% 0.218%
18 4.463 396 404 413 rBV 647942 926167 8.17% 0.718%
19 4.716 441 447 449 rBv2 171813 236949 2.09% 0.184%
20 4.746 449 452 456 rVW 159250 186801 1.65% ©0.145%
21 4.787 456 459 462 rVV2 150846 161291 1.42% 0.125%
22 4,822 462 465 468 rVWV 101391 145366 1.28% 0.113%
23 4.857 468 471 479 rVB2 227425 391791 3.46% 0.304%
24 4,957 485 488 492 rVWW 356810 436458 3.85% ©.338%
25 4.998 492 495 499 rVB2 117013 142499 1.26% 0.111%
26 5.222 527 533 536 rBV 5777322 7293488 64.34% 5.656%
27 5.340 545 553 554 rBV 5111018 8726817 76.99% 6.768%
28 5.381 558 560 565 rvwV 832409 856386 7.56% 0.664%
29 5.587 590 595 598 rBV 4424735 4439588 39.17% 3.443%
30 5.898 640 648 655 rBV 986103 1143211 10.09% 0.887%
31 6.198 695 699 702 rBV 3217109 3177575 28.03% 2.464%
32 6.263 706 710 712 rBV 1630469 1547484 13.65% 1.200%
33 6.293 712 715 718 rVB 3471745 2927231 25.82% 2.270%
34 6.340 718 723 728 rVB 762670 779608 6.88% 0.605%
35 6.422 731 737 740 rBV 4232314 4474640 39.48% 3.470%

36 6.575 756 763 766 rBV 7135045 11335201 100.00%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc :

ALS vial : 5 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 6.669 776 779 781 rBV 380727 392454  3.46% 0.304%
38 6.687 781 782 788 rVB 474458 351026 3.10% 0.272%
39 6.740 788 791 793 rBV 583770 486724 4.29% 0.377%
40 6.763 793 795 797 rW 340735 268004 2.36%  0.208%
41 6.798 797 801 806 rVB 3914988 4039928 35.64% 3.133%
42 6.916 811 821 824 rBV 3221145 3025757 26.69% 2.346%
43 6.981 829 832 835 rBV 2299639 1950578 17.21% 1.513%
44 7.010 835 837 840 rVB 371567 285965 2.52% 0.222%
45 7.051 840 844 846 rBV 2512617 2155667 19.02% 1.672%
46 7.075 846 848 853 rVB 580175 470266  4.15% 0.365%
47 7.128 853 857 860 rBV 1572158 1316502 11.61% 1.021%
48 7.198 865 869 871 rBV 2758611 2741260 24.18% 2.126%
49 7.228 871 874 877 rVB 2306473 2136223 18.85% 1.657%
50 7.275 877 882 884 rBV2 4327997 4685507 41.34% 3.634%
51 7.304 884 887 891 rVB2 3002080 3946134 34.81% 3.060%
52 7.375 897 899 903 rVB2 303876 280947 2.48% 0.218%
53 7.416 903 906 909 rVVv2 1638088 1250606 11.03% 0.970%
54 7.504 914 921 923 rBV 2940743 2747661 24.24% @ 2.131%
55 7.534 923 926 929 rVB 4013465 3203321 28.26% 2.484%
56 7.581 931 934 937 rBV 228910 221676 1.96% 0.172%
57 7.622 937 941 943 rBV 399424 387800 3.42% 0.301%
58 7.663 946 948 950 rwv 484724 507925 4.48% 0.394%
59 7.687 950 952 958 rVV 2858886 2651078 23.39% 2.056%
60 7.757 958 964 967 rVV 4503173 4536349 40.02% 3.518%
61 7.781 967 968 971 rWw 723667 576897 5.09% 0.447%
62 7.828 971 976 978 rVV3 433809 695441 6.14% 0.539%
63 7.851 978 980 983 rVW 527816 471496 4.16%  0.366%
64 7.887 983 986 989 rVB 374442 338419 2.99% 0.262%
65 7.981 993 1002 1003 rBV2 536284 853092 7.53% 0.662%
66 8.004 1003 1006 1009 rVV2 1748578 2368573 20.90% 1.837%
67 8.039 1009 1012 1014 rVV3 3003787 3187262 28.12% 2.472%
68 8.063 1014 1016 1018 rVV 1231795 978369 8.63% ©.759%
69 8.098 1018 1022 1026 rVB2 485237 591049 5.21% 0.458%
70 8.210 1039 1041 1044 rVV2 185404 148944 1.31% 0.116%
71  8.292 1050 1055 1057 rVv2 721957 750580 6.62%  ©.582%
72 8.398 1070 1073 1076 rVV 1068509 814050 7.18% 0.631%
73 8.457 1078 1083 1084 rVv4 79969 135317 1.19% 0.105%
74 8.481 1084 1087 1090 rVV 844768 791228 6.98% 0.614%
75 8.516 1091 1093 1099 rVV4 386374 496430 4.38% 0.385%

76 8.575 1099 1103 1105 rVB2 188906 193348 1.71% 0.150%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc :

ALS vial : 5 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 8.604 1105 1108 1111 rBV2 460592 435794 3.84% ©.338%
78 8.645 1111 1115 1117 rVV3 102840 140238 1.24% 0.109%
79 8.681 1117 1121 1124 rVV2 201192 267041 2.36% 0.207%
80 8.734 1127 1130 1133 rVB 203669 171124 1.51% 0.133%
81 8.828 1141 1146 1150 rBV 1453625 1362520 12.02% 1.057%
82 9.098 1188 1192 1195 rBV 3055686 2776332 24.49% 2.153%
83 9.216 1206 1212 1218 rBV3 283763 520525 4.59% 0.404%
84  9.357 1233 1236 1241 rVV4 147721 255420 2.25% 0.198%
85 9.428 1244 1248 1251 rVV3 156867 208505 1.84% 0.162%
86 9.463 1251 1254 1258 rwV 142240 145508 1.28% 0.113%
87 9.616 1277 1280 1285 rBV3 135435 191432 1.69% 0.148%
88 9.686 1289 1292 1297 rVB 225493 205853 1.82% 0.160%
89 9.733 1297 1300 1303 rBV 296496 253820 2.24% 0.197%
99 9.775 1303 1307 1315 rVB 868351 809772 7.14% 0.628%
91 10.104 1359 1363 1366 rVV2 138350 136025 1.20% ©0.105%
92 10.286 1389 1394 1398 rVvB2 132383 143553 1.27% 0.111%
93 10.575 1439 1443 1448 rBV 1760526 1737962 15.33% 1.348%
94 10.628 1448 1452 1456 rVV2 135665 195085 1.72% 0.151%
95 10.698 1460 1464 1473 rVB 644093 571753 5.04% 0.443%
96 11.269 1558 1561 1565 rBV 805848 707565 6.24%  0.549%
97 11.804 1648 1652 1665 rBvV2 167996 235960 2.08% 0.183%
98 12.869 1828 1833 1836 rBV 2668916 2514032 22.18% 1.950%
99 13.933 2011 2014 2021 rBV 516047 508176 4.48% 0.394%
100 15.410 2261 2265 2273 rBV 314989 446721 3.94% 0.346%

Sum of corrected areas: 128949102
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Oct 2023 18:26
¢ CG\JU
. 04723-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
BF135818.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF135818.D\data.ms
6.%75
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5381 5.898
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2.2992.505%%72,97513%3? '3993.62
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Hexyne, 4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
2.299  29.55 ng 719230 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 72
2 Furan, 2-ethyl- 96 C6H80 003208-16-0 64
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 64
4 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 58
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 58
Abundance  Scan 36 (2.299 min): BF135818.D\data.ms (-23) (-) m/z 81.05 100.00%
81.0
41.0
5000
‘ H 220 240 260
Ol el el 2068 s 41,05 68.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3219: 2-Hexyne, 4-methyl-
81.0
5000 41.0 T T T
220 240 260
m/z 69.10 48.08%
O 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
R e
220 240 260
5000 m/z 54.95 36.25%
53.0
27.0
Ol rrrpedir il b e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3253: 3,5-Dimethylcyclopentene I
81.0 220 240 260
m/z 39.00 29.01%
5000
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Cyclobutane, (1-methylethyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.399 28.08 ng 683357 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 91
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
3 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 80
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 80
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 72
Abundance Scan 223 (3.399 min): BF135818.D\data.ms (-215) (-) m/z 81.10 100.00%

81.1
5000
96.0

39.0 53.0 67_0 [Tr T T[T [T rrrr ’ TT
3.00 3.20 3.40 3.60 3.80
1101

‘H‘H‘W‘H‘_‘HHH‘WJW‘_wh‘Hﬂq‘u‘_‘H‘H‘W‘H“ m/z 96.85 29.27%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0

5000 _“‘_““H“‘H“,H
3.00 3.20 3.40 3.60 3.80

96.0 m/z 79.05  23.23%

39.0
27.0 ‘ 53.0 7.0
\\\‘\\\\‘\\\\‘\\\\“\\\\“\‘\‘\\‘\\\‘\‘\\\‘\“1\\\‘\\‘!\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81.0

3.00 3.20 3.40 3.60 3.80

o

o

5000 ITI z 39.05 17.80%
27.0 39.0 96.0
53.0
15.0 67.0
o YESD  A  MSO OMM f NS| AMS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3286: Cyclopentane, 1-methyl-2-methylene- T R
81.0 3.00 3.20 3.40 3.60 3.80

m/z 53.00 17.29%

5000
55,0 67.0 96.0
il I Y
\ m L1 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
4.463 38.06 ng 926167 1,4-Dichlorobenzene-d4 6.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 93
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 74
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 68
5 Bicyclo[2.2.1]heptane, 2-(2-prop... 136 C1@H16 002633-80-9 59
Abundance Scan 404 (4.463 min): BF135818.D\data.ms (-396) (-) m/z 95.05 100.00%
95.0
55.0 67.0
41.0 110.1 \H‘HH‘HH‘HM
‘ ‘ 70.1 ‘ ‘ 4.20 4.40 4.60 4.80
Ol prrerprrre et e et bl m/z 55.05  30.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 L B L B L L R
67.0 4.20 4.40 4.60 4.80
110.0 m/z 67.05 30.40%
270 390 550 79.0
O\\‘]\_\5\.(\)‘\\\“‘H\\m\H\“H‘\‘H‘H‘\HH\‘\‘i‘\\\\“\‘\l\‘HH“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
95.0
e RRANEREAE L
4.20 4.40 4.60 4.80
5000 67.0 m/z 110.10 20.54%
110.0
55.0 .
27.0 410 820
N RN H ) RRSNN SRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6786: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0 4.20 4.40 4.60 4.80
m/z 41.05 17.91%
41.0
5000 67.0
55.0
27.0 110.0
I 0
O e e e e e R RAREEEE Y S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.587 182.43 ng 4439590 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Ethylbenzene 106 C8H10 000100-41-4 87
5 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10 061142-07-2 86
Abundance Scan 595 (5.587 min): BF135818.D\data.ms (-590) (-) m/z 91.05 100.00%
91.0 W
5000 106.1
51.0 77.0 ‘ 5.20 5.40 5.60 5.80 6.00
Ohrerrerreer 30 bl il 1283 /7 106.05  46.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
106.0
5000
5.20 5.40 5.60 5.80 6.00
m/z 105.10 19.64%
51. 77.0 ‘
O H‘HH‘\Z\Z\.‘O\H\“\\Hm‘\HH‘\‘H‘H\U‘\H\“1\\\‘\‘“‘\‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
91.0
5.20 5.40 5.60 5.80 6.00
5000 106.0 m/z 51.60 13.00%
51.0 77.0
27.0
Ol prrrrprrer preetprere et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5725: p-Xylene
91.0 5.20 5.40 5.60 5.80 6.00
m/z 77.05 12.55%
106.0
5000
51.0 77.0
0 H‘H‘“‘Z‘Zf‘om1“”H}MMH‘l‘;‘um““‘mu‘l‘H“‘m‘wuu‘mwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benzene, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.198 130.57 ng 3177580  1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 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 1-(Benzylamino)propan-2-ol 165 C1OH15NO 1000486-84-7 72
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 72

Abundance Scan 699 (6.198 min): BF135818.D\data.ms (-695) (-) m/z 91.05 100.00%

91.0
5000
120.1
390 ©°0 5.80 6.00 6.20 6.40 6.60
Obprbde b 2010 7 126.05  24.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000
5.80 6.00 6.20 6.40 6.60
120.0 m/z 65.00  12.22%
390 650
0 ‘\‘\\\“‘\\“\\“\‘\\\“‘\\!\‘\‘\\\“\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
120.0 5.80 6.00 6.20 6.40 6.60
5000 m/z 92.05 10.60%
65.0
39.0 165.0 209.0
e o B o e AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #129554: Phenethylamine, N-benzyl-p-chloro-
91.0 5.80 6.00 6.20 6.40 6.60
m/z 78.05 6.34%
120.0
5000
ol a0 OO0 L 1640
R B B ALAAA mma s e Pt e Y e e
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benzene, 1l-ethyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.263 63.59 ng 1547480  1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 710 (6.263 min): BF135818.D\data.ms (-706) (-) m/z 105.05 100.00%
105.1
5000
120.1
30.0 77.0 6.00 6.20 6.40 6.60
o880 M L)) 1401 9
ol e = m/z 120.05 33.09%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 77.05 11.94%
77.0
0 \1\5\.0‘ T \3\9“.9 T ‘\5\9‘.9‘\ T \M’ T \‘i T "1‘\ \‘\”“\ L
miz-> 20 40 60 80 100 120 140
Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 91.05 11.77%
120.0
77.0
o 180 39.0 590
— T e e
miz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.05 9.66%
5000 120.0
28.0 51.0 77.0
o I N T MO
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.293 120.28 ng 2927230 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 715 (6.293 min): BF135818.D\data.ms (-712) (-) m/z 105.10 100.00%
105.1
5000
51.0 ‘ 6.00 6.20 6.40 6.60
Obrer bt btk 47,0 2071 2811 7 179.10  30.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.00 6.20 6.40 6.60
m/z 77.05 11.87%
0 \H‘\‘\3\)\9“.\(\)‘\\"\Z‘\H‘R\‘M“‘\\‘\”“H\\‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 91.10 11.44%
39.0
Olrrr el e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.10 10.05%
5000
39.0
Obrrrptreberbe M0 A et e e
m/z--> 20 40 60 80 100120140160180200220240260280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Benzene, 1,2,3-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.340 32.03 ng 779608 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# 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 CO9H12 000095-63-6 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 723 (6.340 min): BF135818.D\data.ms (-718) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.0 53.0 77.0 910 6.00 6.20 6.40 6.60

oH_HwHH_m‘_wwwmH“1‘_HW‘HH_‘:Mm‘_wm m/z 120.10  48.32%

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

Abundance #10715: Benzene, 1,2,3-trimethyl-

105.0
120.0
5000
6.00 6.20 6.40 6.60
m/z 119.05 12.61%
7.
B0 30 10910
O H‘\H\‘HH‘HH“HH“\‘H\‘\‘\‘H‘H\}‘HH‘HH‘\M\\‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
120.0 6.00 6.20 6.40 6.60
5000 m/z 77.00 12.59%
o 39.0 63.0 77.0 91.0
T T T e e

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

Abundance #10718: Benzene, 1,2,4-trimethyl-

105.0 6.00 6.20 6.40 6.60

m/z 91.00 9.42%

120.0
5000
77.0 91.0
0 270 510 i
SRR 70 MR P SN S [PV

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.575 465.77 ng 11335200 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# 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-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 763 (6.575 min): BF135818.D\data.ms (-756) (-) m/z 105.10 100.00%
105.1
5000 120.1
51.0 711 910 6.20 6.40 6.60 6.80
O 330 e 840 MLl myz 120,05 44.72%
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
6.20 6.40 6.60 6.80
m/z 77.10 13.22%
39.0 77.0 91.0
OH‘\\\.\‘H\‘\‘HH"‘\\Hi‘\‘\\\6’?\.‘(\)\‘\\\‘}“\\H“HH‘\M1\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
6.20 6.40 6.60 6.80
5000 120.0 m/z 119.05 12.15%
77.0
. 91.0
0 27.0 510 64.0
R RARAR T e R ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 91.05 11.47%
120.0
5000
77.0 91.0
o150 380510640 " "7 |
R R R L e aaa
m/z--> 10 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\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.916 124.33 ng 3025760 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60

Abundance Scan 821 (6.916 min): BF135818.D\data.ms (-811) (-) m/z 117.10 100.00%

117.1
5000 ﬂ
39.0 63.0 911 6.60 6.80 7.00 7.20
[N \‘ |l 146.0 9
0 bt e e m/z 118.10 54.81%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000
6.60 6.80 7.00 7.20
m/z 115.05 33.41%
390 630 910
O \]_\5\‘0‘\\\\’.\\”\\““\.‘\\\“\\“\\“\\\\“\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
117.0
6.60 6.80 7.00 7.20
m/z 91.10 15.84%
5000 91.0
39.0 65.0
ol et el
miz--> 20 40 60 80 100 120 140
Abundance #10198: Benzene, cyclopropyl-
117.0 6.60 6.80 7.00 7.20
m/z 63.00 8.36%
5000 91.0
39.0 65.0
o S o I N | N
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Benzene, 1,3-diethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.981 80.15 ng 1950580 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 o-Cymene 134 C1oH14 000527-84-4 81
Abundance Scan 832 (6.981 min): BF135818.D\data.ms (-829) (-) m/z 119.10 100.00%
119.1
5000
91.1
| 5]‘..0 ‘ 74-h ‘ M\ Ul 135.1 6.60 6.80 7.00 7.20 7.40
OF e ek e PR e e e m/z 105.05 99.93%
miz-> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000
6.60 6.80 7.00 7.20 7.40
91.0 m/z 134.05 47.71%
39.0 65.0 135.0
0 \1\5\.9\ T \“‘\ T “\‘\ T \““ T ‘H T \“ T \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.10 27.77%
91.0
39.0
o 15.0 65.0 135.0
T T T T e e
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.60 6.80 7.00 7.20 7.40
m/z 77.05 16.98%
5000
91.0
41.0 65.0 ‘ ‘ 135.0
) ST PO 1 O N
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40

8270-BF101323.M Wed Oct 18 ©5:21:18 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26

Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 2-Tolyloxirane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.051 88.58 ng 2155670  1,4-Dichlorobenzene-d4 6.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tolyloxirane 134 C9H1e0 002783-26-8 76
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 76
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 70
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 64
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 59
Abundance Scan 844 (7.051 min): BF135818.D\data.ms (-840) (-) m/z 105.05 100.00%
105.
5000
134.1
510 77‘-0 ‘ ‘ 6.80 7.00 7.20 7.40
ol W bl /7 134,05 31.13%
miz--> 20 40 60 80 100 120 140
Abundance #17529: 2-Tolyloxirane
105.0
5000
134.0 6.80 7.00 7.20 7.40
m/z 119.05  24.74%
77.0
Ot ‘2\7\.0\\“ \5\]‘.\'0\“\‘\ T \M‘ T \‘\ T ‘M\ T \“ T T
miz-> 20 40 0 80 100 120 140
Abundance
105.0
6.80 7.00 7.20 7.40
5000 m/z 91.05 24.17%
134.0
77.0
0 27.0 51.0
. e T
m/iz--> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0 6.80 7.00 7.20 7.40
m/z 77.05 12.58%
5000
134.0
39.0 77.0
SN o2 PR VSN VPR
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF101323.M Wed Oct 18 ©5:21:19 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26

Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Benzene, 1-methyl-2-propyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.128 54.10 ng 1316500 1,4-Dichlorobenzene-d4 6.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 86

5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72

Abundance Scan 857 (7.128 min): BF135818.D\data.ms (-853) (-) m/z 105.10 100.00%
105.1
5000
134.1
39.0 77.0 6.80 7.00 7.20 7.40
\\. Ly i \‘ ‘\ I I 1 207.1 9
0 e et e i e e e e m/z 134.05 24.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 77.00 10.36%
77.0
0 \:I-\S\.(‘)\‘\\\?)\g“:\()\‘u‘\‘H\H‘\\‘M“\‘H\“\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
6.80 7.00 7.20 7.40
5000 m/z 106.10 9.63%
134.0
77.0
27.0 51.0
T T T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 6.80 7.00 7.20 7.40
m/z 79.05 8.97%
5000
770 134.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF101323.M Wed Oct 18 ©5:21:21 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.198 112.64 ng 2741260 1,4-Dichlorobenzene-d4 6.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
Abundance Scan 869 (7.198 min): BF135818.D\data.ms (-865) (-) m/z 119.10 100.00%
119.1
5000
134.0
91.0
510 ¢ ‘ | 6.80 7.00 7.20 7.40 7.60
ob 388 T 88 Ll Ml myz 134,00 31.92%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 6.80 7.00 7.20 7.40 7.60
m/z 91.05 18.95%
91.0
150 390 459 |
O\\\‘\ T \‘\ T \“‘\ \“1‘\ “i‘\ T \‘H‘ T “}“\ \M T T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 105.05 14.29%
134.0
91.0
41.0 65.0
S N M L PERRSTIMERE 1 N M
m/iz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- _“‘,H“‘Aw“u“,u
119.0 6.80 7.00 7.20 7.40 7.60
m/z 120.05 10.51%
5000
91.0 134.0
39.0 65.0 ‘
ol 180 L
m/z--> 20 40 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\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Benzene, 1-methyl-3-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.228 87.78 ng 2136220 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91

Abundance Scan 874 (7.228 min): BF135818.D\data.ms (-871) (-)
1

119.
5000
39.1 650 91"1 7.00 7.20 7.40 7.60
Ol e WL 1930 /7 134,05 25.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
7.00 7.20 7.40 7.60
910 m/z 91.10 14.92%
0 \%\5\.9\\\4\:‘1‘-‘.\0\‘\ \?‘5\"\9\“‘\\‘1‘\ ‘WH‘”H\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
7.00 7.20 7.40 7.60
5000 m/z 120.10 9.86%

91.0
150 39.0 65.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene

119.0 7.00 7.20 7.40 7.60

m/z 117.10 7.51%
5000
91.0
150 390 650 |
N I D S —

m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

m/z 119.10 100.00%

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26

Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.757 38.30 ng 4536350 Naphthalene-d8 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 70
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
Abundance Scan 964 (7.757 min): BF135818.D\data.ms (-958) (-) m/z 117.10 100.00%
117.1
91.0 134.0 o e
51.0 ) ‘ 7.40 7.60 7.80 8.00
Ot 7R Ml 18020 s 119 05 53.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 740760 7.60800
- 510 m/z 132.05 36.20%
Ot T \‘\.\ \““\ \“U \““H \7\4“19‘ e “H‘\ T \;'\4\’4\'.9\ L
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0 M
et
7.40 7.60 7.80 8.00
5000 m/z 115.05 31.07%
39.0 65.0 91.0
0 134.0
L B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16113: 2,4-Dimethylstyrene
117.0 7.40 7.60 7.80 8.00
m/z 91.05 22.41%
5000
91.0
39.0
‘ 63.0
15.0
0 "M,‘L“w“MTﬁM“WM‘J:“M“ “%uﬁ?““,“
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF101323.M Wed Oct 18 ©5:21:23 2023

Page: 20



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135818.D

Acqg On : 17 Oct 2023 18:26
Operator : CG\JU

Sample : 04723-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-Hexyne, 4-met... 2.299 29.6 ng 719230 1 6.740 486724 20.0
Cyclobutane, (1... 3.399 28.1 ng 683357 1 6.740 486724 20.0
Cyclopentene, 1... 4.463 38.1 ng 926167 1 6.740 486724 20.0
Benzene, 1,3-di... 5.587 182.4 ng 4439590 1 6.740 486724 20.0
Benzene, propyl- 6.198 130.6 ng 3177580 1 6.740 486724 20.0
Benzene, 1l-ethy... 6.263 63.6 ng 1547480 1 6.740 486724 20.0
Benzene, 1-ethy... 6.293 120.3 ng 2927230 1 6.740 486724 20.0
Benzene, 1,2,3-... 6.340 32.0 ng 779608 1 6.740 486724 20.0
Benzene, 1-ethy... 6.575 465.8 ng 11335200 1 6.740 486724 20.0
Indane 6.916 124.3 ng 3025760 1 6.740 486724 20.0
Benzene, 1,3-di... 6.981 80.2 ng 1950580 1 6.740 486724 20.0
2-Tolyloxirane 7.051 88.6 ng 2155670 1 6.740 486724 20.0
Benzene, 1-meth... 7.128 54.1 ng 1316500 1 6.740 486724 20.0
Benzene, 2-ethy... 7.198 112.6 ng 2741260 1 6.740 486724 20.0
Benzene, 1-meth... 7.228 87.8 ng 2136220 1 6.740 486724 20.0
Benzene, 2-ethe... 7.757 38.3 ng 4536350 2 8.016 2368570 20.0
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