LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acqg On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS Vvial : 19 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-BG0O72421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49489.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.080 3 7 16 rBVv2 92514 194873 45.55%  3.182%
2 3.162 16 21 27 rW 150099 229197 53.57% 3.742%
3 3.438 64 68 72 rBV4 4236 7342 1.72% 0.120%
4 3.861 136 140 149 rBV 32195 61902 14.47% 1.011%
5 3.967 154 158 164 rVB3 15247 24884 5.82% 0.406%
6 4.090 177 179 183 rVB3 3362 3610 0.84% 0.059%
7 4.754 289 292 296 rVB3 2611 3892 0.91% 0.064%
8 5.218 368 371 375 rBv4 3289 4864 1.14% 0.079%
9 5.289 382 383 388 rBV4 1198 1375 0.32% 0.022%
10 5.459 409 412 416 rVB3 1573 2576 0.60% 0.042%
11 5.488 416 417 421 rBV 1217 1727 0.40% 0.028%
12 6.041 516 511 514 rVB 2327 1511 0.35% 0.025%
13 6.182 532 535 538 rBV3 996 1385 0.32% 0.023%
14 6.423 573 576 579 rBv2 1237 1893 0.44% 0.031%
15 6.681 617 620 621 rBv2 1492 1709 0.40% 0.028%
16 7.204 701 709 718 rBV 73297 130160 30.42% 2.125%
17 7.368 729 737 746 rBV 50391 90087 21.06% 1.471%
18 7.480 752 756 766 rVB3 2814 6110 1.43% 0.100%
19 7.580 766 773 780 rBV 74227 132485 30.97% 2.163%
20 7.662 784 787 790 rBV3 2994 4065 0.95% 0.066%
21  7.691 790 792 794 rVB 2146 1632 0.38% 0.027%
22 8.050 846 853 863 rBV 99800 173318 40.51% 2.830%
23 8.273 885 891 897 rVB2 28254 46889 10.96% 0.766%
24 8.755 967 973 982 rBV2 71941 130464 30.49% 2.130%
25 8.884 992 995 999 rBvV3 1476 1588 ©.37% 0.026%
26 9.213 1045 1051 1059 rBvV 76663 141943 33.18% 2.318%
27 9.272 1059 1061 1067 rVB3 2539 4320 1.01% 0.071%
28 9.366 1074 1077 1080 rBV2 1488 2219 0.52% 0.036%
29 9.947 1168 1176 1183 rBV 71095 131499 30.74% 2.147%
30 10.488 1261 1268 1277 rBV2 100914 182053 42.55% 2.972%
31 10.629 1285 1292 1304 rBV2 67537 122108 28.54%  1.994%
32 10.734 1308 1310 1314 rVB3 1909 1906 0.45% 0.031%
33 10.869 1327 1333 1339 rVB 135973 235383 55.02%  3.843%
34 11.005 1349 1356 1364 rBV3 43063 87585 20.47% 1.430%
35 11.392 1420 1422 1425 rBvV3 1765 1936 0.45% 0.032%
36 11.880 1501 1505 1509 rBV2 2071 3928 0.92% 0.064%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acqg On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS Vvial : 19 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-BG072421.M
Title : SVOA CALIBRATION
37 12.221 1561 1563 1566 rBV3 2127 1926 0.45% 0.031%
38 12.268 1569 1571 1572 rBV3 2157 1687 ©0.39% 0.028%
39 12.461 1601 1604 1605 rVB2 2054 1355 0.32% 0.022%
40 12.532 1612 1616 1619 rVB 3721 6079 1.42% 0.099%
41 12.743 1649 1652 1656 rVB 2445 2953 0.69% ©0.048%
42 12.972 1689 1691 1694 rBV 1196 1362 0.32% 0.022%
43 13.002 1694 1696 1699 rBV 1785 1422 0.33% 0.023%
44 13.061 1705 1706 1709 rBV2 2428 1691 0.40% ©0.028%
45 13.184 1723 1727 1730 rBV 988 1709 0.40% 0.028%
46 13.231 1732 1735 1738 rVB2 3564 3279 0.77% 0.054%
47 13.296 1742 1746 1747 rBV 2027 2410 0.56% 0.039%
48 13.448 1769 1772 1778 rVB 1056 1855 0.43% ©0.030%
49 13.513 1778 1783 1789 rBvV4 5957 11093 2.59% 0.181%
50 13.578 1789 1794 1798 rBV3 7854 10384 2.43% 0.170%
51 13.848 1838 1840 1841 rBV 2714 2039 0.48% 0.033%
52 13.977 1857 1862 1864 rBV 735 1368 ©0.32% 0.022%
53 14.018 1864 1869 1873 rVv2 5073 8085 1.89% ©.132%
54 14.094 1873 1882 1889 rVV 197111 296264 69.25% 4.837%
55 14.165 1892 1894 1898 rVB2 2855 3538 0.83% 0.058%
56 14.253 1906 1909 1911 rBV2 1786 1787 0.42% 0.029%
57 14.335 1918 1923 1924 rBV2 2358 1845 0.43% 0.030%
58 14.394 1927 1933 1944 rVB 189611 317545 74.22% 5.185%
59 14.582 1962 1965 1969 rVB3 6979 9342 2.18% ©0.153%
60 14.700 1972 1985 1991 rVV 225325 371379 86.80% 6.064%
61 14.764 1991 1996 2003 rVB2 3030 6569 1.54% ©.107%
62 14.893 2013 2018 2027 rBV3 78880 138382 32.34%  2.259%
63 15.040 2040 2043 2048 rVB2 5945 8047 1.88% 0.131%
64 15.093 2048 2052 2057 rVB5 7195 11128 2.60% ©.182%
65 15.175 2063 2066 2067 rVB2 2834 2418 0.57% ©0.039%
66 15.305 2086 2088 2094 rVB3 3785 5100 1.19% ©.083%
67 15.357 2094 2097 2101 rBV2 2940 4380 1.02% 0.072%
68 15.422 2106 2108 2111 rVB2 1605 1495 0.35% 0.024%
69 15.481 2113 2118 2119 rVV3 3833 5236 1.22% 0.085%
70 15.534 2122 2127 2131 rVB2 7918 12641 2.95% 0.206%
71 15.692 2147 2154 2159 rBV 266801 407449 95.24% 6.653%
72 15.739 2159 2162 2168 rVV3 7195 10198 2.38% 0.167%
73 15.804 2168 2173 2183 rVB2 64034 99705 23.30% 1.628%
74 15.869 2183 2184 2188 rBV 2800 3326 ©.78% 0.054%
75 15.927 2188 2194 2203 rVB7 7777 18286 4.27% ©.299%
76 16.057 2212 2216 2223 rVB2 46402 66364 15.51% 1.084%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acqg On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS Vvial : 19 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-BG072421.M
Title : SVOA CALIBRATION

77 16.151 2227 2232 2235 rBV5 2645 5438 1.27% ©.089%
78 16.256 2248 2250 2251 rBV2 2755 1352  0.32% 0.022%
79 16.397 2270 2274 2276 rBV2 8018 12638 2.95% 0.206%
80 16.803 2339 2343 2345 rBV4 4489 6464 1.51% 0.106%
81 17.331 2429 2433 2441 rBV5 12063 20244  4.73% 0.331%
82 17.390 2441 2443 2446 rBV2 4893 5150 1.20% 0.084%
83 17.449 2447 2453 2457 rBV 283054 427834 100.00%  6.985%
84 17.490 2457 2460 2464 rVB 74340 99924 23.36% 1.632%
85 17.549 2464 2470 2475 rBV 252085 376691 88.05% 6.150%
86 18.101 2561 2564 2569 rVB4 10712 15002 3.51% ©0.245%
87 18.330 2598 2603 2607 rBV3 118872 163894 38.31% 2.676%
88 19.329 2769 2773 2777 rVB2 105938 128002 29.92%  2.090%
89 19.499 2797 2802 2808 rVB 253237 348943 81.56% 5.697%
90 19.593 2816 2818 2825 rBVS5 37268 50037 11.70% 0.817%

91 19.834 2854 2859 2862 rBV 257517 425476 99.45%  6.947%

Sum of corrected areas: 6124628
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG049489.D\data.ms
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Abundance TIC: BG049489.D\data.ms
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Abundance TIC: BG049489.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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: Cyclic3.080 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.080 22.49 ng/ul 194873  1,4-Dichlorobenzene-d4 8.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane 84 cem2 000110-82-7 95

2 Cyclohexane 84 C6H12 000110-82-7 91
3 Cyclohexane 84 C6H12 000110-82-7 91
4 Cyclohexane 84 C6H12 000110-82-7 91
5 Cyclohexane 84 C6H12 000110-82-7 80
Abundance Scan 7 (3.080 min): BG049489.D\data.ms (-3) (-) m/z 56.10 100.00%
56.1 841
5000
RRREREEEREEES
3.103.203.303.403.50
bl b 2093 /7 84.10 86.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1643: Cyclohexane
560 84.0
5000 RN B R R
3.103.203.303.403.50
m/z 41.15 60.32%
27.0
O\\\\‘\‘”\\‘ ‘\u\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1644 Cyclohexane
56.0
840 [T T AT T T T T
3.103.203.303.403.50
5000 m/z 55.15 40.42%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1647: Cyclohexane RAma R A RARRARa
84.0 3.103.203.303.403.50
56.0 m/z 39.15  37.75%
5000
27.0‘
O\\\‘\‘\‘h‘\\“‘\\‘H‘\“\“\\\"\H‘HH‘\\H‘HH‘HH‘HH‘\H e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.162 26.45 ng/ul 229197 1,4-Dichlorobenzene-d4 8.050

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 64
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 21 (3.162 min): BG049489.D\data.ms (-16) (-) m/z 73.15 100.00%
73.2
5000
43.1 j\\
e e
‘ ‘ 3.20 3.40 3.60
b A e 382 myz 43015 35.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN I L I L
430 3.20 3.40 3.60
‘ m/z 87.15 25.60%
O
miz--> 20 80 100 120 140 160 180
Abundance #5060. Butane, 2-methoxy-2-methyl-
73.0
e Emamane e
3.20 3.40 3.60
5000 m/z 55.15 25.11%
43.0
olato L Lo
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15768: 2,2,4-Trimethyl-3-pentanol e e
73.0 320 340 360
m/z 41.15 10.28%
41.0
5000
SE-CI I
m/z--> 20 40 60 80 100 120 140 160 180 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 Methacrylamide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.967 2.87 ng/ul 24884  1,4-Dichlorobenzene-d4 8.050

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methacrylamide 85 C4H7NO 000079-39-0 50

2 Methacrylamide 85 C4H7NO 000079-39-0 50

3 Methacrylamide 85 C4H7NO 000079-39-0 49

4 2H-Pyran, 2-(4-chlorobutoxy)tetr... 192 C9H17C102 041302-05-0 38

5 Hexane, 2-bromo- 164 C6H13Br 003377-86-4 38

Abundance Scan 158 (3.967 min): BG049489.D\data.ms (-154) (-) m/z 85.05 100.00%

85.0
43.1
5000
60.0 m

H 3.60 3.80 4.00 4.20
0 ‘H_m_m"M‘MWWJ‘JW“WH_‘lwuw m/z 43.15 62.91%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1732: Methacrylamide
41.0 85.0
5000

3.60 3.80 4.00 4.20
69.0 m/z 41.15 61.21%

TTT ‘ T \ \ T ‘ TT \ \ ‘ TT T ‘ \ \ T ‘ \ T ‘ TTT \ ‘ TTTT ‘ T ‘ TTTT ‘ TT
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1733: Methacrylamide
41.0 83.0

3.60 3.80 4.00 4.20

5000 m/z 39.10 37.76%
69.0
o0 s
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1734: Methacrylamide
410 85.0 3.60 3.80 4.00 4.20
' m/z 60.05 25.29%
5000 69.0
52.0
ok a0 e LS
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 1,5-Cyclooctadiene, 1,5-dim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.273 5.41 ng/ul 46889 1,4-Dichlorobenzene-d4 8.050

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C1@H16 003760-14-3 93
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 83
3 4-Cyclopropylnorcarane 136 C1@H1l6 1000222-73-9 72
4 1,5-Cyclooctadiene, 3-methyl- 122 C9H14 056564-88-6 72
5 1,7-Octadiene, 3-methylene- 122 C9H14 068695-13-6 72

Abundance Scan 891 (8.273 min): BG049489.D\data.ms (-885) (-) m/z 68.15 100.00%

68.2
5000
121.3 u

SR B S
H “‘ ‘ 137 8.00 8.20 8.40 8.60
i ey m/z  67.15  89.96%

0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #18109: 1,5-Cyclooctadiene, 1,5-dimethyl-
67.0
5000 e b
121.0 8.00 8.20 8.40 8.60

m/z 79.15 65.04%

15$Jl

miz—> 0 50 100 150 200 250 300 350 400
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)

o

68.0
A RASARAARRARRA RS
8.00 8.20 8.40 8.60
5000 ITI/Z 93.15 63.43%
‘ ‘121.0
0 H\“ “{HMUM‘“‘M‘M‘HH,HH‘HH‘HH‘HH‘HH
miz--> 0 50 100 150 200 250 300 350 400
Abundance #18066: 4-Cyclopropylnorcarane H““‘W“ﬁ“u““uﬁ
67.0 8.00 8.20 8.40 8.60
m/z 53.15 39.37%
5000
[ |l
Or— \”“\N‘M\”“r”“\”“\”“\”“\”“ AR RARAR AR AR
m/z--> 0 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.629 10.38 ng/ul 122108 Naphthalene-d8 10.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 74
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64

Abundance Scan 1292 (10.629 min): BG049489.D\data.ms (-1285) (- m/z 45.15 100.00%
45.1

5000 /L
75.2 — e
101.2 10.50 11.00
O ““Mu Mﬂ uh‘“u‘ J‘c‘u Ay ‘1‘3“2;3‘ rr—  m/z 57.15  95.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T T T T 'N\AA\ T T
29.0 10.50 11.00
75.0 m/z 41.15 45 .45%
‘ 1000 1320
0 \\‘\”‘ \H‘\ \““1‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w'\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
| i, L
10.50 11.00
5000 ITI/Z 75.15 22.26%
27 r 75.0
100.0
oo bl 200 1320 g
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- SR TR
57.0 10.50 11.00
m/z 43.15 19.95%
5000
29.0
75.0
obre e all Al 2200 szzo
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.057 3.57 ng/ul 66364  Acenaphthene-die 14.700
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-n-Hexylthiolane 172 C10H20S 001613-50-9 47
2 1,8-Naphthyridine, 2,4,7-trimethyl- 172 C11H12N2 014757-44-9 37
3 [1,2,5]0xadiazolo[3,4-f]cinnoline 172 C8H4N40 217491-04-8 15
4 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 14
5 trans-3-Methyl-2-n-propylthiophane 144 C8H16S 118068-75-0 14

Abundance Scan 2216 (16.057 min): BG049489.D\data.ms (-2212) (-  m/z 101.15 100.00%

101.2
172.1
5000
63.1 144.2 A
Py
23, 84 21 q | 16.00
0! u‘, m/z 87.15  73.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47218: 3-n-Hexylthiolane
101.0
172.0 N N
5000 55.0 Lh e :
16.00
m/z 172.10 68.27%
H L 2o
O’\\\\‘\\\ \H\‘\\\‘\"‘\\“\\‘\\‘\\“\\\\‘\\““\’\
miz—-> 20 100 120 140 160 180
Abundance #47336. 1,8—Naphthyr|d|ne, 2,4,7-trimethyl-
172.0
A T \
16.00
5000 ITI/Z 86.10 31.33%
130.0 ‘
) SN NSNS M B
miz—> 20 40 60 80 100 120 140 160 180
Abundance #47972: [1,2,5]0xadiazolo[3,4-flcinnoline LA s —
172.0 16.00
m/z 144.15 30.78%
5000 63.0 142.0
37.0 88.0
T |
o,mH - PR " P AN W U | AP
m/z--> 20 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.330 7.66 ng/ul 163894  Phenanthrene-die 17.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2603 (18.330 min): BG049489.D\data.ms (-2598) (-  m/z 73.15 100.00%
3.2

—

5000
- e
18.00 18.50
0! m/z 60.15 73.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60Q.(
5000 129.0 o AU
18.00 18.50

m/z 41.15 73.34%

H‘ ‘ 171.0213.0256.0
O' ‘\“‘H\“h“‘ M\h} \‘]“\ \‘ \‘\ “ \“\‘\ T "‘\ LI ‘ L ‘ T T 1T ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #92069: Tridecanoic acid
73.0
= —
18.00 18.50
5000 129.0 ITI/Z 55.15 72.72%
29.0 171.0
‘ ‘ 214.0
ol “M ‘M Ll ) 1 ‘ ‘ S
m/z--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid = ——
3
43.0 256.0 18.00 18.50
m/z 43.15 69.72%
5000
129.0
0 213.0
‘ ‘ ‘ 171.0 ‘
ol ‘J “ w‘\\““‘\hh“\ W‘H‘\‘wm} ‘\\"‘ “ “‘u\‘ A "‘ R R R = —
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 8 <cis-3,14-Clerodadien-13-o0l Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.329 5.98 ng/ul 128002  Phenanthrene-die 17.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-3,14-Clerodadien-13-01 290 C20H340 374925-73-2 53
2 4-(3,5-Dimethylpyrazol-1-yl)-1,2... 189 C8H7N50 1000436-50-1 27
3 Santolina epoxide 152 C10H160 060485-45-2 27
4 4,7-Methanobenzofuran, 2,2'-oxyb... 374 C24H3803 087248-50-8 22
5 1,5-Cyclooctadiene, 1-t-butyl- 164 C12H20 1000152-18-6 20

Abundance Scan 2773 (19.329 min): BG049489.D\data.ms (-2769) (-  m/z 95.15 100.00%

95.2
5000
55.2 189.2
147.3 = e
257.3 19.00 19.50
294.1 J
0 332 m/z 107.15 58.70%
miz--> 50 100 150 200 250 300
Abundance #187031: cis-3,14-Clerodadien-13-ol
107.0
5000 , b, Aty
19.00 19.50
m/z 93.15 45.43%
0,
miz--> 50 100 150 200 250 300
Abundance #64137: 4-(3,5-Dimethylpyrazol-1-yl)-1,2,5-oxadiazole-3-(
95.0
189.0 A i
39.0 19.00 19.50 .
5000 m/Z 91.10 44 .53%
Ll e |
miz--> 50 100 150 200 250 300
Abundance #29118: Santolina epoxide W‘ ‘ 7
95.0 19.00 19.50
m/z 55.20 36.21%
5000{ 41.0
il
O\\\w‘,H““Nl“w““,”;‘u“\‘\,HH,HH,HH‘HH — —
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acq On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 9 Tetradecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.593 2.35 ng/ul 50037  Chrysene-di12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 60
2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 Dodecanoic acid 200 C12H2402 000143-07-7 49
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Dodecanoic acid 200 C12H2402 000143-07-7 47

Abundance Scan 2818 (19.593 min): BG049489.D\data.ms (-2816) (- m/z 43.20 100.00%

43.2
§3.2
5000 129.1 241.3

1711 o844 e, P
0 TS PRI 73.00  93.44%

L
m/z--> 50 100 150 200 250 300 350
Abundance #109284: Tetradecanoic acid
73.0
129.0
\

5000
185.0 228.0 19 50
60.15 80.60%

\\“\ \“‘ \h‘\‘\ ’
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0

o

19.50
5000 129.0 57.15 75.90%
29.0
‘ 19902420
oL “\‘ H‘ M\‘u} ‘ “ “ “‘ ‘\ -~ ‘\‘ R ERRE
m/z--> 50 100 150 200 250 300 350
Abundance #75718: Dodecanoic acid
73.0 1950

41.20 65.76%

- NAAWMW
129.0
u‘ uhh\ \M h‘ | \ ]~>

m/z--> 50 100 150 200 250 300 350 1950

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49489.D

Acqg On : 26 Jul 2021 22:10
Operator : CG/JU

Sample : M3082-19

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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... 3.080 22.5 ng/ul 194873 1 8.050 173318 20.0
Butane, 2-metho... 3.162 26.4 ng/ul 229197 1 8.050 173318 20.0
Methacrylamide 3.967 2.9 ng/ul 24884 1 8.050 173318 20.0
1,5-Cyclooctadi... 8.273 5.4 ng/ul 46889 1 8.050 173318 20.0
Ethanol, 2-(2-b... 10.629 10.4 ng/ul 122108 2 10.869 235383 20.0
unknown-01 16.057 3.6 ng/ul 66364 3 14.700 371379 20.0
n-Hexadecanoic ... 18.330 7.7 ng/ul 163894 4 17.449 427834 20.0
cis-3,14-Clerod... 19.329 6.0 ng/ul 128002 4 17.449 427834 20.0
Tetradecanoic acid 19.593 2.4 ng/ul 50037 5 21.725 425476 20.0
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