LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc :

ALS Vvial : 21  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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127816.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.093 471 477 480 rBvV2 87689 136950 7.37% 0.368%
2 5.122 480 482 487 rVB 130793 124063 6.67% 0.334%
3 5.175 487 491 495 rBV 282132 291321 15.67% 0.783%
4 5.369 519 524 528 rBV2 164007 262088 14.10% 0.705%
5 5.445 533 537 539 rBV2 92556 103051 5.54% 0.277%
6 5.563 551 557 561 rVB3 274068 435630 23.43% 1.171%
7 5.645 568 571 574 rBV 119219 120534 6.48% 0.324%
8 5.722 580 584 586 rBV 239991 298193 16.04% 0.802%
9 5.769 589 592 595 rvwv 335776 273642 14.72% 0.736%
106 5.810 595 599 605 rVW3 271685 425658 22.89% 1.144%
11 5.875 608 610 614 rVB 146083 118724 6.39% 0.319%
12 5.975 620 627 630 rBV3 383849 584342 31.43% 1.571%
13 6.016 630 634 638 rBV3 254570 369378 19.87%  0.993%
14 6.075 641 644 645 rVW2 100184 101297 5.45% 0.272%
15 6.092 645 647 648 rW 305596 237623 12.78% 0.639%
16 6.110 648 650 653 rVV3 495482 485035 26.09% 1.304%
17 6.145 653 656 660 rVv3 175876 192168 10.34% 0.517%
18 6.204 660 666 671 rVV2 958961 1859210 100.00%  4.999%
19 6.251 671 674 676 rVvV 493552 485246 26.10% 1.305%
20 6.287 676 680 682 rVW4 150034 233408 12.55% 0.628%
21 6.310 682 684 687 rVB 178460 163867 8.81% 0.441%
22 6.340 687 689 692 rVB3 125466 122994 6.62% 0.331%
23 6.387 692 697 700 rBV3 493377 787617 42.36% 2.118%
24 6.416 700 702 704 rVV3 119273 135041 7.26% 0.363%
25 6.440 704 706 709 rVB 314659 264466 14.22% 0.711%
26 6.487 709 714 719 rBV3 986673 1732049 93.16% 4.657%
27 6.534 719 722 723 rVW2 113634 114589 6.16% 0.308%
28 6.551 723 725 731 rVB3 502236 628566 33.81% 1.690%
29 6.598 731 733 735 rBvV 278876 195784 10.53% 0.526%
30 6.622 735 737 741 rVWW2 376878 551045 29.64%  1.482%
31 6.687 744 748 753 rBv4 465257 862230 46.38% 2.318%
32 6.728 753 755 760 rVB2 436614 474693 25.53% 1.276%
33 6.775 760 763 767 rBV 1442711 1440359 77.47% 3.873%
34 6.804 767 768 771 rVB2 289840 209332 11.26% ©.563%
35 6.834 771 773 775 rBV 147342 140813 7.57% 0.379%

36 6.863 775 778 780 rBV3 133264 159406 8.57% 0.429%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc :

ALS Vvial : 21  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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 6.904 782 785 787 rVV3 271124 285328 15.35% 0.767%
38 6.951 790 793 796 rVB 1477264 1191266 64.07% 3.203%
39 7.004 799 802 804 rvVv 595959 500042 26.90% 1.344%
40 7.051 808 810 814 rVB2 208251 236990 12.75% 0.637%
41 7.092 814 817 821 rBV3 609646 692004 37.22% 1.861%
42 7.128 821 823 825 rVvB2 195779 146109 7.86% 0.393%
43 7.169 828 830 832 rBV 205007 172842 9.30% 0.465%
44  7.192 832 834 836 rBv2 175954 182928 9.84% 0.492%
45 7.216 836 838 841 rVB2 649765 577555 31.06% 1.553%
46 7.263 844 846 849 rBV 413846 361170 19.43% 0.971%
47 7.345 853 860 862 rBV3 433765 575091 30.93% 1.546%
48 7.369 862 864 869 rVB3 163575 199916 10.75% ©.538%
49 7.410 869 871 873 rBV 180846 174651 9.39% 0.470%
50 7.434 873 875 877 rVB 196925 147209 7.92% 0.396%
51 7.481 877 883 885 rBV3 493100 638405 34.34% 1.716%
52 7.516 885 889 891 rBV3 219134 301571 16.22% 0.811%
53 7.592 896 902 905 rBV5 375968 515898 27.75% 1.387%
54 7.634 905 909 915 rBV5 184535 395597 21.28% 1.064%
55 7.716 921 923 925 rBV 196648 138649 7.46% 0.373%
56 7.739 925 927 929 rBV2 173929 162609 8.75% 0.437%
57 7.828 935 942 943 rBV6 126914 190003 10.22% 0.511%
58 7.845 943 945 947 rVB2 196291 138136 7.43% 0.371%
59 7.869 947 949 953 rBV2 202503 238990 12.85% 0.643%
60 7.969 963 966 968 rwv 297775 278722 14.99% 0.749%
61 7.992 968 970 972 rVV2 129395 107537 5.78% 0.289%
62 8.045 975 979 982 rVV3 100083 114508 6.16% 0.308%
63 8.204 1003 1006 1008 rVV 222052 242013 13.02% 0.651%
64 8.234 1008 1011 1013 rVV 1090153 909769 48.93%  2.446%
65 8.251 1013 1014 1016 rVV 159107 121145 6.52% 0.326%
66 8.281 1016 1019 1022 rVB2 356516 309806 16.66% ©0.833%
67 8.316 1022 1025 1027 rBV2 133232 141660 7.62% 0.381%
68 8.516 1056 1059 1064 rVB4 210054 230254 12.38% 0.619%
69 8.569 1064 1068 1071 rBVS5S 60764 107641 5.79% 0.289%
70 8.639 1078 1080 1083 rBV 234757 196183 10.55% ©.527%
71 8.769 1098 1102 1104 rVV2 118651 110001 5.92% 0.296%
72 8.816 1107 1110 1114 rVV3 129227 135447 7.29% 0.364%
73 8.910 1123 1126 1130 rVB3 107394 143596 7.72% 0.386%
74  9.133 1161 1164 1168 rVB3 124943 151174 8.13% 0.406%
75 9.245 1181 1183 1185 rVB 235517 170208 9.15% 0.458%

76  9.304 1190 1193 1198 rBV 257708 216290 11.63% ©0.582%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc :

ALS Vvial : 21  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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 9.381 1203 1206 1209 rBV2 216646 258413 13.90% 0.695%
78 9.575 1235 1239 1242 rBV3 139119 198478 10.68% 0.534%
79 9.645 1248 1251 1254 rVV2 155467 204311 10.99% 0.549%
80 9.698 1257 1260 1263 rVB2 473056 441522 23.75% 1.187%
81 9.763 1268 1271 1273 rBV3 106731 100239 5.39% 0.270%
82 9.851 1283 1286 1289 rBV2 174403 151779 8.16% 0.408%
83 9.904 1292 1295 1300 rVB2 158851 221072 11.89% 0.594%
84 9.992 1305 1310 1313 rVB2 1011267 977854 52.60% 2.629%
85 10.092 1324 1327 1331 rBV3 131361 192985 10.38% 0.519%
86 10.133 1331 1334 1338 rBV3 114873 193166 10.39% ©0.519%
87 10.169 1338 1340 1342 rBV3 96875 106247 5.71% 0.286%
88 10.233 1348 1351 1355 rBV2 254149 331772 17.84% 0.892%
89 10.304 1361 1363 1366 rBV3 194594 210141 11.30% 0.565%
990 10.333 1366 1368 1370 rVV3 108181 104455 5.62% 0.281%
91 10.398 1375 1379 1384 rBV5 310014 497016 26.73% 1.336%
92 10.439 1384 1386 1389 rBV3 125886 137537 7.40% 0.370%
93 10.633 1415 1419 1422 rBV 604444 645127 34.70% 1.735%
94 10.757 1437 1440 1442 rVB2 200268 167024 8.98%  0.449%
95 10.780 1442 1444 1446 rBV2 169772 155109 8.34% 0.417%
96 10.898 1460 1464 1467 rBV 1366306 1555697 83.68% 4.183%
97 11.369 1541 1544 1551 rVB 1209383 1296800 69.75% 3.487%
98 11.486 1561 1564 1566 rBV 1093308 1009999 54.32% 2.716%
99 11.722 1601 1604 1607 rBV 599685 609222 32.77% 1.638%
100 12.569 1746 1748 1752 rVB2 464650 457866 24.63% 1.231%

Sum of corrected areas: 37193156
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127816.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.975 9.81 ng 584342 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 83
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 83
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 80
5 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 80
Abundance Scan 627 (5.975 min): BF127816.D\data.ms (-620) (-) m/z 97.10 100.00%
58.0 97.1
5000
81.0
39‘0 | “ ‘ | 126.1 5.60 5.80 6.00 6.20
Obprrerprrrrprretberepde el M m/z 55.00  97.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
5000
5.60 5.80 6.00 6.20
39,0 m/z 41.65 32.84%
‘ ‘ 81.0 ‘ 126.0
O H‘H\\‘HH‘HHiUH\“\U!‘\‘\H‘w\H\“\‘H\‘\Hl‘\\H‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
PR
5.60 5.80 6.00 6.20
5000 m/z 69.05 26.48%
126.0
390 ‘ 81.0 ‘
BT TRTRS RRYE Y ST M| S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane R mE e e
55.0 97.0 5.60 5.80 6.00 6.20
m/z 81.05 21.10%
5000
126.0
39/0 ‘ 81.0 ‘
0‘WHH‘HM_HMN‘WNM_mM‘Hﬂmuwulwuwmuw‘m_ku
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.204 31.21 ng 1859210 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 68
2 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 68
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 50
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 43
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
Abundance Scan 666 (6.204 min): BF127816.D\data.ms (-660) (-) m/z 55.00 100.00%
55.0 83.1
41.1
5000

97.1 R e A RERE

‘ ﬁ"l ‘ 1131126-1 5.80 6.00 6.20 6.40 6.60
oHWH_MMHwu‘!‘c_ma“Wuluww‘_me!wm m/z 83.10  96.38%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #13200: Cyclohexane, propyl-

55.0 83.0
5000
41.0 5.80 6.00 6.20 6.40 6.60
m/z 41.10 52.05%
27.0 69.0 126.0 /
O H‘H\H‘\H!“!HH\‘!‘E!‘\‘\Hﬁ}H\\“\1\\‘\E\)Z\-?\\]_\]\-‘O\.\OH‘\\\\‘\H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
R o R
41.0 83.0 5.80 6.00 6.20 6.40 6.60
5000 70.0 m/z 82.10 49.46%
126.0
98.0
‘ H 111.0
0 u‘uu‘\m‘\‘u\1‘1‘1\‘\‘\m1“\”HM\\‘\‘\\‘wm}“\m‘m‘wm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7534: Cyclohexane, ethyl-
55.0 83.0 5.80 6.00 6.20 6.40 6.60
m/z 57.05 37.12%
5000 41.0
112.0
27.0 69.0
P O O 2 N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.387 13.22 ng 787617 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 64
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53
3 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 53
4 Carbonic acid, butyl octyl ester 230 C13H2603 1010314-63-5 47
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 47

Abundance Scan 697 (6.387 min): BF127816.D\data.ms (-692) (-) m/z 57.05 100.00%

57.0
- MMM
98.0 Y R R A
- 125.1 6.00 6.20 6.40 6.60 6.80
0! e e m/z 43.18 67.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 R e A RS
6.00 6.20 6.40 6.60 6.80
m/z 41.05 47.10%
29.0 ‘
0\\\‘\‘\‘\\“\\\‘\\H.i}\‘q\‘\\\“\\\\‘\\\1\4‘.2\\0\\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #22101: Octane, 2,3-dimethyl-
57.0
A e BRSO
6.00 6.20 6.40 6.60 6.80
5000 98.0 m/z 69.10 30.07%
29.0
o L 7o | o
e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl- A
57.0 6.00 6.20 6.40 6.60 6.80
m/z 55.05 29.54%
5000
290 84.0
0 \‘ ‘ H ‘ 113.0 155.0 184.0
“w““w“ ‘H““H““H““w“"_““H‘ BRRERREsas SR
m/z--> 20 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.487 29.08 ng 1732050 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 81
2 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 70
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1eH20 062960-76-3 70
4 4-Nonene, 3-methyl-, (Z)- 140 C1eH20 063830-69-3 64
5 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 50
Abundance Scan 714 (6.487 min): BF127816.D\data.ms (-709) (-) m/z 69.10 100.00%
69.1
41.0
5000 125.1
R ARBREERRESS
‘ 97.0 6.20 6.40 6.60 6.80
0 il 2070 m/z 55,05 68.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 L L L L L BN LR
125.0 6.20 6.40 6.60 6.80
m/z 70.05 60.41%
|
0 H”‘”\‘\\‘i“\\‘u‘\‘HWHH‘HH‘H\\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0
e e AR
6.20 6.40 6.60 6.80
5000 m/z 41.05 54.56%
(O e S o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20746: 4-Octene, 2,6-dimethyl-, [S-(E)]-  EAREEmEEREEESSEL R
55.0 6.20 6.40 6.60 6.80
m/z 56.00 42.78%
5000
83.0 140.0
‘ ‘ 111.0 ‘
0\\‘\\\\“‘\\\“‘\‘ H““‘!‘H“H‘m‘m“um‘uH‘mwm R R RERRR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Cyclohexene, 1-butyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.622 9.25 ng 551045 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-butyl- 138 C10H18 003282-53-9 93
2 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 58
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 46
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 43
Abundance Scan 737 (6.622 min): BF127816.D\data.ms (-735) (-) m/z 81.00 100.00%
81.0
5000 8.0
96.1
3911 1252 WIS TV
‘ M H ‘ ‘ 140 0 6.20 6.40 6.60 6.80 7.00
0 "‘_m;””u“wuw \M‘m Li w“ : m/z 55.00  49.66%
miz--> 20 40 60 80 100 120 140
Abundance #19417: Cyclohexene, 1-butyl-
81.0
5000 96.0 ERREEEEEEE s E
410 6.20 6.40 6.60 6.80 7.00
138.0 m/z 67.00 47.91%
O \\\‘2\6‘\p\\‘ \\‘}}‘\HF\ 1230
m/z--> 20 40 60 100 120 140
Abundance #20295: Bicyclo[3.1.0]hexan—2—one, 5-(1-methylethyl)-
81.0
96.0 R
6.20 6.40 6.60 6.80 7.00
5000 550 m/z 41.00  46.88%
39
123.0138.0
NN I 100 1 Y
miz--> 20 40 60 80 100 120 140
Abundance #3228: Cyclohexene, 4-methyl- e e
81.0 6.20 6.40 6.60 6.80 7.00
m/z 95.10 45.49%
54.0
5000 96.0
39.0
m/z--> 80 100 120 140 6.20 6.40 6.60 6.80 7.00

8270-BF040622.M Mon Apr 18 13:06:29 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Cyclohexane, 1-methyl-2-pro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.687 14.48 ng 862230 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 87
2 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 80
3 Cyclohexane, 1-methyl-3-propyl- 140 C1eH20 004291-80-9 74
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
5 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 64
Abundance Scan 748 (6.687 min): BF127816.D\data.ms (-744) (-) m/z 97.05 100.00%
97.0
55.1
5000
Pl
39,0 ‘ 8L1 | 140.2 6.40 6.60 6.80 7.00
0b e Mol Stz T 7 ss.1e sa.s7u
m/z--> 20 40 60 80 100 120 140
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0 97.0
5000 L L L L L BN LR
6.40 6.60 6.80 7.00
m/z 41.05 27.49%
290 “ | ‘ 8L0 | 140.0
O\‘\‘\‘\\“‘\\\H\“\‘\“\\‘H\‘\\\“\\\\‘\\\\‘\\\\\
miz--> 20 40 60 80 100 120 140
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)-
55.0 97.0
R SRR
6.40 6.60 6.80 7.00
5000 m/z 69.00 20.53%
81.0 140.0
ol b e 1220700
miz--> 20 40 60 80 100 120 140
Abundance #20739: Cyclohexane, 1-methyl-3-propyl- R AR
55.0 97.0 6.40 6.60 6.80 7.00
m/z 96.10 16.92%
5000
29.0 ‘ 81,0 140.0
A e N O V1 il L L
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BF040622.M Mon Apr 18 13:06:29 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18

Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 7 Benzene, 1,2,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

6.775 24.18 ng 1440360 1,4-Dichlorobenzene-d4 6.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 81
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 81

Abundance Scan 763 (6.775 min): BF127816.D\data.ms (-760) () m/z 105.10 100.00%

105.1
5000
57.1
ﬁ ‘ 77.0 6.40 6.60 6.80 7.00
Ob e it Jg LUl 1821 1422 00 65 41.35%
miz--> 20 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000
6.40 6.60 6.80 7.00
m/z 57.10 25.09%
77.0
O \\\‘2\7\.(\)\"\\‘M‘\H"\‘\\\‘H‘\\‘\\“}‘\\;1\1“2\.\0\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
R EARNE SR SRR
6.40 6.60 6.80 7.00
5000 m/z 43.10  24.53%
39.0 77.0
o280 I 899 |l 20
miz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl- M e
105.0 6.40 6.60 6.80 7.00
m/z 41.10 15.04%
5000
28‘ .0 51.0 77‘ .0
m/z--> 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BF040622.M Mon Apr 18 13:06:30 2022

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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, 1l-ethyl-3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.004 8.40 ng 500042 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 93
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 802 (7.004 min): BF127816.D\data.ms (-799) (-) m/z 105.05 100.00%
105.1
5000
390 .o 77‘-0 J 6.60 6.80 7.00 7.20 7.40
Ol PSRl LUl 132118911562y 999 05 37.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
6.60 6.80 7.00 7.20 7.40
m/z 77.00 13.37%
77.0
39.0
0 \\1\8-‘0\‘\ T \“‘\ \‘\5\9“.9\ T \m‘ T \M T “1‘\ ““““ L
miz--> 20 40 60 80 100 120 140 160
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
R
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.00 9.80%
28.0 51.0 77.0
I I O Y N - T RO
miz--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl- e e R R TR
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.00 8.74%
5000
39.0 77.0
0 ‘1‘5"?“1 | “‘H H‘ﬁg"ﬂ‘ ; ‘M‘ b ‘H‘ B mmma P
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20 7.40

8270-BF040622.M Mon Apr 18 13:06:31 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Cyclohexane, butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.092 11.62 ng 692004 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 86
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 83
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 80
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 78
Abundance Scan 817 (7.092 min): BF127816.D\data.ms (-814) (-) m/z 83.10 100.00%
83.1
55.0
5000
T
‘ 111.1 1401 6.80 7.00 7.20 7.40
Ol Ml m/z 55.05  82.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 L B L B L LN SR
6.80 7.00 7.20 7.40
m/z 82.10 59.12%
290 140.0
O\\\\‘\H\\“H\\\“!“\‘}h\\“l\\\“]\-J\-]\"\()‘\\\\[\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71755: Cyclohexane, octyl-
83.0
A e
58.0 6.80 7.00 7.20 7.40
5000 m/z 41.10 40.60%
29.0
ol S0 L) 1120 1390 1680 196.0
R A e e A RARARE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20732: Cyclohexane, (2-methylpropyl)- e ARRsmEEs R
55.0 83.0 6.80 7.00 7.20 7.40
m/z 67.00 20.54%
5000
27.0 140.0
b LI L daizo 7T WA
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF040622.M Mon Apr 18 13:06:32 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 unknown7.216 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.216 9.70 ng 577555 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 46
2 Cyclopropane, 1,2-dibutyl- 154 C11H22 041977-32-6 46
3 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 46
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 25
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 25
Abundance Scan 838 (7.216 min): BF127816.D\data.ms (-836) (-) m/z 105.05 100.00%
105.1
69.1
5000 41.1
85.1 134.1
‘ ‘ H ‘ H ‘ ‘ 154.2 6.80 7.00 7.20 7.40 7.60
ol sl Wbl L L w2 e9.10 68.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 I L LU B I
6.80 7.00 7.20 7.40 7.60
154.0 m/z 55.10 62.75%
97.0
1T P =
O‘\\\\ilww“‘\H\‘\H‘H\\\‘}M\\}\‘\‘\\\i\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31451: Cyclopropane, 1,2-dibutyl-
55.0
R A RRRRS BRREE
6.80 7.00 7.20 7.40 7.60
5000 m/z 57.10 49.,37%
84.0 154.0
H | 110
Y SN | | B W NS N
miz--> 20 40 60 80 100 120 140 160
Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl- R AR RAma SRR
69.0 6.80 7.00 7.20 7.40 7.60
41.0 m/z 41.10  49.02%
5000
97.0 139.0
S O T 1 L
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60

8270-BF040622.M Mon Apr 18 13:06:32 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Naphthalene, decahydro-, tr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.345 9.66 ng 575091 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 93
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 91
3 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18 024399-15-3 81
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 68
5 2-Cyclohexen-1-one, 4-(1-methyle... 138 C9H140 000500-02-7 64
Abundance Scan 860 (7.345 min): BF127816.D\data.ms (-853) (-) m/z 67.00 100.00%
67.0
105.1 138.1
0 82.0
5000 4l
T
H‘\ H 1101 | 7.00 7.20 7.40 7.60
0 brprrrerrreatlh el W gl B LA LL myz es.es  76.45%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19465: Naphthalene, decahydro-, trans-
67,0 138.0
82.0
41.0 96.0
5000 L L B LI B BN R I
7.00 7.20 7.40 7.60
70 m/z 138.05  73.77%
110.0
O ” i\\\‘i”\‘\\\“\w\‘\‘H\J\.“HH‘HH‘H\ “HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
82.0 96.0
41.0 7.00 7.20 7.40 7.60
5000 ' m/z 105.10  70.99%
27.0 110.0
0 wHMw‘;m,“wm SOV R N U N
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19552: Cyclohexane, 1-methyl-3-(1-methylethenyl)-, cis-
95.0 7.00 7.20 7.40 7.60
m/z 96.10 63.90%
5000 670 81.0
41.0 ' 138.0
27.0 ‘ ‘ 119.0 ‘
0 wHMHH‘;:MH,w“m_m‘_H“‘HHM‘wm“;HH“M“HMWH R N
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 7.00 7.20 7.40 7.60

8270-BF040622.M Mon Apr 18 13:06:33 2022 Page: 15



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041522\
BF127816.D

: 15 Apr 2022 21:18
: CG\JU
: N2431-01 10X

: 21 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2,8-Decadiyne Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.592 11.34 ng 515898 Naphthalene-d8 8.234
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,8-Decadiyne 134 C1oH14 004116-93-2 50
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 41
3 Benzeneethanol, 2-methyl- 136 C9H120 019819-98-8 35
4 Benzene, 1-methyl-4-(2-methylpro... 148 Cl1H16 005161-04-6 30

5 4-Methylphenyl acetone 148 C10H120

Abundance Scan 902 (7.592 min): BF127816.D\data.ms (-896) (-)
1

002096-86-8 30

m/z 105.05 100.00%

05.1
69.1
5000
41.0 148.1
25. 7.20 7.40 7.60 7.80 8.00
0 1681 /7 119.05  64.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17009: 2,8-Decadiyne
910 1190
53.0
5000
7.20 7.40 7.60 7.80 8.00
m/z 69.10 60.75%
01 H“‘\‘H‘M\H“\‘\\H‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
R R SRRRERE
7.20 7.40 7.60 7.80 8.00
5000 ITI/Z 55.00 56.85%
91.0 148.0
39.0 65.0
0 f??‘W;ﬂJHMu‘M‘ A ku‘ﬁu‘Ml‘Mt“J““‘u
miz--> 20 40 60 80 100 120 140 160
Abundance #18880: Benzeneethanol, 2-methyl- R A REEE
105.0 7.20 7.40 7.60 7.80 8.00
m/z 97.05 42.98%
5000
77.0 136.0
39.0
0 H\‘\\\wu\ﬁgﬂh\wi\ﬂ\‘Muﬂm\\\ﬂ‘\H\‘\\\\ RRERE RS R
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80 8.00

8270-BF040622.

M Mon Apr 18 13:06:34 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.634 8.70 ng 395597 Naphthalene-d8 8.234

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 80
2 o0-Cymene 134 C10H14 000527-84-4 80
3 p-Cymene 134 C1leH14 000099-87-6 42
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 42
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 42
Abundance Scan 909 (7.634 min): BF127816.D\data.ms (-905) (-) m/z 57.10 100.00%
57.1 119.1
5000
91.0
39/0 A RREEmEE R
‘ ‘ ‘ ‘ ‘ ‘ 153.2 7.40 7.60 7.80 8.00
Y E— 1 ! ‘%‘;R‘m bt s llp8s8l L w2 110.05  91.66%
miz--> 20 40 60 80 100 120 140 160
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
91.0 7.40 7.60 7.80 8.00
m/z 131.05 81.61%
390 650 ‘
0 \1\5‘\-0‘\“\ T \"‘\ \“\‘\““\‘\ T \‘H‘ o “‘U\ \‘1” T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene
119.0
7.40 7.60 7.80 8.00
m/z 55.10 48.74%
5000 910 /
39.0 65.0 ‘
o220 et e L
miz--> 20 40 60 80 100 120 140 160
Abundance #16994: p-Cymene T RRARRRE T
119.0 7.40 7.60 7.80 8.00
m/z 41.00 44.52%
5000
91.0
39.0 65.0
0‘¥%?‘“ﬂﬂ‘JHHMV‘Jw‘uwwwu‘ﬁl‘}uﬁq““‘ RS RN
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Tetratetracontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.698 9.03 ng 441522  Acenaphthene-d10 9.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
2 Tetratetracontane 619 C44H90 007098-22-8 58
3 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 58
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 53
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 53

Abundance Scan 1260 (9.698 min): BF127816.D\data.ms (-1257) ()  m/z 57.05 100.00%

57.0
5000
193.2
e e
# 1‘23.1 9.50 10.00
o bbbLL e m/z 71,10 86.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59040: Dodecane, 4-methyl-
43.0
5000 = ——
9.50 10.00
m/z 43.10 81.09%
’ 141.0
0‘\\\\‘\\‘\J‘\‘l\\\l’\\\\‘\\H‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘H\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
e e
9.50 10.00
5000 m/z 41.10  44.69%
0 J ‘Jﬂfﬂ?}91026103370 463.0 561.0 JLVﬂNAMkaVJﬁWVWW%
P e e S e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160987: Carbonic acid, tridecyl vinyl ester e ——
57.0 9.50 10.00
m/z 55.00 40.44%
o illlizzs 20 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 15 Naphthalene, 1,6,7-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.398 10.17 ng 497016  Acenaphthene-d10 9.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
2 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 70
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 58
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 50
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 50

Abundance Scan 1379 (10.398 min): BF127816.D\data.ms (-1375) (-  m/z 123.10 100.00%
1

281 1701
5000 581
95.1
207.2 — —
10.00 10.50
237.2 o
0+ m/z 170.05 84.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 o, L
10.00 10.50
m/z 155.10 67.85%
115.0
O \\\‘\\\\‘\5\]‘_\-\0‘\\7\6\.’?‘\‘\\‘\\\‘i‘\!\\““\\ ‘\“\H\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45527: 4,6,8-Trimethylazulene
170.0
— ——
10.00 10.50
5000 ITI/Z 55.10 50.87%
128.0
90 7701029 | || |
O bbbt b bl e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45538: Naphthalene, 2,3,6-trimethyl- — ——
170.0 10.00 10.50
m/z 41.10 46.39%
- W
128.0
o0 07020 L | | et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Undecane, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.633 13.19 ng 645127  Acenaphthene-di10 9.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
2 Heneicosane 296 C21H44 000629-94-7 72
3 Tridecane 184 C13H28 000629-50-5 64
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64

Abundance Scan 1419 (10.633 min): BF127816.D\data.ms (-1415) (- m/z 57.10 100.00%
57.1

o duAMJuVNmAAAﬁvA}kAJJA
—— —
‘ h ‘99.1 602 10.50 11.00
ol b b L 13830 V22022 2393 m/z 71.65 51.89%
miz-> 50 100 150 200 250
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
5000 et ——
10.50 11.00
m/z 43.10 47.89%
‘ 112.0
0 \Z\GL\O‘\‘ ““\ ‘!‘ \h‘\ “‘ \h T T T ‘]_\6\9\0\ ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
—— —
10.50 11.00
5000 m/z 85.10 25.27%
99.0
iso | |10 1410 1830 2250 2s6
e L A e
m/z--> 50 100 150 200 250
Abundance #59029: Tridecane T ——
57.0 10.50 11.00
m/z 41.10 24.70%
o $J“NUMAM&ANAWVAVWVA
o200 ) || [ naro sse0 S
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 17 Dodecane, 2,7,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.898 30.81 ng 1555700  Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 68
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 62
Abundance Scan 1464 (10.898 min): BF127816.D\data.ms (-1460) (1 m/z 57.10 100.00%
57.1
85.1
— ——
183.2 10.50 11.00
141 1
o23332601 m/z 71.10 76.18%
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 = ——
10.50 11.00
29.0 85.0 m/z 43.10 55.51%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10 29.05%
29.0 85.0
127.0
0 156.0
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester — ——
57.0 10.50 11.00
m/z 41.10 28.61%
5000
29.0 85.0 113 0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 18 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.369 25.68 ng 1296800  Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 87
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 74
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 74

Abundance Scan 1544 (11.369 min): BF127816.D\data.ms (-1541) (-, m/z 57.10 100.00%

57.1
5000
‘ 11.00 1150
411 183.2 :
oHWu,um“HH:w:mJ‘,Wﬁw‘,Www??ﬁl‘%”???ﬁ” m/z 71.10  80.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane
57.0
5000 - ——
11.00 11.50
m/z 43.10 50.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —r
11.00 11.50
5000 m/z 85.10  41.40%
H | 9?0 140.0 182.0
Ol bbb e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59044: Dodecane, 4-methyl- I T
43.0 11.00 11.50
m/z 41.10 27.64%
5000
85.0
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Dodecane, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.722 12.06 ng 609222  Phenanthrene-die 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 86
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 74
3 Pentacosane 352 C25H52 000629-99-2 64
4 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 64
5 Tetradecane 198 C14H30 000629-59-4 58
Abundance Scan 1604 (11.722 min): BF127816.D\data.ms (-1601) (- m/z 57.10 100.00%
57.1
— —
‘ ‘ ‘ . 17?7 2942 11.50 12.00
bbb bbbl | 32822622 s 7110 89.22%
m/z--> 50 100 150 200 250 300 350
Abundance #59040: Dodecane, 4-methyl-
43.0
5000 85.0 A R
11.50 12.00
m/z 43.10 75.99%
141.0
0\\“\‘\“‘\‘\‘h\h“\‘h\\!“\:1\_8\4\.0‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #194596: Pentadecane, 8-hexyl-
57.0
— —
11.50 12.00
5000 m/z 85.10 53.79%
9.0
196.0
41.0
L LUl e P g
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T —
57.0 11.50 12.00
m/z 41.10 26.25%
5000 W
9.0
A — ——
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF040622.M Mon Apr 18 13:06:40 2022

Page:

23



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Heptacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.569 9.07 ng 457866  Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 58
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 58
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 58
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 58
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
Abundance Scan 1748 (12.569 min): BF127816.D\data.ms (-1746) (. m/z 57.10 100.00%
57.1
5000
206.1 1 1
M 206.4 12.50
OHM““M‘!““H“‘%‘ Dol l2a82. 2904 47 43.10  63.80%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —— :
12.50
m/z 71.10 63.78%
0 M | ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
T \
12.50
5000 m/z 85.10 46.09%
9.0 183.0
ol [ o T wmoo
miz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- T
57.0 12.50
m/z 41.10 24.92%
5000
155.0 225.0
oM‘H_‘M“Mwm_mw”_m_m e
m/z--> 50 100 150 200 250 300 350 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41522\
Data File : BF127816.D

Acqg On : 15 Apr 2022 21:18
Operator : CG\JU

Sample : N2431-01 10X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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-... 5.975 9.8 ng 584342 1 6.951 1191270 20.0
Cyclohexane, pr... 6.204 31.2 ng 1859210 1  6.951 1191270 20.0
Heptane, 3-ethy... 6.387 13.2 ng 787617 1 6.951 1191270 20.0
Cyclohexane, 1,... 6.487 29.1 ng 1732050 1 6.951 1191270 20.0
Cyclohexene, 1-... 6.622 9.3 ng 551045 1 6.951 1191270 20.0
Cyclohexane, 1-... 6.687 14.5 ng 862230 1 6.951 1191270 20.0
Benzene, 1,2,3-... 6.775 24.2 ng 1440360 1 6.951 1191270 20.0
Benzene, 1l-ethy... 7.004 8.4 ng 500042 1 6.951 1191270 20.0
Cyclohexane, bu... 7.092 11.6 ng 692004 1 6.951 1191270 20.0
unknown7.216 7.216 9.7 ng 577555 1 6.951 1191270 20.0
Naphthalene, de... 7.345 9.7 ng 575091 1 6.951 1191270 20.0
2,8-Decadiyne 7.592 11.3 ng 515898 2  8.234 909769 20.0
Benzene, 1-meth... 7.634 8.7 ng 395597 2 8.234 909769 20.0
Tetratetracontane 9.698 9.0 ng 441522 3 9.992 977854 20.0
Naphthalene, 1,... 10.398 10.2 ng 497016 3 9.992 977854 20.0
Undecane, 2,5-d... 10.633 13.2 ng 645127 3 9.992 977854 20.0
Dodecane, 2,7,1... 10.898 30.8 ng 1555700 4 11.486 1010000 20.0
Tridecane 11.369 25.7 ng 1296800 4 11.486 1010000 20.0
Dodecane, 4-met... 11.722 12.1 ng 609222 4 11.486 1010000 20.0
Heptacosane 12.569 9.1 ng 457866 4 11.486 1010000 20.0
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