LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc :

ALS Vvial : 36 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-BGO71723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58363.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.129 3 7 8 rBV 2526109 2944600 44.24% 10.524%
2 3.152 8 11 42 rVB 3136550 6656094 100.00% 23.789%
3 3.746 108 112 122 rBv4 65138 151684 2.28% 0.542%
4 3.863 128 132 137 rVB 47794 58918 ©0.89% 0.211%
5 3.910 137 140 147 rVvV2  31le011 52781 ©.79% 0.189%
6 3.992 150 154 161 rVB2 25327 43298 0.65% ©0.155%
7 4.069 161 167 177 rBV2 216209 400144 6.01% 1.430%
8 4.151 177 181 190 rVV2 88594 152505 2.29% 0.545%
9 4.233 190 195 203 rVvV 131858 205956 3.09% 0.736%
10 4.304 203 207 220 rVB2 64165 124810 1.88%  0.446%
11  4.457 227 233 241 rBV2 65894 122140 1.84% 0.437%
12 4.586 248 255 257 rBV 24450 39844 0.60% 0.142%
13  4.639 258 264 268 rVW 404959 655354  9.85%  2.342%
14 4.674 268 270 275 rVV 158048 250447 3.76%  ©0.895%
15 4.715 275 277 284 rW 59141 74137 1.11% 0.265%
16 5.085 333 340 346 rVB2 36485 67191 1.01% 0.240%
17 5.356 381 386 399 rBV2 54502 110547 1.66% ©.395%
18 5.796 451 461 465 rBv2 232488 481180 7.23% 1.720%
19 5.831 465 467 473 rVW 82651 125578 1.89% 0.449%
20 5.890 473 477 506 rVB2 104098 363967 5.47% 1.301%
21 6.178 521 526 533 rBV3 47254 103833 1.56% 0.371%
22 6.301 542 547 553 rVB5 14954 27020 0.41% 0.097%
23 6.407 555 565 577 rBV3 81909 266258 4.00%  0.952%
24 6.519 578 584 594 rVV 318345 565575 8.50% 2.021%
25 6.725 611 619 624 rBV2 44900 91685 1.38% 0.328%
26 7.059 670 676 683 rVW2 80466 146345 2.20% ©0.523%
27 7.130 683 688 695 rVB2 33216 59318 ©0.89% 0.212%
28 7.224 698 704 712 rVB 102221 164217 2.47% ©.587%
29 7.430 730 739 748 rBV 91073 176966 2.66% 0.632%
36 7.576 757 764 773 rBV2 68898 157158 2.36% 0.562%
31 7.894 812 818 825 rVW 164084 284433  4.27% 1.017%
32 7.970 825 831 836 rvVv 24795 42037 0.63% 0.150%
33 8.064 842 847 852 rWw2 53592 95179 1.43%  0.340%
34 8.141 854 860 866 rvv2 72255 149884  2.25% 0.536%
35 8.211 866 872 885 rVB 476095 887092 13.33% 3.170%
36 8.605 933 939 944 rVB3 58240 105609 1.59% 0.377%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc :

ALS Vvial : 36 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-BGO71723.MA.M
Title : SVOA CALIBRATION
37 8.716 955 958 969 rvB3 30723 63303 0.95% 0.226%
38 8.857 972 982 984 rBV6 53210 102571 1.54% 0.367%
39 8.916 989 992 997 rVB6 33104 59717 0.90% 0.213%
40 9.057 1010 1016 1029 rVB 128420 246859 3.71% 0.882%
41  9.345 1060 1065 1070 rVV6 30041 70008 1.05% 0.250%
42 9.445 1078 1082 1087 rVV6 17794 45413 0.68% 0.162%
43 9.498 1087 1091 1103 rVB7 23144 64461 0.97% 0.230%
44  9.780 1133 1139 1146 rVB2 107225 190442 2.86% 0.681%
45 10.044 1178 1184 1191 rBv4 55521 154785 2.33% ©.553%
46 10.320 1221 1231 1238 rBV 90965 200427 3.01% 0.716%
47 10.549 1262 1270 1276 rBV2 37803 73718 1.11% 0.263%
48 10.696 1284 1295 1310 rVB 265817 503513 7.56% 1.800%
49 10.867 1313 1324 1330 rBvV3 33678 93786 1.41% 0.335%
50 11.084 1350 1361 1364 rBV4 36436 88269 1.33% 0.315%
51 11.331 1398 1403 1405 rVvVv2 38134 62585 0.94% 0.224%
52 11.360 1406 1408 1414 rVV 39018 62220 0.93% 0.222%
53 11.425 1414 1419 1428 rVWV3 45898 114905 1.73% 0.411%
54 11.507 1428 1433 1439 rVB3 38967 68108 1.02% 0.243%
55 11.613 1445 1451 1463 rBV4 15889 41233 0.62% 0.147%
56 12.136 1535 1540 1552 rBV7 11515 33773 0.51% 0.121%
57 12.424 1583 1589 1595 rVB 35447 54029 0.81% 0.193%
58 12.577 1609 1615 1622 rVB5 23441 42004 0.63% 0.150%
59 12.747 1639 1644 1648 rBv2 28344 47882 0.72% 0.171%
60 12.900 1665 1670 1673 rBV2 21814 37573 0.56% 0.134%
61 12.935 1673 1676 1681 rVB2 25742 37132 0.56% 0.133%
62 13.934 1840 1846 1855 rBV 316240 456977 6.87% 1.633%
63 14.228 1885 1896 1903 rBV 325942 554982  8.34%  1.983%
64 14.533 1941 1948 1959 rBV 447246 697802 10.48%  2.494%
65 14.651 1963 1968 1977 rVB 45006 72225 1.09% 0.258%
66 14.739 1977 1983 1988 rBV 77375 156822 2.36% 0.560%
67 14.886 2003 2008 2014 rBv4 18473 33959 0.51% 0.121%
68 14.950 2014 2019 2025 rVV8 13415 26997 0.41% 0.096%
69 15.526 2110 2117 2123 rBV 497134 735898 11.06% 2.630%
70 15.643 2131 2137 2146 rVB 113856 175767 2.64% 0.628%
71 15.785 2152 2161 2166 rBvV2 96893 150897 2.27% 0.539%
72 15.884 2171 2178 2184 rBV 24546 40003 0.60% 0.143%
73 16.507 2278 2284 2292 rVB 72964 105354 1.58% 0.377%
74 16.965 2357 2362 2368 rVV5 24305 37353 0.56% 0.133%
75 17.148 2388 2393 2397 rBV3 26169 40839 0.61% 0.146%
76 17.183 2397 2399 2406 rVB2 21173 28267 0.42% 0.101%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc :

ALS Vvial : 36 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-BGO71723.MA.M
Title : SVOA CALIBRATION
77 17.277 2406 2415 2426 rBV 567570 909442 13.66%  3.250%
78 17.377 2426 2432 2440 rVV2 265119 413423  6.21% 1.478%
79 17.453 2440 2445 2450 rVB 28814 43857 0.66% 0.157%
80 17.864 2508 2515 2521 rBV 23000 38888 ©.58% 0.139%
81 17.935 2523 2527 2532 rBV4 21259 29730 0.45% 0.106%
82 18.158 2561 2565 2575 rBV 76139 127654 1.92% 0.456%
83 18.658 2642 2650 2656 rBvV2 47631 81197 1.22% 0.290%
84 19.433 2778 2782 2793 rBV2 31889 61375 0.92% 0.219%
85 19.668 2816 2822 2835 rBV 548848 821560 12.34%  2.936%
86 20.579 2974 2977 2982 rVB2 18731 27000 0.41% 0.096%
87 20.902 3028 3032 3038 rVB 103679 117500 1.77% 0.420%
88 21.407 3114 3118 3123 rBV 69712 94483  1.42% ©.338%
89 21.531 3132 3139 3155 rVB 515919 889215 13.36% 3.178%
90 21.666 3158 3162 3165 rVV3 26227 43435 0.65% 0.155%
91 21.707 3166 3169 3173 rVB2 21271 28543 0.43% 0.102%
92 22.289 3265 3268 3276 rVB3 29620 57577 0.87% 0.206%
93 22.953 3374 3381 3390 rBV5 67053 163182 2.45% 0.583%
94 23.740 3510 3515 3522 rVB3 37544 76179 1.14% 0.272%
95 24.010 3557 3561 3569 rVB4 11801 28315 0.43% 0.101%
96 24.445 3626 3635 3646 rVB 147797 410369 6.17% 1.467%
97 24.656 3660 3671 3687 rBV 314538 899476 13.51%  3.215%
98 25.738 3848 3855 3873 rVB3 39098 121462 1.82% 0.434%
99 27.048 4070 4078 4091 rVB2 38493 121642 1.83% 0.435%
100 28.622 4337 4346 4358 rVB5 24257 97841 1.47% 0.350%
Sum of corrected areas: 27979987
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG058363.D\data.ms
3000000 52

129
2500000
2000000

1500000

1000000

8.211
500000 6.519

oL\ Y %50‘8‘5‘3‘56‘ %W%%@éz@g&i@@ ‘390110«%%054\@ asWﬁs 12138142803

Time--> 3.50 4.00 4,50 500 550 600 6.50 700 7.50 800 8.50 900 9.50 10.00 10.50 11. 00 11.50 12.00 12.50
Abundance TIC: BG058363.D\data.ms

3000000

2500000
2000000
1500000

1000000

500000 14.533 15.526 17.217 19.668 21.531
13934228A Ao

‘550 %%4 16. 50716% 453773@&15818 658  19.43 20579902 21 45 emry 22,289

e L. L e e L R E e e e S e e

Time--> 13.00 13.50 14.00 14.50 15.00 1550 1600 1650 17.00 1750 18.00 1850 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058363.D\data.ms

3000000

2500000
2000000
1500000
1000000
500000 24.656

2953 2370 25.738 27.048 28.622

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 3-Penten-2-o0l Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.129 207.05 ng/ul 2944600 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 64
2 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 64
3 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
4 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 53
5 3-Penten-2-o0l 86 C5H100 001569-50-2 53
Abundance Scan 7 (3.129 min): BG058363.D\data.ms (-3) (-) m/z 71.00 100.00%
43.0 71.0
5000
 RARERaEEEE L
‘580 86.0 3.203.303.403.50
H‘H‘w‘Hw‘uwL‘HpmwwH‘W\H‘Hnm‘uu‘u‘w‘u‘_“ m/z 43.00 87.36%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1933: 3-Penten-2-ol
43.0 71.0
5000 L L L L B B R
270 3.203.303.403.50
' m/z 41.00  48.55%
58.0 ‘ 86.0
\\"]\4\"\(\)‘\\11“‘\\\‘\“\\\\“\‘\\‘H\!“}\H’\\l\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0
N RRRRRER R L
43.0 3.203.303.403.50
5000 m/z 45.00  35.37%
29.0
15.0 580 | 84.0 97.0 116.0
T e A e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2007: 3-Buten-2-ol, 2-methyl- R ARRa e RBAR
43.0 71.0 3.203.303.403.50
' m/z 39.00 33.04%
5000
27.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown-01 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
3.863 4.14 ng/ul 58918 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 38
2 Thiazole 85 C3H3NS 000288-47-1 9
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
4 Thiazole 85 C3H3NS 000288-47-1 9
5 Butanoic acid, 3-methyl-, propyl... 144 C8H1602 000557-00-6 9

Abundance Scan 132 (3.863 min): BG058363.D\data.ms (-128) (-) m/z 85.00 100.00%

85.0
41.0
5000
\H‘HH‘HH,H\T\‘M\
207.0 3.60 3.80 4.00 4.20
H‘w“uﬂ‘H¢‘wu‘whH“H“H“_“W‘H“H“_‘1‘ m/z 41.00 79.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl-
83.0
41.0
5000 AEABARREEEREE REREE e
3.60 3.80 4.00 4.20
m/z 43.00 45.87%
\71\5‘\.‘0\“”‘\\ \\“\?\.\d}\‘\‘\\\‘1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1727: Thiazole
85.0
58.0
 EREmmanas e
3.60 3.80 4.00 4.20
5000 m/z 39.00 34.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1736: 2-Pyrrolidinone R A ERR R R
30.0 85.0 3.60 3.80 4.00 4.20
m/z 60.00 32.06%
5000
56.0
S H”me‘H“mhH“H“H“_“W‘H“H“_“‘ L RV S .
miz--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown-02 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
3.910 3.71 ng/ul 52781 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 38
2 Guanidine 59 CH5N3 000113-00-8 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 Pentanamide 101 C5H11NO 000626-97-1 9
5 dl-Erythro-0-methylthreonine 133 C5H11NO3 1000214-70-7 9

Abundance Scan 140 (3.910 min): BG058363.D\data.ms (-137) (-) m/z 59.00 100.00%

59.0
43.0
5000
R R BAREREEST TRl
50.9 68.977.0 870 3.60 3.80 4.00 4.20
H\‘\H\‘HH‘H\}“‘H‘\‘\W\‘\‘H‘\H\“\”\\‘\“\‘\‘\‘\‘H\ m/Z 43.00 81.0100
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4874: (3,3-Dimethyloxiranyl)methanol
43.0 59.0
31.0
5000 T T T T T T T
3.60 3.80 4.00 4.20
m/z 57.00 17.39%
\\\‘\\\\‘\\\\il\\}l\!‘\\5‘1\.0\“‘1}‘!\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #296: Guanidine
43.0 59.0
AR RAmEaEEE e AR
3.60 3.80 4.00 4.20
5000 18.0 m/z 39.00 9.25%
28.0
T 1 N —
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #298: Guanidine AR SRR SR
59.0 3.60 3.80 4.00 4.20
43.0
m/z 87.00 8.61%
5000
28.0
\\\‘\\\\‘\\JLH\\\\Hmw\‘\\\\i\\\\‘\\\\‘\\\\‘\\\ ﬁﬂﬂM
miz--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Prenol Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
3.992 3.04 ng/ul 43298 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 50
2 Prenol 86 C5H100 000556-82-1 45
3 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 35
4 2-Buten-1-o0l, 2-methyl- 86 C5H100 004675-87-0 27
5 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 22
Abundance Scan 154 (3.992 min): BG058363.D\data.ms (-150) (-) m/z 71.00 100.00%
71.0
41.0
5000

REEaEEEEEL S RS

| 2068  3.603.804.00 4.20 4.40
ey e m/z 41.00  56.27%

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

Abundance #1913: Prenol

71.0
41.0
5000 AR e
3.60 3.80 4.00 4.20 4.40
m/z 53.00 47.12%
15-0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1910: Prenol
71.0
R e
410 3.60 3.80 4.00 4.20 4.40
5000 ’ m/z 85.95 45.11%
15.0]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2001: 2-Buten-1-ol, 2-methyl- R A REARE aERT
71.0 3.60 3.80 4.00 4.20 4.40
m/z 39.00 36.67%
N | JU\M\MM
ped A W VA
miz--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown-03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.069 28.14 ng/ul 400144  1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 72
2 Prenol 86 C5H100 000556-82-1 38
3 Prenol 86 C5H100 000556-82-1 38
4 2-Buten-1-o0l, 2-methyl- 86 C5H100 004675-87-0 27
5 1-Propene, 1-methoxy-2-methyl- 86 C5H100 017574-84-4 25
Abundance Scan 167 (4.069 min): BG058363.D\data.ms (-161) (-) m/z 71.00 100.00%
41.0 71.0
5000 53.0
86.0 R ERAREENEE L e
H 104.0 3.80 4.00 4.20 4.40
‘W‘H‘,H‘w‘Hw‘huﬂhWM‘HMW:H“HuWuH“J;W“‘ m/z 41.00  90.40%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1911: Preno
71.0
41.0
5000 LA L B I L L I L
53.0 3.80 4.00 4.20 4.40
27.0 86.0
: m/z 43.00 50.27%
15-9’[!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1913: Preno
71.0
R ARARMERE e
3.80 4.00 4.20 4.40
5000 41.0 m/z 52.95 46.94%
53.0
270 86.0
150
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1910: Prenol A RREERRE RS NERE S
71.0 3.80 4.00 4.20 4.40
m/z 39.00 42.63%
41.0
5000
53.0
86.0
27.0 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Formamide, N,N-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.151 10.72 ng/ul 152505 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 52
2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 50
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 50
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 50
5 1,3-Dioxolane 74 C3H602 000646-06-0 37
Abundance Scan 181 (4.151 min): BG058363.D\data.ms (-177) (-) m/z 72.95 100.00%
440 73.0
5000
3.804.00 420440
114.9 : : . :
\\\\‘\\\\‘ \\‘m\“\\M\’\“\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘()\?.\9\ m/Z 44.00 92.0800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #849: Formamide, N,N-dimethyl-
440 73.0
5000 T T T T T T
15.0 3.80 4.00 4.20 4.40
m/z 43.00 83.91%
’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #850: Formamide, N,N-dimethyl-
420 730
T RARRRSEEESSy RE
3.80 4.00 4.20 4.40
5000 m/z 42.00 46.28%
15.0
‘“H_hk‘Mu‘“Hlh,u““H“‘H“‘H““H“‘H““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #847: Formamide, N,N-dimethyl- A T R
440 73.0 3.80 4.00 4.20 4.40
m/z 56.95 45.07%
5000
18.0“
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 2-Butenal, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.233  14.48 ng/ul 205956 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 91
2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 87
3 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 52
4 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 42
5 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 42
Abundance Scan 195 (4.233 min): BG058363.D\data.ms (-190) (-) m/z 83.95 100.00%
55.0 84.0
5000 39.0
R RS
‘ 68.9 4.00 4.20 4.40 4.60
e A8 PR m/z s5.e0  83.05%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
41.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
29.0 4.00 4.20 4.40 4.60
m/z 39.00 49.67%
‘ ‘ 69.0
\\‘\\\\‘\\}\’\\\“\}\u\\’”\\\\‘\\\\"\\\\‘\‘\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
55.0 84.0
e AR RERENE ST
4.00 4.20 4.40 4.60
5000 41.0 m/z 41.00 47.45%
29.0
‘ 69.0
H_ﬁ'?”:!,uH‘N:H,‘M‘!‘WH,HH_ I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1602: 2-Butenal, 2-methyl- R AR
55.0 84.0 4.00 4.20 4.40 4.60
m/z 83.00 46.70%
5000 29.0
41.0
,,69;0 e N
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 2-Butene, 1-bromo-3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

4.34 .78 ng/ul 124816 1,4-Dichlorobenzene-dd  7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 59
-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 50
6-Octadiene, 2,6-dimethyl- 138 C1@H18 002792-39-4 50
Butyn-2-o0l, 2-methyl- 84 C5H80 000115-19-5 45
-Pentyn-3-o0l, 3,4-dimethyl- 112 C7H120 001482-15-1 39

uih wNnPE
P WNEN
[

Abundance Scan 207 (4.304 min): BG058363.D\data.ms (-203) (-) m/z 69.00 100.00%
69.0
4.00 4.20 4.40 4.60
193.0 ! - : : :
A ol 1468 1930 3400 4100  88.72%
miz--> 50 100 150 200 250 300
Abundance #26547: 2-Butene, 1-bromo-3-methyl-
41.0
5000 TT [T T T[T Trrrprrrr]
4.00 4.20 4.40 4.60
m/z 43.00 45.20%
T “\ ‘h “L\ . T ‘ T \1\5‘?.\0\ T ‘ L ‘ T T T T ‘ L
miz—-> 50 100 150 200 250 300
Abundance #3771: 1-Pentene, 3,3-dimethyl-
69.0
GO e
4.00 4.20 4.40 4.60
5000 m/z 55.08  31.61%
27.0
,
m/z--> 50 100 150 200 250 300
Abundance #19447: 2,6-Octadiene, 2,6-dimethyl- o RREREES s e D
69.0 4.00 4.20 4.40 4.60
m/z 39.00 16.22%
5000
217 123.0
“vawh A e B e
m/z--> 50 100 150 200 250 300 4.00 4.20 4.40 4.60

SFAM-EPA-BGO71723.MA.M Thu Jul 20 20:00:54 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknown-04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.457 8.59 ng/ul 122140 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 43
2 3-Penten-1-0l, 3-methyl- 100 C6H120 001708-99-2 37
3 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 37
4 3-Penten-1-o0l, 2-methyl- 100 C6H120 062238-37-3 37
5 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 37
Abundance Scan 233 (4.457 min): BG058363.D\data.ms (-227) (-) m/z 41.00 100.00%
41.0
T e
2.0 4.20 4.40 4.60 4.80
T ‘“‘ “M\M\‘ \“‘\ i L B ??6\\9\ L I e \35‘)5\' m/Z 55.00 48.8600
m/z--> 50 100 150 200 250 300 350
Abundance #4290: 3-Hexen-1-ol, (E)-
41.0
5000 L B L A I LA B
82.0 4.20 4.40 4.60 4.80
m/z 70.00 40.09%
\\H\‘“‘M\‘J“IH\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #4365: 3-Penten-1-ol, 3-methyl-
41.0
4.20 4.40 4.60 4.80
5000 m/z 69.00 37.82%
2.0
m/z--> 50 100 150 200 250 300 350
Abundance #4300: 3-Hexen-1-ol, (2)- T
41.0 4.20 4.40 4.60 4.80
m/z 67.00 36.29%
5000
2.0
1V
m/z--> 50 100 150 200 250 300 350 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Butanamide Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
4.586 2.80 ng/ul 39844 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanamide 87 C4H9NO 000541-35-5 64
2 1-(1-Methoxypropan-2-yloxy)propa... 260 C14H2804 1000367-13-1 53
3 Enanthamide 129 C7H15NO 000628-62-6 53
4 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 45
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 45

Abundance Scan 255 (4.586 min): BG058363.D\data.ms (-248) (-) m/z 59.00 100.00%

59.0
5000 /b]\\M
R e R R
‘ 107.0 1460 1930 | 4204.404604.805.00
Ay 205 D 2808 sz 42,95 46.82%
m/z--> 50 100 150 200 250
Abundance #2093: Butanamide
59.0
5000 RN N R e
270 4.20 4.40 4.60 4.80 5.00
: m/z 41.00 18.63%
\N\ “M‘“} ‘\“‘\‘\ LB L B B B B B
m/z--> 50 100 150 200 250
Abundance #148072: 1-(1-Methoxypropan-2-yloxy)propan-2-yl hepta
59.0
T TR
4.20 4.40 4.60 4.80 5.00
5000 m/z 107.00 13.89%
‘ 113.0
L S AL T N
m/z-—-> 50 100 150 200 250
Abundance #14831: Enanthamide P e
59.0 4.20 4.40 4.60 4.80 5.00
m/z 39.00 8.20%
27.0
70l lesor20
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 2-Pentanol, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.639 46.08 ng/ul 655354  1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 50
2 1-Butene, 4-methoxy 86 C5H100 004696-30-4 40
3 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 40
4 4-Penten-2-o0l 86 C5H100 000625-31-0 39
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 39
Abundance Scan 264 (4.639 min): BG058363.D\data.ms (-258) (-) m/z 45.00 100.00%
45.0
5000 J{
R B
H 69.0 -4 4.40 4.60 4.80 5.00
Obrr el iy SHED 1470 2071 /7 43.00  20.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5013: 2-Pentanol, 3-methyl-
45.0
5000 R e e e e
4.40 4.60 4.80 5.00
m/z 41.00 19.88%
69.0
\1\5\-‘0\‘1“\\““H‘\\“\“\\‘\\‘\‘H\‘\H\’\H\’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1967: 1-Butene, 4-methoxy
45.0
R RRENAR R s
4.40 4.60 4.80 5.00
5000 ITI/Z 38.95 8.13%
S| O .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5002: 2-Pentanol, 3-methyl- R RRRNARS R e
45.0 4.40 4.60 4.80 5.00
m/z 68.95 8.02%
5000
180 W LSS0 000 e ST
miz--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 unknown-05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.674 17.61 ng/ul 250447 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine 59 CH5N3 000113-00-8 7
2 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7
3 Acetamide 59 C2H5NO 000060-35-5 5
4 Guanidine 59 CH5N3 000113-00-8 5
5 Acetamide 59 C2H5NO 000060-35-5 5
Abundance Scan 270 (4.674 min): BG058363.D\data.ms (-268) (-) m/z 59.00 100.00%
59.0
5000 jbj\\M
R ABERAEEE N
89.0 . 4.40 4.60 4.80 5.00
bl 1638 2070 281 n; 43,00 25.53%
m/z--> 50 100 150 200 250
Abundance #298: Guanidine
59.0
5000 T T[T rrrrprrat
4.40 4.60 4.80 5.00
m/z 71.00 8.17%
2%0
I
T T T T ‘ 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 #281: Formamide, N-methyl-
59.0
280 4.40 4.60 4.80 5.00
5000 m/z 41.00 6.00%
\L S B L L B e e e
m/z--> 50 100 150 200 250
Abundance #275: Acetamide R RN
59.0 4.40 4.60 4.80 5.00
m/z 89.00 5.23%
5000
18.0
miz--> 50 100 150 200 250 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 unknown-06 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
4.715 5.21 ng/ul 74137  1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 64
2 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 45
3 2-Butenoic acid, 4-nitrophenyl e... 207 C1OHONO4 014617-88-0 42
4 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO2 034075-28-0 40
5 1,5-Heptadiene, 2,3,6-trimethyl- 138 C10H18 033501-88-1 40
Abundance Scan 277 (4.715 min): BG058363.D\data.ms (-275) (-) m/z 41.00 100.00%
41.0
440460 4.80 5.00
147.0 ‘ 40 4.60 4.80 0.
_hllese TS0 2810 354 e 00 86.63%
m/z--> 50 100 150 200 250 300 350
Abundance #26547: 2-Butene, 1-bromo-3-methyl-
41.0
5000 L L B I L A I LR |
4.40 4.60 4.80 5.00
m/z 39.00 30.71%
\\“\h““‘\“\\‘\\\1?$.\0\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #3772: 1-Pentene, 2,3-dimethyl-
41.0
A RaRasaaEEES
4.40 4.60 4.80 5.00
5000 m/z 69.95 11.95%
83.0
“““ H‘Hm‘ “““H‘,HH‘HH‘HH,HH_
m/z--> 50 100 150 200 250 300 350
Abundance  #83484: 2-Butenoic acid, 4-nitrophenyl ester, (E)-
69.0 4.40 4.60 4.80 5.00
m/z 53.00 10.75%
5000
28.
Ll woe0 wsop2or0
miz--> 50 100 150 200 250 300 350 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Guanidine, monothiocyanate Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
5.085 4.72 ng/ul 67191 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine, monothiocyanate 116 C2H4N4S 056960-89-5 64
2 Oxirane, tetramethyl- 100 C6H120 005076-20-0 56
3 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 56
4 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 47
5 Guanidine 59 CH5N3 000113-00-8 45

Abundance Scan 340 (5.085 min): BG058363.D\data.ms (-333) (-) m/z 59.00 100.00%

59.0
5000 \/\&
480 5.00 520 540
85.0 : : : :
\\\\‘\\\3\‘ \H\Ui‘\\\\“\‘\\‘\1‘0\6\.\9\‘\\\\‘\\\\‘\\\\‘\1\9\2\"9 m/Z 42.95 61.4600
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8959: Guanidine, monothiocyanate
59.0
5000 TR T T T T
4.80 5.00 5.20 5.40
m/z 41.00 47.30%
L 100.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
miz—-> 20 40 60 80 100 120 140 160 180
Abundance #4341: Oxirane, tetramethyl-
59.0
4.80 5.00 5.20 5.40
5000 m/z 42.00 23.13%
31.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4874: (3,3-Dimethyloxiranyl)methanol
59.0 4.80 5.00 5.20 5.40
m/z 38.95 20.64%
31.0
5000
P
mlz--> 20 40 60 80 100 120 140 160 180 4.80 5.00 5.20 5.40
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
BGO58363.D

: 20 Jul 2023 16:55
: CG/IU
: 03452-11

: 36

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 unknown-07 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
5.356 7.77 ng/ul 110547 1,4-Dichlorobenzene-d4 7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 47
2 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 47
3 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 46
4 1-Propanamine, N,2-dimethyl- 87 C5H13N 000625-43-4 43
5 Guanidine, N,N-dimethyl- 87 C3HON3 006145-42-2 37

Abundance Scan 386 (5.356 min): BG058363.D\data.ms (-381) (-) m/z 43.95 100.00%

44.0
87.0
5000
H‘ ‘ 021 ¢ 5.00 5.20 5.40 5.60
R RRRRT wwywhﬂwlw‘u‘W“u‘u‘W“H‘H‘W“H‘ﬁ m/z 43.00 58.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2110: N,N-Dimethylacetamide
44.0
87.0
5000 L L L N B LA LN B
5.00 5.20 5.40 5.60
m/z 87.00 58.25%
o ||
W in |
\\\\’\\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2112: N,N-Dimethylacetamide
44.0
A
87.0 5.00 5.20 5.40 5.60
5000 m/z 42.00  49.25%
H‘w‘ﬂuf A B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2113: N,N-Dimethylacetamide
44.0 5.00 5.20 5.40 5.60
m/z 83.00 38.53%
87.0
5000
15.0
H“‘,‘l‘u,“m,ul"mwm‘m“‘m“m‘uu‘mwu R e A EaEmaw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 2-Cyclohexen-1-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.796  33.83 ng/ul 481180 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 94
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 76
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 76
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 64
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 43

Abundance Scan 461 (5.796 min): BG058363.D\data.ms (-451) (-) m/z 70.00 100.00%

70.0
55.0 83.0
5000 39.0 97.0

BB B e e
H ‘ ‘ ‘ 5.40 5.60 5.80 6.00 6.20
A M \M “\ I \‘\ 111.0

H\‘HH‘HH‘HH‘HH‘HH\H H\}H\H‘HH‘HH‘HH‘ m/Z 55.00 51.0500

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3579: 2-Cyclohexen-1-ol
70.0
83.0 A

5000 390 ‘\\\\‘\\\\’\\\\‘\\\\’\\
0 550 97.0 5.40 5.60 5.80 6.00 6.20

m/z 83.00  49.22%

3}
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3586: 2-Cyclohexen-1-ol
70.0 /\

5.40 5.60 5.80 6.00 6.20

5000 410 559 83.0 m/z 97.08  39.55%
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3585: 2-Cyclohexen-1-ol T R
70.0 5.40 5.60 5.80 6.00 6.20

m/z 39.00  38.81%

5000 390
55.0 83.0 98.0
26\‘?\ MH\ \‘\M ‘M‘\
e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 2-Cyclopenten-1-one, 2-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
5.831 8.83 ng/ul 125578 1,4-Dichlorobenzene-d4 7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 50
2 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 17
3 2-Pentyn-4-one 82 C5H60 007299-55-0 12
4 Butanal, oxime 87 C4H9NO 000110-69-0 9
5 Butanal, oxime 87 C4H9NO 000110-69-0 9
Abundance Scan 467 (5.831 min): BG058363.D\data.ms (-465) (-) m/z 67.00 100.00%
67.0
5000 96.0
41.0
e R mEEEy SR
‘ ‘ 5.60 5.80 6.00 6.20
117.0
\\‘\\\\‘\\\\‘\\\“\}}‘\‘\‘\"\‘\\\i“\“\}“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\‘\‘\\\ m/z 59.06 65.5900
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3177 2-Cyclopenten-1-one, 2-methyl-
67.0
96.0
53.0
5000
5.60 5.80 6.00 6.20
m/z 96.00 49.11%
e
\\‘\\\\‘\\\\‘\\\\‘\‘\‘\\"M}‘}\"i‘\”\\“\i\\“\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1396: 1-Butyne, 3,3-dimethyl-
67.0
R a Ak aEaae SR o
5.60 5.80 6.00 6.20
5000 41.0 ITI/Z 41.00 28.81%
2001 540 “ 81.0
e o L o R RS ERRRREEARERs s s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1329: 2-Pentyn-4-one R RBAARREEEEEE
67.0 5.60 5.80 6.00 6.20
m/z 39.00 26.54%
5000
39.0
82.0
15‘.0 || 530
1 1 t L
et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 5,5'-Di(ethoxycarbonyl)-3,3... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.890  25.59 ng/ul 363967 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5'-Di(ethoxycarbonyl)-3,3"-dim... 402 C23H34N204 102586-97-0 53
2 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 46
3 4-(Aminomethyl)-2-fluorobenzonit... 222 C11H15FN2Si 1000507-41-3 46
4 1,4-Benzenediol, 2,5-bis(1,1-dim... 222 C14H2202 000088-58-4 43
5 2'-Hydroxypropiophenone, TMS der... 222 C12H1802Si 033342-87-9 43

Abundance Scan 477 (5.890 min): BG058363.D\data.ms (-473) (-) m/z 73.00 100.00%

73.0
207.0
5000
147.0 280.9
EOTTTET
‘ ‘ 3410 4151 476 4 5.60 5.80 6.00 6.20
"J“u‘H"‘“W"M""‘”“J“MML“m“u"m‘ml“ws‘d"?{ m/z 207.00  73.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #303671: 5,5'-Di(ethoxycarbonyl)-3,3'-dimethyl-4,4'-dipro
207.0
5000 PP T
402.0 5.60 5.80 6.00 6.20
m/z 192.95 34.97%
1200} 327.0
\\\‘\\u\\“‘\\“\‘A\”‘!‘\\\‘\‘\\J\\Z‘Gi\g\g“\“\h\\‘m\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84037: Benzo[h]quinoline, 2,4-dimethyl-
207.0
5.60 5.80 6.00 6.20
5000 m/z 147.00  30.05%
39.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #101036: 4-(Aminomethyl)-2-fluorobenzonitrile, TMS
207.0 5.60 5.80 6.00 6.20
m/z 280.95 21.93%
5000
59.0
134.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55

Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Cyclohexene,3-(2-propenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
6.178 7.30 ng/ul 103833  1,4-Dichlorobenzene-d4 7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 53
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 50
3 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 50
4 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 50
5 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 50

Abundance Scan 526 (6.178 min): BG058363.D\data.ms (-521) (-) m/z 81.00 100.00%
81.0

5000

207.0
5.80 6.00 6.20 6.40 6.60
47.0 281.0 341.0 401.0
TFJMLJM““?s m/z 79.06 39.9800

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11443: Cyclohexene,3-(2-propenyl)-
81.0
5000 RS Ly s
5.80 6.00 6.20 6.40 6.60
m/z 80.00 27.78%
‘\\\H“\h\ \‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #36450: Cyclohexene, 3-bromo-
81.0
LTI L
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.00  25.05%
27.T
iy e ——
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3269: 2,4-Dimethyl 1,4-pentadiene TR T
81.0 5.80 6.00 6.20 6.40 6.60
m/z 53.00 23.91%
5000
‘F“J
m/z--> 0 50 100 150 200 250 300 350 400 450 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 21 Heptasiloxane, 1,1,3,3,5,5,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

6.467 18.72 ng/ul 266258 1,4-Dichlorobenzene-ds  7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 53
2 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 38
3 5-Ethyl 1la-methyl (5S,11aS)-6,1... 340 C19H20N204 1000484-03-0 32
4 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 32
5 4-(Aminomethyl)-2-fluorobenzonit... 222 C11H15FN2Si 1000507-41-3 25

Abundance Scan 565 (6.407 min): BG058363.D\data.ms (-555) (-) m/z 73.00 100.00%
73.0

207.0
5000

%

147.0
2810, , R

| ‘ 4150475 549,  6:006.20 6.40 6.60 6.80
‘\H'\J“H‘\\‘HH‘HH‘HHN\JN\I\\\‘\JH‘HLH\‘\“\\\H‘HH‘HH‘H\ m/Z 207 .00 62.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0

%

5000 207.0 RS
6.00 6.20 6.40 6.60 6.80

m/z 193.00  35.47%

133.0 281.0 355.0
b L L 429.0489.0

‘\\H“\H\‘HH‘HHUHWHH‘HH‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1
73.0

?

6.00 6.20 6.40 6.60 6.80
5000 207.0 m/z 147.00  27.47%

147.0 281.0
: 341.0
¥ | || 1l 4290 5030563,

L WL |
R N o e e e e RERRERRS

miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248337: 5-Ethyl 11a-methyl (5S,11aS)-6,11-dihydro-3H- S

207.0 6.00 6.20 6.40 6.60 6.80
m/z 281.00  21.23%

%

5000

103.0
290 ”luhm ﬂl \ ! ‘\\ 34ﬂ0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60 6.80

N
(o]
=
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 22 2-Cyclohexen-1-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.519  39.77 ng/ul 565575 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 36

Abundance Scan 584 (6.519 min): BG058363.D\data.ms (-578) (-) m/z 68.00 100.00%

68.0
5000

NS B W
“ 6.20 6.40 6.60 6.80
dy 134.8 2229 327.9 387 96.00  28.37%

0 s e e e m/z
m/z--> 50 100 150 200 250 300 350
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000 T T T T

6.20 6.40 6.60 6.80
m/z 39.00 23.41%

74
I
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #3153: 2-Cyclohexen-1-one
68.0

6.20 6.40 6.60 6.80

5000 m/z 39.95 18.30%
w%
‘J‘WN‘”“W““\““ SRR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #3151: 2-Cyclohexen-1-one
68.0 6.20 6.40 6.60 6.80

m/z 41.95 9.02%

5000
27. 1
‘ |

m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 unknown-08 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.725 6.45 ng/ul 91685 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2,5,8,11,14,17,20-heptaox... 368 C16H3209 1010366-81-3 45
2 1-(2-Methoxyethoxy)-2-methyl-2-p... 344 C11H15F704 1000364-27-7 42
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 294 C1@H15F504 1000364-25-8 42
4 Hydrazine, 1-methyl-1-propyl- 88 C4H12N2 004986-49-6 42
5 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202 003587-64-2 40

Abundance Scan 619 (6.725 min): BG058363.D\data.ms (-611) (-) m/z 59.00 100.00%

59.0
- h
6.406.60 6.80 7.00
131.0 281.1 : : :
o tatd h e 221e BT 8289 h, 43.00  81.49%
m/z--> 50 100 150 200 250 300 350
Abundance #276566: Methyl 2,5,8,11,14,17,20-heptaoxadocosan-22
59.0
117.0
5000 T T T T T T T T
6.40 6.60 6.80 7.00
‘ m/z 45.00 30.68%
1\5.\q‘\‘ \“‘ ‘ “ \H‘ T h\ h‘ T “\ \H \1‘6\‘1 \O\ \20‘5\(\) \2\4.‘9\0\ T ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #252449: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, hep
59.0
6.40 6.60 6.80 7.00
5000 m/z 88.00 20.40%
130.0
169.0
eyl 4 | 21302880
m/z--> 50 100 150 200 250 300 350
Abundance #190679: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, pen A RRRRREE
59.0 6.40 6.60 6.80 7.00
m/z 89.00 13.96%
5000
130.0
LA I ‘ ‘ S .t E— S N § S
mlz--> 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55

Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 24 unknown-09 Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
7130 4.17 ngul 50318  1,4-Dichlorobenzene-d4  7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- o8 CeH1e0 0e0141-79-7 38

2 3-Penten-2-one, 4-methyl-

98

C6H100

3 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16

5 Cyclohexane, 1,3-dimethyl-

112 C8H16

000141-79-7 38
074752-93-5 35
000638-04-0 35
000591-21-9 35

Abundance Scan 688 (7.130 min): BG058363.D\data.ms (-683) (-) m/z 97.10 100.00%
971
43.0
5000
141.1 A /\
RBNDRLR AN 1 R N L A
6.80 7.00 7.20 7.40
“‘ by ‘ ‘ ‘ 2079 340 m/z 82.95 84.46%
T ‘ T T ‘ LI \ ‘ \ LI ‘ L ‘ L ‘ . . 0
miz-—-> 50 100 150 200 250 300
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0
5000
98.0 6.80 7.00 7.20 7.40
m/z 43.00 70.83%
T \“\ H“ H“\ T ‘\ T “ L ‘ L ‘ L ‘ L ‘ L
miz—-> 100 150 200 250 300
Abundance #3635: 3-Penten-2-one, 4-methyl-
83.0
R R R R T
6.80 7.00 7.20 7.40
5000 43 m/z 54.95 66.05%
m/z--> 100 150 200 250 300
Abundance #3824 Cyclopropane, 1,1,2,3-tetramethyl- R A Ramay
55.0 6.80 7.00 7.20 7.40
m/z 98.10 40.99%
5000
98.0
m/z--> 0 100 150 200 250 300 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 25 4-Chloro-3-methylbut-2-en-1-o0l1 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.576  11.05 ng/ul 157158 1,4-Dichlorobenzene-d4 7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-3-methylbut-2-en-1-0l 120 C5H9C1O 053170-97-1 72
2 Furan, 2,5-dihydro-3-methyl- 84 C5H80 001708-31-2 50
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 38
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 35
5 1-Butene 56 C4H8 000106-98-9 35

Abundance Scan 764 (7.576 min): BG058363.D\data.ms (-757) (-) m/z 41.00 100.00%

41.0
5000
‘ T T 7T L

P40 720740760 780
ww‘ 146.9 208.0 326.!

\"“\\\\‘.\\\\“\\\\‘\\\\‘\\\ mZ 71.00 72.05%

miz--> 0 100 150 200 250 300
Abundance #10581 4-Chloro-3-methylbut-2-en-1-ol
71.0

5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
29 7.20 7.40 7.60 7.80
' m/z 56.00  63.88%
‘\\“‘ “‘“ “1\ L \\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300
Abundance #1628: Furan, 2,5-dihydro-3-methyl-
29.0
o Bpiprsrongioh
7.20 7.40 7.60 7.80
5000 m/z 69.00 52.86%
‘w‘“w‘l‘ M“M,HH‘HH‘HH‘HH_H
mlz--> 0 50 100 150 200 250 300 ﬁwvw/
Abundance #1698: 2-Pentene, 3-methyl-, (E)- A e e e
41.0 7.20 7.40 7.60 7.80

m/z 39.00 52.72%

20 | | \‘ ! N

m/z--> 0 50 100 150 200 250 300 7.207.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 26 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
7.970 2.96 ng/ul 42037 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 60
2 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 38
3 3-Heptene, 3-methyl- 112 C8H16 007300-03-0 35
4 4-Octene, (E)- 112 C8H16 014850-23-8 32
5 2-Octene, (E)- 112 C8H16 013389-42-9 32

Abundance Scan 831 (7.970 min): BG058363.D\data.ms (-825) (-) m/z 54.95 100.00%
55.0
120 7.607.808.00820
207.0 2 3409  415.
\\\“‘EHHH‘\‘“\‘\“‘\‘\‘\\\‘\\\\“H\\‘\\‘\\8\3\0‘\\\\‘\\\\‘\\ m Z 57 ee 22 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 I LN e R
7.60 7.80 8.00 8.20
112.0 ITI/Z 112.00 19.72%
\\\\H’\h\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #7550: 3-Heptene, 4-methyl-
55.0
\‘\\\\‘\\\\’\\\\‘A\\\\’\
7.60 7.80 8.00 8.20
5000 ITI/Z 56.00 19.46%
112.0
14
m/z--> 50 100 150 200 250 300 350 400
Abundance #7542: 3-Heptene, 3-methyl- bt et
55.0 7.60 7.80 8.00 8.20
m/z 39.00 18.83%
5000
112.0
m/z--> 50 100 150 200 250 300 350 400 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55

Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 27 unknown-10 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
8.064 6.69 ng/ul 95179 1,4-Dichlorobenzene-d4 7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 4,5-dihydro-3,4,5-t... 112 C6H12N2 022591-95-3 43
2 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 43
3 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 43
4 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 43
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 43
Abundance Scan 847 (8.064 min): BG058363.D\data.ms (-842) (-) m/z 97.05 100.00%
97.0
5000 0 M
17.808.00 8.20 8.40
1410 267.1
[ }‘“\M‘\‘ \“‘ \‘ T LA A B B B B I m z 54.95 49, 970
m/z--> 100 150 200 250
Abundance #7154 1H-Pyrazole, 4,5-dihydro-3,4,5-trimethyl-
97.0
5000 LB L B R B B
42.0 7.80 8.00 8.20 8.40
m/z 69.95 48.05%
T T H‘\‘ ‘\“ ‘\ 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 #7625: 2-Pentene, 3,4,4-trimethyl-
97.0
55.0
“w‘u‘_“w‘u‘w‘,
7.80 8.00 8.20 8.40
5000 m/z 57.00 44.88%
AL
MM\HH\_“H_H_H_m
miz--> 50 100 150 200 250
Abundance #7155: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl- o ARAREERSR S
97.0 7.80 8.00 8.20 8.40
m/z 43.00 36.18%
h I \WAWJMJxJMKA\NMMWﬁ
miz--> 50 100 150 200 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 28 1H-Pyrazole, 4,5-dihydro-3,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.141 10.54 ng/ul 149884  1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 4,5-dihydro-3,4,5-t... 112 C6H12N2 022591-95-3 53
2 1H-Pyrazole, 4,5-dihydro-3,4,5-t... 112 C6H12N2 022591-95-3 53
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 53
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 52
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 52
Abundance Scan 860 (8.141 min): BG058363.D\data.ms (-854) (-) m/z 97.10 100.00%
97.1
L SEEEEEE.N
‘ ‘ oy 210 2810 7.80 8.00 8.20 8.40
T \‘M it \““ T ‘ LA \‘-\ I — T \:\35‘5\.l m/Z 54.95 47 .78%
m/z--> 50 100 150 200 250 300 350
Abundance #7154: 1H-Pyrazole, 4,5-dihydro-3,4,5-trimethyl-
97.0
5000 L L B A I R B
42.0 7.80 8.00 8.20 8.40
m/z 57.00 43.92%
m/z--> 50 100 150 200 250 300 350
Abundance #7158: 1H-Pyrazole, 4,5-dihydro-3,4,5-trimethyl-
97.0
A
7.80 8.00 8.20 8.40
5000 m/z 70.00 35.01%
56.0
‘““M‘Mu“lm‘mH_m_m_m_m_
m/z--> 50 100 150 200 250 300 350
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0 7.80 8.00 8.20 8.40
m/z 41.00 29.32%
h w/\/\j\\j
miz--> 50 100 150 200 250 300 350 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 29 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.211 62.38 ng/ul 887092 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 95
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 94
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 91
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 83
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 64
Abundance Scan 872 (8.211 min): BG058363.D\data.ms (-866) (-) m/z 57.00 100.00%
57.0
RamaE e
H h ?8 04340 7.80 8.00 8.20 8.40 8.60
ol Al BT 1880 3420 s 79,95 24.29%
m/z--> 50 100 150 200 250 300
Abundance #17285: 2-Chlorocyclohexano
57.0
5000 T e T T
7.80 8.00 8.20 8.40 8.60
m/z 81.00 16.06%
8.0 134.0
1\5\Q‘\‘ H“‘ ‘H‘ H‘hh”“? T \ \ \ ‘ T ‘ T T ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #17288: 2-Chlorocyclohexano
57.0
R AR
7.80 8.00 8.20 8.40 8.60
5000 m/z 44.00  15.28%
80 134.0
m/z--> 50 100 150 200 250 300
Abundance #17287: 2-Chlorocyclohexanol PP T
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 13.64%
B \M/\/\j\\f
m/z--> 100 150 200 250 300 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 30 unknown-11 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

8.857  7.21ng/ul 102571 1,4-Dichlorobenzene-d4  7.90@

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 38
2 5,5'-Di(ethoxycarbonyl)-3,3'-dim... 402 C23H34N204 102586-97-0 38
3 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 38
4 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007S1i8 019095-24-0 35
5 Tricyclo[4.2.1.0(2,5)]non-7-ene,... 708 C27H6406Si8 1000381-62-9 27

Abundance Scan 982 (8.857 min): BG058363.D\data.ms (-972) (-) | m/z 73.00 100.00%
73.0
207.0
5000
147.0
280.9 e ——
‘ ‘ 34| 0 415.0 475 4 5o, 8.60 8.80 9.00 9.20
\\\J‘J\\‘\‘\““\\\"\“‘\\\\\H\I\\"\‘L\\iw“\\\\\‘\\\H“\h\u‘\‘\l\\‘\u\‘\ m/Z 207.00 67.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester
207.0
5000 LN L L L L L B
281.0 8.60 8.80 9.00 9.20
’ m/z 193.00 35.66%
730 1330 | L |
\\\‘\\‘\\‘\1\‘\‘\\1\‘ \‘\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #303671: 5,5'-Di(ethoxycarbonyl)-3,3'-dimethyl-4,4'-dipro
207.0
AR R RRRRE
8.60 8.80 9.00 9.20
5000 m/z 147.00  30.44%
402.0
327.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13- R R RN
73.0 8.60 8.80 9.00 9.20
m/z 221.00 25.40%
5000 207.0
133.0 281.0 355.0
B Y e .Y T N S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
25.738 2.70 ng/ul 121462  Perylene-di2 24.662
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
5 Heptadecane 240 C17H36 000629-78-7 78

Abundance Scan3855(25738nmﬂ BG058363.D\data.ms (-3848) (- | m/z 57.00 100.00%

57.0
5000

9.1 —— —

25.50 26.00
— ‘L\ ‘\“ i u‘\\ “ H \\ \ p ]8‘%1’ - “26“5‘(‘) I ‘3‘4‘\0"9‘ : m/z 43.00 57.47%
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 — —

25.50 26.00

m/z 71.00 54.59%

L u‘\ ‘\\ \“ h \4\1 ? 1\8?’ Q 225 0 267.0 33\8.0
LI ‘ T L ‘ 1T ’ \ \ T \ ‘ T 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

T
25.50 26.00

5000 m/z 85.10 45.23%
9.0
L)) 14101830 2250 2670 309.0 367
m/z--> Sb 160 150 260 2%0 360 350
Abundance #141057: Octadecane — —
57.0 25.50 26.00

m/z 55.00  19.34%

o WNWWN/\WWM
9.0
I

| | i H\ | ‘4101830 254.0

m/z--> 0 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
27.048 2.70 ng/ul 121642  Perylene-d12 24.662
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Pentacosane 352 (C25H52 000629-99-2 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 4078 (27.048 min): BG058363.D\data.ms (-4070) (- | m/z 57.00 100.00%
57.0
200 \hL
9.0 —— ‘
‘ 5.1 207.0 2830 355.0 27.00
o ““\““‘” I e“w‘w e Aat it m/z 71.08  64.85%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —— |
27.00
9.0 m/z 43.00 63.73%
T \d\ ‘ “‘ \h‘\ h“ \“‘ \1\4“1 9 1‘\8\3\0‘2\2\\5\0\‘ T \\29\6‘\0\ T ‘ L
miz—-> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
T \
27.00
5000 m/z 85.05 52.85%
9.0
§ \ Li | ?4“1?1‘830225026703090 352.0
= A A A
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane —
57.0 27.00
m/z 55.00 25.21%
- NMMNMAM/\AWWAWW
L L h\ “\ 14 01830225025703090 366.
=ty A e ——
m/z--> 50 100 150 200 250 300 350 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
28.622  2.18 ng/ul 67841 Perylene-diz 24.662
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosame 296 C21Has 000629-94-7 87

2 Pentacosane 352 C25H52 000629-99-2 81
3 Eicosane 282 C20H42 000112-95-8 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Octacosane 394 (C28H58 000630-02-4 80

Abundance Scan 4346 (28.622 min): BG058363.D\data.ms (-4337) (- m/z 57.00 100.00%
57.0
o A/\——AM/\MV\/\/\
o0 2850  29.00
209.0 : :
— “‘w“h ) “”‘“ Ly [S89 Z0T 2820 o, 71.00  59.43%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
28.50 29.00
9.0 m/z 43.00 49.96%
T \Q‘\ ‘ “‘ h‘ h‘ \“‘ \]\4“1 9 1\8\3\0‘ \22\5\0\ ’ T \29\6‘9 LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
—— —
28.50 29.00
5000 ITI/Z 85.00 48.57%
L ‘ L h\ 1131018302250 2950 352
i A
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane — —
57.0 28.50 29.00
m/z 55.00 19.71%
5000
9.0
Ll Y000 20 IR
m/z--> 50 100 150 200 250 300 350 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58363.D

Acqg On : 20 Jul 2023 16:55
Operator : CG/JU

Sample : 03452-11

Misc :

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@71723.MA.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|
3-Penten-2-o0l 3.129 207.1 ng/ul 2944600 1 7.900 284433 20.0
unknown-01 3.863 4.1 ng/ul 58918 1 7.900 284433 20.0
unknown-02 3.910 3.7 ng/ul 52781 1 7.900 284433 20.0
Prenol 3.992 3.0 ng/ul 43298 1 7.900 284433 20.0
unknown-03 4.069 28.1 ng/ul 400144 1 7.900 284433 20.0
Formamide, N,N-... 4,151 10.7 ng/ul 152505 1 7.900 284433 20.0
2-Butenal, 3-me... 4.233 14.5 ng/ul 205956 1 7.900 284433 20.0
2-Butene, 1-bro... 4.304 8.8 ng/ul 1248106 1 7.900 284433 20.0
unknown-04 4.457 8.6 ng/ul 122140 1 7.900 284433 20.0
Butanamide 4.586 2.8 ng/ul 39844 1  7.900 284433 20.0
2-Pentanol, 3-m... 4.639 46.1 ng/ul 655354 1 7.900 284433 20.0
unknown-05 4.674 17.6 ng/ul 250447 1 7.900 284433 20.90
unknown-06 4.715 5.2 ng/ul 74137 1 7.900 284433 20.0
Guanidine, mono... 5.085 4.7 ng/ul 67191 1 7.900 284433 20.0
unknown-07 5.356 7.8 ng/ul 110547 1 7.900 284433 20.0
2-Cyclohexen-1-0l 5.796 33.8 ng/ul 481180 1 7.900 284433 20.0
2-Cyclopenten-1... 5.831 8.8 ng/ul 125578 1 7.900 284433 20.0
5,5'-Di(ethoxyc... 5.890 25.6 ng/ul 363967 1 7.900 284433 20.0
Cyclohexene,3-(... 6.178 7.3 ng/ul 103833 1 7.900 284433 20.0
Heptasiloxane, 6.407 18.7 ng/ul 266258 1 7.900 284433 20.0
2-Cyclohexen-1-one 6.519 39.8 ng/ul 565575 1 7.900 284433 20.0
unknown-08 6.725 6.5 ng/ul 91685 1 7.900 284433 20.0
unknown-09 7.130 4.2 ng/ul 59318 1 7.900 284433 20.0
4-Chloro-3-meth... 7.576 11.1 ng/ul 157158 1 7.900 284433 20.0
7-Oxabicyclo[4.... 7.970 3.0 ng/ul 42037 1 7.900 284433 20.0
unknown-10 8.064 6.7 ng/ul 95179 1 7.900 284433 20.0
1H-Pyrazole, 4,... 8.141 10.5 ng/ul 149884 1 7.900 284433 20.0
2-Chlorocyclohe... 8.211 62.4 ng/ul 887092 1 7.900 284433 20.0
unknown-11 8.857 7.2 ng/ul 102571 1 7.900 284433 20.0
(DEL) Alkane: S... 25.738 2.7 ng/ul 121462 6 24.662 899476 20.0
(DEL) Alkane: S... 27.048 2.7 ng/ul 121642 6 24.662 899476 20.0
(DEL) Alkane: S... 28.622 2.2 ng/ul 97841 6 24.662 899476 20.0
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