LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acqg On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS Vvial : 29 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_M\METHODS\SFAM-EPA-BM@62221.M
Title : SVOA CALIBRATION

Signal : TIC: BM@30806.D
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.687 99 102 117 rBV 77016 178057 0.67% ©.170%
2 5.357 378 386 396 rBV 963432 1393664 5.28% 1.334%
3 5.557 414 420 429 rVB 362005 536527 2.03% 0.514%
4 6.522 577 584 593 rVB 745711 1068198 4.05% 1.023%
5 6.951 645 657 666 rBVY 150530 290081 1.10% ©.278%
6 7.034 666 671 677 rVB 142927 219727 0.83% 0.210%
7 7.1e4 677 683 692 rBV 313768 525490 1.99% ©0.503%
8 7.304 706 717 726 rBV 348320 646598 2.45% 0.619%
9 7.628 766 772 777 rW 244418 369781 1.40% 0.354%
10 7.763 789 795 801 rBV 291891 534401 2.02% 0.512%
11 7.816 801 804 816 rVB 82302 166873 0.63% ©.160%
12 8.022 826 839 844 rBV 12029237 26404271 100.00% 25.277%
13 8.134 852 858 863 rBV3 67307 121540 0.46% 0.116%
14 8.234 867 875 883 rVW 159032 327802 1.24% ©.314%
15 8.475 909 916 925 rBV 294185 542998 2.06% ©.520%
16 8.751 956 963 968 rBv4 141515 304022 1.15% 0.291%
17 8.886 976 986 991 rBV 2653851 4611755 17.47% 4.415%
18 8.922 991 992 998 rW 437659 439425 1.66% 0.421%
19 9.175 1031 1035 1045 rVB3 152443 322421 1.22% 0.309%
20 9.292 1045 1055 1060 rBvV 132087 280714 1.06% 0.269%
21  9.351 1060 1065 1073 rVB3 106422 180877 0.69% ©.173%
22 9.551 1089 1099 1105 rVB 612537 1170959 4.43% 1.121%
23 9.628 1105 1112 1119 rBVv2 572783 1306367 4.95% 1.251%
24 9.698 1119 1124 1130 rVB 307047 480556 1.82% 0.460%
25 9.798 1133 1141 1148 rBV3 449329 878520  3.33% 0.841%
26 9.904 1150 1159 1165 rBV2 135447 249316 0.94% 0.239%
27 9.986 1165 1173 1183 rBvV2 145386 288767 1.09% 0.276%
28 10.098 1183 1192 1201 rBV4 715967 2097286 7.94%  2.008%
29 10.180 1201 1206 1211 rW 804331 1372103 5.20% 1.314%
30 10.245 1211 1217 1227 rVV3 722261 1775429 6.72% 1.700%
31 10.333 1227 1232 1241 rVB 700963 1108230 4.20% 1.061%
32 10.486 1253 1258 1262 rBV3 91721 172760 0.65% 0.165%
33 10.551 1263 1269 1275 rBV 366186 722867 2.74% 0.692%
34 10.598 1275 1277 1285 rVB2 91228 134135 0.51% ©0.128%
35 10.686 1285 1292 1296 rBV4 360144 805556 3.05% 0.771%

36 10.839 1307 1318 1322 rBV 1081306 2886399 10.93% 2.763%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acqg On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS Vvial : 29 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_M\METHODS\SFAM-EPA-BM062221.M
Title : SVOA CALIBRATION
37 10.910 1322 1330 1345 rVB3 986275 3246367 12.29%  3.108%
38 11.057 1345 1355 1358 rBV 242025 471536 1.79% ©.451%
39 11.098 1358 1362 1375 rVV 246693 466416 1.77% ©.447%
40 11.327 1396 1401 1411 rVB6 91933 287846 1.09% 0.276%
41 11.522 1421 1434 1443 rBV4 1834977 5707134 21.61% 5.464%
42 11.722 1460 1468 1479 rVB2 267725 626211 2.37% ©.599%
43 11.816 1479 1484 1487 rBV2 183278 303598 1.15% 0.291%
44 11.851 1487 1490 1500 rVV3 141200 259040 0.98%  0.248%
45 11.969 1504 1510 1514 rVV 960296 1490495 5.64%  1.427%
46 12.010 1514 1517 1521 rVW 189629 264960 1.00% 0.254%
47 12.098 1526 1532 1538 rVB3 422498 803878 3.04% ©.770%
48 12.204 1545 1550 1555 rBV = 174383 282609 1.07% ©0.271%
49 12.251 1555 1558 1566 rVB6 105332 207547 ©.79%  0.199%
50 12.386 1576 1581 1587 rBV3 126207 251621 0.95% 0.241%
51 12.504 1597 1601 1606 rBv2 93211 145512 ©.55% ©.139%
52 12.569 1606 1612 1617 rBV2 195751 338979 1.28% 0.325%
53 12.921 1666 1672 1674 rBv4 72449 137007 ©.52% 0.131%
54 12.969 1677 1680 1685 rVB2 143380 202948 0.77%  ©.194%
55 13.057 1691 1695 1700 rVB 370407 505725 1.92% ©.484%
56 13.116 1700 1705 1712 rBV 313041 526376 1.99% 0.504%
57 13.227 1720 1724 1730 rVB6 89549 170590 0.65% ©.163%
58 13.298 1730 1736 1740 rBV 181999 326211 1.24% ©.312%
59 13.345 1740 1744 1749 rVB 434792 588335 2.23% 0.563%
60 13.451 1757 1762 1771 rVB 173153 293324 1.11% 0.281%
61 13.598 1781 1787 1792 rVB3 103618 209191 0.79% 0.200%
62 13.810 1817 1823 1829 rBV 846336 1195286  4.53% 1.144%
63 13.951 1842 1847 1850 rBV3 73404 128528 ©0.49% 0.123%
64 14.027 1855 1860 1865 rBV6 89610 232908 0.88% 0.223%
65 14.086 1865 1870 1875 rBV ~ 918542 1342940 5.09% 1.286%
66 14.216 1882 1892 1899 rBV7 56328 194045 0.73% 0.186%
67 14.398 1916 1923 1929 rVV2 615516 1045843 3.96% 1.001%
68 14.451 1929 1932 1937 rVB4 186763 259082 0.98% 0.248%
69 14.586 1949 1955 1963 rBV6 275770 718739 2.72% 0.688%
70 14.710 1972 1976 1981 rBV 454296 603560 2.29% ©.578%
71 14.763 1982 1985 1988 rBv2 97239 142765 0.54% 0.137%
72 14.927 2005 2013 2018 rBV4 160671 316169 1.20% 0.303%
73 15.010 2024 2027 2032 rVB4 85517 115350 0.44% 0.110%
74 15.174 2052 2055 2061 rVv4 148219 266126 1.01% ©.255%
75 15.262 2064 2070 2078 rVV3 116416 294774  1.12%  ©.282%

76 15.386 2083 2091 2098 rVV 1314997 2139069 8.10% 2.048%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acqg On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS Vvial : 29 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_M\METHODS\SFAM-EPA-BM062221.M

Title : SVOA CALIBRATION

77 15.468 2100 2105 2108 rVV 92280 139659 ©0.53% 0.134%
78 15.515 2108 2113 2118 rVV 328483 512777 1.94% ©.491%
79 15.574 2118 2123 2130 rVV 322525 547184  2.07%  ©.524%
80 15.645 2130 2135 2139 rVB 200951 295598 1.12% 0.283%
81 16.168 2221 2224 2226 rVV 136493 163778 0.62% ©.157%
82 16.215 2226 2232 2238 rVB 4207313 5598948 21.20% 5.360%
83 16.668 2306 2309 2314 rVB2 140539 203458 ©0.77%  0.195%
84 16.780 2315 2328 2337 rBV3 514125 1138245 4.31% 1.090%
85 16.868 2339 2343 2345 rVV 153185 225444  0.85% 0.216%
86 16.892 2345 2347 2352 rVV 138588 194285 0.74% ©.186%
87 16.945 2352 2356 2362 rVB 122267 181446 0.69% ©0.174%
88 17.139 2383 2389 2395 rVB 681165 1026136 3.89% 0.982%
89 17.233 2399 2405 2412 rVV2 1460821 2217468 8.40% 2.123%
90 17.492 2445 2449 2460 rVB2 326372 638356  2.42% 0.611%
91 17.680 2477 2481 2492 rVB3 83860 134030 0.51% ©0.128%
92 18.027 2535 2540 2548 rBV 210965 318985 1.21% ©0.305%
93 18.727 2655 2659 2663 rBV2 91951 119577 ©0.45% 0.114%
94 18.974 2698 2701 2705 rVB 214845 251629 0.95% 0.241%
95 19.068 2713 2717 2721 rBV3 96631 133607 ©.51% ©.128%
96 19.521 2788 2794 2809 rBV 1920176 2648679 10.03% 2.536%
97 21.015 3044 3048 3055 rBV3 100905 135360 0.51% ©.130%
98 21.303 3092 3097 3103 rBV 986313 1231670 4.66% 1.179%
99 23.409 3448 3455 3471 rVB 1575556 3016723 11.43%  2.888%
100 23.550 3473 3479 3490 rVB2 706367 1361775 5.16% 1.304%

Sum of corrected areas: 104457929
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 03 Jul 2021 11:01
: CG/JU
: M2905-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM063021\
BMO30806.D

: 29  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.360 52.16 ng/ul 1393660 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxan-4-one, 2-(1,1-dimethy... 186 C1@H1803 113505-80-9 25
2 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 25
3 1,1-Hexylenedioxybutane 172 C1eH2002 1000249-77-4 23
4 Trichloroacetic acid, hexyl ester 246 C8H13C1302 037587-86-3 22
5 Oxalic acid, cyclohexyl butyl ester 228 C12H2004 1000309-30-5 17

Abundance Scan 386 (5.357 min): BM030806.D\data.ms (-378) (-) m/z 43.00 100.00%

430 31
5000
129.1

| M 5.00 5.20 5.40 5.60
et e e 2970 2808 /s 83,10 85.40%

| 207.0 280.¢

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #49902: 1,3-Dioxan-4-one, 2-(1,1-dimethylethyl)-6-ethyl-
83.0

5000 e A e
5.00 5.20 5.40 5.60

410 129.0 m/z 56.85  43.89%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1285: 1H-1,2,4-Triazole, 3-methyl-
83.0
42.0

5.00 5.20 5.40 5.60
5000 ITI z 45.05 37.60%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #39495: 1,1-Hexylenedioxybutane M RRR R L
83.0 5.00 5.20 5.40 5.60
43.0 m/z 59.10  32.04%
5000
‘ 129.0
m/z--> 20 40 60 80 100120140160180200220240260280 5.00 5.20 5.40 5.60

SFAM-EPA-BM062221.M Fri Jul 16 ©7:53:12 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 1,3-Dioxane, 4,6-diethyl-, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.560 20.08 ng/ul 536527 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Dioxane, 4,6-diethyl-, trans- 144 C8H1602 016731-92-3 50
2 Tetrahydrofuran, 2-ethyl-5-methyl- 114 C7H140 000931-39-5 43
3 Tetrahydropyran 12-tetradecyn-1-... 294 C19H3402 096249-40-0 40
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 40
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 40
Abundance Scan 420 (5 557 min): BM030806.D\data.ms (-414) (-) m/z 85.10 100.00%
43.0 85.1
5000
140.1
AN e A RARE S
‘ ‘ 5.20 5.40 5.60 5.80
el 2089 2809 ., 43,00 96.95%
miz--> 50 100 150 200 250
Abundance #20949: 1,3-Dioxane, 4,6-diethyl-, trans-
85.0
44.0
115.0
5000 LA AL BN NI L B
5.20 5.40 5.60 5.80
m/z 41.05 43.23%
T H‘\‘ ‘\H‘ ‘\ \ \‘ “ \M\ T \‘ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance #7611: Tetrahydrofuran, 2-ethyl-5-methyl-
85.0
e Emamsnamma
41.0 5.20 5.40 5.60 5.80
5000 ITI/Z 56.10 43.07%
‘g““‘u“H“w_ N
miz--> 50 100 150 200 250
Abundance  #139718: Tetrahydropyran 12-tetradecyn-1-ol ether e e
85.0 5.20 5.40 5.60 5.80
m/z 140.05 35.33%
5000
41.0
h H\ L Hplso 150.0 191.0221.0 263.0294.C
‘ — T e A E A RARRE
m/z--> 100 150 200 250 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 1,1-Hexylenedioxybutane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.520 39.98 ng/ul 1068200 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 78
2 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 38
3 Oxalic acid, cyclohexyl hexyl ester 256 C14H2404 1000309-30-8 37
4 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1000309-30-7 25
5 Propanenitrile, 3-ethoxy- 99 C5HO9NO 002141-62-0 10

Abundance Scan 584 (6.522 min): BM030806.D\data.ms (-577) (-) m/z 83.05 100.00%

83.0
5000
129.1 N R Raannace SRR
m 6.20 6.40 6.60 6.80
ol “‘ ey L 1581 2210 2820 n/; 43,00 45.20%
miz--> 100 150 200 250
Abundance #39495: 1,1-Hexylenedioxybutane
83.0
43.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\J\\K‘/
6.20 6.40 6.60 6.80
129.0 m/z 59.10 37.67%
T T ‘\ ‘\H ‘ \ \h T ‘ T T i T ‘ ]\_7\1\0 T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #1408: 1,4-Pentadien-3-ol
83.0
e A BRARRRTEY SR
6.20 6.40 6.60 6.80
5000/ 29.0 m/z 57.10 23.90%
miz--> 50 100 150 200 250
Abundance #107151: Oxalic acid, cyclohexyl hexyl ester AT
83.0 6.20 6.40 6.60 6.80
m/z 56.10 22.70%
5000
41.0
H 129.0
\“\ ‘\““H\‘\ \H‘\‘\\\\‘\ \‘\ \‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘
mlz--> 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Oxalic acid, cyclohexyl dec... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.030 8.22 ng/ul 219727 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 58
2 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 53
3 Oxalic acid, cyclohexyl hexyl ester 256 C14H2404 1000309-30-8 50
4 Oxalic acid, cyclohexyl undecyl ... 326 C19H3404 1000309-31-3 42
5 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 40
Abundance Scan 671 (7.034 min): BM030806.D\data.ms (-666) (-) m/z 83.10 100.00%
83.1
50001 43,0 k
1291 LI L L L L B I I R

I h\ | | 171 a0 28 6.80 7.00 7.20 7.40
el b b e e e 220 281 myz 43,05 40.73%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39495: 1,1-Hexylenedioxybutane
83.0
43.0
5000

6.80 7.00 7.20 7.40

129.0 m/z 55.05 21.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #154561: Oxalic acid, cyclohexyl decyl ester
83.0
R ARRRRRARESE RS SC T
6.80 7.00 7.20 7.40
50000 550 m/z 41.65 18.42%
0| || w0 aeso
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107151: Oxalic acid, cyclohexyl hexyl ester AR RREEREE LRSS s
83.0 6.80 7.00 7.20 7.40
m/z 129.05 18.07%
5000 55.0
m/z--> 20 40 60 80 100120140160180200220240260280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown-02 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.630 13.84 ng/ul 369781 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrazoline-1-carboxamide, 3,5-... 141 C6H11N30 017014-31-2 18
2 Acetamide, N-2-thienyl- 141 C6H7NOS 013053-81-1 14
3 Succinimide 99 C4H5N02 000123-56-8 14
4 2-Methylpentyl hexanoate 200 C12H2402 1000236-38-5 14
5 4-Piperidone 99 C5H9NO 041661-47-6 14

Abundance Scan 772 (7.628 min): BM030806.D\data.ms (-766) (-) m/z 72.10 100.00%

430 721
99.0
5000
157.1
123.1 e R EREERREEE
“ ‘ ‘ ‘ 7.40 7.60 7.80 8.00
\H\‘HH“‘H‘\M‘\“\‘”‘W”U\HM\H‘\‘i‘\H"H\\“\\\\‘\\\\2‘9\8\.]\- m/Z 43.00 87.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #18870: 2-Pyrazoline-1-carboxamide, 3,5-dimethyl-
83.0
5000 LI L L L BN BN B
7.40 7.60 7.80 8.00
42.0 1410 m/z 83.65 81.40%
”
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18895: Acetamide, N-2-thienyl-
99.0
R RmaEE RS
7.40 7.60 7.80 8.00
5000 m/z 99.05 79.24%
43.0 141.0
72.0
(N [ N R NN MR
m/fz--> 20 40 60 80 100 120 140 160 180 200 L
Abundance #3445: Succinimide R R AR
28.0 99.0 7.40 7.60 7.80 8.00
m/z 75.00 60.39%
56.0
5000
b | j\ A

m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00

SFAM-EPA-BM062221.M Fri Jul 16 ©7:53:14 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.020 988.18 ng/ul 26404300 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 37
2 Tetrahydropyrrolo[2,1-c][1,4]oxa... 141 C7H11NO2 101250-37-7 28
3 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 12
4 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 9
5 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 9

Abundance Scan 839 (8.022 min): BM030806.D\data.ms (-826) (-) m/z 83.05 100.00%

83.0
43.0
5000 141.1
e
‘ H ) 7.60 7.80 8.00 8.20 8.40
ol Ml 1102210 2810 ./, 43.95 83.88%
miz-> 50 100 150 200 250
Abundance #1282: 1-Methyl-1H-1,2,4-triazole
83.0
5000 [T T T[T i rrrrprri
28.0 7.60 7.80 8.00 8.20 8.40
m/z 141.05 46.21%
T T M\ “ ‘ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance  #18944: Tetrahydropyrrolo[2,1-c][1,4]oxazin-4-one
83.0
e
7.60 7.80 8.00 8.20 8.40
5000 141.0 ITI z 56.05 40.38%
41.0
miz--> 50 100 150 200 250
Abundance #8338: 1-Pentanol, 2-ethyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 85.00 25.71%
5000
85.0
14.0) | L

m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20 8.40

SFAM-EPA-BM062221.M Fri Jul 16 ©7:53:14 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclic8.23 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.230 12.27 ng/ul 327802 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47
2 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 33
3 Nonane, 5-methylene- 140 C1eH20 006795-79-5 33

4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 28

5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 16

Abundance Scan 875 (8.234 min): BM030806.D\data.ms (-867) (-) m/z 56.05 100.00%

56.0
5000
97.0
1171 1430 8.00 8.20 8.40 8.60
7y L T AL s 57,05 45.91%

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1471 Cyclobutane, ethyl-
56.0

5000 e e A
8.00 8.20 8.40 8.60

27.0 m/z 41.05 27.03%

\\\H“\f‘\\8‘4f"'9\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #6715: 1-Hexene, 2,5-dimethyl-
56.0

8.00 8.20 8.40 8.60

5000 m/z 97.05  26.61%
29.0 112.0
\\H‘\ \‘\0\‘\\\
miz--> 0 20 40 60 80 100 120 140 160
Abundance #17974: Nonane, 5-methylene- HHWH,HHWH‘M
56.0 8.00 8.20 8.40 8.60

m/z 55.05 25.66%

5000
27.0
0 1m0 g w00

m/z--> 0 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

SFAM-EPA-BM062221.M Fri Jul 16 ©7:53:15 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown-04 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.750  11.38 ng/ul 304022 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Methyl-1,6-dihydro-4-methylami... 139 C6H9N30 1000288-89-5 47

2 .alpha.-(Aminomethylene)glutacon... 139 C6H5NO3 067598-07-6 47

3 2,5-Cyclohexadiene-1,4-dione, 5-... 367 C15H11BrCINO3 324051-17-4 43

4 N-Methyl-3,5-dihydroxyaniline 139 C7H9INO2 040248-01-9 43

5 Pentan-2-yl 3-chlorobenzoate 226 C12H15C102 097989-35-0 43

Abundance Scan 963 (8.751 min): BM030806.D\data.ms (-956) (-) m/z 139.00 100.00%

139.0
43.0
5000
T e
93.0‘ 8.40 8.60 8.80 9.00
bl 2089wz 43.00 71.37%
miz--> 50 100 150 200 250 300 350
Abundance #17741: 2-Methyl-1,6-dihydro-4-methylamino-6-pyrimidin
139.0
5000 L LA LI B B B
42.0 82.0 8.40 8.60 8.80 9.00
m/z 41.05 44.44%
\“!”““‘M“‘\h \H‘\“‘ h\‘\ ‘ L ‘ L ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #17709: .alpha.-(Aminomethylene)glutaconic anhydride
139.0
67.0
8.40 8.60 8.80 9.00
5000 m/z 59.00 38.07%
m/fz--> 50 100 150 200 250 300 350
Abundance #194578: 2,5-Cyclohexadiene-1,4-dione, 5-bromo-2,3-dir RN o A REREE RN aS
139.0 8.40 8.60 8.80 9.00
m/z 55.05 21.99%
5000
33.0 750
[T 215.0 369.
1 R A A RRanay
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.170 8.92 ng/ul 322421 Naphthalene-d8 10.551

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 27
2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 27
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 25
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 25
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 18

Abundance Scan 1035 (9.175 min): BM030806.D\data.ms (-1031) (-) m/z 83.10 100.00%
3.1

41.1
5000
M ‘ 1420 . 8.80 9.00 9.20 9.40
L — 1‘ “‘H\ “\ 1T “‘ T .‘ L B B B B B B 2\8\0\‘ m/Z 55.10 56.69%
m/z--> 50 100 150 200 250
Abundance #1479: 1-Pentene, 3-methyl-
41.0
5000 L L L NI B BN B
8.80 9.00 9.20 9.40
84.0 m/z 41.10  52.39%
T \“\ ‘M i‘h‘\ w \“\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #1486: 1-Pentene, 3-methyl-
55.0
RREREEE A s e e
8.80 9.00 9.20 9.40
5000 m/z 69.05 51.13%
0| | ko
R Ama — — —
m/z--> 50 100 150 200 250
Abundance #1514: 2-Pentene, 3-methyl-, (2)-  AARBERSS NN S
41.0 8.80 9.00 9.20 9.40
m/z 56.05 28.73%
5000
84.0
‘M““L‘H:H_ — — —
mi/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01

Operator : CG/JU

Sample : M2905-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
0.356 5.0 ng/ul 186877 Naphthalene-ds 16.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, 2,3-dimethyl- 112 came 067145-23-5 50

2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 46
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 46
4 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 45

5 6-Ethyl-2,3-dihydropyran-2,4-dione 140 C7H803 004435-30-7 38

Abundance Scan 1065 (9.351 min): BM030806.D\data.ms (-1060) (-) m/z 55.05 100.00%

55.0
83.1
5000 1110
140.1
T e e
| M ‘ 9.00 9.20 9.40 9.60
Ll 2088y 41,05 96.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6712: 3-Hexene, 2,3-dimethyl-
55.0
83.0
5000 R R R
9.00 9.20 9.40 9.60
112.0 m/z 69.10  80.58%
27.0 ‘ ‘
\\\‘\‘U\\ \\‘HM“\“‘\\\H‘w\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0
e e ey
9.00 9.20 9.40 9.60
5000 ITI/Z 43.00 80.38%
55.0
270 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl- N e  RAEENEERR
83.0 9.00 9.20 9.40 9.60
m/z 83.10 79.92%
5000
55.0
140.0
290‘
‘H‘N‘wwudwwuplHW&%%?L‘WwH‘_“W‘H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

SFAM-EPA-BM@62221.M Fri Jul 16 ©7:53:16 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.550 32.40 ng/ul 1170960 Naphthalene-d8 10.551

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 43
2 5-Methyl-5-hexen-3-0l 114 C7H140 067760-89-8 42
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 38
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 37
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 37

Abundance Scan 1099 (9.551 min): BM030806.D\data.ms (-1089) (-) m/z 57.05 100.00%
57.0

- J/\/\—A\A
= I
Il “ ‘qu.o 11\\5'1‘ 157.1  207.0 280.¢ >r99 5
e A R e e e e e e m/z 56.05 76.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7655: Pentane, 2,2,3-trimethyl-
57.0
5000 = ‘
9.50
m/z 59.05 56.12%
Zﬂow | 99.0
Wl
\H‘HH‘\H ’HH‘HH‘HH‘\H\‘HH’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7502: 5-Methyl-5-hexen-3-ol
56.0
T \
9.50
5000 m/z 41.05 50.03%
2700
‘ 85.0
‘M‘\"M‘u‘w,‘uH‘u‘ww_m_m,wHWW,W,W‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1824: Pentane, 3-methyl- T ‘
57.0 9.50
m/z 69.10 19.71%
5000
27,0
LA 880
T T T T T P T T T T T e 4

m/z--> 20 40 60 80 100120140160180200220240260280 9.50

SFAM-EPA-BM062221.M Fri Jul 16 ©7:53:17 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclic9.70 Concentration Rank 19

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

9.700 13.30 ng/ul 480556  Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethyl- 84 C6H12 004806-61-5 25
2 3,3,4,4-Tetramethyl-cyclopentanone 140 C9H160 056077-22-6 23
3 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 9
4 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 9

5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 9

Abundance Scan 1124 (9.698 min): BM030806.D\data.ms (-1119) (-) m/z 56.05 100.00%
5

6.0
5000
97.1
T .
131.0 9.50 10.00
185.1
\H“L“mm‘”‘W“H““1‘5‘7"9”‘““_”‘ m/z 55.85 33.53%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1471 Cyclobutane, ethyl-
56.0
5000 T U
9.50 10.00
27.0 m/z 97.1@  33.24%
1.0 | \‘H ul 84\'0
\‘\\\\‘\\\\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #18760: 3,3,4,4-Tetramethyl-cyclopentanone
56.0
e e
9.50 10.00
5000 m/z 57.10 32.91%
20 83‘-0 140.0
1 0,
peee e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3333: 1-Hexene, 5-methyl- = A
56.0 9.50 10.00
m/z 41.10 27.47%
5000 27.0
L [Ese
| L
R RARRAEE R Ea A o  ARARRRREEEE L —— e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00

SFAM-EPA-BM@62221.M Fri Jul 16 ©7:53:17 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 unknown-@5 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.800 24.31 ng/ul 878520 Naphthalene-d8 10.551

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,2-dimethyl-3-propyl- 114 C7H140 017612-35-0 47
2 .beta.-d-Threofuranose, 1,2-0-(1... 160 C7H1204 1000314-09-3 43
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 38
4 Butanoic acid, 3-hydroxy-3-methyl- 118 C5H1003 000625-08-1 37
5 dl1-Threonine, methyl ester 133 C5H11NO3 1000130-33-2 37

Abundance Scan 1141 (9.798 min): BM030806.D\data.ms (-1133) (-) m/z 59.05 100.00%

59.0
5000 410 85.0
m “ o1 . 9.50 10.00
\\‘\\\\“ i‘\‘iw\“\”\\1““\\“\\‘\‘\\\“.\\\\‘\\ m/Z 43.00 89.95%
miz--> 20 40 60 80 100 120 140 160
Abundance #7596: Oxirane, 2,2-dimethyl-3-propyl-
43.0 85.0
5000 < S
9.50 10.00
m/z 56.05 51.61%
0] | a0
\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #31125: .beta.-d-Threofuranose, 1,2-0-(1-methylethylider
59.0
Ty =
9.50 10.00
5000 85.0 m/z 41.85 47.03%
145.0
cop e
miz--> 20 40 60 80 100 120 140 160
Abundance #13703: 3-Heptanol, 4-methyl- —— e
59.0 9.50 10.00
m/z 85.05 42.52%
410 83.0
5000 '
101.0
18.0 ‘w Il H‘H | 129'0
e e e T e L — o
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclic9.99 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
9.990 7.99 ng/ul 288767 Naphthalene-d8 10.551

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 49
2 1-Propanone, 1-cyclohexyl- 140 CSH160 001123-86-0 46
3 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 43
4 Cyclopentane, 1l-ethyl-3-methyl-,... 112 C8H16 002613-66-3 43
5 Diethyldivinylsilane 140 C8H16Si 018270-16-1 43

Abundance Scan 1173 (9.986 min): BM030806.D\data.ms (-1165) (-) m/z 83.05 100.00%

83.0
55.1
5000
129.1 U
10.00
10ﬁ1
RS L 2070y, s5.10 70.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18027: Cyclohexane, (2-methylpropyl)-
53.0
83.0
5000 L
10.00
27.0 m/z 41.05 51.14%
I e
i \‘\
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18720: 1-Propanone, 1-cyclohexyl-
83.0
P
55.0 10.00
5000 ITI/Z 56.05 38.36%
29.0
‘ ‘ 140.0
S W S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6831: Cyclopentane, 1-ethyl-3-methyl-, trans- 4
55.0 83.0 10.00
m/z 43.05 33.68%
5000
27.0
‘ 112.0
‘_W“ ‘wh‘ﬁu‘ﬂw“W“H“H“H“_“W“H F
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 (DEL) Alkane: Cyclicle.10 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.100 58.03 ng/ul 2097290 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 46
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 43
3 2-Aminocyclohexanol 115 C6H13NO 006850-38-0 43
4 Isopropylcyclobutane 98 C7H14 000872-56-0 43
5 1-Heptanol, 2,4-dimethyl-, (R,R)... 144 C9H200 018450-73-2 42

Abundance Scan 1192 (10.098 min): BM030806.D\data.ms (-1183) (-  m/z 43.10 100.00%

43.1
5000
3.0 115.1

T —
10.00 10.50

155.
M h‘”u‘u l ‘ | 1950 2070 28LI /7 se.10  76.00%
m/z--> 0 50 100 150 200 250
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56.0
5000 P =
10.00 10.50

m/z 55.05 75.45%

’ T 2‘5“() L“ “h ‘\ H! T ‘9\8“.0\ T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #3417 Cyclopentane, 1,3-dimethyl-, trans-
56.0

T =
10.00 10.50
5000 m/z 73.10 64.48%
98.0
s )|
B I 0
m/z--> 0 50 100 150 200 250
Abundance #7801: 2-Aminocyclohexanol = =
56.0 10.00 10.50

m/z 41.05 50.93%

5000
115.0
,1‘5-‘0‘\‘! Y

m/z--> 0 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19 3-Pentanol, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.250 49.12 ng/ul 1775430 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 2-methyl- 102 CeH140 000565-67-3 53
2 Ether, hexyl t-butyl 158 C10H220 069775-79-7 50
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 47
4 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 43
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 43

Abundance Scan 1217 (10.245 min): BM030806.D\data.ms (-1211) (-  m/z 59.10 100.00%

59.1
5000
aiie 1000 1050
93 0 : -
Hw?fﬂi el Lo H kAL 1991y 57.10 61.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4460: 3-Pentanol, 2-methyl-
59.0
5000 = A=
10.00 10.50
31.0 m/z 41.10 48.99%
WMISS.O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29624: Ether, hexyl t-butyl
59.0
e e
10.00 10.50
5000 ITI/Z 43.10 28.86%
0 | mo M
R RS L e R R R A R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy- T T
59.0 10.00 10.50
31.0 m/z 73.05 19.36%
5000
I \H | 1020
-t Pt =
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 20 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.330 30.66 ng/ul 1108230 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
4 Di-sec-butyl ether 130 C8H180 006863-58-7 59
5 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53

Abundance Scan 1232 (10.333 min): BM030806.D\data.ms (-1227) (-  m/z 45.05 100.00%

45.0
5000
75.0 r LI
‘ m ‘ 1311 10.00 10.50
gl 1311 1692 2089 28LL .. 5719 92.72%
mi/z--> 50 100 150 200 250
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T T
10.00 10.50
m/z 41.10 37.10%
27,0 ‘87.0
T \‘H{“ ‘\‘H“ . \““\‘H\ ’H T :\L3\2\0‘ L s B B B B B
m/z--> 50 100 150 200 250
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45.0
= T
10.00 10.50
5000 ITI/Z 43.05 18.45%
- h‘ Lw“‘ il b 3201830
m/z--> 50 100 150 200 250
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)- — ——
45.0 10.00 10.50
m/z 75.00 16.92%
5000
15 0‘ 0
i Y T N,
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclic10.49 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
10.490 4.78 ng/ul 172760  Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 35
2 5-Methyl-2-hexanol, chlorodifluo... 228 C9H15C1F202 1000376-27-1 25
3 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 25
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 22
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 22

Abundance Scan 1258 (10.486 min): BM030806.D\data.ms (-1253) (- m/z 56.10 100.00%

56.1
5000
172.1
=
L lemorre ||
il ‘wa” Oy AR ~28LL n/z 59.00  50.49%
m/z--> 50 100 150 200 250
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56.0
5000 N
10.50
m/z 41.05 44.34%
T \4\ M‘ “\ H! \‘9\8“.0\ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> O 100 150 200 250
Abundance  #84848: 5-Methyl-2-hexanol, chlorodifluoroacetate
56.0
=
10.50
5000 ITI/Z 55.05 42.89%
85.0
50, ||| 1stowro
T e e —
m/z--> 50 100 150 200 250
Abundance #3321: 1-Hexene, 5-methyl- =
56.0 10.50
m/z 73.95 35.35%
ol | loo MLV
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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-06 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.840 79.86 ng/ul 2886400 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, neopentyl ester 116 C6H1202 1000367-90-3 38
2 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 35
3 4-Heptanol 116 C7H160 000589-55-9 25
4 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 23
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 22

Abundance Scan 1318 (10.839 min): BM030806.D\data.ms (-1307) (-  m/z 57.05 100.00%
57.0

- L«/\/LL
— —T
| 671 129.0 10.50 11.00
[ — ‘ww oS, L 2080 28L0 g7 73,18 53.65%
miz--> 50 100 150 200 250
Abundance #8158: Formic acid, neopentyl ester
57.0
5000
10.50 11.00
m/z 55.05 52.73%
270 | | 1010
T T \‘ i‘ ‘ T }‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4322: Propanoic acid, 2,2-dimethyl-
57.0
= —
10.50 11.00
5000 m/Z 41.10 39.53%
27,0 87.0
\“\‘L““““\H‘:‘\ T T T
miz--> 50 100 150 200 250
Abundance #8315: 4-Heptanol - —7—
55.0 10.50 11.00
m/z 43.10 15.69%
5000
15.0H
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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-07 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.910 89.82 ng/ul 3246370 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-tert-Butoxypropan-2-yl acetate 174 C9H1803 1000367-07-9 38
2 Acetic acid, 1-tert-butoxyprop-2... 174 C9H1803 1000368-95-7 28
3 1-Cyclopentyl-2,2-dimethyl-1-pro... 156 C10H200 337966-85-5 27
4 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 25
5 Pentanoic acid, 3-oxo-, methyl e... 130 C6H1003 030414-53-0 23

Abundance Scan 1330 (10.910 min): BM030806.D\data.ms (-1322) (-  m/z 57.10 100.00%
57.1

5000
101.0
—
11.00
132.0
ob— “L ‘:“‘ M ‘ £21632 1991 2810 n/z 41.10  47.98%
miz--> 50 100 150 200 250
Abundance #41641: 1-tert-Butoxypropan-2-yl acetate
57.0
5000 RN
101.0 11.00
m/z 56.10 37.38%
T 2\7“;0‘\““ ‘ H\‘ T T H‘\ i \‘ T T T ]-‘5\9.(\) T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #41669: Acetic acid, 1-tert-butoxyprop-2-yl ester
57.0
T
11.00
5000 m/z 101.00 33.61%
101.0
L1 S Y
m/z--> 50 100 150 200 250
Abundance #28339: 1-Cyclopentyl-2,2-dimethyl-1-propanol ==
57.0 11.00
m/z 59.10 27.07%
5000
27‘.0 ‘
B L e
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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-08 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.060 13.05 ng/ul 471536 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentylcarboxylic acid 114 C6H1002 003400-45-1 35
2 Cyclopentylcarboxylic acid 114 C6H1002 003400-45-1 27
3 4-Hexenoic acid 114 C6H1002 035194-36-6 27
4 2-Hexenoic acid, (E)- 114 C6H1002 013419-69-7 25
5 3,4-Dimethyl-3-hexanol 130 C8H180 019550-08-4 22
Abundance Scan 1355 (11.057 min): BM030806.D\data.ms (-1345) (-  m/z 73.00 100.00%
73.0
‘ 100
140.0 :
S “““m ‘whxu‘M“HMmH}HH_MHHZ‘Q?‘Q m/z 55.00 52.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7218: Cyclopentylcarboxylic acid
73.0
5000 W/h |
41.0 11.00
m/z 114.00 50.15%
‘ ‘ 114.0
\J-\G\‘O\‘\\\i‘\\\‘\‘\H\\‘\\\\“\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7220: Cyclopentylcarboxylic acid
73.0
11.00
5000 m/z 41.05 49.,00%
41.0
114.0
"‘_MH“mw‘w“”‘_H“_m_MWWWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7169: 4-Hexenoic acid T ‘
55.0 11.00
m/z 43.00 48.99%
114.0
5000
lpLo A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 25 unknown-09 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.100 12.90 ng/ul 466416 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, butyl decyl ester 314 C18H3404 1000324-86-1 37
2 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 35
3 Carbonic acid, monoamide, N-ally... 157 C8H15N0O2 1000339-97-9 25
4 Methyl(methyl 2,4-di-O-methyl-.a... 250 C10H1807 089177-24-2 23
5 Succinic acid, but-3-yn-2-yl pen... 240 C13H2004 1000330-29-3 17

Abundance Scan 1362 (11.098 min): BM030806.D\data.ms (-1358) (-  m/z 57.10 100.00%
57.1

1011

5000

N

T T
128.1 168.1 11.00 11.50
“H‘H‘a\u.\‘u\“\‘\\‘\\‘\\\\2‘0\\7\.\0‘\\H‘HH‘H m/Z 101.05 74.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #156287: Succinic acid, butyl decyl ester
101.0 JL
5000 - ~
11.00 11.50
- 57.0 157.0 m/z 41.10 44 .93%
=l H‘ I . 1300 241.0

f T L .
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4014: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-
101.0

N

— =
11.00 11.50

5000 430 m/z 56.10 42.52%

74.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #29457: Carbonic acid, monoamide, N-allyl-, butyl ester —= s
101.0 11.00 11.50

N

41.0 m/z 113.05 30.07%
5000 157.0
“ ‘h \H 7‘4\0\ L 130.0 I
SN e R R AN s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 26 Cyclohexane, 1,4-dimethoxy-... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

11.330 7.96 ng/ul 287846  Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethoxy-2-met... 158 C9H1802 029887-66-9 53
2 3-Methylbutan-2-yl propyl carbonate 174 C9H1803 1000372-83-4 43
3 Heptane, 4-methoxy-3-(methoxymet... 174 C10H2202 020637-47-2 37
4 1-Hepten-4-o0l, 4-methyl- 128 C8H160 001186-31-8 35
5 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 27

Abundance Scan 1401 (11.327 min): BM030806.D\data.ms (-1396) (-  m/z 43.00 100.00%
3.0

87.1
5000
— ——
131.0
11.00 11.50
\H‘HH‘ ‘\‘\‘“‘H\“\‘H‘H“‘M\‘Hl\??.\:\l"\\\2\9\7\.9\\\\‘\\\\‘\%%]\“\( m/Z 45.00 82.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30343: Cyclohexane, 1,4-dimethoxy-2-methyl-, stereoisc
45.0 87.0
126.0 - =
5000 11.00 11.50
m/z 87.10 61.68%
’ MH“H‘H‘\M\\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41646: 3-Methylbutan-2-yl propyl carbonate
43.0
- B
11.00 11.50
5000 ITI/Z 55.10 58.63%
73.0
\H‘HH ‘H\’\\H‘HH‘HH‘H‘\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #40925: Heptane, 4-methoxy-3-(methoxymethyl)- - e
45.0 11.00 11.50
m/z 71.05 40.02%
5000 87.0
bl ), e
il im | L
P e e e e e P P
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 27 unknown-10 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.520 157.90 ng/ul 5707130 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-propoxy-, (E)- 114 C7H140 056052-71-2 38
2 Propanamide, N-(1-oxopropyl)- 129 C6H11NO2 006050-26-6 38
3 2-Butene, 1-propoxy- 114 C7H140 018409-01-3 32
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 32
5 1-Butene, 3-butoxy- 128 C8H160 037027-60-4 25
Abundance Scan 1434 (11.522 min): BM030806.D\data.ms (-1421) -  m/z 73.10 100.00%
73.1
41.0
5000
129.0 AR ‘
M 11.50
: m““”: by 1L 1651 207.0 2808 ;55,95 78.79%
miz-> 50 100 150 200 250
Abundance #7565: 2-Butene, 1-propoxy-, (E)-
558.0
5000 — :
11.50
m/z 57.10 72.72%
“ 114.0
T T T \M ““\ \M T T “ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #12863: Propanamide, N-(1-oxopropyl)-
57.0
//\‘T I — 7
11.50
5000 m/z 41.05 51.64%
129.0
27.0
O - S —
miz--> 50 100 150 200 250
Abundance #7486: 2-Butene, 1-propoxy- T ‘
55.0 11.50
m/z 129.00 23.02%
5000
25 0‘ 114.0
1 T yat
mlz--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 28 1-Ethyl-1-hydroxy-1-silacyc... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.720 17.33 ng/ul 626211 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-1-hydroxy-1-silacyclopen... 130 C6H140Si 1000279-35-4 53
2 Succinic acid, di(4-methoxy-2-me... 318 C16H3006 1000330-24-5 38
3 Sulfurous acid, di(2-methyl-4-me... 282 C12H2605S 1000309-20-7 38
4 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 37
5 d-Threo-0-ethylthreonine 147 C6H13NO3 1000214-75-7 32

Abundance Scan 1468 (11.722 min): BM030806.D\data.ms (-1460) (-  m/z 57.05 100.00%
57.0

1011
5000

-

| | 1460 11.50 12.00
Lol el aea01d60 o h/; 1e1.e5  55.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13357: 1-Ethyl-1-hydroxy-1-silacyclopentane
45.0 101.0
5000 74.0 I

T ‘
11.50 12.00
m/z 45.00 52.14%

‘ ‘ 130.0
‘\“\‘\\‘w‘\\”\‘”H}‘1“\\H““H\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #159467: Succinic acid, di(4-methoxy-2-methylbutyl) este
101.0

N

T =
45.0 11.50 12.00

5000 69.0 m/z 41.10 47.23%

0Ll 1310 1740 2170

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #128694: Sulfurous acid, di(2-methyl-4-methoxybutyl) est L =
45.0 69.0 11.50 12.00

.

101.0 m/z 55.10 33.20%
5000
i H“ MJ Wl ‘\ . 134.0 16ﬂ0
(L L L L L B I =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 29 5,7-Dimethyl-1,3-adamantane... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.970 41.24 ng/ul 1490500 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,7-Dimethyl-1,3-adamantanediol 196 C12H2002 010347-01-0 58
2 1-Methyl-4-tert-butylaminocytosine 181 C9H15N30 136308-27-5 43
3 3-Picoline, 6-(tert-butylthio)- 181 C1OH15NS 018794-46-2 38
4 4-Picoline, 3-(tert-butylthio)- 181 C1OH15NS 018794-37-1 38
5 4-Picoline, 2-(tert-butylthio)- 181 C10H15NS 018794-36-0 38

Abundance Scan 1510 (11.969 min): BM030806 D\data.ms (-1504) (-  m/z 125.05 100.00%

125.
43.0
5000
83.1
o
b ‘ ‘1961 12.00
“‘H“““u‘HwkwmiMM‘WW‘MWJH“‘MH““W‘ m/z 43.05 61.99%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #58012. 5,7-Dimethyl-1,3-adamantanediol
125.0
5000 T
12.00
m/z 123.05 51.53%
4?\.\0 1l 67\'0\\” 9‘5‘0‘“ 163.0 196.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘ \\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46763: 1-Methyl-4-tert-butylaminocytosine
125.0
P
12.00
5000 m/Z 83.10 36.18%
83.0 181.0
57.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46373: 3-Picoline, 6-(tert-butylthio)- T
125.0 12.00
m/z 55.10 34.74%
5000
81.0
290 10 | 1610
1 1 | | |
e A o s R el
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_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 31 wunknown-11 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.100 22.24 ng/ul 803878 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, 6-e... 254 C16H3002 1000282-59-2 32
2 Cyclopentanecarboxylic acid, 3-t... 296 C19H3602 1000280-58-5 32
3 Cyclopentanecarboxylic acid, cyc... 168 C1OH1602 1000282-76-8 27
4 2-Propenamide, N,N-diethyl-2-met... 141 C8H15NO 005441-99-6 25
5 Ethanone, 1-(1,2,2,3-tetramethyl... 168 C11H200 059642-07-8 25

Abundance Scan 1532 (12.098 min): BM030806.D\data.ms (-1526) (-  m/z 43.00 100.00%

43.0
97.1
5000
141.1 \ \

‘ “ ‘ 12.00 12.50
MH “ \\m H‘M [ \‘ ‘

281.( )
el 1842 2810 n/z 9.1 76.54%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #105754: Cyclopentanecarboxylic acid, 6-ethyl-3-octyl es
97.0
69.0

5000 = =
12.00 12.50

41.0 m/z 59.05 74.62%

“ ‘ ‘ 140.0
\’\‘\‘H“‘H\H‘\H‘H‘\‘H\‘H\‘\‘HH‘HH‘\\%%%9‘\\%%%\0\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141329: Cyclopentanecarboxylic acid, 3-tridecyl ester
69.0 97.0
41.0 =

T
12.00 12.50
5000 m/z 97.10 63.95%
L
8
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36457: Cyclopentanecarboxylic acid, cyclobutyl ester = ==
69.0 12.00 12.50

97.0 m/z 41.10  41.72%

5000
41.0
\ | 127.0 168.0

m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 32 Cyclopropanecarboxylic acid... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.200 7.82 ng/ul 282609 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, sil... 192 C4H5Ag02 075112-77-5 50
2 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 47
3 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 45
4 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 45
5 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 42

Abundance Scan 1550 (12.204 min): BM030806.D\data.ms (-1545) (-  m/z 69.00 100.00%

69.0
5000
R e
H‘ ‘ ‘141 12.00 12.50
My JHEY 18512079 0 h/z 4118 36.26%
miz--> 50 100 150 200 250 300 350
Abundance  #54776: Cyclopropanecarboxylic acid, silver(1+) salt
69.0
5000 T ——
12.00 12.50
m/z 39.00 24.21%
301.0
209 |, | 1260 2160257.0™" " 345.0386.(
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #27753: Cyclopropanecarboxylic acid, 3-methylbut-2-eny
69.0
— —
12.00 12.50
5000 m/z 43.00 20.55%
27\\. I \‘ 112'0 154'0
T T T I B A e
m/z--> 50 100 150 200 250 300 350
Abundance #7242: Ethyl cyclopropanecarboxylate 1 —
69.0 12.00 12.50
m/z 103.00 15.69%
: M\J\M\/\N
27,
m/z--> 50 100 150 200 250 300 350 12.00 12.50

SFAM-EPA-BM062221.M Fri Jul 16 ©7:53:24 2021 Page: 32



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 34 unknown-12 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.390 6.96 ng/ul 251621 Naphthalene-d8 10.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-4,7-dioxo-oct-2-enal 168 C9H1203 1000185-76-3 33
2 1,3-Cyclohexanediol, 2-methyl-2-... 217 C9H15NO5 114454-84-1 25
3 2(5H)-Furanone, 3,5,5-trimethyl- 126 C7H1002 050598-50-0 25
4 1,3-Cyclohexanediol, 5-methyl-2-... 217 C9H15NO5 114454-85-2 25
5 2(5H)-Furanone, 3,5,5-trimethyl- 126 C7H1002 050598-50-0 17
Abundance Scan 1581 (12.386 min): BM030806.D\data.ms (-1576) (-  m/z 43.00 100.00%
3.0
o H J\J\J\W
o8t 140.0 12.00 12:50
T \‘i‘}‘\ M““ \‘1“‘1‘\ ““1”‘\ . \‘M‘ T ‘\‘ 1 I “\Hl‘\ T }‘ \.‘\ T ‘1\6\‘9\-}‘ T \2‘(\)\7\9\ m/Z 111.05 38.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37308: 3-Methyl-4,7-dioxo-oct-2-enal
43.0
5000 111.0 T 1
12.00 12.50
69.0 ry
168.0 m/z 55.10 36.69%
| | 420e |
}\“1‘\““\”}“\\“ \\\.\‘\ }\‘\‘\\‘\}\\‘\\‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75139: 1,3-Cyclohexanediol, 2-methyl-2-nitro-, monoace
43.0
— ——
12.00 12.50
5000 m/z 41.00 28.96%
111.0
83.0
- J“wu A‘mu“m ; J“lu boprd 434001700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11177: 2(5H)-Furanone, 3,5,5-trimethyl- — —
43.0 12.00 12.50
m/z 69.10 17.42%
5000 111.0
83.0
IS T S S Y B 0. AN, )
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

SFAM-EPA-BM062221.M Fri Jul 16 ©7:53:25 2021 Page: 33



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 43 unknown-13 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.350 11.25 ng/ul 588335  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 3,3'-oxybis- 162 C8H1803 054305-61-2 47
2 Methane, diethoxy- 104 C5H1202 000462-95-3 38
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 38
4 Ethanol, 2-ethoxy- 90 C4H1e02 000110-80-5 38
5 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 37
Abundance Scan 1744 (13.345 min): BM030806.D\data.ms (-1740) - m/z 59.05 100.00%
59.0
5000 83.1
103.1
= ==
13.00 13.50
39 ‘ 159.1
Ol i M ‘ A 2220 LT 1821y 57.10 0 56.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32646: 2-Butanol, 3,3'-oxybis-
59.0
5000 — —
310 103.0 13.00 13.50
m/z 43.00 46.64%
Wl “\‘ Ll . 1340
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4760: Methane, diethoxy-
310 59.0
— —
13.00 13.50
5000 m/z 83.10 42.41%
103.0
m“u_ HN:HH‘Hmh_m‘HHWHWHWH_H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)- — ——
59.0 13.00 13.50
m/z 45.00 42.24%
5000
31.0 103.0
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 50 3-(2-Hydroxy-2-methyl-propy... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.7106 11.54 ng/ul 603560  Acenaphthene-die 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Hydroxy-2-methyl-propyl)-5,... 196 C12H2002 077822-60-7 56
2 2-(2-Isopropenyl-5-methyl-cyclop... 181 C11H19NO 1000186-78-6 37
3 Hexanamide 115 C6H13NO 000628-02-4 35
4 1-Bromo-2-methyl-2-propanol 152 C4H9BroO 038254-49-8 32
5 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 25

Abundance Scan 1976 (14.710 min): BM030806.D\data.ms (-1972) (-  m/z 59.05 100.00%

59.0
138.0
5000
P e
95.0 ‘ 1811 14.50 15.00
(
bbb s e L ABEL 280 7 138.00  64.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58081: 3-(2-Hydroxy-2-methyl-propyl)-5,5-dimethyl-cyclc
59.0 138.0
5000 — —r—
14.50 15.00
95.0 m/z 43.00 27.83%
\H(ﬂ\ ‘HM \M\ w‘\ l il ‘ 18?"0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46418: 2-(2-Isopropenyl-5-methyl-cyclopentyl)-acetamid
138.0

%

59.0 14.50 15.00
5000 107.0 m/z 123.05  25.36%
29.‘ |
B 01 10 R0 O .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7790: Hexanamide T T
59.0 14.50 15.00
m/z 41.10 12.12%
- WN\N\/\J\/W\
o) || e
“ T T T T I T T T T —— —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 56 1-Acetamidobicyclo(3.2.0)he... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.570 10.46 ng/ul 547184  Acenaphthene-d10 14.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Acetamidobicyclo(3.2.0)heptan-... 167 C9H13NO2 1000241-64-8 53
2 Ethanone, 1,2-bis(4-chlorophenyl)- 264 C14H10C120 051490-05-2 50
3 Pyridine, 4-(ethylthio)- 139 C7HONS 013669-34-6 49
4 2-Chlorobenzoic acid, oct-3-en-2... 266 C15H19C102 1000299-30-1 47
5 2-Methyl-1,6-dihydro-4-methylami... 139 C6H9N30 1000288-89-5 43

Abundance Scan 2123 (15.574 min): BM030806.D\data.ms (-2118) (-  m/z 139.00 100.00%

139.0
5000
55.0
1071 A ‘
15.50
Nwd “\“1?3% — ‘?894 m/z 55.05 33.46%
m/z--> 50 100 150 200 250
Abundance #36255: 1-Acetamidobicyclo(3.2.0)heptan-2-one
97.0 139.0
5000 — ‘
43.0 15.50
m/z 43.05 31.12%
1\4'\0” ‘\H ““\ A 1“\“‘ \“\ 1 ‘1\6‘\.9 L B B B
m/z--> 50 100 150 200 250
Abundance #113760: Ethanone, 1,2-bis(4-chlorophenyl)-
139.0
T \
15.50
5000 ITI/Z 41.10 28.49%
75.0
40.0 | 11090, | 168.0201.0 264.0
T B e e e e e e
miz--> 50 100 150 200 250
Abundance #17819: Pyridine, 4-(ethylthio)- T
139.0 15.50
m/z 111.00 28.20%
5000
51.0
83.0
‘Lk‘wh“ﬁh ‘1“‘L = — — —
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01

Operator : CG/JU

Sample : M2905-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.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 59 unknown-14 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.220 109.13 ng/ul 5598950 Phenanthrene-dio 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-nitroso-, ethyl ... 179 COHONO3 007476-79-1 30
2 Benzothiazole-6-carboxylic acid 179 C8H5NO2S 003622-35-3 30

3 4-Dimethylamino-2-methoxybenzald... 179 C1@H13NO2
4 2',4'-Dimethoxy-3'-methylpropiop... 208 C12H1603
5 Hexanoic acid, (4-methoxyphenyl)... 236 C14H2003

084562-48-1 27
077942-13-3 27
006624-60-8 25

Abundance Scan 2232 (16.215 min): BM030806.D\data.ms (-2226) (-  m/z 179.10 100.00%

179.1
121.1
5000 43.0
b —
91.1 ‘ 236.2 16.00 16.50
A — M [T | b 28L0 7 121010 79.07%
miz--> 50 100 150 200 250
Abundance #45072: Benzoic acid, 4-nitroso-, ethyl ester
103.0 179.0
65.0
5000 149.0 — ——
29.0 1600 16.50
m/z 123.10  60.40%
T \“\““‘\“H\‘\ \ ‘\ !‘\“\ J‘ \‘\‘! L e s B e
miz--> 100 150 200 250
Abundance #44964.Benzoﬂﬂazob—&carboxyﬁcacm
179.0
— .
1600 16.50
5000 m/z 49.02%
134.0
63.0
AU FUU-X N H 0
miz--> 50 100 150 200 250
Abundance  #44698: 4-Dimethylamino-2-methoxybenzaldehyde
179.0 1600 1650
m/z 165.05 23.11%
5000
15.0
148.0
63.0 1070 H ‘ ‘
mw\mmm‘M w L SR SR — —
mlz--> 50 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 61 unknown-15 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.780 22.19 ng/ul 1138250  Phenanthrene-d10 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Sec-Butylcyclohexanone 154 C10H180 1000342-30-8 46
2 1,1'-Bicyclohexyl-1,1"'-diol 198 C12H2202 002888-11-1 43
3 1,1'-Bicyclohexyl-1,1"'-diol 198 C12H2202 002888-11-1 38
4 Cholestan-22(26)-isoepoxy-3.beta... 402 C27H4602 103099-02-1 38
5 Cyclohexene, 1-(1,1-dimethyletho... 154 C1@H180 031053-82-4 38

Abundance Scan 2328 (16.780 min): BM030806.D\data.ms (-2315) (-  m/z 99.05 100.00%

99.0
5000 411
153.0 16.50 17.00
0 Mw“‘m‘w u““”;“‘AMMWWHM,‘“‘,‘1‘9‘6_1‘”_Wu_%g,lu‘ m/z 98.05 79.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26715: 2-Sec-Butylcyclohexanone
98.0
5000 55.0
16 50 17 OO
m/z 81.05 50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59539: 1,1'-Bicyclohexyl-1,1'-diol
99.0
16 50 17 00
5000 m z 41.10 %
55.0
M ‘ 1L | 1340 1800
e e T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59537: 1,1'-Bicyclohexyl-1,1'-diol
99.0 16 50 17 OO
m/z 55.05 %
5000
41.0
u \\\79'0\\\ I 137.0 180.0
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 16 50 17 00

SFAM-EPA-BM062221.M Fri Jul 16 ©7:53:28 2021 Page: 38



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 62 Bicyclohexyl-2,3'-dione Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
16.870 4.39 ng/ul 225444  Phenanthrene-die 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclohexyl-2,3'-dione 194 C12H1802 055265-34-4 58
2 1H-Imidazole-4-methanol 98 C4H6N20 000822-55-9 46
3 1H-Imidazole-4-methanol 98 C4H6N20 000822-55-9 43
4 Methylphosphonic acid, di(1-meth... 208 C9H2103P 022668-63-9 38
5 1,2-Ethanediol, 1,2-di-2-furanyl- 194 C10H1004 004464-77-1 35

Abundance Scan 2343 (16.868 min): BM030806.D\data.ms (-2339) - m/z 97.10 100.00%
97.1

41.1
5000 1231
67.0
P T
‘151'0 194.2 1 16.50 17.00
e L L2189 s 9865 81.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56160: Bicyclohexyl-2,3'-dione
98.0
5000 = ——
41.0 123.0 194.0 16.50 17.00
67.0 m/z 41.10 52.68%
‘ : 151.0
\\\\‘\‘”\\“’h\\\h\‘\h‘l”\\“}m} \‘\h ’\H\H\\“\\\\“\‘\i\‘\H\\\‘\\\‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3038: 1H-Imidazole-4-methanol
97.0
P P
16.50 17.00
5000 m/z 55.00 52.67%
42.0 69.0
|
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3036: 1H-Imidazole-4-methanol — T
97.0 16.50 17.00
m/z 123.05 45.64%
69.0
5000 42.0
15.0
I 1 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 65 4-(Diethylamino)benzonitrile Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
17.490 12.44 ng/ul 638356  Phenanthrene-die 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(Diethylamino)benzonitrile 174 C11H14N2 002873-90-7 72
25',6',7',8"-Tetrahydro-2"'-aceton... 174 C12H140 000774-55-0 70
3 1H-Inden-1-one, 2,3-dihydro-3,3,... 174 C12H140 054484-71-8 62
4 8-Quinolinol, 2-methyl- 159 C10HI9NO 000826-81-3 60
5 N-Methyl-N-methoxy-5,6,7,8-tetra... 219 C13H17NO2 185957-97-5 60

Abundance Scan 2449 (17.492 min): BM030806.D\data.ms (-2445) (-  m/z 159.10 100.00%
1

159.
5000
115.0 A
390 77.0 ‘ ‘ 2181 17.50
el A L T 2601 130 05 44.09%
miz--> 0 50 100 150 200 250
Abundance #41036: 4-(Diethylamino)benzonitrile
159.0
5000 T
17.50
29.0 102.0 ‘ m/z 174.05 32.33%
T \M\ n i“e\\?’”.(\)m\ 't ““\‘\ ‘\‘ \“’ ! e L s
miz--> 0 50 100 150 200 250
Abundance #41108: 5',6',7',8"-Tetrahydro-2'-acetonaphthone
159.0
e
17.50
5000 ITI/Z 115.00 22.23%
91.0
43.0 ‘ ﬂzﬁo
S R0 1 T O N
miz--> 0 50 100 150 200 250
Abundance #41113: 1H-Inden-1-one, 2,3-dihydro-3,3,6-trimethyl- —
159.0 17.50
m/z 173.05 21.08%
5000
115.0
39.0 77.0 ‘
VI 0 P O O SAS
m/z--> 0 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acq On : 03 Jul 2021 11:01

Operator : CG/JU

Sample : M2905-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 67 n-Hexadecanoic acid Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
18.030 6.22 ng/ul 318985  Phenanthrene-d10 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80

Abundance Scan 2540 (18.027 min): BM030806.D\data.ms (-2535) (-

m/z 73.00 100.00%

43.1 73.0
5000 129.0
213.2 e ‘
‘ ‘ M ‘ 171.1 ‘ 256.1 18.00
‘h‘M\WM HWWM‘N‘kaJi”L‘H‘\‘M “M m/z 43.10 98.09%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 IR I
18.00
M97.0 1o 2130 2560 m/z 59.95 93.56%
N ‘M‘H‘H W . Mhu\ ;‘H‘\‘ al ‘\ | “ “ “‘ \‘ “‘ T “\‘ N
m/z--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
=T T
18.00
5000 256.0 ITI/Z 41.10 76.36%
129.0
213.0
‘ ) M ‘ 171.0
: “‘ H‘M H“‘ N uh‘L 1‘”“\”1 ey “ “ “‘M‘ RN \‘
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid ——
43.0 73.0 18.00
m/z 57.10 70.93%
5000 129.0
‘ 199.0 2420
. ‘\‘ m ‘H‘H h“ \‘lm‘ \\h“‘\ M‘ H} “‘1‘5?9 {“ ‘i - “\ = ——
m/z--> 50 100 150 200 250 18.00
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Data Path : Z:\
Data File : BM@

Acqg On : 03
Operator : CG/

Sample : M29
Misc :
ALS vial : 29

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM063021\
30806.D

Jul 2021 11:01

Ju

05-12

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.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 69 trans-13-Octadecenoic acid,... Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
18.970 4.90 ng/ul 251629  Phenanthrene-die 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 95
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 94
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91

Abundance Scan 2701 (18.974 min): BM030806.D\data.ms (-2698) (-  m/z 55.05 100.00%

55.0
5000 7.0
—
37.0 180.1 2222 2641 19.00
M‘H‘ \““\Hl o I byl “ \H‘\ L \35‘)5\' m/Z 41.05 75.86%
miz--> 50 100 150 200 250 300 350
Abundance  #141314: trans-13-Octadecenoic acid, methyl ester
55.0
5000 T
97.0 19.00
m/z 69.10 61.73%
‘H | 138.0 180.0 222.0 264.0
LS. L \‘\ “\‘\M all “\h - = i“ e “‘ S aaE
m/z--> 50 100 150 200 250 300 350
Abundance #141285: 10-Octadecenoic acid, methyl ester
55.0
—
19.00

miz--> 50 100 150 200 250 300 350
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)- ——
55.0 19.00
m/z 73.95 51.98%
5000
7.0
264.0
Lo
L \‘\ “‘ W ;‘L ‘ L

m/z--> 50 100 150 200 250 300 350 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30806.D

Acqg On : 03 Jul 2021 11:01
Operator : CG/JU

Sample : M2905-12

Misc :

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 5.360 52.2 ng/ul 1393660 1 7.769 534401 20.0
1,3-Dioxane, 4,... 5.560 20.1 ng/ul 536527 1 7.769 534401 20.0
1,1-Hexylenedio... 6.520 40.0 ng/ul 1068200 1 7.769 534401 20.0
Oxalic acid, cy... 7.030 8.2 ng/ul 219727 1 7.769 534401 20.0
unknown-02 7.630 13.8 ng/ul 369781 1 7.769 534401 20.0
unknown-03 8.020 988.2 ng/ul 26404300 1 7.769 534401 20.0
(DEL) Alkane: C... 8.230 12.3 ng/ul 327802 1 7.769 534401 20.0
unknown-04 8.750 11.4 ng/ul 304022 1 7.769 534401 20.90
(DEL) Alkane: S.. 9.170 8.9 ng/ul 322421 2 10.551 722867 20.0
(DEL) Alkane: S.. 9.350 5.0 ng/ul 180877 2 10.551 722867 20.90
(DEL) Alkane: S.. 9.550 32.4 ng/ul 1170960 2 10.551 722867 20.0
(DEL) Alkane: C.. 9.700 13.3 ng/ul 480556 2 10.551 722867 20.0
unknown-05 9.800 24.3 ng/ul 878520 2 10.551 722867 20.0
(DEL) Alkane: C... 9.990 8.0 ng/ul 288767 2 10.551 722867 20.0
(DEL) Alkane: C... 10.100 58.0 ng/ul 2097290 2 10.551 722867 20.0
3-Pentanol, 2-m... 10.250 49.1 ng/ul 1775430 2 10.551 722867 20.0
Ethanol, 2-(2-b... 10.330 30.7 ng/ul 1108230 2 10.551 722867 20.0
(DEL) Alkane: C... 10.490 4.8 ng/ul 172760 2 10.551 722867 20.0
unknown-06 10.840 79.9 ng/ul 2886400 2 10.551 722867 20.0
unknown-07 10.910 89.8 ng/ul 3246370 2 10.551 722867 20.90
unknown-08 11.060 13.1 ng/ul 471536 2 10.551 722867 20.0
unknown-09 11.100 12.9 ng/ul 466416 2 10.551 722867 20.0
Cyclohexane, 1,... 11.330 8.0 ng/ul 287846 2 10.551 722867 20.0
unknown-10 11.520 157.9 ng/ul 5707130 2 10.551 722867 20.0
1-Ethyl-1-hydro... 11.720 17.3 ng/ul 626211 2 10.551 722867 20.0
5,7-Dimethyl-1,... 11.970 41.2 ng/ul 1490500 2 10.551 722867 20.0
unknown-11 12.100 22.2 ng/ul 803878 2 10.551 722867 20.0
Cyclopropanecar... 12.200 7.8 ng/ul 282609 2 10.551 722867 20.0
unknown-12 12.390 7.0 ng/ul 251621 2 1@.551 722867 20.0
unknown-13 13.350 11.3 ng/ul 588335 3 14.398 1045840 20.0
3-(2-Hydroxy-2-... 14.710 11.5 ng/ul 603560 3 14.398 1045840 20.0
1-Acetamidobicy... 15.570 10.5 ng/ul 547184 3 14.398 1045840 20.90
unknown-14 16.220 109.1 ng/ul 5598950 4 17.133 1026140 20.0
unknown-15 16.780 22.2 ng/ul 1138250 4 17.133 1026140 20.0
Bicyclohexyl-2,... 16.870 4.4 ng/ul 225444 4 17.133 1026140 20.0
4-(Diethylamino... 17.490 12.4 ng/ul 638356 4 17.133 1026140 20.0
n-Hexadecanoic ... 18.030 6.2 ng/ul 318985 4 17.133 1026140 20.0
trans-13-Octade... 18.970 4.9 ng/ul 251629 4 17.133 1026140 20.0
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