LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acqg On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc :

ALS vial : 9 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-BG031822.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52891.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.529 19 24 31 rBV3 79726 139182 10.20% ©.745%
2 3.582 31 33 41 rVB3 18196 26373 1.93% 0.141%
3 3.987 97 102 112 rBV3 25809 57842 4.24% 0.310%
4 4.310 152 157 163 rVB 25316 37593 2.75% 0.201%
5 4.404 169 173 180 rBV9 10593 19056 1.40% 0.102%
6 4.845 244 248 254 rVB3 15570 24236 1.78% 0.130%
7 5.638 378 383 392 rBV2 37075 63866 4.68% 0.342%
8 5.791 401 409 416 rBV2 29841 57674  4.22% 0.309%
9 6.143 463 469 478 rVB 266317 446872 32.73% 2.392%
10 7.224 647 653 658 rBvV 111267 176810 12.95% 0.946%
11 7.283 658 663 670 rVB 104014 169345 12.40%  0.906%
12 7.359 670 676 682 rVB 176116 284204 20.82% 1.521%
13 7.453 685 692 699 rBV 110738 188927 13.84% 1.011%
14 7.529 699 705 715 rVB 216681 368684 27.01% 1.973%
15 7.664 720 728 737 rBV 117337 205563 15.06% 1.100%
16 7.788 743 749 755 rW 51167 88061 6.45% 0.471%
17 8.134 802 808 813 rBV 95177 170747 12.51% 0.914%
18 8.176 813 815 821 rW2 16967 26282 1.93% 0.141%
19 8.258 821 829 837 rVB 395773 689503 50.51% 3.690%
20 8.516 863 873 876 rVW2 115982 242308 17.75%  1.297%
21 8.563 876 881 888 rVB 400278 662050 48.50% 3.543%
22 8.634 888 893 897 rvB2 14354 20674 1.51% 0.111%
23  8.687 897 902 909 rVvB2 25888 43751 3.20% ©.234%
24 8.775 909 917 922 rBV3 47591 111805 8.19% ©.598%
25 8.833 922 927 937 rVB 120057 207295 15.18% 1.109%
26 8.945 941 946 953 rVB 22583 37906 2.78% ©.203%
27 9.051 956 964 969 rBV2 29401 71843 5.26% ©.384%
28 9.092 969 971 976 rVB3 14678 21169 1.55% ©.113%
29 9.162 976 983 988 rBV6 19609 56789 4.16% 0.304%
30 9.251 993 998 1001 rBV 37685 60503  4.43%  0.324%
31 9.292 1001 1005 1015 rVB 141445 238111 17.44% 1.274%
32 9.368 1015 1018 1027 rVB4 25321 45093 3.30% 0.241%
33 9.486 1032 1038 1046 rBV5 19306 49106 3.60% ©.263%
34 9.580 1048 1054 1061 rVB 15299 30573  2.24% 0.164%
35 9.668 1061 1069 1076 rBV3 21615 45796  3.35%  0.245%
36 9.773 1076 1087 1092 rVB3 24915 48841 3.58% 0.261%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acqg On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc :

ALS vial : 9 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-BG031822.M
Title : SVOA CALIBRATION
37 9.832 1092 1097 1100 rBV3 52883 92125 6.75% 0.493%
38 9.903 1106 1109 1116 rVB3 17462 27842 2.04% 0.149%
39 10.020 1116 1129 1138 rVV 137760 284337 20.83% 1.522%
40 10.138 1145 1149 1156 rVV7 16382 36056 2.64% 0.193%
41 10.355 1179 1186 1192 rVVW2 57204 112945 8.27% 0.604%
42 10.408 1192 1195 1199 rVV3 9908 16594 1.22% 0.089%
43 10.561 1209 1221 1229 rW 201250 394637 28.91% 2.112%
44 10.637 1229 1234 1244 rVB3 19183 37882 2.77% ©.203%
45 10.807 1256 1263 1266 rBvV2 9480 16856 1.23% 0.090%
46 10.854 1266 1271 1278 rVB6 9059 18441 1.35% 0.099%
47 10.948 1278 1287 1292 rBV2 146027 278326 20.39% 1.490%
48 11.001 1292 1296 1302 rVB 70083 122841 9.00% 0.657%
49 11.072 1302 1308 1316 rBV2 84555 158794 11.63% 0.850%
50 11.207 1322 1331 1336 rBV5 16581 41677 3.05% ©.223%
51 11.359 1352 1357 1358 rBV3 21019 33764 2.47% 0.181%
52 11.553 1385 1390 1396 rVV5 30496 67293 4.93% 0.360%
53 11.612 1396 1400 1406 rVB4 30932 58875 4.31% 0.315%
54 11.683 1408 1412 1417 rVWW6 17420 29438 2.16% ©0.158%
55 11.741 1417 1422 1429 rVWV7 26983 57129 4.18% 0.306%
56 11.806 1429 1433 1438 rVB5 28183 43324  3.17% ©.232%
57 11.859 1438 1442 1445 rBV5S 9911 16281 1.19% ©0.087%
58 11.918 1446 1452 1457 rVVv4 84714 194254 14.23% 1.040%
59 11.970 1457 1461 1469 rVB3 60367 130122 9.53% 0.696%
60 12.076 1475 1479 1485 rVB7 19959 39605 2.90% 0.212%
61 12.170 1491 1495 1507 rBV1e 28267 89615 6.56% 0.480%
62 12.258 1507 1510 1515 rW7 23979 46367 3.40% 0.248%
63 12.329 1515 1522 1531 rVWV7 52849 156097 11.43% 0.835%
64 12.405 1531 1535 1543 rVWW7 11904 26184 1.92% ©.140%
65 12.481 1543 1548 1555 rVB8 11023 21495 1.57% 0.115%
66 12.593 1560 1567 1574 rVB3 21820 49135 3.60% ©0.263%
67 12.810 1597 1604 1609 rBV5 27376 56542 4.14% 0.303%
68 12.904 1616 1620 1628 rVB10 6981 13229 0.97% 0.071%
69 13.045 1636 1644 1648 rBV9 8070 16490 1.21% 0.088%
70 13.498 1712 1721 1729 rBV 45442 86699 6.35% 0.464%
71 13.756 1760 1765 1774 rVV2 31174 56070 4.11% 0.300%
72 14.156 1826 1833 1839 rVvVv 414464 632267 46.31% 3.384%
73 14.408 1872 1876 1878 rVV5 14135 21049 1.54% 0.113%
74 14.449 1878 1883 1891 rVV 433458 730380 53.50%  3.909%
75 14.761 1928 1936 1944 rVV 263806 441176 32.32%  2.361%

76 14.931 1959 1965 1974 rBV 53021 103691 7.60% ©.555%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acqg On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc :

ALS vial : 9 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-BG031822.M

Title : SVOA CALIBRATION

77 15.554 2064 2071 2074 rBVS8 8481 16529 1.21% ©.088%
78 15.748 2097 2104 2114 rVB 616552 939766 68.84% 5.029%
79 15.848 2115 2121 2128 rBV 203713 319812 23.43% 1.712%
890 15.953 2134 2139 2143 rBvV4 19519 34759 2.55% 0.186%
81 16.476 2222 2228 2233 rBv4 15570 27372 2.01% 0.146%
82 17.040 2320 2324 2328 rBV7 9552 17001 1.25% 0.091%
83 17.304 2365 2369 2374 rVB7 15525 27571 2.02% 0.148%
84 17.498 2396 2402 2409 rBV 334699 540381 39.58% 2.892%
85 17.598 2412 2419 2426 rVV2 662098 1033427 75.70% 5.531%
86 17.868 2461 2465 2470 rVB 25824 34264 2.51% 0.183%
87 17.909 2470 2472 2477 rVB6 8284 14092 1.03% ©.075%
88 18.385 2548 2553 2562 rBV 558209 843552 61.79% 4.514%
89 19.648 2763 2768 2779 rBV 353635 506940 37.13% 2.713%
90 19.883 2802 2808 2817 rVB 810806 1204660 88.24% 6.447%
91 21.387 3061 3064 3066 rBV4 16624 23645 1.73% 0.127%
92 21.422 3067 3070 3080 rVB4 50134 103640 7.59% 0.555%
93 21.669 3108 3112 3117 rVB3 27366 43224 3.17% 0.231%
94 21.787 3125 3132 3144 rVB 377859 643704 47.15%  3.445%
95 22.609 3269 3272 3277 rVB7 14219 18237 1.34% ©.098%
96 23.331 3390 3395 3399 rVB7 14941 25611 1.88% 0.137%
97 24.154 3530 3535 3543 rVB6 25064 56358 4.13% 0.302%
98 24.876 3647 3658 3670 rVB2 465605 1365167 100.00% 7.306%
99 25.100 3686 3696 3709 rVB2 226283 676708 49.57% 3.622%
100 26.310 3896 3902 3914 rVB5 25681 79026 5.79% ©.423%

Sum of corrected areas: 18685803
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG©32822\
BG©52891.D

: 28 Mar 2022 14:48

: CG/JU

: N2082-17

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.143 52.34 ng/ul 446872  1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H1e@ 000108-38-3 97
2 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 97
3 p-Xylene 106 C8H1e 000106-42-3 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 o-Xylene 106 C8H10 000095-47-6 95
Abundance Scan 469 (6.143 min): BG052891.D\data.ms (-463) (-) m/z 91.15 100.00%
91.2
5000 106.2
A
39.1 511 652 77‘-1 ‘ 5.80 6.00 6.20 6.40
e bl mz 106015 41.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
106.0
5000 \/‘\\\\\‘\\\\‘\\\\‘\\\\‘\
5.80 6.00 6.20 6.40
770 m/z 105.15 17.58%
39.0 51.0 g50 ‘fy ‘
\\‘]\“\5\.(\)’ \Z\Z\.(‘)\\\\“\\\\}M‘\\\‘}‘\‘\\‘\\\‘U‘\\\\“1\\\‘\‘{\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
VAN B |
5.80 6.00 6.20 6.40
5000 106.0 m/z 77.10 13.36%
39.0 77.0
A vl I
| lin | . i
A B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5724: p-Xylene AM“W“‘W“‘W““m
91.0 5.80 6.00 6.20 6.40
m/z 51.15 10.93%
5000 106.0
27.0 39.0 5]10 65‘.0 77“0 ‘
| , I A | | L1
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.224  20.71 ng/ul 176810 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 653 (7.224 min): BG052891.D\data.ms (-647) (-) m/z 105.10 100.00%
105.1
5000
120.2
A RARammaREEE
39.1 63.1 77"2 91"1 7.00 7.20 7.40 7.60
e e el M e m/z 120015 34.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 LB B B I IR LN R
120.0 7.00 7.20 7.40 7.60
m/z 91.10 14.48%
39.0 77.0 91.0
H‘H\\‘\2\6\‘.\(‘)\\H“‘\\Hi‘{‘\\\‘6‘:\3‘\"\0\‘H\‘H‘HH“M\\‘\‘11\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
A RARammaREE e
7.00 7.20 7.40 7.60
5000 m/z 77.15 13.65%
120.0
77.0 91.0
39.0
X R OB OO RO O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl- SR
105.0 7.00 7.20 7.40 7.60
m/z 106.15 10.04%
120.0
5000
39.0 77.0 910
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.359  33.29 ng/ul 284204  1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 676 (7.359 min): BG052891.D\data.ms (-670) (-) m/z 105.10 100.00%
106.1
5000 120.1 /\
R e R
391 63 (12 912 7.00 7.20 7.40 7.60
",‘m,‘H‘,m“,mH,‘Mum_M'WH‘HWH“‘HH‘c‘m‘wm“uw m/z 120.10  41.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\/’\\
120.0 7.00 7.20 7.40 7.60
770 m/z 77.15 14.27%
39.0 U 91.0
\\’]\_\5\.\0’\\\“1’1\H"‘\\\\"“1‘1\16‘?1.‘10\‘\\\‘}“\\\\“\\H‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
7.00 7.20 7.40 7.60
5000 120.0 m/z 91.15 12.77%
. 7.0 910
SN2 N A O TR RO R M
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\ J\
Abundance #10718: Benzene, 1,2,4-trimethyl- R EAREmaNETES
105.0 7.00 7.20 7.40 7.60
m/z 119.15 11.02%
120.0
5000
77.0 91.0 MN
150 380500640 U T b el A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Benzene, 1l-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.529  43.18 ng/ul 368684 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 705 (7.529 min): BG052891.D\data.ms (-699) (-) m/z 105.10 100.00%
105.1
5000
120.2
R A Rmma R
391 g31 77"2 91‘~1 7.20 7.40 7.60 7.80
H_‘H‘HH‘H‘Mm‘qwumwm‘_HN_‘NH‘H_ML‘HmpH‘W m/z 120.15  30.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 LU B L N L I B R R
7.20 7.40 7.60 7.80
120.0 %
790 m/z 77.15 15.71
H‘HH‘\H‘\‘Hs\\g‘.\o\\\“\\\\‘6\?\.\0‘\\\‘}“\\\\9%.\0\\‘\‘\1\‘\\\\‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene /bN
105.0
7.20 7.40 7.60 7.80
5000 120.0 m/z 91.10 14.23%
77.0
51.0 91.0
SN .. T Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\ J\
Abundance #10720: Benzene, 1-ethyl-3-methyl- A e
105.0 7.20 7.40 7.60 7.80
m/z 79.15 12.21%
5000
120.0
77.0 91.0 AA
39.0
B ... S A O N 1A G A O
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, 1,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.258 80.76 ng/ul 689503 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 829 (8.258 min): BG052891.D\data.ms (-821) (-) m/z 105.15 100.00%

106.2
5000
LN § SEE_——Y
30.1 8.00 8.20 8.40 8.60
"‘t‘i\wu}\«““mWm_Hw??‘l&””_”w”“4‘6‘3‘-“ m/z 120.15  37.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 /\\\\\‘\\\\‘\\\\‘\\\\‘\\\

8.00 8.20 8.40 8.60
m/z 77.15 13.64%

39.0
L L I U ‘ |

L L I L L L L L L B

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
/\*Hw”w”w”wm
8.00 8.20 8.40 8.60
5000 ITI/Z 91.15 11.91%
39.0 ‘
H‘*L‘f“*”*h**‘\*”*‘*wmwmwmwmewmw”
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10705: Benzene, 1,2,4-trimethyl- A e Ay
105.0 8.00 8.20 8.40 8.60

m/z 119.15 9.22%

5000

L, A /\ s

m/z--> 0 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.516  28.38 ng/ul 242308 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
Abundance Scan 873 (8.516 min): BG052891.D\data.ms (-863) (-) m/z 117.15 100.00%
11y.2
5000
912 550 5.40 860 8.6
39.1 63.1 . . . .
145.9
“‘““‘M“”cﬂﬂﬂ‘ﬂw‘uﬁh‘ph“j\“““w“ m/z 118.15  52.45%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 L L B I BB
8.20 8.40 8.60 8.80
m/z 115.15 36.92%
390 630 OO
\1\5\.(‘)\‘\\\“.\\H\\"“\‘\\\“‘\\“\\“‘\\\!“\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #10198: Benzene, cyclopropyl-
117.0
R AEEEARRRE RS S
8.20 8.40 8.60 8.80
5000 910 m/z 91.15 17.18%
39.0 65.0 ‘
L] O TR !
=t
miz--> 20 40 60 80 100 120 140 K
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene PO e p e A e
117.0 8.20 8.40 8.60 8.80
m/z 63.15 9.27%
5000 91.0
39.0 65.0
SRS U O NI AN
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.563 77.55 ng/ul 662050 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 81
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 53
Abundance Scan 881 (8.563 min): BG052891.D\data.ms (-876) (-) m/z 83.15 100.00%
83.2
5000 55.1 /\
140-2 \‘\\\\’\\\\‘\\\\’\\\\‘\
M 1122 166.8 5o ¢ 8.20 8.40 8.60 8.80

et e | 1668 252 n/z 69.15  50.36%

m/z--> 20 40 60 80 100120140 160 180 200 220 240

Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-

83.0
5000 41.0 R
8.20 8.40 8.60 8.80
140.0 m/z 55.15  43.27%
“
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
T S
8.20 8.40 8.60 8.80
5000 ITI z 56.15 39.11%
55.0
270 140.0
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- T e L AR mm o
83.0 8.20 8.40 8.60 8.80
m/z 41.15 31.76%
5000 55.0
27 0 140.0
| 20

m/z--> 20 40 60 80 100120140160 180 200 220 240 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Benzene, 1-methyl-3-propyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.687 5.12 ng/ul 43751 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 93
2 2-Tolyloxirane 134 C9H1e0 002783-26-8 83
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 80
4 Benzene, 1l-methyl-4-propyl- 134 CleHi4 001074-55-1 78
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72
Abundance Scan 902 (8.687 min): BG052891.D\data.ms (-897) (-) m/z 105.15 100.00%
105.
5000
77.0 134.2 R e e e
39.1 57.1 ‘ 8.40 8.60 8.80 9.00

H‘WHwHwemme‘:,uh“wl‘ww“luHH‘JJ‘,HM“_m_mw m/z 77.05 19.42%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000 \\\‘\\%\\\\/\‘J\\\\\‘\\\\
8.40 8.60 8.80 9.00
77.0 134.0 m/z 134.20  18.78%
39.0 ‘
H‘\H.\‘H\H“HH“‘HHih‘\\?’z\‘.\p\\‘\HM‘HH“M\H‘\‘\!\’H‘\‘\“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17529: 2-Tolyloxirane
105.0 N\
L4, A

8.40 8.60 8.80 9.00

5000 ITI/Z 91.15 15.27%
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl- Bt e S
105.0 8.40 8.60 8.80 9.00

m/z 106.15 14.57%

5000
134.0

77.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.775 13.10 ng/ul 111805 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 94
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 90
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 90
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 87
Abundance Scan 917 (8.775 min): BG052891.D\data.ms (-909) (-) m/z 119.15 100.00%
119.2
5000 A\ /\/\
91.2 k /\
éh‘d@&iéé&éba”"
41.1 65.2 . . . .
135.2
“““‘““WMHMW‘Uuu“MMwl"WW‘UJ“‘W“ m/z 134.15  41.78%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.40 8.60 8.80 9.00
910 m/z 105.15 40.92%
T ‘ T \]-\5‘\'(‘) T ‘\ \3\9‘.‘0\ T ‘i‘ T ‘6‘{5“.\0\ \‘H‘ T ‘\' T ‘ ‘1“\ T m‘l T \].:\3?"0\
miz--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
RS e
8.40 8.60 8.80 9.00
5000 m/z 91.15 34.13%
91.0
R P PR O Y R
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 8.40 8.60 8.80 9.00
m/z 77.15 15.41%
5000
91.0
1 I GO Y I L
m/z--> 0 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48

Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17 Benzene, 1-methyl-4-propyl- Concentration Rank 27

R.T EstConc Area Relative to ISTD R.T.
8.945 4.44 ng/ul 37906 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 90
2 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 87
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 87
4 Benzene, 1l-methyl-3-propyl- 134 CleHi4 001074-43-7 80
5 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 80
Abundance Scan 946 (8.945 min): BG052891.D\data.ms (-941) (-) m/z 105.10 100.00%
105.
5000
134.2 \‘HH‘HH‘\'\/\\"\\’/\\HA\‘\
511 79.2 8.60 8.80 9.00 9.20
et e s m/z 134015 19.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
8.60 8.80 9.00 9.20
770 134.0 m/z 79.15 11.07%
39.0
\\‘\\\.\‘H\H“\\H“\H\ih‘\\?’2\‘.\9\‘\\\‘1“\\\\““\H‘HH’H‘\‘\“\H\‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
8.60 8.80 9.00 9.20
5000 m/z 106.15 11.06%
134.0
77.0
27'0 I 5]T'0 Ll ‘\‘ | l I I
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 h h
Abundance #17050: Benzene, 1-methyl-2-propyl- “H“A“‘_‘k‘,u“‘
105.0 8.60 8.80 9.00 9.20
m/z 77.05 10.44%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20

SFAM-EPA-BGO31822.M Sun Apr 03 05:13:50 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.051 8.42 ng/ul 71843 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butoxyacetic acid 132 C6H1203 002516-93-0 43
2 Pentanoic acid, 4,4-dimethyl-3-o0... 172 C9H1603 017094-34-7 38
3 Butanoic acid, 1,1-dimethylethyl... 144 C8H1602 002308-38-5 22
4 4-Bromoheptane 178 C7H15Br 000998-93-6 22
5 Heptane, 2-bromo- 178 C7H15Br 001974-04-5 22
Abundance Scan 964 (9.051 min): BG052891.D\data.ms (-956) (-) m/z 57.15 100.00%
57.1
5000
111.1 8.80 9.00 9.20 9.40
172.3 306.!

: ““u H H‘ P PR A m/z 41.15 57.31%

miz--> 50 100 150 200 250 300

Abundance #16361: Butoxyacetic acid

57.0
5000 U L LB R R
8.80 9.00 9.20 9.40
m/z 88.10 31.68%
15. 8#0 133.0
T T ‘ T L T ‘ T L T ‘ T L T ‘ T L T ‘ T
miz--> 50 100 150 200 250 300
Abundance #48103: Pentanoic acid, 4,4-dimethyl-3-oxo-, ethyl ester
57.0
8.80 9.00 9.20 9.40
5000 m/z 73.10 21.88%
115.0
SN S L N
miz--> 50 100 150 200 250 300
Abundance #24228: Butanoic acid, 1,1-dimethylethyl ester
57.0 8.80 9.00 9.20 9.40
m/z 55.15  21.34%
5000
89.0
2500, | |~ 1290
e T R e N A
m/z--> 50 100 150 200 250 300 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48

Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 unknown-02 Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
9.162 6.65 ng/ul 56789 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 14
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 14
3 3,3-Dimethylpentanoic acid, meth... 144 C8H1602 101186-01-0 12
4 Pyridine, 5-ethenyl-2-methyl- 119 C8H9N 000140-76-1 10
5 Butanoic acid, 3-hydroxy-, ethyl... 132 C6H1203 005405-41-4 10
Abundance Scan 983 (9.162 min): BG052891.D\data.ms (-976) (-) m/z 43.15 100.00%
43.1
71.2 119.2
5000 87.3
R R RASRRRE
‘ ‘ ‘ ‘ ‘ lOH&l ‘ ‘ 8.80 9.00 9.20 9.40
e “11ﬂUl‘uﬂMJ‘LM‘“‘u“sd““““ m/z 71.15 54.88%
miz--> 20 40 60 80 100 120 140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 \‘f/\\l\t\\‘!j\nu\‘um‘"\u
8.80 9.00 9.20 9.40
91.0 m/z 119.15  54.48%
39.0 65.0 ‘ ‘
\1\5\.9 4 \“‘\ \“i‘\ “‘1‘\ T \‘H‘ T T “m\ \‘r‘w T }?’??\ T
miz--> 20 40 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 /\
R ERURE
8.80 9.00 9.20 9.40
5000 m/z 73.15 53.16%
91.0
39.0 65.0 ‘
150 el e Ll L A0
m/z--> 20 40 80 100 120 140
Abundance  #24263: 3,3-Dimethylpentanoic acid, methyl ester
73.0 8.80 9.00 9.20 9.40
m/z 74.15 45.56%
43.0
5000
113.0
97.0
70 | LT
S| A 1 Ot N NI
m/z--> 20 80 100 120 140 8.80 9.00 9.20 9.40

SFAM-EPA-BGO31822.M Sun Apr 03 ©5:13:52 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48

Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T EstConc Area Relative to ISTD R.T.
9.368 5.28 ng/ul 45093 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 27
2 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 27
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 27
4 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 27
5 3-Butenoic acid, 2,2-dimethyl- 114 C6H1002 010276-09-2 27

Abundance Scan 1018 (9.368 min): BG052891.D\data.ms (-1015) (-) m/z 43.15 100.00%
43.1
69.2
85.3
5000
R AL AREEN
‘ ‘ H 1141 9.00 9.20 9.40 9.60
H‘_H‘_H‘_H‘_H‘JMﬂmﬂﬂwuj“m‘ﬂﬂk_ul_u‘_h‘_‘ m/z 69.15 81.58%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3781: 1-Pentene, 3,3-dimethyl-
69.0
41.0
5000
55.0 9.00 9.20 9.40 9.60
83.0 m/z 57.15  76.68%
i 0
| | LI i
\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1697: 2-Pentene, 4-methyl-, (E)-
41.0 69.0
9.00 9.20 9.40 9.60
5000 m/z 73.10  72.95%
270 84.0
‘ ‘ 55.0
21 N 1 Y N S A——
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 h
Abundance #3771: 1-Pentene, 3,3-dimethyl- ﬂWH“,“H“““‘ﬂH““
69.0 9.00 9.20 9.40 9.60
41.0
m/z 55.15 67.58%
5000
270 55.0
83.0
‘ 98.0 M
ku‘%%P‘HHM‘mHM‘MMW‘JWM‘WHH‘HNM‘H_‘HM‘ R R RRRREE
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 (DEL) Alkane: Cyclic9.486 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.486 5.75 ng/ul 49106 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 27
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 25
3 Butane, 1,1'-[ethylidenebis(oxy)... 202 C12H2602 013535-43-8 22
4 Hexadecyl pentyl ether 312 C21H440 1000406-41-8 22
5 4-Heptanol, 4-propyl- 158 C10H220 002198-72-3 14
Abundance Scan 1038 (9.486 min): BG052891.D\data.ms (-1032) (-) m/z 69.15 100.00%
69|2
43.1
5000 97.0
Ll NJ ‘ ‘ ‘ 127.1 148 3 9.20 9.40 9.60 9.80
HWHH“HM“JW o L LT w/z 71.15 98.75%
m/z--> 20 40 80 100 120 140 160 180
Abundance #13255. Cyclohexane, 1,2,3-trimethyl-
69.0
210 97.0
5000
126.0 9.20 9.40 9.60 9.80
m/z 43.10 81.67%
}\4'\.0‘\‘\‘\\ \\H‘“\“\\\H“‘!\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13242: Cyclohexane, 1,2,3-trimethyl-
55.0
 EREmaE R L
9.20 9.40 9.60 9.80
5000 97.0 m/z 55.18  74.25%
126.0
29.0 J' ‘
LI .
m/z--> 20 60 80 100 120 140 160 180
Abundance #77843.Butane,1;F{ethdeenebS(oxyﬂbB[anethW— R EREaREEESEE T
71.0 9.20 9.40 9.60 9.80
43.0 m/z 97.00  49.48%
115.0
5000
Lm0 o
T L
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\

Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M

Quant Title : SVOA CALIBRATION

TIC Library

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 25 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 34

R.T EstConc Area Relative to ISTD R.T.
9.773 3.51 ng/ul 48841  Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 91
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
Abundance Scan 1087 (9.773 min): BG052891.D\data.ms (-1076) (-) m/z 119.15 100.00%
119.2
5000
w2 /\ J\/\ A,
il Ja\
57.1 91.0 T o
39.1 ‘ ‘ 9.50 10.00
H_H‘_HWH‘MhuﬂhHMM‘_HMJquH‘NHMﬁ\LHWNMWH m/z 134.15 35.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 ‘A‘ /\ o
134.0 9.50 10.00
m/z 91.05 18.85%
Bo o P
| i ul m . nn Wy |
\\‘HH‘HH‘HH‘\H\‘HH’\\H‘HH‘H\\‘HH‘HH’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0
AL ) WY
134.0 9.50 10.00
5000 m/z 57.15 18.50%
3?? | 6?0 \ 970 M
| | ul i 1 iy |
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 9.50 10.00
m/z 77.05 12.61%
5000 134.0
91.0
39.0 65.0 MA A A
u%%ﬂuﬁM\JﬁuqwHMWHMJMHHM\HNMWHWMH\NNWH ‘ ﬂ 11— I A“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00

SFAM-EPA-BGO31822.M Sun Apr 03 ©5:13:54 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48

Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\DATABASE\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 21

R.T EstConc Area Relative to ISTD R.T.
9.832 6.62 ng/ul 92125 Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 91
3 Benzene, 1,2,4,5-tetramethyl- 134 CleHi4 000095-93-2 87
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 87
Abundance Scan 1097 (9.832 min): BG052891.D\data.ms (-1092) (-) m/z 119.15 100.00%
119.2
5000 J\/\
411 571 91.2 V.
‘ ? ‘ 135.3 9.50 10.00
SN “‘ w““ wM ALl W T nyz 134010 41.63%
m/z--> 20 100 120 140
Abundance #17069. Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\
9. 50 10 00
m/z 57.15 31.02%
65.0 91‘-0 | 1350
\\\‘\\\\‘\\\\‘\‘\\\“\\\\‘\\\‘\“\\\‘\‘\\\
miz-—-> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
9.50 10.00
5000 m/z 41.15 26.97%
91.0
| 411.0 | 63\'0 Ly ‘ I \‘ ! \\5.0
I B T e o
miz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 9. 50 10 00
m/z 91.15 25.58%
5000
91.0
39.0 65.0 135.0
\1\5\0‘\” \“‘\ . \““ e \‘M \ \?‘\ I
m/z--> 20 40 60 80 100 120 140 9. 50 10 00

SFAM-EPA-BGO31822.M Sun Apr 03 05:13:56 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 29 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.355 8.12 ng/ul 112945 Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 70
2 Benzene, 1-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 70
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 70
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 62
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 62

Abundance Scan 1186 (10.355 min): BG052891.D\data.ms (-1179) (- | m/z 119.15 100.00%
119.2
5000 A
91.2 LA o
R Ay
391 651 ‘ 135.2 10.00 10.50
SN ““‘ At mm il M‘ SIS 7 134,15 48.68%
m/z--> 20 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 Ln : WA‘ g
10.00 10.50
91.0 m/z 117.15  39.38%
65.0 ‘
\]-\5\0‘\\\?’\9‘0\\‘\\“\‘\\1“\\}\“H“\\“\H‘\\l\gﬁl?\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0 J\
PEDA T AR
10.00 10.50
5000 m/z 91.15 21.88%
91.0
39.0 65.0
ST R PO T e A
m/z--> 20 40 60 80 100 120 140 4,
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 1000 1050
m/z 115.15 18.29%
5000
41.0 91.0 0 )\
. 135.
S . £SO R T PO L Y
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 31 Azulene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.001 8.83 ng/ul 122841  Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Azulene 128 C10H8 000275-51-4 90
2 Azulene 128 C10H8 000275-51-4 90
3 Azulene 128 C10H8 000275-51-4 87
4 Naphthalene 128 C1eH8 000091-20-3 87
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 83
Abundance Scan 1296 (11.001 min): BG052891.D\data.ms (-1292) (- | m/z 128.15 100.00%
128.2
5000
T
51.1 11.00
bbb A e 0% m/z 127.10 15.47%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13681: Azulene
128.0
5000 AA/\‘ A ‘ A‘ . A‘f"\\‘ A‘
11.00

51.0 m/z 129.10  10.39%

A |

‘H‘\‘\f\H\"HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #13679: Azulene
128.0
11.00
5000 ITI/Z 51.10 8.71%
51.0
_w“wlwJHMWH_Hwwww,w,”
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13678: Azulene
128.0 11.00
m/z 102.05 7.44%
5000
51.0
ST P N P SN
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48

Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :
Quant Title : SVOA CALIBRATION

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

Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Concentration Rank 26

Peak Number 34 unknown-03

R.T EstConc Area
11.553 4.84 ng/ul 67293
Hit# of 5 Tentative ID

Relative to ISTD R.T.

Naphthalene-d8

1 Benzenemethanol, .alpha.,4-dimet...
2 Cyclohexene, 1,5,5-trimethyl-3-m...
3 1,3-Cyclohexadiene, 1-methyl-4-(...
4 Acetophenone, 4'-hydroxy-

5 2,4,6-Octatriene, 2,6-dimethyl-

C9H120
C10H16
C10H16
C8H802
C10H16

000536-50-5 38
016609-28-2 30
000099-86-5 30
000099-93-4 25
000673-84-7 25

Abundance Scan 1390 (11.553 min): BG052891.D\data.ms (-1385) (-
43.2

3. 121.1
69.1
5000 85.2 186.2
105.
miz--> 20 40 60 80 100 120 140
Abundance #18969: Benzenemethanol, .alpha.,4-dimethyl-
93.0 121.0
5000 2.0
77.0 136.0
27.0 ‘ H ‘
T %2\.9 ‘ T ‘\‘ T “ ‘ “H T M‘H\ \“\ “‘ T \‘ \‘\ “‘\ L ‘\‘H ‘\ L \‘ ‘ T
miz--> 20 40 60 80 100 120 140
Abundance  #18168: Cyclohexene, 1,5,5-trimethyl-3-methylene-
121.0
93.0
5000
39.0 770 136.0
50 \ Fod ol o
miz--> 20 80 100 120 140

Abundance #18213: 1,3—Cyc|ohexad|ene, 1-methyl-4-(1-methylethyl)-

43.20 100.00%

e

1150

m/z 121.10  99.70%

41. 15 79.73%

I

1150

69.10  66.94%

Y

93.0 121.0 1150
m/z 133.15 53.68%
5000 136.0
27.0 77.0
0 eea|
A e 23 iyl e A AL
m/z--> 20 40 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48

Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 35 unknown-04 Concentration Rank 29

R.T EstConc Area Relative to ISTD R.T.
11.612 4.23 ng/ul 58875 Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexahydropyrrolizin-3-one 125 C7H11NO 126424-83-7 22
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 22
3 4,4-Dimethyl-1-hexene 112 C8H16 001647-08-1 22
4 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 22
5 3-Octanol, 2,6-dimethyl-, acetate 200 C12H2402 123232-57-5 18

Abundance Scan 1400 (11.612 min): BG052891.D\data.ms (-1396) (- | m/z 71.15 100.00%
71.2
43.1 97.2
5000
1252 MMA .
‘ ‘ ‘ 143.2 11.50 12.00
‘“‘“"Hc‘w‘w}N“‘HML‘JMMM‘u“‘““NJ“‘ m/z 43.15  77.54%
m/z--> 20 40 60 80 100 120 140
Abundance #12384: Hexahydropyrrolizin-3-one
90 1250
69.0
5000 LG —
410 11.50 12.00
m/z 97.15 73.45%
T
miz--> 20 40 80 100 120 140
Abundance HT479: 7—Oxab|cyc|o[4.1.0]heptane, 1-methyl-
97.0 W/\\ N
43.0 Ll M i
11.50 12.00
5000 m/z 57.15 64.83%
69.0
m\\ 120
m/z--> 20 80 100 120 140
Abundance #7573.4w4—DnnethyLl—hexene T T
43.0 71.0 11.50 12.00
m/z 69.15 55.11%
5000
27.0 ‘ 970
‘““H“{l‘J:“Ml“t“J“““““““‘ — —
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\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 37 unknown-05 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.741 4.11 ng/ul 57129 Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanedioic acid 160 C7H1204 000111-16-0 22
2 Heptanedioic acid 160 C7H1204 000111-16-0 22
3 Bemegride 155 C8H13NO2 000064-65-3 18
4 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 053800-08-1 14
5 Cyclopentanethiol, 2-methyl-, cis- 116 C6H12S 001638-94-4 14

Abundance Scan 1422 (11.741 min): BG052891.D\data.ms (-1417) (- m/z 41.15 100.00%

411
00 g3
5000
01.2

1251 " ‘ 11.50 12.00
SR I 0 myz ss.20 89.91%

\ I
m/z--> 20 40 60 80 120 140 160
Abundance #36474: Heptaned|0|c acid
55.0
83.0
114.0

5000 ) T T
27.0 11.50 12.00

m/z 43.15 84.68%
| \‘\

\\“\\\“““\\\‘\‘!‘\\]\-4“2‘\‘\0\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #36476: Heptanedioic acid
55.0
83.0

114.0 1 T
1150 12.00
5000 ITI z 57.20 73.50%
27.0
»‘\‘ 1
m/z--> 60 80 100 120 140 160
Abundance #32628: Bemegride
55.0 11 50 12 00
m/z 60.05 62.31%
5000 83.0
113.0
29.0
Tl L r\
SRS PR N S N ) U | T A
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\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 39 3,4-Dimethylbenzyl alcohol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.918 13.96 ng/ul 194254  Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,4-Dimethylbenzyl alcohol 136 C9H120 006966-10-5 96
2 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 94
3 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 94
4 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 91
5 Methyl m-tolyl carbinol 136 C9H120 1010342-29-9 76

Abundance Scan 1452 (11.918 min): BG052891.D\data.ms (-1446) (- | m/z 93.15 100.00%

93.2
121.2
77.1 136.1
5000
39.1 S

|
m_m_mw‘ms‘_”“ “Hu”“m”_ 91.10  96.10%

\
m/z--> 20 40 100 120 140

Abundance #18893: 3,4-D|methylbenzyl alcohol
121.0136.0

93.0
5000
1200
77.0

m/z 121.15 75.75%

\].\5\.()‘ T ‘\ T “‘ T \““ T ‘ \ \ T T 1‘\ ‘ H} T ‘\H"‘\ T \“H
m/z--> 20 100 120 140
Abundance #18942. Benzenemethanol, 3,5-dimethyl-
121.0136.0 fu&

91.0 12.00
5000 ITI/Z 136.10 64.45%
39.0 65.0 #
‘1‘5‘-0‘ . “‘\‘ ‘\‘;\‘ MM m“‘ : h‘\ i ‘\‘“\‘ : ‘\‘H‘ :
miz--> 20 40 60 80 100 120 140
Abundance #18937: Benzenemethanol, 3,5-dimethyl- W\
121.0136.0 1200

91.0 m/z 77.18  64.03%

5000
39.0 65.0 &
150 ‘\ JM ‘W“ ‘ | \ 1 \m\ i LV

miz--> 80 100 120 140 12.00

é
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 40 unknown-06 Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
11970 9.35 ng/ul 130122 Naphthalene-ds 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 4-methyl- 112 7120 000589-92-4 38

2 Cyclohexanone, 4-methyl- 112 C7H120 000589-92-4 38
3 3-Mercaptohexyl acetate 176 C8H1602S 136954-20-6 25
4 Cyclohexanone, 4-methyl- 112 C7H120 000589-92-4 25

5 3-Mercaptohexyl hexanoate

232 C12H2402S

136954-22-8 22

Abundance Scan 1461 (11.970 min): BG052891.D\data.ms (-1457) (- 43,15 100.00%
73.2
5000 112.3
L L By | e 1200
““““M\“MW““” ““““H“u“l“ 73.15  62.33%
miz--> 20 40 60 80 100 120 140
Abundance #7393: Cyclohexanone, 4-methyl-
55.0
5000
112.0 12.00
27.0 83.0 55.15 53.10%
\\\‘\‘}‘\ \‘\“\" \‘1”\ T \‘\“ L \‘\ ‘ UL ‘ UL
miz--> 20 40 60 80 100 120 140
Abundance #7395: Cyclohexanone, 4-methyl-
55.0
1200
m/z 88.05 46.12%
5000 112.0
83.0
27.0 ‘
e | T
miz--> 20 40 60 100 120 140
Abundance #51370.3—Mercapt0hexylace&ue MMW?W il Pip o
55.0 12.00
88.0 m/z 112.25 44 .56%
5000 116.0 R
,‘ 10 it m
miz--> 20 60 80 100 120 140 12,00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 42 unknown-07 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.170 6.44 ng/ul 89615 Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid, diethyl- 116 C6H1202 000088-09-5 35
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 32
3 1-Butanol, 3-methyl-, acetate 130 C7H1402 000123-92-2 27
4 4-Penten-2-0l, 5-(methylthio)-, ... 132 C6H120S 097369-79-4 27
5 Methoxy-(1,1-dimethyl-3-hydroxy-... 133 C6H15NO2 075258-34-3 22
Abundance Scan 1495 (12.170 min): BG052891.D\data.ms (-1491) (- | m/z 43.15 100.00%
43.1
73.2
5000
112.2 S .
| ‘ 403 ‘ 130.2 146.9 12.00 12.50
m_‘H_WMM:m,‘wu]u‘,‘huu‘m,mwm,“_‘ m/z 41.15 61.83%
miz--> 20 40 60 80 100 120 140
Abundance #9190: Acetic acid, diethyl-
43.0 88.0
5000 —r— ——
7100 12.00 12.50
270 m/z 73.15  60.33%
T \‘N\ \“\‘i T T b "\ \1\1\7’.0\\\ T T
miz—-> 20 40 60 80 100 120 140
Abundance #9192: Acetic acid, diethyl-
43.0 88.0
— —
12.00 12.50
5000 m/z 88.15 59.17%
27.0 71,0
WL
el b
m/z--> 20 40 60 80 100 120 140
Abundance #15484: 1-Butanol, 3-methyl-, acetate
43.0 12.00 12.50
m/z 87.10 46.91%
70.0
5000
27.0 87.0
e L 1300 A
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 43 unknown-08 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.258 3.33 ng/ul 46367 Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanecarboxylic acid, but... 170 C10H1802 099978-03-7 43
2 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 25
3 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 22
4 Glutaric acid, 3-methylbut-2-en-... 312 C18H3204 1000391-52-8 22
5 Silane, dimethyldi-2-propynyl- 136 C8H12Si 006262-81-3 22

Abundance Scan 1510 (12.258 min): BG052891.D\data.ms (-1507) (-~ | m/z 55.15 100.00%

5I:
97.2115.1
5000 73.2

‘ 133.3 SR SR

‘H ‘ 12.00 12.50
S _‘H_ww“‘wu“_“H_“H_m m/z 57.15  92.10%

m/z--> 20 40 80 100 120 140 160
Abundance #45162: Cyclopentanecarboxyllc acid, butyl ester
69.0 115.0
41.0 97.0

5000 T —
12.00 12.50
m/z 69.15 85.62%
TrlLu\\“\‘\\\“\\\‘1‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #43509: 4-Undecene, 6-methyl-
55.0
— —
12.00 12.50
5000 ITI/Z 41.15 75.72%
97.0
290
Ao 790 | 1250 168.0
H““H““‘““_““H“‘H““H““H
m/z--> 60 80 100 120 140 160
Abundance #20679: 3-Heptene, 4-propyl- T —
55.0 12.00 12.50
m/z 60.15 75.51%
5000 97.0
140.0
27.0
H“““H““Hu‘!w ‘7‘%{‘””‘_‘”_‘HlmwHH “/\AWW LTI
m/z--> 40 60 80 100 120 140 160 12.00 12.50

SFAM-EPA-BGO31822.M Sun Apr 03 05:14:04 2022 Page: 29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 44 unknown-09 Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
12.329 11.22 ng/ul 156097 Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual

,3-Diamino-2-propanol 90 C3H1eN20 000616-29-5 25
,3-Diamino-2-propanol 90 C3H1ON20 000616-29-5 17
arbonic acid, allyl nonyl ester 228 C13H2403 1000314-65-4 16

soamyl nitrite 117 C5H11NO2 000110-46-3 16
utanoic acid, 3-methyl-, 1-meth... 144 C8H1602 032665-23-9 16

VA wWwN R
WHO R R

Abundance Scan 1522 (12.329 min): BG052891.D\data.ms (-1515) (1 m/z 43.15 100.00%
43.1
101.2
5000 71.2
— —
‘ 132.1 12.00 12.50
U m/z 60.10  99.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2519: 1,3-Diamino-2-propanol
30.0
5000
60.0 12.00 12.50
m/z 55.15 85.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2518: 1,3-Diamino-2-propanol
30.0
— —
12.00 12.50
5000 m/z 101.15 62.04%
60.0
HM‘_M‘WH:‘m‘luwn_‘H_HWm_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #108990: Carbonic acid, allyl nonyl ester
41.0 12.00 12.50
m/z 57.15 58.38%
103.0
5000 69.0
W\L\HUM ero o awc MW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 45 1H-Indene, 1l-ethylidene- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.593 3.53 ng/ul 49135  Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1l-ethylidene- 142 Cl1H1e 002471-83-2 91
2 Naphthalene, 2-methyl- 142 Cl1H1e 000091-57-6 87
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 87
4 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 87
5 Naphthalene, 1-methyl- 142 Cl1H1ie 000090-12-0 87
Abundance Scan 1567 (12.593 min): BG052891.D\data.ms (-1560) (- | m/z 142.05 100.00%
142.1
115.2
5000
N T
431 578 12 g9 12.50
wmwmwMMHM “‘H_H1}‘”‘Mumww“ “ m/z 141.15  93.20%
m/z--> 30 40 50 60 70 80 90 100110120 130 140 150
Abundance #22152: 1H-Indene, 1-ethylidene-
141.0
A Ma
e
5000 115.0 12.50
m/z 115.15 60.62%
J
\ |
\‘HH‘\\H‘HH‘\H\‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘ H\‘H
m/z--> 30 40 50 60 70 80 90 100110120 130140 150
Abundance #22150: Naphthalene, 2-methyl-
142.0
12.50
5000 m/z 143.15 15.24%
115.0
370 510 740 890 |l
R ARARE B E e e e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 M M n
Abundance #22148: Naphthalene, 2-methyl- A
142.0 12.50
m/z 71.15 12.95%
5000
115.0
39.0 71.0
RN /1 WP RO OSSO | B 0 i
m/z--> 30 40 50 60 70 80 90 100110 120 130 140 150 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 46 Naphthalene, 2-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.810 4.06 ng/ul 56542  Naphthalene-d8 10.948
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1l-ethylidene- 142 Cl1H1e 002471-83-2 94
2 Naphthalene, 2-methyl- 142 Cl1H1e 000091-57-6 93
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 90
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 81
5 Naphthalene, 1-methyl- 142 Cl1H1ie 000090-12-0 81
Abundance Scan 1604 (12.810 min): BG052891.D\data.ms (-1597) (- | m/z 142.15 100.00%
142.2
1151
5000
‘ —
sti T2 97.11 I 12.50 13.00
" L il e Al nyz 141015 87.83%
m/z--> 20 40 60 80 100 120 140
Abundance #22152: 1H-Indene, 1-ethylidene-
141.0
— — 4
5000 115.0 12.50 13.00
m/z 115.05 56.74%
|
m 1 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22150: Naphthalene, 2-methyl-
142.0
12.50 13.00
5000 m/z 121.15 17.89%
115.0
510 10 80 | I
e e
miz--> 20 40 60 80 100 120 140
Abundance #22144: Naphthalene, 1-methyl-
142.0 12.50 13.00
m/z 146.05 16.89%
5000
115.0
39.0 1.0 89.0 n
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 47 Benzoic acid, 3,4-dimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.498 3.93 ng/ul 86699  Acenaphthene-d1e 14.755
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 97
2 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 95
3 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 93
4 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 93
5 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 91

Abundance Scan 1721 (13.498 min): BG052891.D\data.ms (-1712) (- | m/z 105.15 100.00%

105.2
150.2
5000
771 133.1
51.1
‘ H 13.50
““““‘N‘W‘ Ly ‘H“uh“‘m‘ww“‘w“ m/z 150.15  75.05%
m/z--> 20 40 100 120 140
Abundance #28334: Benzmc aC|d, 3,4-dimethyl-
105.0
150.0
5000
77.0 133.0 13.50

m/z 91.10  34.34%

51.0
T ‘2\7‘\'(\) T “‘ \‘ \“H T “‘\‘ T \h} “‘ T \‘ } T “‘H\ T “ T 1“\ ‘ T \‘ ‘\ T ‘
miz--> 20 40 60 80 100 120 140
Abundance #28326: Benzoic acid, 3,5-dimethyl-
105.0 150.0 M

13 50
5000 m/z 133.05  29.15%
77.0 133.0
270 | 210 |
] “‘ . }\“‘ ‘\‘\‘U‘ ‘\M\‘ ‘h“‘ et “‘HH T }“‘ - ‘\“ “
miz--> 20 40 60 80 100 120 140 /M ﬂ
Abundance #28327: Benzoic acid, 3,4-dimethyl- Meaafh, ol wl 1 fy
105.0 150.0 13.50
m/z 77.10 27.70%
5000
133.0
77.0
oo >0 ] (o
H“‘\‘ ‘ “‘ : ‘\‘u‘ i M“‘ i ‘M\‘ e ;\“ - Al - o)
miz--> 20 40 60 80 100 120 140
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 49 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.385 31.22 ng/ul 843552  Phenanthrene-di0 17.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 94
Abundance Scan 2553 (18.385 min): BG052891.D\data.ms (-2548) (- | m/z 73.10 100.00%
431 731
5000
129.2 213.3 ~ -
] ‘ H‘ 171.2 256.3 | 18.00 18.50
— ”w”wsu‘mmH“‘H‘H_‘Hww‘m_m‘w m/z 60.15 87.58%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
15701502130 2560 m/z 43.15 86.56%
\H’HH‘H\
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
- —
18.00 18.50
5000 m/z 55.15 72.07%
129.0
213.0
H H Hl 157.0185.0 ‘
LI 101 O P R S
m/z--> 20 40 60 80 lOO 120 140160 180 200 220 240 260
Abundance #143509: n-Hexadecanoic acid T ——
43.0 73.0 18.00 18.50
m/z 41.15 68.15%
5000 256.0
129.0
213.0
L) H 157.0185.0
1 1 Nt R W | PO | P
m/z--> 20 40 60 80 100120140160 180 200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 50 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.648 15.75 ng/ul 506940  Chrysene-d12 21.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 95
4 Octadecanoic acid 284 (C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2768 (19.648 min): BG052891.D\data.ms (-2763) (- | m/z 73.10 100.00%
73.1

5000
129.1
185.2 241.3

s
‘ 284.3 19.50 20.00
A

Ll “M bt b L ssa s s e2.37%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
129.0

5000 —— et
83.0 19.50 20.00
1850 41 o 2240 m/z 60.15  85.57%
: SN
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
19i50 ZOiOO
5000 129.0 m/z 55.15 74.86%
29. ‘ 185.0 547 284.0
. ‘\“ ‘uh‘\‘ ‘1‘““\“1 ‘\ - ‘\ ““ by ‘L’ — ““ i
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid —— —
73.0 19.50 20.00

m/z 57.15 73.41%

129.0
5000, 28.0 284.0
1850 2410
WMWMJ‘\L N

T T
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 51 Isobutyl tetratriacontyl ether Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
21.422 3.22 ng/ul 103640  Chrysene-d12 21.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isobutyl tetratriacontyl ether 551 C38H780 1000406-33-7 64
2 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 64
3 Isobutyl octacosyl ether 467 C32H660 1000406-33-4 64
4 Hexacosyl isobutyl ether 438 C30H620 1000406-33-3 64

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 45

Abundance Scan 3070 (21.422 min): BG052891.D\data.ms (-3067) (- | m/z 43.15 100.00%
43.1
5000 97.3 W
—
‘ 12101 og11 356 9 21.50
] “” A ‘:'UMM‘ uw N AN T m/z 57.15 96.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343819: Isobutyl tetratriacontyl ether
57.0
5000 L
21.50
111.0 m/z 55.15 64.55%
| ‘ ‘ Ll \\ Ly .5902250 295.0 449.0 507(
\\f‘\\\f‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
—
21.50
5000 ITI/Z 71.15 53.11%
111.0
iy I |267022002000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #330751: Isobutyl octacosyl ether 7
57.0 21.50
m/z 69.15 43.84%
5000
111.0
N ‘ |11, .169.02250280.0 364.0 423.0
L R i L R e —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acq On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
26.310 2.34 ng/ul 79026  Perylene-d12 25.100
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Octadecane 254 (C18H38 000593-45-3 91
3 Octadecane 254 (C18H38 000593-45-3 90
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 58
5 Heneicosane 296 C21H44 000629-94-7 53
Abundance Scan 3902 (26.310 min): BG052891.D\data.ms (-3896) (- | m/z 57.15 100.00%
57.1
- AJ\ﬂNwh
73 1412 BT 1
‘ | MH “' 19%1 250.2 357. 26.00 26.50
i ‘JJWWWJ“‘WWM‘Nu‘J‘W“““‘ —h m/z 43.15 71.67%
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 — —
26.00 26.50
‘ 0.0 m/z 71.10 52.69%
T \“\ } “\“H‘ \‘“‘\ ““ \“‘ \}\41‘1‘(‘)\ ]‘\-8\3\0‘ T \2\5“4\(\) L B B
miz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
26.00 26.50
5000 m/z 85.15 39.02%
9.0
ULy L 010 2540
— e =
m/z--> 50 100 150 200 250 300 350
Abundance #141055: Octadecane
57.0 26.00 26.50
m/z 55.15 30.04%
9.0 254.0
154 AL assse i A
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032822\
Data File : BG@52891.D

Acqg On : 28 Mar 2022 14:48
Operator : CG/JU

Sample : N2082-17

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.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|
Benzene, 1,3-di... 6.143 52.3 ng/ul 446872 1 8.134 170747 20.0
Benzene, 1l-ethy... 7.224 20.7 ng/ul 176810 1 8.134 170747 20.0
Benzene, 1,2,3-... 7.359 33.3 ng/ul 284204 1 8.134 170747 20.0
Benzene, 1-ethy.. 7.529 43.2 ng/ul 368684 1 8.134 170747 20.0
Benzene, 1,2,4-... 8.258 80.8 ng/ul 689503 1 8.134 170747 20.0
Indane 8.516 28.4 ng/ul 242308 1 8.134 170747 20.0
Cyclohexanone, 8.563 77.5 ng/ul 662050 1 8.134 170747 20.0
Benzene, 1-meth... 8.687 5.1 ng/ul 43751 1  8.134 170747 20.0
Benzene, 1-ethy... 8.775 13.1 ng/ul 111805 1 8.134 170747 20.0
Benzene, 1-meth... 8.945 4.4 ng/ul 37906 1 8.134 170747 20.0
unknown-01 9.051 8.4 ng/ul 71843 1 8.134 170747 20.0
unknown-02 9.162 6.7 ng/ul 56789 1 8.134 170747 20.0
(DEL) Alkane: S... 9.368 5.3 ng/ul 45093 1 8.134 170747 20.0
(DEL) Alkane: C... 9.486 5.8 ng/ul 49106 1 8.134 170747 20.0
Benzene, 1,2,3,... 9.773 3.5 ng/ul 48841 2 10.948 278326 20.0
Benzene, 1,2,4,... 9.832 6.6 ng/ul 92125 2 10.948 278326 20.0
Benzene, 4-ethy... 10.355 8.1 ng/ul 112945 2 10.948 278326 20.0
Azulene 11.001 8.8 ng/ul 122841 2 10.948 278326 20.90
unknown-03 11.553 4.8 ng/ul 67293 2 10.948 278326 20.0
unknown-04 11.612 4.2 ng/ul 58875 2 10.948 278326 20.0
unknown-@5 11.741 4.1 ng/ul 57129 2 10.948 278326 20.0
3,4-Dimethylben... 11.918 14.0 ng/ul 194254 2 10.948 278326 20.0
unknown-06 11.970 9.3 ng/ul 130122 2 10.948 278326 20.0
unknown-07 12.170 6.4 ng/ul 89615 2 10.948 278326 20.0
unknown-08 12.258 3.3 ng/ul 46367 2 10.948 278326 20.0
unknown-09 12.329 11.2 ng/ul 156097 2 10.948 278326 20.0
1H-Indene, 1-et... 12.593 3.5 ng/ul 49135 2 10.948 278326 20.0
Naphthalene, 2-... 12.810 4.1 ng/ul 56542 2 10.948 278326 20.0
Benzoic acid, 3... 13.498 3.9 ng/ul 86699 3 14.755 441176 20.0
n-Hexadecanoic ... 18.385 31.2 ng/ul 843552 4 17.498 540381 20.0
Octadecanoic acid 19.648 15.8 ng/ul 506940 5 21.787 643704 20.0
Isobutyl tetrat... 21.422 3.2 ng/ul 103640 5 21.787 643704 20.0
(DEL) Alkane: S... 26.310 2.3 ng/ul 79026 6 25.100 676708 20.0
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