LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080823\
Data File : BG@58644.D

Acqg On : 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc :

ALS Vvial : 12 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_ G\Methods\8270-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58644.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.835 120 127 132 rBV3 30583 55258 1.82% 0.212%
2 3.887 132 136 145 rVB4 28190 60517 2.00% 0.233%
3 3.987 145 153 162 rVB5 31880 76004  2.51% 0.292%
4 4.164 176 183 187 rBV2 57874 100766 3.33% 0.387%
5 4.293 202 205 215 rVB3 56628 99055 3.27% 0.381%
6 4.451 227 232 235 rBV 80960 119172 3.93% 0.458%
7 4.534 241 246 251 rVB2 70273 112646 3.72% 0.433%
8 4.739 272 281 287 rBV3 41886 95388 3.15% 0.367%
9 4.833 293 297 302 rBV 44570 68570 2.26% 0.264%
10 4.904 302 309 312 rVV4 57761 112356 3.71% 0.432%
11  4.945 312 316 320 rVV2 54316 77629  2.56% 0.298%
12 4,998 320 325 330 rvv2 82282 124116 4.10% 0.477%
13 5.062 330 336 342 rVB4 34986 59598 1.97% 0.229%
14 5.239 361 366 375 rVB3 75239 168514 5.56% 0.648%
15 5.386 382 391 397 rBV 359888 575102 18.99% 2.210%
16 5.444 397 401 405 rW 30728 57559 1.90% 0.221%
17 5.509 408 412 419 rVB 50299 91129 3.01% ©0.350%
18 5.603 419 428 434 rBV4 48800 101150 3.34% 0.389%
19 5.679 434 441 449 rBV6 60639 151903 5.02% 0.584%
20 5.756 449 454 460 rVV2 93376 154151 5.09% 0.592%
21 5.820 460 465 472 rVB 55071 107604 3.55% 0.414%
22 5.897 472 478 487 rVB3 43999 78762 2.60% 0.303%
23 6.073 500 508 512 rBv4 110496 241661  7.98%  0.929%
24 6.191 522 528 539 rVB4 52126 123363 4.07% 0.474%
25 6.302 539 547 553 rBV5 103072 314861 10.40% 1.210%
26 6.355 553 556 561 rVW 91442 142022 4.69%  0.546%
27 6.443 561 571 584 rVV6 131146 419456 13.85% 1.612%
28 6.619 595 601 606 rVB5 41570 80922 2.67% 0.311%
29 6.702 606 615 622 rBV6 54205 149186 4.93% 0.573%
30 6.790 622 630 636 rVW2 144271 274223 9.05% 1.054%
31 6.896 644 648 652 rVWW2 74534 108839 3.59% 0.418%
32 6.949 652 657 659 rvww2 106923 189989 6.27% 0.730%
33 6.984 659 663 668 rVW 196786 364456 12.03% 1.401%
34 7.131 683 688 693 rBV5 26627 50866 1.68% 0.196%
35 7.189 693 698 702 rBV4 57126 93267 3.08% 0.358%

36 7.289 711 715 724 rVB4 54234 100513 3.32% ©.386%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080823\
Data File : BG@58644.D

Acqg On : 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc :

ALS Vvial : 12 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_ G\Methods\8270-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.366 724 728 739 rVB7 41311 102524 3.39% 0.394%
38 7.454 739 743 748 rBV 98765 156337 5.16% 0.601%
39 7.518 750 754 761 rVB6 37025 78850 2.60% 0.303%
40 7.630 766 773 777 rBV7 24887 61864 2.04% 0.238%
41 7.677 777 781 783 rBV 39516 55868 1.84% 0.215%
42 7.712 783 787 794 rVB3 67279 139278 4.60% 0.535%
43 7.783 794 799 801 rBV 94524 137627 4.54% 0.529%
44 7.812 801 804 810 rVB 100182 156700 5.17% 0.602%
45 7.877 8l1e 815 819 rVB3 47597 85589 2.83% 0.329%
46 7.924 819 823 829 rBV3 31990 65560 2.16% 0.252%
47 7.994 830 835 839 rVB3 49957 85867 2.84% 0.330%
48 8.088 845 851 854 rBV5 37109 72760  2.40%  0.280%
49 8.182 860 867 873 rVB 95694 159037 5.25% 0.611%
50 8.300 881 887 895 rBV 271759 487283 16.09% 1.873%
51 8.453 907 913 918 rBV2 167519 301679 9.96% 1.160%
52 8.500 918 921 926 rVB2 55571 77212 2.55% 0.297%
53 8.641 937 945 951 rBV3 60867 123489 4.08% 0.475%
54 8.917 980 992 997 rBV 490720 909930 30.05% 3.497%
55 8.981 997 1003 1016 rVB2 471824 1116406 36.86% 4.291%
56 9.158 1022 1033 1043 rBV1e 82605 293624 9.70%  1.129%
57 9.263 1043 1051 1062 rVW4 67987 184441 6.09% 0.709%
58 9.393 1067 1073 1076 rBv4 35838 67435  2.23% 0.259%
59 9.440 1076 1081 1086 rBV 409438 643301 21.24% 2.473%
60 9.528 1093 1096 1106 rVB5 41967 88814  2.93% 0.341%
61 9.692 1116 1124 1129 rBV2 118071 227374  7.51% 0.874%
62 9.798 1135 1142 1148 rBV4 109386 251499 8.30% 0.967%
63 9.857 1148 1152 1156 rBV 108957 187522 6.19% 0.721%
64 10.010 1172 1178 1186 rBV2 326869 590881 19.51% 2.271%
65 10.080 1186 1190 1196 rVB2 43576 74797  2.47% 0.287%
66 10.192 1202 1209 1214 rBV4 49126 107190 3.54% 0.412%
67 10.309 1224 1229 1237 rVB 91353 156095 5.15% 0.600%
68 10.491 1254 1260 1262 rBV5 33770 62965 2.08% 0.242%
69 10.527 1263 1266 1269 rVVv4 34616 52704 1.74% 0.203%
70 10.603 1269 1279 1284 rVV2 224740 707089 23.35% 2.718%
71 10.656 1284 1288 1295 rVB5 179858 353224 11.66%  1.358%
72 10.726 1295 1300 1305 rBV 177177 299485 9.89% 1.151%
73 10.826 1312 1317 1326 rVB 99753 167284 5.52% 0.643%
74 11.079 1356 1360 1368 rVB5 28064 70152  2.32% 0.270%
75 11.273 1388 1393 1397 rBV 82248 137731 4.55% 0.529%
76 11.384 1406 1412 1417 rBV2 36882 77491 2.56% 0.298%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080823\
Data File : BG@58644.D

Acqg On : 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc :

ALS Vvial : 12 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_ G\Methods\8270-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 11.431 1417 1420 1429 rVV9 20221 53179 1.76% 0.204%
78 11.525 1429 1436 1443 rVB 84725 160597 5.30% 0.617%
79 11.631 1450 1454 1458 rBV2 41209 77261 2.55% 0.297%
80 11.719 1463 1469 1475 rVB 108690 204121 6.74% 0.785%
81 11.937 1503 1506 1511 rVB 48284 76342  2.52% 0.293%
82 12.001 1511 1517 1524 rBV2 57517 111833 3.69% 0.430%
83 12.236 1550 1557 1560 rVV3 30916 64124  2.12% 0.246%
84 12.278 1560 1564 1572 rVB 77121 129900 4.29% 0.499%
85 12.495 1594 1601 1611 rVV 135161 262766 8.68% 1.010%
86 13.082 1691 1701 1711 rVV 1200110 1937538 63.98% 7.447%
87 13.629 1785 1794 1803 rVV7 23522 65547 2.16% ©.252%
88 13.782 1814 1820 1824 rBV2 32409 56488 1.87% 0.217%
89 14.457 1928 1935 1948 rBV 333183 562330 18.57% 2.161%
90 14.886 1999 2008 2014 rBvV2 78581 146405 4.83% 0.563%
91 15.815 2159 2166 2180 rBV 98471 170491 5.63% 0.655%
92 15.950 2182 2189 2207 rBV 1021689 1669163 55.11% 6.416%
93 17.207 2396 2403 2408 rBV 428711 674583 22.27% 2.593%
94 18.094 2548 2554 2564 rBV 136431 235934  7.79% 0.907%
95 19.375 2767 2772 2782 rBV3 30976 60400 1.99% 0.232%
96 19.828 2842 2849 2859 rBV 2297886 3028552 100.00% 11.640%
97 21.126 3063 3070 3093 rBV7 41651 217379 7.18% 0.836%
98 21.449 3118 3125 3136 rBV 430208 726071 23.97% 2.791%
99 23.030 3387 3394 3401 rBV 39357 74654 2.47% 0.287%
100 24.522 3636 3648 3667 rBV 252156 776468 25.64%  2.984%

Sum of corrected areas: 26017657
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058644.D\data.ms
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Abundance TIC: BG058644.D\data.ms
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Abundance TIC: BG058644.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
4.998 15.84 ng 124116 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 83
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 50
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 40
4 p-Fluoroaniline 111 C6H6FN 000371-40-4 38
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 38
Abundance Scan 325 (4.998 min): BG058644.D\data.ms ( 320) (-) m/z 111.05 100.00%
69.0 111.
55.0
5000 210
83.0 SR | LA W
I | 97.0 1960 4.60 4.80 5.00 5.20 5.40
H\’HH‘H\\‘HH‘lH\‘HH‘\H‘}’H\\‘\1‘\\‘\\\‘\‘HH‘E\H’HH"H\ m/z 69.06 89.4100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.055'0 /\A‘/\ﬁu‘uu‘uu,uu‘u
4.60 4.80 5.00 5.20 5.40
27 0 83.0 m/z 55.00  71.56%
’1”126"()
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0 i A2
41.0 4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 41.00 37.96%
27.0
126.0
H ‘ 84.0
S 1 1 1 OO W R |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha. R R ERREEE
55.0 69.0 4.60 4.80 5.00 5.20 5.40
410 m/z 56.00 32.84%
97.0
5000
83.0 111.0126.0
27.0 ‘ ‘ ‘
m,mWw“m_mH“‘,MMWll_uw,w,m VAN AL AVE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.239 21.51 ng 168514 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 49
Abundance Scan 366 (5.239 min): BG058644.D\data.ms ( 361) (-) m/z 69.00 100.00%
69.0 111.
55.0
5000 410
126.1 e e R
‘ ‘ ‘ “ 85.1 ‘ 5.00 5.20 5.40 5.60
el mz 111,10 90.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
41.0 /\N
5000 \/\\\\‘\\\\‘\\\MT\\\\‘\\\
27.0 126.0 5.00 5.20 5.40 5.60
' m/z 55.00 82.41%
L) A
\H’HH‘H\\‘HH‘HH“\‘\H‘\HM’H\\N‘!H‘H\‘\‘HH‘}H\’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
55.0 A ARRR
41.0 5.00 5.20 5.40 5.60
5000 m/z 43.00 53.59%
21.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. T T T
69.0 111.0 5.00 5.20 5.40 5.60
55.0 m/z 41.00 46.38%
5000 410
27.0 126.0
o | L mowo
‘HM‘HMH‘_H‘_Hw‘Hw‘HWH‘WH‘WHH‘HH‘HHM‘HWH R AAREEE Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Cyclopentane, (2-methylprop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.679 19.39 ng 151903 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 90
2 Cycloheptanone, 3-methyl-, (R)- 126 C8H140 013609-58-0 46
3 Cyclooctane, methyl- 126 CO9H18 001502-38-1 43
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 41
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
Abundance Scan 441 (5.679 min): BG058644.D\data.ms (-434) (-) m/z 55.00 100.00%
55.0
69.0
41.0 83.0
5000
125.1
97.0 T T T T T T T T
‘ H | M | 111.0 5.40 5.60 5.80 6.00
‘wHH,‘HwHu:HmwH_u‘lwmM‘luwm‘s!_m“‘mwlwm m/z 69.60  83.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13271: Cyclopentane, (2-methylpropyl)-
41.0 69.0
55.0
83.0
5000 LN L L L L LI L
5.40 5.60 5.80 6.00
27.0 111.0 m/Z 67.00 69.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13101: Cycloheptanone, 3-methyl-, (R)-
41. 9.
0 55.0 690
R AR e
5.40 5.60 5.80 6.00
5000 m/z 41.00 69.42%
98.0
84.0 ‘ 126.0
erereprrrererbeb el d 2129 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13195: Cyclooctane, methyl- A RAREE e R
41.0 55.0 69.0 5.40 5.60 5.80 6.00
m/z 83.00 65.24%
5000 111.0
83.0 97.0
27.0
Ll | e
‘wu‘W‘HM‘H‘LH‘p!HM‘HHHHpH‘WHEW‘Hwiu‘_J‘_“ R R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1-Ethyl-4-methylcyclohexane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.756  19.67 ng 154151 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 90
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 80
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 80
4 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 72
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 72
Abundance Scan 454 (5.756 mln) BG058644. D\data ms (-449) (-) m/z 55.00 100.00%
55.0 7.0
41.0 69.0 T
‘ ‘ ‘ 83.0 ‘ 126.1 5.40 5.60 5.80 6.00
H‘HH‘HH‘HH“\H\‘\w\‘\‘H\H‘H\\‘?\‘H’H\l‘\\\l\l‘\z\.g’\\!\‘HH m/z 97.05 92.8900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 L L BN B R BN B
5.40 5.60 5.80 6.00
410 69.0 126.0 m/z 41.88 25.41%
27.0 ‘ ‘
H‘HH‘H\H‘HH“HH\‘\w!\‘HH‘H\ﬁ\p\\()\’\\!l‘\\:l\-\]-“]\“\(\)\’\\!‘\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
R ARARERE S SR
5.40 5.60 5.80 6.00
5000 m/z 69.00 20.02%
41.0 69.0 126.0
20 | e | mo
T i | i S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis- T
55.0 97.0 5.40 5.60 5.80 6.00
m/z 56.00 13.75%
5000 41.0
69.0
Ll 80 | 11101260
I | L
A L R o e AAAAARaY e e RS Ran o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.40 5.60 5.80 6.00

8270-BG072823.M Wed Aug 09 06:19:07 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.073 30.84 ng 241661 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 64
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 59
3 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 58
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 58
5 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 53
Abundance Scan 508 (6.073 min): BG058644.D\data.ms (-500) (-) m/z 55.00 100.00%
55.0
97.1
5000 41,0
N AAREEEEE T
‘ ‘ ‘ ‘0 111 112‘5-1 5.80 6.00 6.20 6.40
\H‘\H\‘\H\‘\H\i\H\‘\H\\‘\H\“\H\“\HH\‘\Hl‘\\\\“\\\\‘\\l\‘\\\ m/z 97.19 73.7700
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 L L B L B R
41.0 112.0 5.80 6.00 6.20 6.40
69.0 m/z 43.00  48.61%
i
L ull | ‘
\H‘\H\‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7669: Cyclohexane, 1,4-dimethyl-, cis-
558.0 97.0
R A ARERRRE T
5.80 6.00 6.20 6.40
5000 41.0 m/z 57.00 44 . 66%
112.0
27.0
H 69.0 83.0
m“m“H“m“HH‘W‘WHHH‘m‘wH"W!memwuwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7612: Cyclohexane, 1,3-dimethyl- e ARBERAEEEEEE R
55.0 97.0 5.80 6.00 6.20 6.40
m/z 41.00 43.44%
5000 41.0
112.0
27.0 69.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40

8270-BG0O72823.M Wed Aug 09 06:19:08 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cis-bicyclo[4.2.0]octane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.302 40.19 ng 314861 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cis-bicyclo[4.2.0]octane 110 C8H14 028282-35-1 50
2 Cyclohexanepropanol- 142 C9H180 001124-63-6 47
3 2-Cyclohexen-1-one, 4,5-dimethyl- 124 C8H120 005715-25-3 46
4 1,3-Pentadiene, 3-methyl-, (Z)- 82 CeH1e 002787-45-3 46
5 1,3-Pentadiene, 3-methyl-, (E)- 82 C6H1e 002787-43-1 46
Abundance Scan 547 (6.302 min): BG058644.D\data.ms (-539) (-) m/z 82.00 100.00%
67.0 82.0
105.0
5000 41.0
T T
‘ H ‘ ‘ H 120.0 6.00 6.20 6.40 6.60
H‘HH‘HH‘HH}MHHMM‘JMMHN;uuﬂﬂm‘mmwuulmh‘u‘ m/z 66.95 97.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6724: Cis-bicyclo[4.2.0]octane
67.0 82.0
5000 T T[T T T[T T TTrr[rirr]
6.00 6.20 6.40 6.60
m/z 55.00 82.18%
SSI.O | 11?.0
N il il .
H‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘ \H‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #23018: Cyclohexanepropanol-
55.0 81.0
96.0 AC TR
6.00 6.20 6.40 6.60
5000 41.0 m/z 81.00 68.66%
b
H‘HH‘H\H‘HH}\‘M\“1\1‘\‘\\‘1\“\\\‘\“ e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12061: 2-Cyclohexen-1-one, 4,5-dimethyl- e e AR EaEas T ]
67.0 82.0 6.00 6.20 6.40 6.60
124.0 m/z 82.95 65.82%
5000
39.0
53.0
L3
H‘mwH‘I‘WHH“Hi‘l“mu‘;hm““ et PP T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60

8270-BG072823.M Wed Aug 09 06:19:10 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Octane, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.355 18.13 ng 142022 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 59
Abundance Scan 556 (6.355 min): BG058644.D\data.ms (-553) (-) m/z 57.00 100.00%
57.0
5000
41/0
A RBARE TR
85.0 113.1 6.00 6.20 6.40 6.60
139.9 o
\\\‘\H\‘\\\\“M\\‘\\\}‘H\\‘i\‘\\\‘\‘\‘\\‘\\\‘\’H\\‘\“\H’H‘H‘HH‘HH‘\ m/Z 71.00 47 .78%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 M/\M
2100 6.00 6.20 6.40 6.60
m/z 43.00 46.90%
85.0 113.0
\\\‘\29‘.\?\\\\“1H\‘\‘\‘\1‘\\\\”}\\\‘\\‘\-\‘\\\\’HH‘1\\\’\\\\‘\\.\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22081: Nonane, 3-methyl-
57.0
T
6.00 6.20 6.40 6.60
5000 m/z 41.00 32.89%
41,0
112.0
260 || . 850 | 127.0142.0
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #59084: Decane, 2,5,9-trimethyl- R aa E EARAmEaRRTES
57.0 6.00 6.20 6.40 6.60
m/z 56.00 31.63%
5000
41,0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60

8270-BG0O72823.M Wed Aug 09 06:19:11 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On
Operator
Sample

Misc

ALS vial

8 Aug 2023 15:47
: MA/JU
: 03903-20

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Cyclohexane, propyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.443 53.54 ng 419456  1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 76
2 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 52
4 1-Cyclohexylethanol, pentafluoro... 274 C11H15F502 1000365-50-1 47
5 1-Cyclohexylethanol, trifluoroac... 224 C10H15F302 1000365-19-2 43
Abundance Scan 571 (6.443 min): BG058644.D\data.ms (-561) (-) m/z 55.00 100.00%
55.0
83.0
5000 41.0
97.0 R AREmEEE R
H GF.O 126.1 6.20 6.40 6.60 6.80
m_HWWH‘M“HN!Wm!‘;“m‘“l”_“!:_“1}‘2«‘1‘,“‘1“”‘ m/z 83.00 80.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 L B I L I LA B
41.0 6.20 6.40 6.60 6.80
270 126.0 m/z 82.00  45.32%
i 60.0
H\‘HH‘H\M‘\\H‘i“\H‘\‘l!‘\‘\Hﬁ"\\H“\EH‘?Z\.‘()H]\-\]-‘]\"\(\)\’H\‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12178: Cyclohexane, 2-propenyl-
55.0 83.0
R e e EANNEaS:
410 6.20 6.40 6.60 6.80 .
5000 m/z 41.00 42.25%
27.0 ‘
124.0
m_;uw‘:‘w;:w“!wm,mq“lu_m_lﬂ?:("u,‘l”w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13260: Cyclohexane, (1-methylethyl)- B AREEEEEEE
83.0 6.20 6.40 6.60 6.80
550 m/z 57.60  22.75%
5000 41.0
27.0 Gf'o 126.0
SRS I =N VA4 VAT SO R F1)
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

8270-BG0O72823.M Wed Aug 09 06:19:12 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Decane, 2,5,6-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.702 19.04 ng 149186 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 47
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
4 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 38
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 38

Abundance Scan 615 (6.702 min): BG058644.D\data.ms (-606) (-) m/z 57.00 100.00%

57.0
5000
41)0
85.0 e
B 090 6.40 6.60 6.80 7.00
\\\\‘\\\\M“\\\H\“\‘m"\\“im\\\“\“’\\“\‘\“\\\\“.\\\\ m/Z 43.00 74.3500
miz-> 20 40 60 80 100 120 140
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 U L B L R ]
6.40 6.60 6.80 7.00
41/0 m/z 41.00 33.94%
‘ ‘ 84.0
\\\\‘\\\\“M\\‘\“\\“\\‘U\\\H’\J-\l\s\.o‘\\\\‘]\-5\()\.(\)
miz-> 20 40 60 80 100 120 140
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
e AREEaERT T
6.40 6.60 6.80 7.00
5000 41.0 98.0 m/z 56.00 31.26%
a0 | 1L o a0

miz--> 20 40 60 80 100 120 140

Abundance #8637: Hexane, 2,4-dimethyl- AR

43.0 6.40 6.60 6.80 7.00
m/z 55.00 23.74%

85.0
5000
27.0
N

e R EamsE e ]

m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BG072823.M Wed Aug 09 06:19:13 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.7990 35.00 ng 274223  1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 42
2 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 27
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 27
4 1-hexanol, 6-[(phenylmethyl)amino]- 207 C13H21NO 1000400-55-6 27
5 Cyclohexanemethylamine 113 C7H15N 003218-02-8 27

Abundance Scan 630 (6.790 min): BG058644.D\data.ms (-622) (-) m/z 91.00 100.00%

91.0
57.0
5000
120.1
‘ ‘ | ‘ 6.40 6.60 6.80 7.00 7.20
\\\‘\\\\‘i‘\\“\ \\“““\\‘Hh‘\‘\‘u"\u\‘HH‘HH‘HH‘HH‘ m/Z 57.00 61.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Benzene, propyl-
91.0
5000 L L L B
6.40 6.60 6.80 7.00 7.20
120.0 m/z 43.00 31.97%
39.0 65‘-0 |
L L L i I
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28988: Ethanol, 2-[(phenylmethyl)amino]-
91.0
Rmans A n R
6.40 6.60 6.80 7.00 7.20
5000 120.0 m/z 67.00 29.72%
65.0
150 390 =™ ) | 1510
R s e R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88776: N-Benzyl-2-phenethylamine e BERRAREEE R
91.0 6.40 6.60 6.80 7.00 7.20
120.0 m/z 41.00 27.51%
5000
65.0
390 ] 158.0181.0 211.0
A e AR EEaE S R R EEREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20

8270-BG0O72823.M Wed Aug 09 06:19:15 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 11
R.T. EstConc Area Relative to ISTD R.T.
7.454  19.95 ng 156337 1,4-Dichlorobenzene-d4 7.812

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 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
Abundance Scan 743 (7.454 min): BG058644.D\data.ms (-739) (-) m/z 105.00 100.00%
105.0
5000
120.0
39.0 63.0 770 910 7.20 7.40 7.60 7.80
H‘HH‘\H\‘HH“‘\H\“N\‘\“\“\‘\‘H“\H‘H‘HH“HH‘\M1\‘\\‘\‘\“‘\\\\‘\\\ m/z 129.09 36.3900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
11—

120.0 7.20 7.40 7.60 7.80
m/z 77.00 10.68%

77.0
\\‘]T\s\.\o‘\H‘H\\3\?‘.‘\()\\\N{‘\\\6‘%\.‘(\)\‘\HM“H?]‘L.?\‘\‘\}\‘H‘\‘\“‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
R REARRRaEsaE
7.20 7.40 7.60 7.80
5000 120.0 m/z 119.00  9.78%
77.0
51.0 91.0
SN2/ TN PYNTINN SRS N N T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #10718: Benzene, 1,2,4-trimethyl- [ R P N 4 S A
105.0 7.20 7.40 7.60 7.80
m/z 91.00 9.51%
120.0
5000
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80

8270-BG0O72823.M Wed Aug 09 06:19:16 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47

Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 12 unknown7.712 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.712 17.78 ng 139278 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 43
2 Benzeneacetaldehyde, 4-methyl- 134 C9H100 000104-09-6 43
3 Diethylmalonic acid, monochlorid... 282 C15H19C103 1000369-32-0 38
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 38

5 3-[(2-methylbenzyl)oxy]benzaldehyde 226 C15H1402 590350-87-1 38

Abundance Scan 787 (7.712 min): BG058644.D\data.ms (-783) (-) m/z 105.00 100.00%
105.0
5000 j\
570 \H‘HH‘HH‘HH‘HH’
‘ 7.40 7.60 7.80 8.00
il o1 N L m/z 57.00  18.78%
miz-> 50 100 150 200 250
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
5000 T[T T T[T T T T[T T T [TrTT]
7.40 7.60 7.80 8.00
m/z 8l.00 14.74%
15. O\ \751\ O‘ H ‘ h 13% 0
T T T T ‘ T T T T ‘ T \ T T T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #17611: Benzeneacetaldehyde, 4-methyl-
105.0
R ARBAREEEE
7.40 7.60 7.80 8.00
5000 ITI/Z 77 .00 11.32%
29.0 ‘
63.0 ‘ ‘
U s
m/iz--> 50 100 150 200 250
Abundance #175604: Diethylmalonic acid, monochloride, 3-methylbe AR R R R R
105.0 7.40 7.60 7.80 8.00
m/z 79.00 10.49%
B M&
39.0 69.0 \ | 1400 218.0 282.(
R B e LA B S S S R RRma R AR
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00

8270-BG072823.M Wed Aug 09 06:19:17 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.182 20.30 ng 159037 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 68
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
Abundance Scan 867 (8.182 min): BG058644.D\data.ms (-860) (-) m/z 117.00 100.00%
117.0
5000
A
910 R aa
390 57.9 7.80 8.00 8.20 8.40 8.60
“““““‘N‘Nﬂﬂ‘wwpnm“““Wu‘¥3ﬁ¥“‘ m/z 118.00  57.42%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 ‘\\\\‘\\\\‘\\J\\\‘\\\\‘\\

7.80 8.00 8.20 8.40 8.60
m/z 115.00 33.16%
|

39.0 5g¢ 91.0
\43\\()‘\‘\\\“\\\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\
mi/z--> 20 40 60 100 120 140
Abundance #10190: Benzene, 2-propenyl-
117.0

7.80 8.00 8.20 8.40 8.60

5000 m/z 91.00 15.01%
Lol MU\WA
20 7
"“"‘“"‘;ku"y“J“H“‘M““““‘
miz--> 20 40 60 80 100 120 140
Abundance #10205: Benzene, 1-ethenyl-2-methyl- RARRRRNEREEREESREESNES
117.0 7.80 8.00 8.20 8.40 8.60

m/z 57.90 10.67%

5000
91.0
w0 s0 b
T R

m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40 8.60

8270-BG0O72823.M Wed Aug 09 ©6:19:18 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47

Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzene, 1,3-diethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.300 62.19 ng 487283  1,4-Dichlorobenzene-d4 7.812
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 C1eH14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 887 (8.300 min): BG058644.D\data.ms (-881) (-) m/z 105.00 100.00%
105.
5000 134.1 /\M
77.0 L B s e e
51.0 ‘ ‘ 8.00 8.20 8.40 8.60
- “““M"W‘uﬂﬁ“‘w“ww‘JU“Uﬂ““““ m/z 119.60  93.82%
miz-> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 AK
5000 1340 \\\‘\\\\‘\\\\’\\\\‘\\\\
8.00 8.20 8.40 8.60
91.0 m/z 134.05 42.61%
39.0 65.0 ‘ ‘
\\\‘\‘\‘\\“‘\\M‘\‘\‘\\\H‘\\\\‘H‘\\‘i‘l\\\‘\‘\\
miz--> 20 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
R EAREmaE RS S S
8.00 8.20 8.40 8.60
5000 134.0 m/z 90.95 26.83%
91.0
39.0 65.0
250 il bl L
miz--> 20 40 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl- R e REERE L
119.0 8.00 8.20 8.40 8.60
m/z 77.00 18.53%
5000 134.0
91.0
41.0 65.0
‘“‘2‘6“0“““‘wwHmmuww
m/z--> 20 100 120 140 8.00 8.20 8.40 8.60

8270-BG072823.M Wed Aug 09 06:19:19 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, 1,2-diethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.453  38.50 ng 301679 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
4 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 83
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 81
Abundance Scan 913 (8.453 min): BG058644.D\data.ms (-907) (-) m/z 119.00 100.00%
119.0
91.0
134.1
5000
R R AR
390 650 ‘ ‘ 8.20 8.40 8.60 8.80
H‘HH_H‘_HLL‘ﬂwuﬁﬂu_uwuuumm‘Nkwhhhuwuhwu m/z 105.00  90.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
8.20 8.40 8.60 8.80
91.0 .
m/z 91.00 82.59%
39.0 65.0
\\‘]-\?\.\()‘\H‘\“H\\"‘\\Hi‘“\\‘\’\‘\‘\\‘\H‘H‘H\\‘H‘\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 134.0 m/z 134.05 56.64%
91.0
39.0 65.0 ‘ ‘
S RS VRSO PRV RSSO OO SV A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl- T EREREREETEE SRR S
119.0 8.20 8.40 8.60 8.80
m/z 92.00 25.17%
5000 134.0
91.0
41.0 65.0
BN iR AROON (O R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80

8270-BG0O72823.M Wed Aug 09 06:19:21 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Naphthalene, decahydro-, tr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.641 15.76 ng 123489 1,4-Dichlorobenzene-d4 7.812

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 97
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 96
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 91
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 89
5 2,2-Dimethyl-3-vinylcyclopentanone 138 C9H140 1000427-24-5 86
Abundance Scan 945 (8.641 min): BG058644.D\data.ms (-937) (-) m/z 67.00 100.00%
67.0
138.1
96.1
5000
41.0
B AREEEEEEE
8.40 8.60 8.80 9.00
1231
S “‘M“WW“WL‘M}L‘HW“‘W e m/z 138.05  71.20%
miz-> 20 40 60 80 100 120 140
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0
41.0 82.0
5000 e e e S RN
8.40 8.60 8.80 9.00
‘ 109.0 m/z 68.00  66.67%
T T ‘2\61\b\ T }h\ \HH} ‘ \“\‘\ \“H ‘\ \‘\H“ T \“\ T ‘ T T \“ T
miz-> 20 40 60 80 100 120 140
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0
P e
8.40 8.60 8.80 9.00
5000 41.0 m/z 96.10 56.74%
b e el e |
miz--> 20 40 60 80 100 120 140
Abundance #19395: Spiro[4.5]decane R o
67.0 96.0 8.40 8.60 8.80 9.00
138.0 m/z 81.00 55.79%
- T MW\W
— ‘2§‘\ ‘ ‘ “M m”“ L ‘1‘2:‘5‘0‘ Al T
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00

8270-BG0O72823.M Wed Aug 09 06:19:22 2023 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47

Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, 4-ethyl-1,2-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.917 116.14 ng 909930 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 p-Cymene 134 C10H14 000099-87-6 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87

Abundance Scan 992 (8.917 min): BG058644.D\data.ms (-980) (-) m/z 119.00 100.00%
119.0
5000
P 550580500950
39.0 65.0 ‘ . . . .
el el 1480 134 65 20, 80%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20
91.0 m/z 90.95  22.92%
65.0 ‘
\1\5\.(‘)\‘\ \3\9".‘(\)\“\‘\ “i‘\ T \‘H| 1T “H“\ \HL T T
miz--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
R e TR
8.60 8.80 9.00 9.20
5000 ITI/Z 117.00 21.51%
41.0 90
. 65.0
R \‘,‘\ UMTRSN \‘1‘\ e \M \ \1\‘\6"0\ T
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene R
119.0 8.60 8.80 9.00 9.20
m/z 105.00 12.58%
5000
91.0
4#0 65.0 |
| | Ll L m I Ll 9
A L B
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20

8270-BG0O72823.M Wed Aug 09 06:19:23 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47

Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 18 Benzene, (2-methyl-1-butenyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.158 37.48 ng 293624 1,4-Dichlorobenzene-d4 7.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 70
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 56
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 38
4 4-Methyl-2H-benzopyrane 146 C10H100 021776-94-3 38

5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 35

Abundance Scan 1033 (9.158 min): BG058644.D\data.ms (-1022) (-) m/z 105.00 100.00%
105.0
131.0
5000 55.0
148.1
77.0 L
38‘ ‘ ‘ | ‘ | ‘ ‘ 8.80 9.00 9.20 9.40
T T T \‘.“\ \‘M ‘\“‘M“\“\“" ‘W \“H ‘H 1‘”}‘ \‘M ‘\‘”\H‘“U‘ e T m/Z 131.00 66.6500
miz--> 20 40 60 80 100 120 140
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0
8.80 9.00 9.20 9.40
m/z 91.00 49.28%
65.0 *
LU ’ \‘\‘ \3\9“.‘()\ T ‘\‘\ ‘ \M\ T \“’ T \‘} T ‘W]\-]\- \L(‘)\‘H‘! T ‘1\ \8.\()\ ‘
miz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
R R Eann AR ol
8.80 9.00 9.20 9.40
5000 m/z 133.05  44.00%
91.0
51.0 ‘
\\\\,\\H‘\\W\‘W\HM\Hl\‘W\WH\Nw\}\gq‘
miz--> 20 40 60 80 100 120 140 A\
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- R R AARRARARERAEY
131.0 8.80 9.00 9.20 9.40
m/z 55.00 42.03%
5000
91.0
39.0
gs0 WO 0 mdo weo U1 -
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40

8270-BG0O72823.M Wed Aug 09 06:19:24 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 19 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.440  18.20 ng 643301 Naphthalene-d8 10.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 o-Cymene 134 C1eH14 000527-84-4 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91
Abundance Scan 1081 (9.440 min): BG058644.D\data.ms (-1076) (-) m/z 119.00 100.00%
119.0
5000
91.0
4.0 650 135.1 9.20 9.40 9.60 9.80
\\\‘\\\\“‘\\‘i‘\“‘\‘“\‘\ \‘H‘\\}\“\\\Mw\\\‘\‘;\5]\“\0‘ m/Z 134.00 42.5400
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 UL B L I N L
9.20 9.40 9.60 9.80
91.0 m/z 91.00 18.98%
39.0 65.0
\1\5\.(‘) -l “‘\ \“\‘ ™ ‘f“\ T \““ T \‘i ™ b ‘1‘ l T -:L\?.‘O\ T
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
s e R
9.20 9.40 9.60 9.80
5000 m/z 120.00 9.63%
41.0 910 135.0
miz--> 20 40 60 80 100 120 140 /\
Abundance #16997: 0-Cymene B R R
119.0 9.20 9.40 9.60 9.80
m/z 133.00 8.61%
5000
410 91.0 3‘
. 65.0
m/z--> 20 40 60 80 100 120 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80823\
Data File : BGO58644.D

Acqg On 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.010 16.71 ng 590881 Naphthalene-d8 10.615
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 94
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 81
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 81
Abundance Scan 1178 (10.010 min): BG058644.D\data.ms (-1172) (- | m/z 117.00 100.00%
117.0
5000 J\
91.0 ‘ ‘Obd
51.0 134.1 10.
0 ‘H_m“u“‘;““‘1‘7“‘1&““‘mm 800 m/z 132,00 36.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 JX . :
91.0 10.00
51.0 m/z 115.00  29.06%
27.0 '
\\\‘\‘\\\““\\\L‘\‘ “HT%‘"‘\P’\\M\\“H‘\\ ‘\%\’4\.‘0\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
e
10.00
5000 m/z 119.00 20.03%
39.0 65.0 91.0
S P MOPUAPAN -- N
miz--> 20 40 60 80 100 120 140 160 Aj\
Abundance #16107: 1-Phenyl-1-butene R
117.0 10.00
m/z 91.00 18.81%
5000
91.0
51.0
L oo R . N 0 U
m/z--> 20 40 60 80 100 120 140 160 10.00

8270-BG0O72823.M Wed Aug 09 06:19:27 2023 Page: 24



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080823\
Data File : BG@58644.D

Acqg On : 8 Aug 2023 15:47
Operator : MA/JU

Sample : 03903-20

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
Cyclohexane, 1,... 4.998 15.8 ng 124116 1 7.812 156700 20.0
Cyclohexane, 1,... 5.239 21.5 ng 168514 1 7.812 156700 20.0
Cyclopentane, (... 5.679 19.4 ng 151903 1 7.812 156700 20.0
1-Ethyl-4-methy... 5.756 19.7 ng 154151 1 7.812 156700 20.0
Cyclohexane, 1,... 6.073 30.8 ng 241661 1 7.812 156700 20.0
Cis-bicyclo[4.2... 6.302 40.2 ng 314861 1 7.812 156700 20.0
Octane, 2,6-dim... 6.355 18.1 ng 142022 1 7.812 156700 20.0
Cyclohexane, pr... 6.443 53.5 ng 419456 1 7.812 156700 20.0
Decane, 2,5,6-t... 6.702 19.0 ng 149186 1 7.812 156700 20.0
Benzene, propyl- 6.790 35.0 ng 274223 1 7.812 156700 20.0
Benzene, 1,2,3-... 7.454 19.9 ng 156337 1 7.812 156700 20.0
unknown7.712 7.712 17.8 ng 139278 1 7.812 156700 20.0
Indane 8.182 20.3 ng 159037 1 7.812 156700 20.0
Benzene, 1,3-di... 8.300 62.2 ng 487283 1 7.812 156700 20.0
Benzene, 1,2-di... 8.453 38.5 ng 301679 1 7.812 156700 20.0
Naphthalene, de... 8.641 15.8 ng 123489 1 7.812 156700 20.0
Benzene, 4-ethy... 8.917 116.1 ng 9099306 1 7.812 156700 20.0
Benzene, (2-met... 9.158 37.5 ng 293624 1 7.812 156700 20.0
Benzene, 1,2,4,... 9.440 18.2 ng 643301 2 10.615 707089 20.0
Benzene, 2-ethe... 10.010 16.7 ng 590881 2 10.615 707089 20.0
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