LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG050128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS Vvial : 30 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG081921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50128.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.755 119 122 130 rBV3 9932 18708 4.54% 0.416%
2 4.378 226 228 229 rBvV2 2538 1855 0.45% 0.041%
3 4.637 267 272 275 rBV3 2164 3163 0.77% 0.070%
4 4,725 285 287 290 rBvV3 1480 1519 0.37% 0.034%
5 4.836 301 306 313 rvB6 6076 9620 2.34% 0.214%
6 4.930 319 322 326 rVB5S 3286 4555 1.11% 0.101%
7 5.001 332 334 338 rBV5S 3156 3512 0.85% 0.078%
8 5.048 339 342 347 rVB2 4538 5429 1.32% 0.121%
9 5.101 347 351 358 rBV3 12364 20127 4.89% 0.447%
106 5.206 367 369 370 rBV3 1972 1506 ©0.37% 0.033%
11 5.300 382 385 387 rBvV3 1568 1703 0.41% 0.038%
12 5.341 390 392 399 rVB4 6307 9111 2.21% 0.203%
13 5.453 409 411 413 rBV3 3498 2960 0.72% 0.066%
14 5.559 428 429 431 rBV2 2016 1646 0.40% 0.037%
15 5.606 434 437 438 rBv2 2069 2425 0.59% 0.054%
16 5.717 454 456 463 rVB4 4677 6106 1.48% 0.136%
17 5.782 463 467 475 rBV5S 5884 13535 3.29% 0.301%
18 5.876 478 483 486 rVV5 8237 15097 3.67% 0.336%
19 5.935 488 493 499 rVvW4 13252 21169 5.14% 0.471%
20 6.017 503 507 511 rVB4 4607 5471 1.33% 0.122%
21  6.199 532 538 545 rVB5 9462 20994 5.10% 0.467%
22 6.311 554 557 563 rVB4 5005 7627 1.85% 0.170%
23  6.434 565 578 582 rBV1e 9217 29838 7.25% 0.663%
24 6.481 582 586 592 rVB3 12171 18586 4.51% 0.413%
25 6.528 592 594 595 rBV 2679 2204 0.54% 0.049%
26 6.563 596 600 602 rBv4 12043 18070 4.39% 0.402%
27 6.745 626 631 636 rVB4 3677 6798 1.65% ©0.151%
28 6.822 637 644 650 rVB7 7205 15744 3.82% 0.350%
29 6.922 650 661 665 rBv4 9362 18790 4.56% 0.418%
30 7.027 674 679 683 rBV5 3853 8554 2.08% 0.190%
31 7.080 683 688 691 rvV5 13198 27961 6.79% 0.621%
32 7.127 691 696 704 rVB2 43523 84252 20.46% 1.873%
33 7.215 709 711 713 rVB3 2102 1542 0.37% 0.034%
34 7.268 715 720 726 rBV 36429 60866 14.78% 1.353%
35 7.480 751 756 765 rVB2 47425 89187 21.66% 1.982%
36 7.621 778 780 782 rBV3 2093 1654 0.40% 0.037%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG050128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS Vvial : 30 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG081921.M
Title : SVOA CALIBRATION
37 7.768 804 805 808 rvB3 3966 2282 0.55% 0.051%
38 7.844 816 818 819 rBV2 3774 2168 ©0.53% 0.048%
39 7.914 826 830 831 rBV2 16094 18744 4.55% 0.417%
40 7.950 832 836 843 rVB2 97624 160659 39.02%  3.571%
41 8.003 843 845 847 rBV3 2905 2950 0.72% 0.066%
42 8.067 853 856 859 rBV3 2558 4001 0.97% ©0.089%
43 8.373 907 908 909 rBV 2688 1609 ©0.39% 0.036%
44  8.584 940 944 945 rBV3 3244 2865 0.70% ©0.064%
45 8.672 954 959 971 rBV 50296 98130 23.83% 2.181%
46 8.784 975 978 983 rBV5 6741 10144  2.46% 0.225%
47 8.931 1000 1003 1004 rBV2 1635 1641 0.40% ©0.036%
48 8.966 1007 1009 1011 rBV3 1784 1496 0.36% 0.033%
49  9.025 1015 1019 1020 rBV3 5825 6224 1.51% 0.138%
50 9.125 1030 1036 1041 rBV2 47502 89423 21.72%  1.988%
51 9.266 1057 1060 1063 rBV3 5882 9027 2.19% ©0.201%
52 9.371 1074 1078 1079 rBV2 3883 4361 1.06% ©.097%
53 9.683 1125 1131 1135 rBV7 6717 9434  2.29% 0.210%
54 9.853 1153 11660 1170 rVB4 43571 99294 24.12%  2.207%
55 9.941 1170 1175 1180 rBV7 9422 12886 3.13% ©.286%
56 10.170 1208 1214 1219 rBv4 14330 30398 7.38% 0.676%
57 10.405 1248 1254 1261 rBV 54711 98463 23.92%  2.189%
58 10.458 1261 1263 1267 rBV4 4263 5524 1.34% 0.123%
59 10.540 1273 1277 1283 rVB6 8776 15376 3.73% 0.342%
60 10.769 1311 1316 1324 rVB 136231 238987 58.05% 5.312%
61 10.910 1330 1340 1348 rBV3 65605 129641 31.49%  2.882%
62 10.981 1349 1352 1357 rVB6 5041 7888 1.92% 0.175%
63 11.421 1423 1427 1428 rBV3 3990 4415 1.07% ©0.098%
64 11.598 1455 1457 1462 rVB3 5818 5243 1.27% ©0.117%
65 11.733 1478 1480 1483 rBV3 2677 3661 0.89% ©0.081%
66 11.786 1483 1489 1494 rVVv2 19922 36165 8.78%  0.804%
67 12.044 1526 1533 1537 rBV7 5628 12723 3.09% ©.283%
68 12.091 1539 1541 1542 rBV2 2595 1552 0.38% 0.034%
69 12.179 1550 1556 1561 rBV7 16462 31439 7.64% 0.699%
70 13.049 1700 1704 1707 rBV6 3840 5883 1.43% 0.131%
71 13.078 1707 1709 1710 rBV2 3153 1873 0.45% 0.042%
72 13.131 1715 1718 1725 rVB3 21309 32621 7.92%  0.725%
73 13.419 1762 1767 1775 rBV3 18020 31006 7.53% ©.689%
74 13.853 1839 1841 1842 rBV2 2476 1833 0.45% 0.041%
75 14.012 1863 1868 1874 rVB 109563 162093 39.37% 3.603%
76 14.077 1875 1879 1884 rVB2 24744 31063 7.54%  0.690%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG050128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS Vvial : 30 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG081921.M

Title : SVOA CALIBRATION

77 14.306 1912 1918 1925 rBV 121462 189186 45.95% 4.205%
78 14.423 1936 1938 1939 rBV2 3375 2744 0.67% 0.061%
79 14.494 1946 1950 1957 rBV2 17490 27536 6.69% 0.612%
80 14.570 1960 1963 1964 rBV3 5016 5403 1.31% ©0.120%
81 14.611 1965 1970 1977 rVB 205755 327055 79.44% 7.270%
82 14.817 2004 2005 2006 rBV 2875 1714 0.42% 0.038%
83 14.852 2006 2011 2019 rVV3 30008 59622 14.48%  1.325%
84 14.993 2033 2035 2036 rBV2 4957 4108 1.00% ©.091%
85 15.445 2108 2112 2117 rVB4 21017 31492 7.65% 0.700%
86 15.604 2134 2139 2146 rBV 155662 240991 58.53% 5.357%
87 15.751 2159 2164 2172 rBV2 34991 58910 14.31% 1.309%
88 15.851 2176 2181 2188 rVB3 19787 35644 8.66% ©.792%
89 16.750 2332 2334 2335 rBV2 3316 2420 0.59% 0.054%
90 16.867 2353 2354 2355 rBV 3239 1666 ©0.40% 0.037%
91 17.002 2374 2377 2380 rBV5 4488 7134 1.73% ©.159%
92 17.102 2390 2394 2397 rBV2 15066 20697 5.03% 0.460%
93 17.155 2400 2403 2408 rVB2 19354 27728 6.73% 0.616%
94 17.366 2433 2439 2445 rBV 239479 374730 91.02%  8.329%
95 17.466 2450 2456 2462 rVB2 171009 264399 64.22% 5.877%
96 17.848 2517 2521 2524 rBV3 17465 20106 4.88% 0.447%
97 18.535 2635 2638 2642 rVB2 14560 15859 3.85% ©.353%
98 19.170 2742 2746 2750 rVB4 16921 20416  4.96% 0.454%
99 19.757 2841 2846 2857 rVB2 240466 360615 87.59% 8.016%
100 21.637 3161 3166 3175 rVB 249570 411720 100.00%  9.151%

Sum of corrected areas: 4498964
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU
: M3526-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090221\
BG050128.D
3 Sep 2021 12:49

: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

Abundance
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TIC: BG050128.D\data.ms

10.769

7.950

0.910

11.7847 179

, 98111
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG050128.D\data.ms

21.637
17.366 19.757

14.611

17.466
15.604

5,751
15.4485 851 5 || 17.848 18535 19170 b

3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG050128.D\data.ms

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic5.101 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.101 2.51 ng/ul 20127 1,4-Dichlorobenzene-d4 7.950

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 83
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
3 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 64
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 59
Abundance Scan 351 (5.101 min): BG050128.D\data.ms (-347) (-) m/z 111.25 100.00%
69.2 111.3
5000 41.2
‘ ‘ 85.0 147.2 4.80 5.00 5.20 5.40
ol el T njz 69.15 88.25%
miz--> 20 40 60 80 100 120 140
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000
410 4.80 5.00 5.20 5.40
m/z 55.15 62.75%
miz--> 20 40 60 80 100 120 140
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
4.80 5.00 5.20 5.40
5000 41.0 m/z 41.20 43.60%
o120 L “M o !M A “‘; 90 | 1270
miz--> 20 40 60 80 100 120 140
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0 4.80 5.00 5.20 5.40
111.0 m/z 56.15  38.21%
5000
41.0
140.0
1S Y -
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5935 2.64 ng/ul 21169  1,4-Dichlorobenzene-d4  7.950
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Noname 128 com2e 000111-84-2 46

2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 43
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 43
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 43
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 43

Abundance Scan 493 (5.935 min): BG050128.D\data.ms (-488) (-) m/z 43.15 100.00%
3.1

571 97.2
5000
71.3
H ‘ m‘ ‘ 128.3 5.60 5.80 6.00 6.20
Oberprerpreerpertbe bl M b L w/z ss.25 76.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
57.0
5000
29.0 5.60 5.80 6.00 6.20
71.0 850 m/z 97.15 61.82%
“ I | 99.0 11301280
O\\‘\\\\’\\\\’\\\\‘\}\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
5.60 5.80 6.00 6.20
5000 41.0 m/z 41.15 56.63%
112.0
69.0
27.0 ‘ ‘ ‘ 83.0 ‘
oH‘HH,H“E‘,M‘;!MHNHWmlw,m‘_Hl_ww_ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0 5.60 5.80 6.00 6.20
m/z 57.15 55.76%
41.0
5000
27.0 69.0 112.0
‘ ‘ 83.0
O breprrrr gt el el el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Sulfurous acid, cyclohexylm... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.199 2.61 ng/ul 20994 1,4-Dichlorobenzene-d4 7.950

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 59
2 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 59
3 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 59

4 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 59
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 59

Abundance Scan 538 (6.199 min): BG050128.D\data.ms (-532) (-) m/z 97.25 100.00%

97.3
55.1
5000
‘m 126.3 5.80 6.00 6.20 6.40 6.60
0 _W_UH_“”‘H L m/z 55.15  54.46%
m/z--> 20 80 100 120 140 160 180
Abundance #204352. Sulfurous acid, cyclohexylmethyl nonyl ester
5000 55.0 MAMW
5.80 6.00 6.20 6.40 6.60
m/z 41.15 27.25%
29.0
O‘\\\\‘H\\1“\‘\“\7\9‘b ‘H‘\\\\]‘_?T-P\‘\\\\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #239147. Sulfurous acid, cyclohexylmethyl undecyl ester A
97.0 fA\
TR AN TN A A
5.80 6.00 6.20 6.40 6.60
5000 55.0 m/z 57.25 25.11%
29.0
Skt N I
miz--> 20 60 80 100 120 140 160 180
Abundance #269794: Sulfurous acid, cyclohexylmethyl tridecyl ester
97.0 5.80 6.00 6.20 6.40 6.60
m/z 43.15 22.06%
5000
55.0
oL 220 | 79.0 L 1270 1540 1830
e e e
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.434 3.71 ng/ul 29838 1,4-Dichlorobenzene-d4 7.950

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 43
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 43
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 40
5 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 35
Abundance Scan 578 (6.434 min): BG050128.D\data.ms (-565) (-) m/z 81.15 100.00%
67.2 2
5000 96.2
40.1 55.1 :
H‘ “ ‘ “ ‘ ‘ ‘ 6.20 6.40 6.60 6.80
bbb L w2z 67,15 89.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3234: Cyclohexene, 4-methyl-
81.0
5000 39.0 54.0
67.0 96.0 6.20 6.40 6.60 6.80
27.0 m/z 82.25 67.30%
so LUl ol
O\\\‘\\\\‘\\\“’\\\1}\\\\“M\\\‘\‘\H\‘\\\‘\‘1\\\‘\\\‘\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0 (\
SN B 7 N R—
6.20 6.40 6.60 6.80
5000 67.0 m/z 96.15 36.74%
96.0
55.0
27.0 ‘
bt b Ml L
mfz--> 10 20 30 40 50 60 70 80 90 100 110 A A A A
Abundance #3238: Cyclohexene, 1-methyl- e e e
81.0 6.20 6.40 6.60 6.80
m/z 40.10 34.17%
5000 68.0
39.0
27.0 55.0 96.0
15.0 ‘ H
oHW“H‘HH‘,kuw“mwm‘:u_‘““‘!m_‘“u_uwu S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.481 2.31 ng/ul 18586 1,4-Dichlorobenzene-d4 7.950

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 56

2 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 53

3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 50

4 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 50

5 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 47

Abundance Scan 586 (6.481 min): BG050128.D\data.ms (-582) (-) m/z 57.15 100.00%

57.1

=

5000
‘ 85‘-2 11‘3'3 6.20 6.40 6.60 6.80
- "“‘H“Mul,"H"‘H_m,w_ww_H m/z 71.20 46.13%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000
6.20 6.40 6.60 6.80
30 m/z 43.25 46.10%
27.0 85.0
S Y | 1420

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

Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester
57.0

=

6.20 6.40 6.60 6.80
5000 m/z 41.20 32.49%

113.0

85.0
290
‘\ | ‘\‘ 141.0 169.0 225.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0 6.20 6.40 6.60 6.80

m/z 56.25 27.20%

o

%

5000

290 .
I T 1410
o T D e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80

[o¢]

O

o
N
[
w
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Ethanone, 1-cyclohexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.563 2.25 ng/ul 18070 1,4-Dichlorobenzene-d4 7.950

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 55
2 Cyclopentane, 1-methyl-2-propyl- 126 CSH18 003728-57-2 50
3 2,3-Dimethyl-2-heptene 126 C9H18 003074-64-4 49
4 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 49
5 3-Heptene, 4-ethyl- 126 C9H18 033933-74-3 47
Abundance Scan 600 (6.563 m|n) BG050128.D\data.ms (-596) (-) m/z 55.20 100.00%
5!:
83.3
5000
11 69.1 /W\W/J
97.2 126.3 AN A T
H‘ I ‘H | ‘ ‘ 6.20 6.40 6.60 6.80
Obrrereprerrreelle L m/z 83.25  66.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13013: Ethanone, 1-cyclohexyl-
55.0
83.0
5000
410 6.20 6.40 6.60 6.80
126.0 m/z 69.10  40.70%
27.0 111.0
| . 5RO ) 970 |
O\\‘HH‘H\“‘HH}H\\iu\H“H‘H‘H\‘\“‘H‘\\‘H\‘\‘H\\‘H\\‘H\\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13272: Cyclopentane, 1-methyl-2-propyl-
55.0
41.0 83.0 6.20 6.40 6.60 6.80
5000 m/z 82.15 36.79%
69.0 97.0
27.0 126.0
XN 1 P N 9
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #13205: 2,3-Dimethyl-2-heptene ‘_““““‘W“,““‘
55.0 83.0 6.20 6.40 6.60 6.80
' m/z 41.15 33.99%
5000
41.0 69.0
126.0
270 ‘ Il ‘ 97.0 111.0
) S VRS R EPOVY i~ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.922 2.34 ng/ul 18790 1,4-Dichlorobenzene-d4 7.950

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 45
2 Decanal 156 C10H200 000112-31-2 38
3 Silane, trichlorodocosyl- 442 C22HA45C13Si 007325-84-0 37
4 Cyclooctyl alcohol 128 C8H160 000696-71-9 35
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 27
Abundance Scan 661 (6.922 min): BG050128.D\data.ms (-650) (-) m/z 57.25 100.00%
571.3
5000
H 12 2 6.60 6.80 7.00 7.20
0 ‘t‘“H““‘w““,‘H“““_“““H m/z 43.25 68.85%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194563: Octadecane, 1-(ethenyloxy)-
43.0
5000

6.60 6.80 7.00 7.20
m/z 41.15 50.33%

I M ‘ J\‘\ o 154.0 252.0

O‘ \‘\ “J \ T ‘ TTT ‘ TTTT ‘ TTT ’ T 1T ‘ T 1T ‘ T 1T ‘ T TT
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #32826: Decanal
Aiw el

6.60 6.80 7.00 7.20

5000 m/z 71.15  49.96%
- “‘M” Ll “‘m‘Hw‘m,‘m_m_m_m
miz—> 0 50 100 150 200 250 300 350 400 M
Abundance #322824: Silane, trichlorodocosyl- LASEE ‘/‘\‘ Py
43.0 6.60 6.80 7.00 7.20

m/z 67.15 40.34%

5000

0 4 \h 1540 2100 266.0 398.0
N e - L IR L LU

m/z--> 0 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.170  2.54 ng/ul 30398 Naphthalene-ds 10.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C16H14 076089-59-3 64

2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 64
3 o-Cymene 134 C1leH14 000527-84-4 58
4 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 53
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 53
Abundance Scan 1214 (10.170 min): BG050128.D\data.ms (-1208) (- m/z 119.15 100.00%
119.2
5000 /\
411 573 91.2 ‘m‘ﬁj\“M‘wM il
‘ ‘ | ‘ H 146.3 10.00 10.50
bl Mg L TP nz 134025 33.41%
miz--> 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
|
5000 —r ——
10.00 10.50
91.0 m/z 91.15 24.67%
41"0 . 1%5.0
O\\\‘\‘\\\“\\‘W\’W‘\\\““\\i‘\‘m\\w"‘\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
10.00 10.50
5000 m/z 41.15 21.75%
91.0
39.0 650 135.0
0 \1\5‘\'0‘\‘\ S R \‘”‘ \ \‘\ e \‘1“,‘ \ \:\?r‘\ P
Miz-> 20 40 60 80 100 120 140 %mh
Abundance #16991: o-Cymene e T
119.0 10.00 10.50
m/z 115.15  21.33%
5000 91.0
| LA
TR T Y M A L N U I | N1 I
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Sulfurous acid, butyl octyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.786 3.03 ng/ul 36165 Naphthalene-d8 10.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 78
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
3 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 72
4 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 64
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 64
Abundance Scan 1489 (11.786 min): BG050128.D\data.ms (-1483) (- m/z 57.25 100.00%
57.3
- J\V\ %ﬂw
652 fut A
39 ‘ 113.2 1150 12.00
0 e m/z 71,25 88.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135263: Sulfurous acid, butyl octyl ester
57.0
5000
11.50 12.00
290 m/z 43.20 6.82%
110 Lm0 30 0 e
‘\\\\‘\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22108: Octane, 3,6-dimethyl-
M
11. 50 12 OO
5000 m/z 55.15 27.88%
113.
29.0 3.0
| 85.0 ‘ 142.0
o) SN N G Y S v
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #152681: Sulfurous acid, 2-ethylhexyl pentyl ester — —r—
57.0 11.50 12.00
m/z 41.15 26.71%
5000
29.0 113.0
L gm0
O“H“H‘1,1‘Hﬂ“‘vu“Hl“uu‘uu‘uu“ 7 —
m/z--> 20 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.179 2.63 ng/ul 31439 Naphthalene-d8 10.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 59
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53
Abundance Scan 1556 (12.179 min): BG050128.D\data.ms (-1550) (-  m/z 57.20 100.00%
57.2
5000
| 93‘-2 145.2 12.00 12.50
-l t”““‘,“”‘_‘ e — m/z 43.15 91.90%
miz--> 50 100 150 200 250
Abundance #59108: Nonane, 3-methyl-5-propyl- M
57.0
5000 \l
12 00 12. 50
m/z 71.15 90.83%
27 112.0
O\‘\\“‘ ‘!‘\H‘ “’\“\“1420 \1840\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
12.00 12.50
5000 m/z 41.15 56.47%
27‘_0 ‘ 97.0 127.0 1830
o T O .-
mfz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- —— —
57.0 12.00 12.50
m/z 85.25 52.12%
5000
ol L1 M3%430 1830 2s30 200 1 ﬂﬂhm _
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.851 2.18 ng/ul 35644  Acenaphthene-die 14.617
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
3 Undecane 156 C1l1H24 001120-21-4 59
4 Dodecane 170 C12H26 000112-40-3 59
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53
Abundance Scan 2181 (15.851 min): BG050128.D\data.ms (-2176) (- m/z 57.25 100.00%
571.3
- i MJ\WWNmmH
Trteepliag PN
| h ‘113.3 1413 1783 15.50 16.00
O Ml T m/z 71.25 69.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45498: Undecane, 3-methyl-
57.0
5000
85.0 15.50 16.00
29.0 m/z 43.25 59.23%
0 \\‘]-\:!-\2\.‘0\ \]\-\4"‘1\.?\‘1Z0\.\0‘\H\’HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
- ——
15.50 16.00
5000 85.0 m/z 41.15 42.59%
113.0 155.0
183.0
S 0 I P . 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33079: Undecane A —
57.0 15.50 16.00
m/z 85.25 42.51%
5000 85.0
29.0
‘ ‘ H ‘ 113.0 156.0
0ot b e b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG050128.D

Acqg On : 3 Sep 2021 12:49
Operator : CG/JU

Sample : M3526-12

Misc :

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA 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|
(DEL) Alkane: C... 5.101 2.5 ng/ul 20127 1 7.950 160659 20.0
(DEL) Alkane: S... 5.935 2.6 ng/ul 21169 1 7.950 160659 20.0
Sulfurous acid,... 6.199 2.6 ng/ul 20994 1 7.950 160659 20.0
unknown-01 6.434 3.7 ng/ul 29838 1 7.950 160659 20.0
(DEL) Alkane: S... 6.481 2.3 ng/ul 18586 1 7.950 160659 20.0
Ethanone, 1-cyc... 6.563 2.3 ng/ul 18070 1 7.950 160659 20.0
unknown-02 6.922 2.3 ng/ul 18790 1 7.950 160659 20.0
1,3-Cyclopentad... 10.170 2.5 ng/ul 30398 2 10.769 238987 20.0
Sulfurous acid,... 11.786 3.0 ng/ul 36165 2 10.769 238987 20.0
(DEL) Alkane: S... 12.179 2.6 ng/ul 31439 2 10.769 238987 20.0
(DEL) Alkane: S... 15.851 2.2 ng/ul 35644 3 14.617 327055 20.0
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