LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS Vvial : 14 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51516.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.577 9 15 23 rBV 176501 319580 13.37% 1.083%
2 3.642 23 26 35 rVB2 28694 44114 1.85% 0.150%
3 4.047 90 95 106 rBv4 29875 70889 2.97% 0.240%
4 4,388 146 153 160 rBV 72204 111958 4.68% 0.379%
5 4.482 164 169 176 rBV3 28623 50889 2.13% 0.172%
6 4.940 242 247 254 rVB 65142 106320 4.45% 0.360%
7 5.750 375 385 392 rBV3 63197 151501 6.34% 0.513%
8 5.886 400 408 419 rBV 314205 721416 30.18%  2.445%
9 6.262 465 472 480 rBvV 677066 1101738 46.08% 3.734%
10 6.391 485 494 499 rVB2 20827 42942 1.80% 0.146%
11 7.360 651 659 664 rVWW 650206 1047241 43.80% 3.549%
12 7.419 664 669 675 rvv 238530 395542 16.54% 1.341%
13 7.495 675 682 691 rVB 438196 714747 29.90% 2.422%
14 7.589 691 698 704 rBV 81024 137521 5.75% 0.466%
15 7.665 704 711 722 rVV 538299 937266 39.20% 3.177%
16 7.806 726 735 741 rBV2 90762 159864 6.69%  0.542%
17 7.930 747 756 764 rVB 1467055 2390747 100.00%  8.103%
18 8.276 807 815 820 rBV 101901 184581 7.72% 0.626%
19 8.323 820 823 828 rvB2 46890 65143 2.72% 0.221%
20 8.400 828 836 845 rVB 888214 1566428 65.52% 5.309%
21 8.500 845 853 861 rBvV3 19168 37941 1.59% 0.129%
22 8.664 872 881 885 rBV2 264319 562671 23.54% 1.907%
23 8.717 885 890 896 rVB 703013 1159091 48.48%  3.928%
24 8.782 896 901 905 rVB 34220 52504 2.20% 0.178%
25 8.835 905 910 916 rVB2 61834 102006 4.27%  0.346%
26 8.923 916 925 929 rBV3 101281 224540 9.39% 0.761%
27 8.975 929 934 940 rBV3 80513 143688 6.01% 0.487%
28 9.099 950 955 963 rVB 49804 88661 3.71% 0.300%
29 9.240 965 979 985 rBV5 100903 297790 12.46% 1.009%
30 9.304 985 990 993 rBV 53283 95214  3.98% 0.323%
31 9.346 993 997 1001 rVV6 32347 66460 2.78% 0.225%
32 9.398 1001 1006 1010 rVV4 106063 173314 7.25% 0.587%
33 9.445 1010 1014 1019 rwV 81803 123154 5.15% 0.417%
34 9.492 1019 1022 1026 rVB2 30888 42274 1.77% 0.143%
35 9.539 1026 1030 1039 rVvB2 54681 103052 4.31% 0.349%

36 9.680 1043 1054 1058 rBV5 78255 233799 9.78% 0.792%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS Vvial : 14 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-BG121421.M
Title : SVOA CALIBRATION

37 9.880 1070 1088 1092 rBV2 136275 409059 17.11% 1.386%
38 9.933 1092 1097 1103 rVvVv3 58405 124346 5.20% 0.421%
39 9.992 1103 1107 1110 rVWV 73196 135020 5.65% 0.458%
40 10.027 1110 1113 1120 rVB3 108567 198550 8.30% 0.673%
41 10.144 1128 1133 1134 rBv4 20334 29607 1.24% 0.100%
42 10.180 1134 1139 1147 rVV2 99566 194025 8.12% 0.658%
43 10.291 1147 1158 1164 rVVe6 38031 95179 3.98% 0.323%
44 10.356 1164 1169 1174 rVB3 19610 28973 1.21% 0.098%
45 10.515 1190 1196 1202 rVV2 123801 251040 10.50% 0.851%
46 10.567 1202 1205 1211 rVV3 26786 46208 1.93% 0.157%
47 10.720 1225 1231 1239 rVV2 160471 352419 14.74%  1.194%
48 10.797 1239 1244 1250 rVWW5 38771 91848 3.84% 0.311%
49 10.873 1253 1257 1264 rVB4 17248 33664 1.41% 0.114%
50 11.120 1288 1299 1303 rBV 145081 282442 11.81% 0.957%
51 11.167 1303 1307 1314 rVV 178822 328205 13.73% 1.112%
52 11.237 1314 1319 1325 rVB 116580 210459 8.80% 0.713%
53 11.366 1331 1341 1348 rBV7 37127 120655 5.05% 0.409%
54 11.431 1348 1352 1359 rVB8 22462 52341 2.19% 0.177%
55 11.537 1363 1370 1375 rBV5 48308 115668 4.84% 0.392%
56 11.637 1382 1387 1391 rBV7 20903 36707 1.54% 0.124%
57 11.719 1391 1401 1408 rVV7 79558 226307 9.47% 0.767%
58 11.801 1408 1415 1421 rVV5 112775 278849 11.66%  0.945%
59 11.872 1421 1427 1431 rVWv4 86013 202276 8.46% 0.686%
60 11.930 1432 1437 1443 rVV5 126488 307645 12.87% 1.043%
61 12.001 1444 1449 1453 rVWW4 102734 207469 8.68% 0.703%
62 12.071 1453 1461 1470 rVV3 166024 424254 17.75% 1.438%
63 12.171 1470 1478 1483 rVV2 184664 458228 19.17% 1.553%
64 12.212 1483 1485 1489 rVV2 52317 72756  3.04%  0.247%
65 12.265 1489 1494 1497 rVW4 61322 108810 4.55% 0.369%
66 12.306 1497 1501 1505 rVV6 42644 87371 3.65% 0.296%
67 12.365 1505 1511 1520 rVV8 105264 365648 15.29%  1.239%
68 12.453 1520 1526 1529 rVV2 108208 213626 8.94% 0.724%
69 12.530 1532 1539 1546 rVV4 187443 550900 23.04% 1.867%
70 12.594 1546 1550 1555 rVV5 47263 104538 4.37%  0.354%
71 12.665 1557 1562 1568 rVV8 40161 102143 4.27%  0.346%
72 12.759 1573 1578 1584 rVB2 54941 114654 4.80% 0.389%
73 12.976 1608 1615 1624 rVV5 47833 127055 5.31% 0.431%
74 13.093 1628 1635 1646 rVB4 88331 225367 9.43% 0.764%
75 13.205 1646 1654 1658 rBV7 12229 29039 1.21% 0.098%

76 13.669 1724 1733 1739 rVV 91880 182235 7.62% 0.618%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS Vvial : 14 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-BG121421.M

Title : SVOA CALIBRATION

77 13.740 1739 1745 1751 rVB9 11324 28654 1.20% 0.097%
78 13.904 1766 1773 1779 rVB 78975 130281 5.45% 0.442%
79 14.304 1835 1841 1849 rVB 345757 529524 22.15% 1.795%
80 14.562 1879 1885 1888 rVV5 32796 55048 2.30% 0.187%
81 14.609 1888 1893 1900 rVB 375208 586247 24.52%  1.987%
82 14.915 1939 1945 1953 rVB 258826 406557 17.01% 1.378%
83 15.067 1966 1971 1977 rVB2 46416 76089 3.18% 0.258%
84 15.179 1984 1990 1994 rVB2 20369 31473 1.32% 0.107%
85 15.901 2106 2113 2120 rVB 488643 767547 32.10% 2.601%
86 15.995 2123 2129 2136 rBV 168350 270669 11.32% 0.917%
87 17.658 2406 2412 2418 rVB 360382 549863 23.00% 1.864%
88 17.758 2423 2429 2436 rBV 605933 898859 37.60%  3.046%
89 18.022 2470 2474 2480 rBV2 35724 45843 1.92% 0.155%
90 18.316 2520 2524 2528 rVB2 29802 41772 1.75% 0.142%
91 18.533 2556 2561 2570 rBV3 42442 67613 2.83% 0.229%
92 19.385 2702 2706 2713 rVB5 22552 33049 1.38% 0.112%
93 19.473 2713 2721 2724 rBV2 128868 161922 6.77% 0.549%
94 19.602 2739 2743 2748 rBV2 43437 53732 2.25% 0.182%
95 19.696 2757 2759 2767 rVB8 24416 40120 1.68% ©0.136%
96 19.790 2772 2775 2780 rVVe6 22365 31226 1.31% 0.106%
97 20.031 2810 2816 2823 rVB 756035 1096111 45.85% 3.715%
98 21.976 3141 3147 3153 rVB2 361955 623317 26.07% 2.113%
99 25.236 3693 3702 3713 rVB2 349603 1024931 42.87% 3.474%
100 25.477 3734 3743 3754 rVB2 199937 602155 25.19% 2.041%

Sum of corrected areas: 29504773
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051516.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Toluene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
4.388 12.13 ng/ul 111958 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 91
2 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 91
3 Toluene 92 C7H8 000108-88-3 91
4 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 90
5 Toluene 92 C7H8 000108-88-3 87
Abundance Scan 153 (4.388 min): BG051516.D\data.ms (-146) (-) m/z 91.15 100.00%
91.2
5000
R Raman R
391 g51p 652 . 4.00 4.20 4.40 4.60 4.80
e 7m0 wys e2.15 s2.97%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2756: Toluene
91.0
5000 I L L B
4.00 4.20 4.40 4.60 4.80
39.0 65.0 m/z 65.15  13.56%
27.0 ‘ 51.0 |
\\\‘\\\\‘\\\‘\‘\\\‘1"‘\‘\“\\“{\\\‘}‘\\\‘\\7\7\.0‘\\\\‘i\‘\\\‘\
miz-> 10 20 30 40 50 60 70 80 90 100
Abundance #2775: 1,3,5-Cycloheptatriene
91.0
R -
4.00 4.20 4.40 4.60 4.80
5000 m/z 39.15 12.50%
39.0 65.0
15.0 2\7.0 \“\ Il Sﬁ:o \“ 77.0 Il
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2759: Toluene
91.0 4.00 4.20 4.40 4.60 4.80
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S £ Y N NSO N £ L A e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters:

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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

Concentration Rank 26

Peak Number 3 Tetrachloroethylene

R.T. EstConc Area Relative to ISTD R.T.
4.940 11.52 ng/ul 106320 1,4-Dichlorobenzene-d4 8.282
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 96
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 94
5 Ethyne, dichloro- 94 C2C12 007572-29-4 25
Abundance Scan 247 (4.940 min): BG051516.D\data.ms (-242) (-) m/z 165.85 100.00%
165.8
130.9
94.0
5000
470 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ ‘ 4.60 4.80 5.00 5.20
HH_HWH‘H,‘HW“ Al m/z 163.85  77.59%
miz--> 60 80 100 120 140 160
Abundance #39854: Tetrachloroethylene
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131.0
5000 LI L B R B R I IR
470 94.0 4.60 4.80 5.00 5.20
' m/z 130.95 68.66%
\\\\2‘4(\)\‘\‘\\\\"‘\\\\“ !"\\\\‘\\\‘\‘\\\\‘\\‘\\‘
miz--> 20 80 100 120 140 160
Abundance #39853:TenachkwoethWene
166.0
129.0 e ARRmRESS S
4.60 4.80 5.00 5.20
5000 94.0 m/z 128.95 65.64%
47.0
20| | lmo. ||
S T R i (T | R
miz--> 20 40 60 80 100 120 140 160
Abundance #39850: Tetrachloroethylene  ABEEmEEE TS
166.0 4.60 4.80 5.00 5.20
129.0 m/z 94.05 56.68%
5000
94.0
47.0
20, 10 |
m/z--> 20 40 60 80 100 120 140 160 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Ethylbenzene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.750 16.42 ng/ul 151501 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 86
2 Ethylbenzene 106 C8H1e0 000100-41-4 50
3 Ethylbenzene 106 C8H1e 000100-41-4 45
4 o-Xylene 106 C8H10 000095-47-6 45
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 43
Abundance Scan 385 (5.750 min): BG051516.D\data.ms (-375) (-) m/z 91.15 100.00%
91.2
57.1
5000 411
106.2 \‘\\\\‘\\\\‘\\\\’\\\\‘\
78.0 5.40 5.60 5.80 6.00
‘H,H‘WH‘W‘HW‘H‘wh‘wdwﬁﬂu‘uﬂwm‘qk‘wumw‘u m/z 57.15  73.39%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5731: Ethylbenzene
91.0
5000 L L NN B A B I

5.40 5.60 5.80 6.00

106.0 m/z 59.15 67.21%
51.0 65.0 780
\H’HH‘\H\’\2\\7\‘0\\\\"HHHHH‘\‘\‘H‘\HH“HH‘E\H‘\‘\‘H‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0
R RRRRORE R
540560580600
106.0
51.0
27.0 65.0 78.0
A0 140 el
miz--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5734: Ethylbenzene
91.0 5.40 5.60 5.80 6.00

m/z 39.15 26.33%

5000
106.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

Data File : BG@51516.D

Library Search Compound Report

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

Quant Title

TIC Library

: 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 5 Benzene, 1,3-dimethyl-

Concentration Rank 6

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

5.886 78.17 ng/ul 721416 1,4-Dichlorobenzene-d4 8.282
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97

Abundance Scan 408 (5.886 min): BG051516.D\data.ms (-400) (-)
91.2

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

39‘.1 5]1.1 63.1 77"2
I AN I

106.2

20 30 40 50 60 70 80 90 100 110

#5749: Benzene, 1,3-dimeth
91

39.0 77.
270 510 g50 /70

.0

106.0

20 30 40 50 60 70 80 90 100 110

#5725: p-Xylene
91

39.0 51.0 65.0 77.0

270 || T

.0

106.0

20 30 40 50 60 70 80 90 100 110

#5724: p-Xylene
91

27.0 39‘.0 51.0 65.0 77.0

.0

106.0

m/z 91.15 100.00%

5.60 5.80 6.00 6.20
m/z 106.15 44.72%

5.60 5.80 6.00 6.20
m/z 105.15 20.01%

5.60 5.80 6.00 6.20
m/z 77.15 14.19%

5.60 5.80 6.00 6.20
m/z 39.15 10.58%

20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 p-Xylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.261 119.38 ng/ul 1101740 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 o-Xylene 106 C8H10 000095-47-6 97
Abundance Scan 472 (6.261 min): BG051516.D\data.ms (-465) (-) m/z 91.15 100.00%
91.2
5000 106.2
R R R RERE
39.1 511 652 77‘-2 6.00 6.20 6.40 6.60
et el el m/z 106,15 41.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene
91.0
106.0
5000 LB AL B L
6.00 6.20 6.40 6.60
39.0 51.0 65.0 770 ‘ m/z 105.15 17.63%
\\‘\\\\‘\Z\Z\"O\\\\“\\\\"‘1‘\\\‘}‘\‘\\‘\i\‘“‘\\\\“1\\\‘\‘\‘\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
R R S RRRA
6.00 6.20 6.40 6.60
5000 106.0 m/z 77.15 13.55%
39.0 51.0 65.0 77.0
150 200 11 il il
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl- R AR EREEEE
91.0 6.00 6.20 6.40 6.60
m/z 51.15 10.95%
5000 106.0
39.0 77.0
G vl T
| . N , . M
P e e e e e e R R RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60

SFAM-EPA-BG121421.M Thu Dec 23 01:53:48 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Mesitylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.495  77.45 ng/ul 714747  1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 682 (7.495 min): BG051516.D\data.ms (-675) (-) m/z 105.10 100.00%
105.1
5000 120.2
A RAmmaE aE
91 gap | oL 7.20 7.40 7.60 7.80
ettt wyz 12015 46.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 1200 L L L L L I LR
7.20 7.40 7.60 7.80
m/z 77.10 15.78%
77.0 0
\\’\\\\’\2\\7\‘0\\\\“\\\\“\H\‘HH‘\H‘H‘H\\“\\H‘\‘\l\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
A R R
7.20 7.40 7.60 7.80
m/z 91.10 11.70%
5000 120.0 /
39.0 77.0 91.0
5 kbbb il
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10718: Benzene, 1,2,4-trimethyl- A RRmma S
105.0 7.20 7.40 7.60 7.80
m/z 119.15 11.24%
120.0
5000
77.0 91.0
150 380°0640 7 |
R R Raaasa e B N e e R A
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 7.20 7.40 7.60 7.80

SFAM-EPA-BG121421.M Thu Dec 23 01:53:49 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.665 101.56 ng/ul 937266 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 711 (7.665 min): BG051516.D\data.ms (-704) (-) m/z 105.15 100.00%
105.2
5000
120.2
R R
391 631 77"2 91‘-2 7.40 7.60 7.80 8.00
H_‘H‘HH‘H‘ﬁm‘qbuqﬂﬁ‘_HMM‘wu‘u‘ML‘HMVH‘W‘ m/z 120.15 30.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
1200 7.40 7.60 7.80 8.00
m/z 77.15 14.84%
39.0 77.0 91.0
\\‘\\\\‘\2\6\‘.\(‘)\H\“‘\H\i‘i‘\\\‘6‘%\.‘9\‘\H‘H‘HH“MHM‘ilwu‘u“uu‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
AR Al
7.40 7.60 7.80 8.00
5000 m/z 91.15 14.28%
120.0
79.0 ‘
o 080 | 20
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl- e REmEEEE SR
105.0 7.40 7.60 7.80 8.00
m/z 79.15 12.41%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.40 7.60 7.80 8.00

SFAM-EPA-BG121421.M Thu Dec 23 01:53:50 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25

Operator : CG/JU

Sample : M4995-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Ben

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

7.930 259.05 ng/ul 2390750 1,4-Dichlorobenzene-d4 8.282
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93

zene, 1,2,3-trimethyl-

Abundance Scan 756 (7.930 min): BG051516.D\data.ms (-747) (-)

Concentration Rank 1

m/z 105.15 100.00%

105.2
5000 J\/\
R AREEmEEAEE S
‘ 7.60 7.80 8.00 8.20
m‘u“ﬂwh‘\ H doe0r2 39 15 120.15  41.85%
m/z--> 50 100 150 200 250 300 350
Abundance #10692: Mesitylene
105.0
5000 /\\‘/\\\\‘\\\\‘\\\\’\\\\‘
7.60 7.80 8.00 8.20
m/z 77.15 15.05%
51.0
\\\‘\“‘“h\”\“\\“‘\”‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 J\/\
R RRE A e AR REEE
7.60 7.80 8.00 8.20
5000 m z 91.10 12.69%
39.0
B Y
m/z--> 50 100 150 200 250 300 350
Abundance #10715: Benzene, 1,2,3-trimethyl- ‘w“‘w“‘w“‘w“‘w
105.0 7.60 7.80 8.00 8.20
m/z 119.15 11.93%
5000
39.0 ‘
I U I SRS K SU— AV
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20

SFAM-EPA-BG121421.M Thu Dec 23 ©01:53:51 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Benzene, 1,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.400 169.73 ng/ul 1566430 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 836 (8.400 min): BG051516.D\data.ms (-828) (-) m/z 105.15 100.00%
105.2
5000
Rmans e A AR
39.1 . 77"2 8.00 8.20 8.40 8.60 8.80
e BTGl A221 16081506 15 37.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 B B UL B I
8.00 8.20 8.40 8.60 8.80
m/z 77.15 15.24%
39.0 77.0
\1\5\-0‘\‘{ T \“‘\ \“i?g‘.g\ T \M’ T \‘\ T “\‘\ \J\““z\.(\)\ T ‘ L ’ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
Rmaas A RERE S
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.15 12.63%
77.0
150 390 890 Tl 20
mfz--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene R e
105.0 8.00 8.20 8.40 8.60 8.80
m/z 79.15 9.97%
5000
77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BG121421.M Thu Dec 23 01:53:52 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25

Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 13 Indane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.664 60.97 ng/ul 562671 1,4-Dichlorobenzene-d4 8.282
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Indane 118 C9H10 000496-11-7 74
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64

Abundance Scan 881 (8.664 min): BG051516.D\data.ms (-872) (-)
117.2

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

91.2
391 63“ ‘
1, \\‘ N ‘

145.9

m/z 117.15 100.00%

20 40 60 80 100 120 140

#10179: Indane
11

39.0 550 91.0 ‘
130 | |74 o

4

.0

8.40 8.60 8.80 9.00
m/z 118.15 54.83%

20 40 60 80 100 120 140

#10181: Indane
11

91.0
39.0 63.0
15.0 N \

4

.0

8.40 8.60 8.80 9.00
m/z 115.15 34.47%

]

m/z-->
Abundance

5000

20 40 60 80 100 120 140

#10190: Benzene, 2-propen
1

58.0 9L.0
39 0 ‘ ‘
1l 7519 |

17.0

8.40 8.60 8.80 9.00
m/z 91.15 18.72%

8.40 8.60 8.80 9.00
m/z 63.15 10.77%

m/z-->

20 40 60 80 100 120 140

SFAM-EPA-BG121421.M Thu Dec 23 ©01:53:53 2021

8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 14 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.717 125.59 ng/ul 1159090 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 97
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94

4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 59

Abundance Scan 890 (8.717 min): BG051516.D\data.ms (-885) (-) m/z 83.15 100.00%

83.2
5000 55.1 A
39]1 140.2 L N N R
‘ 98.2 125.1 8.40 8.60 8.80 9.00
Ob ol L %82 T nyz ee.15  Se.58%
miz--> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L IR LA N R B R R
55.0 8.40 8.60 8.80 9.00
39/0 140.0 m/z 55.15 42.55%
‘ 98.0 125.0
\\\’\M\‘\\H‘\\\‘\“\‘\‘\\‘1 ?‘\\\\‘\‘\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
E  ARmEaaR T
8.40 8.60 8.80 9.00
5000 41.0 m/z 41.15 35.65%
56.0
‘ 140.0
125.0
180 | Nl Ly smo B0
miz--> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0 8.40 8.60 8.80 9.00
m/z 56.15 35.56%
5000
55.0
140.0
39‘0 125.0
150 ) |l | ) 980 |

m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00

SFAM-EPA-BG121421.M Thu Dec 23 ©01:53:54 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 16 Benzene, 1-methyl-4-propyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.835 11.05 ng/ul 102006 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 87
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 87
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
4 2-Tolyloxirane 134 C9H1e0 002783-26-8 87
5 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 87
Abundance Scan 910 (8.835 min): BG051516.D\data.ms (-905) (-) m/z 105.15 100.00%
105.2
5000
134.1
R ERA GRS SR
391 574 (M1 | 8.60 8.80 9.00 9.20
“_HWH‘wHuhuuﬂmu_ww‘ﬂﬂumﬂhu_hu_mw‘uwuuwu m/z 134.10  26.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 \/\\\\\‘\\\\‘\\\\’\\\\‘\\\
8.60 8.80 9.00 9.20
134.0 m/z 106.10  13.55%
77.0
27.0 | 5170 | ‘\‘ ‘ H | |
\\‘HH‘HH‘\H\‘\H\‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
P T e
8.60 8.80 9.00 9.20
5000 m/z 77.10 12.16%
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl- N VALV NI
105.0 8.60 8.80 9.00 9.20
m/z 91.10 10.95%
5000
77.0 134.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20

SFAM-EPA-BG121421.M Thu Dec 23 01:53:55 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 17 2-Tolyloxirane Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.099 9.61 ng/ul 88661 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tolyloxirane 134 C9H1e0 002783-26-8 90
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 87
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 86
5 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 80
Abundance Scan 955 (9.099 min): BG051516.D\data.ms (-950) (-) m/z 105.15 100.00%
105.2
770 134.2 AN A A AR
51.1 ‘ 8.80 9.00 9.20 9.40
\\‘H\\‘H\\‘\H\‘\H\“‘\HH\“\‘\‘H‘\\H“\\H“\\H‘U\1\‘\\‘\‘\“\\\\‘\\\\‘\\ m/z 134-15 21-46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17529: 2-Tolyloxirane
105.0 /\/\
5000 UL L L LI LA A B B
134.0 8.80 9.00 9.20 9.40

m/z 77.05 17.14%

H‘HH‘%\?\‘()HH“\\?:‘IT\?\‘\\H‘H\‘\“\\H“HH‘\M!\‘HH“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0

880900920940

134.0
77.0
27 0 Il 51 O Ll ‘ ‘ ‘ ‘\ ‘ Ly L
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0 8.80 9.00 9.20 9.40

m/z 91.15 9.40%

134.0
300 g0 O JLAI\A N\AA

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40

5000

SFAM-EPA-BG121421.M Thu Dec 23 ©01:53:56 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters:

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 18 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.240  32.27 ng/ul 297790 1,4-Dichlorobenzene-d4 8.282
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 60
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 60
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 60
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 60
Abundance Scan 979 (9.240 min): BG051516.D\data.ms (-965) (-) m/z 119.15 100.00%
119.2

5000 88.2 /\A /\A /\ /

9.00 9.20 9.40 9.60
2391 4w/z 57.15  67.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
L,

5000 e
9.00 9.20 9.40 9.60

m/z 41.15 48.36%

39.0 91.0
65.0
\]\.\4\‘0\‘\\\“‘\\“\‘\‘\\\\‘\\‘\\‘\‘\\Ul\\\”\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl-
119.0

900920940960

39.0 910
65.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- “‘W“‘W“‘W“H“‘
119.0 9.00 9.20 9.40 9.60

m/z 134.15  27.26%

3%0\650\970 i j\ AA
| L |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60

5000

SFAM-EPA-BG121421.M Thu Dec 23 ©01:53:56 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 19 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
9.304 10.32 ng/ul 95214  1,4-Dichlorobenzene-d4 8.282
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
4 o-Cymene 134 C10H14 000527-84-4 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90
Abundance Scan 990 (9.304 min): BG051516.D\data.ms (-985) (-) m/z 119.15 100.00%
119.2
5000
134.1
911 T[Tt prr ooy
41.1 21 73.? ‘ 9.00 9.20 9.40 9.60
el 87 Tl WL nyz 134010 29.98%
mfz--> 20 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 M
010 134.0 9.00 9.20 9.40 9.60
: m/z 91.10 17.83%
65.0
\\1\5\0‘\\\3\9‘0\\‘\ T “\‘\ T \“ T M‘\ \Ul T T ‘\
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0 A
“_‘H‘H“_‘H‘H‘w
9.00 9.20 9.40 9.60
5000 m/z 77.15 12.40%
134.0
0 N0 eso P )
it H nn Ll il
e LA B L o T O e
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 9.00 9.20 9.40 9.60
m/z 120.15 11.71%
5000 134.0
91.0
65.0
180 ‘Mu PR A VIRV N MAA,
m/z--> 20 60 80 100 120 140 9.00 9.20 9.40 9.60

SFAM-EPA-BG121421.M Thu Dec 23 ©01:53:57 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 21 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.398 18.78 ng/ul 173314 1,4-Dichlorobenzene-d4 8.282
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 o-Cymene 134 C1leH14 000527-84-4 93
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 1006 (9.398 min): BG051516.D\data.ms (-1001) (-) m/z 119.15 100.00%
119.2
5000 }\A M
91.2 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
39.1 65.0 ‘ ‘ 9.00 9.20 9.40 9.60 9.80
e e L L 2069 13405 31.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
118.0 AA

5000 S R B £ Tt &
9.00 9.20 9.40 9.60 9.80

91.0 m/z 91.15 24.74%
M

65. 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0

9.00 9.20 9.40 9.60 9.80

5000 m/z 117.10 16.63%
91.0
650,
150, 20,
miz--> 20 40 60 80 100 120 140 160 180 200 Am M
Abundance #16997: 0-Cymene LW EVE i
119.0 9.00 9.20 9.40 9.60 9.80

m/z 120.15 12.49%

5000

91.0
41.0 650 ‘ ‘ A

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80

SFAM-EPA-BG121421.M Thu Dec 23 ©1:53:58 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 22 unknown-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.539 11.17 ng/ul 103052 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecanamine 255 C17H37N 004200-95-
2 .beta.-d-Allopyranoside, methyl ... 192 C8H1605 014917-72-
3 Succinamic acid 117 C4H7NO3 000638-32-

4 2-(Hexyloxy)acetic acid, methyl ... 174 C9H1803 070038-38-
5 1,2,3,4-Tridecanetetrol, [2R-(2R... 248 C13H2804 136953-03-

N O PA NN
O OV OV Vv

Abundance Scan 1030 (9.539 min): BG051516.D\data.ms (-1026) (-) m/z 74.15 100.00%

74.2
5000
41.1
M

il g 115 0
e bl b e M/Z 69,15 44.00%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #142186: 1-Heptadecanamine
30.0
e I

5000 57.0 9.50
m/z 41.15 33.61%

85.0
Ll ‘MMAMLJ$‘912()1420170019802260255(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120 140160 180200220240
Abundance #67273: .beta.-d-Allopyranoside, methyl 6-deoxy-2-O-me
74.0
\

—
9.50

4\\

5000 m/z 73.10 33.57%
45.0
min \\‘ Iyl “‘10301390 161.0 191.0
AR L e S K A RABARRRRRARNE
m/z--> 20 40 60 80 100120140160 180200220240 V&
Abundance #9588: Succinamic acid ‘ P ‘ %J
74.0 9.50

m/z 55.15 30.78%

44.0
5000
160, | | H

m/z--> 20 40 60 80 100120140160 180200 220 240 9.50

SFAM-EPA-BG121421.M Thu Dec 23 ©1:53:59 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 23 unknown-02 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.680  25.33 ng/ul 233799 1,4-Dichlorobenzene-d4 8.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3-oxo-, ethyl ester 158 C8H1403 003249-68-1 27
2 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 25
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 22
4 Acetaldehyde dipentyl acetal 202 C12H2602 1000431-43-0 22
5 Cyclohexane, 1l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 22

Abundance Scan 1054 (9.680 min): BG051516.D\data.ms (-1043) (-) m/z 69.15 100.00%

69.2
391 115.1 ALY AT
‘ ] | see 277, e
el g 248 e 2 m/z 71.15 81.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #35111: Hexanoic acid, 3-oxo-, ethyl ester
71.0
5000{ 29.0 /\W“M
9.50 10.00
m/z 41.10 67.02%
115.0
o 0 e
\\\‘\‘\H\\"}‘H‘\‘}Hh}\‘MH’H\‘\‘H‘H‘HH“HH‘HH’\\H‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3772: 1-Pentene, 2,3-dimethyl-
41.0
e —
9.50 10.00
5000 m/z 43.15 65.41%
70.0
%%&?um‘«“lw“‘?‘%-9”_‘H_MWH_M,W_W",w_
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #43574: Cyclooctane, (1-methylpropyl)- Y 7
69.0 9.50 10.00
m/z 55.15 58.62%
5000
111.0
29.0
HH_Huw‘wwwumuuwm‘_%waW‘HW‘HWH‘WH‘WHH,HH“ e 0
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00

SFAM-EPA-BG121421.M Thu Dec 23 01:54:00 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 24 unknown-03 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.880 28.97 ng/ul 409059 Naphthalene-d8 11.120

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 43
2 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 38
3 Pentanoic acid, 1-methylethyl ester 144 C8H1602 018362-97-5 35
4 Butanoic acid, 4-[(tetrahydro-2H... 202 C10H1804 093691-87-3 27
5 4-Nonanol 144 C9H200 005932-79-6 27

Abundance Scan 1088 (9.880 min): BG051516.D\data.ms (-1070) (-) m/z 55.10 100.00%
55.1

85.2
5000
— T
‘ ‘ 119.2 266.¢ 9.50 10.00
TTTTTTTT \”\h\“ \“\‘\“\“‘M\H‘h\‘\h‘\\‘\.\\\1‘1\1\8\.\2‘\\\\‘\H\‘HH‘HH‘HH‘\‘H‘: m/Z 43.15 87.64%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4549: |sopropyl isothiocyanate
27.0 60.0 101.0
5000 r T
9.50 10.00
m/z 60.15 70.75%
\H“\‘\‘\‘H‘ ‘H\“‘H‘l\“\\\i“\\\\‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4556: Thiazole, 4,5-dihydro-2-methyl-
60.0
101.0 9.50 10.00
5000 ' m/z 41.15  70.28%
27.0 ‘
et b e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24217: Pentanoic acid, 1-methylethyl ester — T
430 850 9.50 10.00
m/z 85.15 59.27%
5000 //\x
o ||| e AN

m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00

SFAM-EPA-BG121421.M Thu Dec 23 ©01:54:01 2021
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BGO51516.D

: 14 Dec 2021 23:25
: CG/JU

: M4995-05

: 14  Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

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 27 Benzene, 1,2,3,5-tetramethyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.515 17.78 ng/ul 251040 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 64
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 64
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 60
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 60
5 o-Cymene 134 C10H14 000527-84-4 60

Abundance Scan 1196 (10.515 min): BG051516.D\data.ms (-1190) (-
119.1

m/z-->

5000

Abundance

m/z-->

5000

Abundance

m/z-->

5000

Abundance

m/z-->

5000

91.1
39.1 65 1 ‘
‘\ \‘\\\ \Mm n‘\\u o, ‘\

135.1152.2

20 40 60 80 100 120

140

#17065: Benzene, 1,2,3,5-tetramethyl-

119.0
91.0
| 33? i 6?0 L L] 130
| | I |
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
20 60 80 100 120 140
#17064: Benzene, 1,2,3,4-tetramethyl-
119.0
91.0
135.0

20 40 60 80 100 120

140

#17085: Benzene, 4-ethyl-1,2-dimethyl-

119.0

91.0
65.0 ‘
150 390 P | il

lS‘S 0

m/z 119.10 100.00%

10.50

m/z 117.15 47.20%

: J\ dne
10.50

m/z 134.15 39.87%

L S N
10.50

m/z 91.10 25.87%

MMKJ\/\
1050

m/z 115.15 24.37%

20 40 60 80 100 120

140

SFAM-EPA-BG121421.M Thu Dec 23 01:54:02 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 35 unknown-04 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.719 16.02 ng/ul 226307 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethylanisole 136 C9H120 002944-49-2 43
2 p-Cumenol 136 C9H120 000099-89-8 30
3 1,3-Cyclopentadiene, 1,2,3,4,5-p... 136 C1lOH1l6 004045-44-7 20
4 2,4-Dimethylanisole 136 C9H120 006738-23-4 20
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 18
Abundance Scan 1401 (11.719 min): BG051516.D\data.ms (-1391) (-  m/z 121.00 100.00%
43.1 121.0
85.1
69.1
5000 186.1 j&
105.1 NAR N1 L
I \\\H\\H ‘ s ey
- “““WMMW‘MWJMMHMW”‘ 1 m/z 43.15  92.15%
miz--> 20 40 60 8 100 120 140
Abundance #18834: 2,3-Dimethylanisole
121.0136.0
91.0
5000 —— ——
11.50 12.00
m/z 41.20 72.34%
390 450 /
180 | | | |y e |
\\‘\‘\‘\\\‘i‘\\‘U\“\\\\“\\\\ \\\‘\\\“\
miz-> 20 40 80 100 120 140
Abundance #18803: p-Cumenol
121.0
— —
11.50 12.00
5000 m/z 133.10 65.38%
136.0
77.0 103.0
S & VNS T N
miz--> 20 40 60 80 100 120 140 /\ /K
Abundance #18187: 1,3-Cyclopentadiene, 1,2,3,4,5-pentamethyl- A J\“'\ AV N Al
121.0 11.50 12.00
m/z 85.10 62.42%
136.0
5000 105.0
39.0 79.0
e
\H\ nk Ll M I LY TR ——

m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 36 unknown-05 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.801 19.75 ng/ul 278849 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethoxy-3-methyl-1-butene 114 C7H140 1000432-34-6 30
2 2-Ethyl-1-butanol, trifluoroacetate 198 C8H13F302 116464-98-3 27
3 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 27
4 Decanoic acid, 2-methyl- 186 C11H2202 024323-23-7 22
5 1-Hexyne, 3-ethoxy-3,4-dimethyl- 154 C10H180 054244-91-6 22

Abundance Scan 1415 (11.801 min): BG051516.D\data.ms (-1408) (-  m/z 69.10 100.00%
1

69.
41.1
97.2
5000
125.2 . —
143.2 11.50 12.00
m/z 71.15 90.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8574: 3-Ethoxy-3-methyl-1-butene
71.0 99.0
41.0
5000 e —
11.50 12.00
m/z 55.15 90.30%
H\‘\U\\‘ii‘\\“\“‘\H}\‘\‘\\\}\\\‘\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #74303: 2-Ethyl-1-butanol, trifluoroacetate
43.0
71.0 - ——
11.50 12.00
5000 m/z 41.15 81.14%
15.0 \‘ L ‘\ 990 129.0 150.0169.0
R EEEEma e e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #74302: 1-Trifluoroacetoxy-2-methylpentane e ——
43.0 11.50 12.00
69.0 m/z 74.15  75.41%
- ﬁwa/A&JNAﬁ\f\Mk
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 37 unknown-06 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.872 14.32 ng/ul 202276 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol, 2,3-dimethyl- 144 C9H200 019549-71-4 38
2 3-Methyldodecanoic acid 214 C13H2602 013490-36-3 25
3 Octyl crotonate 198 C12H2202 1000429-17-5 25
4 Cyclopropanecarboxylic acid,decy... 226 C14H2602 054460-47-8 25
5 Cyclohexanebutanoic acid 170 C10H1802 004441-63-8 14

Abundance Scan 1427 (11.872 min): BG051516.D\data.ms (-1421) (-  m/z 43.15 100.00%

43.1 87.2
5000
113.2 N T
‘ H‘ 1431 11.50 12.00
:“J“w:‘w‘l‘mmlwwww‘,‘ m/z 87.15 95.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24434: 3-Heptanol, 2,3-dimethyl-
871.0
55.0
5000 11%6 iZbd
27.0 : :
m/z 69.15 91.80%
N
1 a1 |
’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92084: 3-Methyldodecanoic acid
817.0
— —
11.50 12.00
43.0 9
5000 m/z 41.15 85.03%
180, | || 1110 1430 1850 2140
e H‘W‘H‘_‘H,‘H‘_‘H‘H‘w“H‘H‘w‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73534: Octyl crotonate T T
69.0 11.50 12.00
m/z 55.15 79.94%
5000 41.0
L e
H“‘H“‘H‘,‘m“‘H“‘H‘,‘H“H“‘H“‘H“‘H“,‘ o e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 38 unknown-07 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.930 21.78 ng/ul 307645 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid,isop... 128 C7H1202 006887-83-8 42
2 4,6-Di-0O-methyl-.alpha.-d-galactose 208 C8H1606 024462-98-4 27
3 Silane, tetraethyl- 144 C8H20Si 000631-36-7 22
4 Cyclopropanecarboxylic acid,tetr... 282 C18H3402 054460-44-5 22
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 22

Abundance Scan 1437 (11.930 min): BG051516.D\data.ms (-1432) (- m/z 41.15 100.00%
411

87.2

5000

£

113.2
136.2

——
12.00
206.9
e S5 m/z 43.15 84.38%
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #14153: Cyclopropanecarboxylic acid,isopropyl ester
69.0

2

5000 41.0 —
12.00
m/z 57.15 80.38%
‘ 113.0
A I I i |
‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85610: 4,6-Di-O-methyl-.alpha.-d-galactose
87.0
—
45.0 12.00
5000 m/z 55.15 75.71%
H ‘ 1140 144.0
e T T 1730 2080
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24355: Silane, tetraethyl- —
87.0 115.0 12.00
m/z 87.15 73.91%
5000 59.0
30 N
L (11, wiilk I |
R R R R R e R —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 39 unknown-08 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

12.001 14.69 ng/ul 207469 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonanol, 2-methyl- 158 C10H220 026533-31-3 27
2 2-Hydroxy-2-methyl-but-3-enyl 2-... 184 C10H1603 080758-67-4 16
3 3-Cyclopentylpropionic acid, cyc... 224 C14H2402 1000293-36-8 16
4 2H-Pyrazole, 3-amino-2-isopropyl- 125 C6H11N3 1000315-90-7 14
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 11

Abundance Scan 1449 (12.001 min): BG051516.D\data.ms (-1444) (-  m/z 55.15 100.00%
1

55
83.1
5000
115.1
T
‘ 143.1 1200
\H‘\\Hi‘\\u“ \“\H‘H}\\\“i‘”\‘\“‘“‘\“\‘\‘\\“‘}\\\“\\\\ m/Z 41.15 95.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34624: 4-Nonanol, 2-methyl-
69.0
41.0
5000 — |
87.0 12.00
m/z 43.15 80.14%
ol ||| luzo_sseo
\\\‘\\\\‘ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #58435: 2-Hydroxy-2-methyl-but-3-enyl 2-methyl-2(Z)-but
83.0
55.0
T
12.00
5000 m/z 83.10 76.20%
Lol 1140 1360 1660
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #104369: 3-Cyclopentylpropionic acid, cyclohexyl ester 7
55.0 83.0 12.00
m/z 69.15 54.07%
143.0
5000
125.0
w:“‘“mpiuw‘:m_m —
m/z--> 20 40 60 80 100 120 140 160 12.00

SFAM-EPA-BG121421.M Thu Dec 23 01:54:08 2021
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Data Path :
Data File :
Acqg On

Operator : CG/JU

Sample
Misc

ALS vial : 14

Quant Method :
: SVOA CALIBRATION

Quant Title

TIC Library

TIC Integration Parameters:

: M4995-05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
BGO51516.D
: 14 Dec 2021 23:25

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

¢ C:\DATABASE\NIST20.L

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 40 3,4-Dimethylbenzyl alcohol

Concentration Rank 12

R.T. EstConc Area
12.071 30.04 ng/ul 424254
Hit# of 5 Tentative ID

1 3,4-Dimethylbenzyl alcohol

2 Benzenemethanol, 3,5-dimethyl-
3 Benzenemethanol, 3,5-dimethyl-
4 3,5-Dimethylanisole

5 3,5-Dimethylanisole

Relative to ISTD R.T.
Naphthalene-d8 11.120

MW MolForm CASH# Qual
136 C9H120 006966-10-5 94
136 C9H120 027129-87-9 76
136 C9H120 027129-87-9 74
136 C9H120 000874-63-5 70
136 C9H120 000874-63-5 70

Abundance Scan 1461 (12.071 min): BG051516.D\data.ms (-1453) (-

m/z 91.15 100.00%

91.2
136.1
5000
39.1 651 /\/\J\M - ‘
Lol s 1703 2072 . o
\\\‘ \\\‘i\\”w“\”‘\w‘\\h\‘\“‘\\\\‘\‘\\‘H‘\\\\‘\\\'\‘\\\\‘\\.\\ m/z 136 05 71.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18893: 3,4-Dimethylbenzyl alcoho
136.0
93.0
5000 g pal \
12.00
m/z 93.15 66.19%
39.0 65.0‘ ‘
\]-\5\"0\‘\\\“‘\\“w\i‘\“\\\“‘\\1‘\“}‘}\‘\”‘1‘\\\“H‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18937: Benzenemethanol, 3,5-dimethyl-
136.0
91.0 VA ‘
12.00
5000 m/z 121.15  59.67%
39.0 65.0 ‘
o b b dod ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18942: Benzenemethanol, 3,5-dimethyl- /\‘ ORVATS ‘
136.0 12.00
m/z 77.10 44 .39%
91.0
5000
39.0 65.0
(N R
m/z--> 20 40 60 80 100 120 140 160 180 200 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 41 unknown-09 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.171 32.45 ng/ul 458228 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2,2-dimethyl-3-ox... 158 C8H1403 000597-04-6 22
2 3-Ethyl-2-hexene 112 C8H16 000620-00-8 22
3 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 22
4 3-Heptene, 5-methyl- 112 C8H16 013172-91-3 14
5 Hydrazine, 1,1-diethyl- 88 C4H12N2 000616-40-0 14

Abundance Scan 1478 (12.171 min): BG051516.D\data.ms (-1470) (-  m/z 43.15 100.00%
43

1
73.0
5000
112.2
— —
m 420 12.00 12.50
HH’HH“M‘\‘ 3, ‘\‘\‘\‘\\“\'\\\‘]\-7\(\).\3‘ m/Z 73.00 78.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35183: Butanoic acid, 2,2-dimethyl-3-oxo-, ethyl ester
43.0
88.0 1160
5000 T L
12.00 12.50
m/z 41.15 78.04%
b
\\H’\‘\‘H‘i H‘MHH\\‘\“\‘H‘\\\\“\\\\‘\\].\5\8"\0\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #7525: 3-Ethyl-2-hexene
55.0
— —
12.00 12.50
5000 m/z 55.15 66.21%
83.0
112.0
27.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #9481: 3-Hexanol, 3-methyl- — —
73.0 12.00 12.50
m/z 83.15 42.69%
45.0
5000
15.0 ‘ 101.0
“Jﬁ‘ﬂk‘h“MM‘JW‘M‘m“““‘u“““‘w“‘ e e
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 45 unknown-10 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.365 25.89 ng/ul 365648 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, diethyl- 116 C6H1202 000088-09-5 38
2 Cyclohexanone, 4-methoxy-2,2,6-t... 170 C10H1802 017429-03-7 27
3 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 14
4 Octane, 2-methyl- 128 C9H20 003221-61-2 14
5 4-Isopropoxy-2-butanone 130 C7H1402 032541-58-5 14

Abundance Scan 1511 (12.365 min): BG051516.D\data.ms (-1505) (-  m/z 43.15 100.00%

3.1
73.2
5000
112.1 — —r
12.00 12.50
170.1
o “‘H‘\%\:ﬁ“‘\ \“\“\ “\ :!-\3§“2\ T \‘\ T m/Z 73.15 66.65%
mlz--> 20 40 60 80 100 120 140 160
Abundance #9191: Acetic acid, diethyl-
43.0
88.0
5000 — L.
12.00 12.50
m/z 41.15 56.24%
69
25}'
m/z--> 20 40 60 80 100 120 140 160
Abundance  #45175: Cyclohexanone, 4-methoxy-2,2,6-trimethyl-
88.0
P o
12.00 12.50
5000 41.0 m/z 88.10 56.24%
69|0
170.0
s o
\\“\\‘\\‘\\\\‘\\\\‘\\\\‘
miz-> 20 40 60 80 100 120 140 160
Abundance #14542: Heptane, 3,4-dimethyl- — ot o,
43.0 12.00 12.50
m/z 55.15 42.65%
70.0
5000
AL
ol e A s B
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 46 unknown-11 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

12.453 15.13 ng/ul 213626 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, 2-m... 172 C9H1603 1000331-06-9 22
2 4-Hexen-3-one, 4,5-dimethyl- 126 C8H140 017325-90-5 22
3 6-Dodecanol 186 C12H260 006836-38-0 22
4 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 16
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 14

Abundance Scan 1526 (12 453 min): BG051516.D\data.ms (-1520) (- m/z 69.15 100.00%

69.2 97.2
5000
——
H anz 12.50
\\\\‘\\\\i\\‘\ ‘\“‘M‘\\h“‘\‘\‘“\“\h‘ \“\‘\‘\“‘HH‘HH‘H\ m/Z 60.10 99.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48110: Cyclopentanecarboxylic acid, 2-methoxyethyl es
69.0 97.0
5000 T
12.50
41.0 m/z 57.15 98.20%
‘ ‘ 131.0
\\\\‘\\\\‘\‘\\‘\‘\‘1‘\\‘\\\1”‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #13075: 4-Hexen-3-one, 4,5-dimethyl-
410 69.0 97.0
——
12.50
5000 m/z 41.15 97.92%
126.0
15.0 H
it O 1 D N N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61046: 6-Dodecanol T
55.0 12.50
m/z 55.15 91.38%
5000 83.0
29.0
- ‘“H‘M:m_‘m“‘149‘9”‘1%9_” -
m/z--> 20 40 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 47 unknown-12 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.530 39.01 ng/ul 550900 Naphthalene-d8 11.120
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyraldehyde, semicarbazone 129 C5H11N30 013183-21-6 32
2 Butanoic acid 88 C4H802 000107-92-6 27
3 5-Methylhexanoic acid 130 C7H1402 000628-46-6 27
4 1,4-Dioxane, 2-ethyl-5-methyl- 130 C7H1402 053907-91-8 27
5 Thietane, 2,4-dimethyl- 102 C5H10S 043044-24-2 27

Abundance Scan 1539 (12.530 min): BG051516.D\data.ms (-1532) (- m/z 60.10 100.00%

60.1
411 101.2
5000
83.2
R \
\H‘H\\‘iu\\ 1712 m/Z 43.15 94.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14674: Butyraldehyde, semicarbazone
60.0
5000 41.0 —— :
12.50
129.0 m/z 55.15 78.25%
101.0
\\\‘\\\\‘ \}‘\gj‘"\d)\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #2274: Butanoic acid
60.0
R \
12.50
5000 m/z 41.15 60.90%
27.0
N Y S
m/z--> 20 40 60 80 100 120 140 160
Abundance #15406: 5-Methylhexanoic acid ——
60.0 12.50
m/z 101.15 58.81%
5000 410
87.0
o L 150 Al X
m/z--> 20 40 60 80 100 120 140 160 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51516.D

Acqg On : 14 Dec 2021 23:25
Operator : CG/JU

Sample : M4995-05

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
Toluene 4.388 12.1 ng/ul 111958 1  8.282 184581 20.0
Tetrachloroethy... 4.940 11.5 ng/ul 106320 1 8.282 184581 20.0
Ethylbenzene 5.750 16.4 ng/ul 151501 1 8.282 184581 20.0
Benzene, 1,3-di... 5.886 78.2 ng/ul 721416 1 8.282 184581 20.0
p-Xylene 6.261 119.4 ng/ul 1101746 1 8.282 184581 20.0
Mesitylene 7.495 77.5 ng/ul 714747 1 8.282 184581 20.0
Benzene, 1l-ethy... 7.665 101.6 ng/ul 937266 1 8.282 184581 20.0
Benzene, 1,2,3-... 7.930  259.1 ng/ul 2390756 1 8.282 184581 20.0
Benzene, 1,2,4-... 8.400 169.7 ng/ul 15664306 1 8.282 184581 20.0
Indane 8.664 61.0 ng/ul 562671 1 8.282 184581 20.0
Cyclohexanone, 8.717 125.6 ng/ul 1159090 1 8.282 184581 20.0
Benzene, 1-meth... 8.835 11.1 ng/ul 102006 1 8.282 184581 20.0
2-Tolyloxirane 9.099 9.6 ng/ul 88661 1 8.282 184581 20.0
Benzene, 2-ethy... 9.240 32.3 ng/ul 29779 1  8.282 184581 20.0
Benzene, 4-ethy... 9.304 10.3 ng/ul 95214 1 8.282 184581 20.0
Benzene, 1-ethy... 9.398 18.8 ng/ul 173314 1  8.282 184581 20.0
unknown-01 9.539 11.2 ng/ul 103052 1  8.282 184581 20.0
unknown-02 9.680 25.3 ng/ul 233799 1 8.282 184581 20.0
unknown-03 9.880 29.0 ng/ul 409059 2 11.120 282442 20.0
Benzene, 1,2,3,... 10.515 17.8 ng/ul 251040 2 11.120 282442 20.0
unknown-04 11.719 16.0 ng/ul 226307 2 11.120 282442 20.0
unknown-05 11.801 19.8 ng/ul 278849 2 11.120 282442 20.0
unknown-06 11.872 14.3 ng/ul 202276 2 11.120 282442 20.0
unknown-07 11.930 21.8 ng/ul 307645 2 11.120 282442 20.0
unknown-08 12.001 14.7 ng/ul 207469 2 11.120 282442 20.0
3,4-Dimethylben... 12.071 30.0 ng/ul 424254 2 11.120 282442 20.0
unknown-09 12.171 32.5 ng/ul 458228 2 11.120 282442 20.0
unknown-10 12.365 25.9 ng/ul 365648 2 11.120 282442 20.0
unknown-11 12.453 15.1 ng/ul 213626 2 11.120 282442 20.0
unknown-12 12.530 39.0 ng/ul 550900 2 11.120 282442 20.0
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