LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc :

ALS vial : 4 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: BGO58381.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.148 3 10 40 rVB2 4128115 11244184 100.00% 34.511%
2 3.747 107 112 124 rVV4 48432 121477 1.08% 0.373%
3 3.865 128 132 136 rVWV 33519 51733 0.46% 0.159%
4 3,912 136 140 146 rW 24379 49474  0.44% 0.152%
5 4.070 160 167 176 rVvVv2 182593 336623 2.99% 1.033%
6 4.147 176 180 189 rVW 178654 298366 2.65% 0.916%
7 4.229 189 194 202 rW 79565 138981 1.24% 0.427%
8 4.305 202 207 221 rVB2 76907 161993 1.44% 0.497%
9 4.452 226 232 241 rBV3 57610 113109 1.01% 0.347%
10 4.587 248 255 256 rBV 23510 36452 0.32% 0.112%
11 4.634 257 263 267 rW 360506 612646 5.45% 1.880%
12 4.675 267 270 274 rVWVW 175809 271698 2.42% 0.834%
13 4.711 274 276 283 rVB 87971 117439 1.04% 0.360%
14 5.081 329 339 347 rBV 51964 92652 0.82% 0.284%
15 5.357 380 386 397 rBV3 57810 110558 ©.98% 0.339%
16 5.792 450 460 465 rBV 370891 727512 6.47% 2.233%
17 5.892 472 477 491 rBvV2 111518 324526 2.89% 0.996%
18 5.997 492 495 504 rVWW3 30700 54086 0.48% 0.166%
19 6.174 519 525 532 rwW 68984 126744 1.13% 0.389%
20 6.403 553 564 577 rBV3 98034 328714  2.92%  1.009%
21 6.514 577 583 593 rW 436154 794209 7.06% 2.438%
22 6.720 610 618 623 rBV3 36137 75269 0.67% 0.231%
23 7.061 670 676 683 rVW 94526 174177 1.55% ©.535%
24 7.126 683 687 693 rVB4 28827 50123 0.45% 0.154%
25 7.220 697 703 713 rVB 97991 171205 1.52% 0.525%
26 7.425 731 738 745 rBV2 107547 205929 1.83% 0.632%
27 7.572 757 763 772 rBV5 56031 135890 1.21% 0.417%
28 7.889 811 817 825 rVV 184886 325431 2.89% 0.999%
29 7.966 825 830 835 rvv 32864 58362 0.52% 0.179%
30 8.066 841 847 852 rW2 91646 176986 1.57% 0.543%
31 8.142 854 860 865 rvv3 122935 240581 2.14% 0.738%
32 8.207 865 871 885 rVB 687302 1254671 11.16% 3.851%
33  8.430 902 909 916 rBV3 40895 98504 0.88% 0.302%
34 8.600 931 938 944 rW 90895 169152 1.50% 0.519%
35 8.659 944 948 953 rvw4 18810 38073 0.34% 0.117%
36 8.718 953 958 965 rvB3 25711 48569 0.43% 0.149%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc :

ALS vial : 4 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 8.853 972 981 984 rBV5 52543 110831 ©.99% 0.340%
38 9.053 1009 1015 1025 rVB 121504 223356 1.99% 0.686%
39 9.341 1059 1064 1070 rVV4 38571 94159 0.84% 0.289%
40 9.446 1077 1082 1086 rvv7 18263 48322 0.43% 0.148%
41  9.499 1087 1091 1102 rVB7 21230 57023 ©0.51% 0.175%
42 9.775 1132 1138 1145 rVB 96592 177567 1.58% 0.545%
43 10.040 1178 1183 1186 rBv4 53171 98671 ©0.88% 0.303%
44 10.081 1186 1190 1220 rVB4 73715 325491 2.89% 0.999%
45 10.316 1222 1230 1237 rBV 101100 199608 1.78% 0.613%
46 10.545 1259 1269 1278 rBV2 34344 74156 0.66% 0.228%
47 10.692 1284 1294 1309 rVB 264287 509675 4.53% 1.564%
48 10.868 1312 1324 1330 rBV 30997 69717 0.62% 0.214%
49 11.091 1351 1362 1363 rBV5 27067 59435 0.53% 0.182%
50 11.326 1397 1402 1404 rVV 33565 57911 0.52% 0.178%
51 11.362 1404 1408 1413 rVV2 44492 85477 0.76% 0.262%
52 11.420 1413 1418 1426 rVVv2 41684 113591 1.01% 0.349%
53 11.503 1427 1432 1438 rVB2 34475 63320 0.56% 0.194%
54 12.419 1583 1588 1594 rVB 33387 50670 ©0.45% 0.156%
55 12.572 1608 1614 1623 rVB3 34736 64002 0.57% 0.196%
56 12.742 1636 1643 1647 rBV3 32198 56694 0.50% 0.174%
57 13.935 1839 1846 1856 rBV 290475 433809 3.86% 1.331%
58 14.223 1889 1895 1906 rVB 298678 494582  4.40%  1.518%
59 14.529 1940 1947 1954 rBV 430476 678089 6.03% 2.081%
60 14.734 1976 1982 1995 rBV3 68199 184514 1.64% 0.566%
61 15.522 2110 2116 2122 rVV 434535 665842  5.92%  2.044%
62 15.639 2131 2136 2146 rVV 118331 189886 1.69% 0.583%
63 15.780 2149 2160 2165 rVB 44633 70551 0.63% 0.217%
64 15.886 2169 2178 2183 rBV2 23525 39108 ©0.35% 0.120%
65 16.503 2278 2283 2288 rBvV2 41635 60523 0.54% 0.186%
66 16.961 2357 2361 2366 rVV 59262 85692 0.76% 0.263%
67 17.184 2396 2399 2404 rVB2 25622 35168 ©0.31% 0.108%
68 17.272 2406 2414 2419 rBV 562564 908486 8.08%  2.788%
69 17.314 2419 2421 2426 rVV 170291 231553 2.06% 0.711%
70 17.372 2426 2431 2440 rVV 314909 502751 4.47% 1.543%
71 17.866 2509 2515 2521 rVB4 31242 64869 0.58% 0.199%
72 18.154 2559 2564 2569 rBV3 52940 83738 0.74% 0.257%
73 18.342 2591 2596 2600 rBV3 39942 69084 0.61% 0.212%
74 18.653 2641 2649 2653 rBV3 46777 85550 0.76% 0.263%
75 19.329 2756 2764 2771 rBV 255111 362612  3.22% 1.113%

76 19.664 2815 2821 2825 rBV 606034 974648 8.67% 2.991%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc :

ALS vial : 4 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 20.016 2875 2881 2886 rBV5 14609 37638 ©0.33% 0.116%
78 20.187 2905 2910 2914 rVB2 38957 61815 ©.55% ©0.190%
79 20.287 2922 2927 2930 rVB 26266 35127 0.31% 0.108%
80 20.898 3027 3031 3036 rBvV2 93826 129844 1.15% ©.399%
81 21.115 3064 3068 3072 rVV2 21763 37540 0.33% 0.115%
82 21.168 3072 3077 3080 rVvV3 27437 54261 0.48% 0.167%
83 21.209 3081 3084 3088 rVV3 23332 38639 0.34% 0.119%
84 21.409 3113 3118 3125 rVB 83144 126938 1.13% 0.390%
85 21.526 3130 3138 3143 rVV2 555655 1037164 9.22%  3.183%
86 21.567 3143 3145 3152 rVB 91461 138212 1.23% 0.424%
87 22.290 3263 3268 3279 rVB3 44267 92509 0.82% 0.284%
88 22.948 3374 3380 3387 rBv4 66809 151892 1.35% 0.466%
89 23.530 3473 3479 3485 rBV6 33609 75578 0.67% 0.232%
90 23.665 3494 3502 3508 rBV2 49347 153881 1.37% 0.472%
91 23.735 3508 3514 3524 rVB3 104384 246543  2.19% 0.757%
92 24.352 3612 3619 3625 rBVS5S 37231 96120 0.85% 0.295%
93 24.435 3626 3633 3643 rVB2 180078 485244  4.32%  1.489%
94 24.658 3660 3671 3681 rBV 319153 900926 8.01% 2.765%
95 25.157 3751 3756 3765 rBv1ie 15480 36700 ©0.33% 0.113%

96 25.739 3847 3855 3866 rVB3 59315 174917 1.56% ©.537%
97 26.714 4010 4021 4029 rBV5 26190 99946 ©.89% 0.307%
98 27.037 4069 4076 4089 rVB4 34855 118881 1.06% ©.365%
99 28.606 4333 4343 4356 rBV5 26678 110804 ©.99%  0.340%
100 30.334 4629 4637 4638 rBV7 20423 43623 0.39% 0.134%

Sum of corrected areas: 32581571
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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: BG058381.D\data.ms
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Abundance TIC: BG058381.D\data.ms
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3500000
3000000
2500000
2000000
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1000000
17.272 19.664 21.526
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Abundance TIC: BG058381.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 Cyclobutane, ethenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.148 691.03 ng/ul 11244200 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 91
2 Cyclohexene 82 C6H10 000110-83-8 91
3 Cyclohexene 82 C6H10 000110-83-8 91
4 Cyclohexene 82 C6H10 000110-83-8 91
5 Cyclohexene 82 C6H10 000110-83-8 42
Abundance  Scan 10 (3.148 min): BG058381.D\data.ms (-3) (-) m/z 67.00 100.00%
54.0 67.0
5000 39.0 82.0
‘ 3.203.303.403.503.60

o‘WHH_HWW:‘:WH!MwM‘HWm‘_m m/z 54.00  89.27%

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

Abundance #1385: Cyclobutane, ethenyl-

67.0
54.0
5000
41.0 82.0 3.203.303.403.503.60
m/z 82.00 42.19%
27.0
0\\‘HH‘H\‘H\HiM\Hm‘\‘\\‘\\‘H“\HH“‘\‘H\‘HH
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1357: Cyclohexene
67.0
54.0
3.203.303.403.503.60
5000 m/z 39.00 37.18%
41.0 82.0
27.0
0““‘H“‘Jw_“1}1‘HJM““_‘HJ“‘MHMu"_“‘
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1359: Cyclohexen R RARRNRRRENREEREERREY Y
67.0 3.203.303.403.503.60
54.0 m/z 41.00 34.63%
5000 0 820
27.0
m/z--> 10 20 30 40 50 60 70 80 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 2 unknown-01 Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
3.865 3.18 ng/ul 51733 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrylamide 85 C4H7NO 000079-39-0 38
2 Methacrylamide 85 C4H7NO 000079-39-0 32
3 2-(Bromomethyl)acrylic acid 164 C4H5Bro2 072707-66-5 28
4 N-Vinylacetamide 85 C4H7NO 005202-78-8 9
5 Formic acid, 2-methylpropyl ester 102 C5H1002 000542-55-2 9
Abundance Scan 132 (3.865 min): BG058381.D\data.ms (-128) (-) m/z 85.00 100.00%
41.0 85.0
5000
13,60 3.80 400420
192.9 . . . :
bl ey m/z 41.00 87.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1732: Methacrylamide
41.0 85.0
5000 N e e e e
3.60 3.80 4.00 4.20
m/z 43.00 54.66%
0 15‘?0‘\” L ! |
\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1733: Methacrylamide
41.0 85.0
R RARR RS
3.60 3.80 4.00 4.20
5000 m/z 60.00 34.80%
ottt o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39882: 2-(Bromomethyl)acrylic acid “‘A“W“HWﬁHN_“
85.0 3.60 3.80 4.00 4.20
39.0 m/z 39.00  33.81%
5000
164.0
0 | 600 | 11901430 H
L R S AARRaa e
mlz--> 20 40 60 80 100 120 140 160 180 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 Prenol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.070  20.69 ng/ul 336623 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 64
2 Prenol 86 C5H100 000556-82-1 59
3 Prenol 86 C5H100 000556-82-1 42
4 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 38
5 2-Butene, 1-chloro-3-methyl- 104 C5HOC1 000503-60-6 38
Abundance Scan 167 (4.070 min): BG058381.D\data.ms (-160) (-) m/z 70.95 100.00%
41.0 71.0
5000 53.0
86.0 AT
‘ “ ‘ 104.0 3.80 4.00 4.20 4.40
bl Ll L L myz 41.00 96.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1912: Preno
71.0
41.0
5000 ST T T T T
53.0 3.80 4.00 4.20 4.40
27.0 ‘ 86.0 m/z 52.95  49.27%
0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1911: Preno
71.0
41.0 3.80 4.00 4.20 4.40
5000 m/z 43.00 48.29%
27.0 53.0 86.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1913: Prenol A ERARA RN R
71.0 3.80 4.00 4.20 4.40
m/z 69.00 45.51%
41.0
5000
53.0
27.0 86.0
0. 150 i
m/z--> 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\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.147 18.34 ng/ul 298366 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 47
2 N,N-Dimethylacetoacetamide 129 C6H11NO2 002044-64-6 38
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 38
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 37
5 3-METHYL-CYCLOBUTANE-1,1-DICARBO... 158 C7H1004 057252-84-3 25
Abundance Scan 180 (4.147 min): BG058381.D\data.ms (-176) (-) m/z 43.00 100.00%
430 730
5000
R RAREER S
115.0 3.80 4.00 4.20 4.40
0l W M190 20700y, 73.00 87.71%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #847: Formamide, N,N-dimethyl-
440 73.0
5000 LB RL I L B s e
3.80 4.00 4.20 4.40
18.0 m/z 44.00 78.08%
0 ‘\\\‘H‘\‘\‘\\"\\}“\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14743: N,N-Dimethylacetoacetamide
44.0
3.80 4.00 4.20 4.40
5000 m/z 57.00 58.72%
15.0 72.0
’ 129.0
‘ “101.0 ‘
0! S | T S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #848: Formamide, N,N-dimethyl- R e Rl
44.0 730 3.80 4.00 4.20 4.40
m/z 42.00 41.65%
5000 15.0
0! H\1“\\1‘\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘uu R R e e i
m/z--> 0 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\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 2-Butenal, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.229 8.54 ng/ul 138981 1,4-Dichlorobenzene-d4 7.895

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 80
3 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 53
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 52
5 1H-Imidazole, 4,5-dihydro-2-methyl- 84 C4H8N2 000534-26-9 52
Abundance Scan 194 (4.229 min): BG058381.D\data.ms (-189) (-) m/z 83.95 100.00%
84.0
55.0
5000 39.0
Al mE R o
69.0 4.00 4.20 4.40 4.60
Ol L8R m/z 55.00  84.07%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
41.0
5000 P P T T T T
29.0 4.00 4.20 4.40 4.60
m/z 38.95 51.43%
‘ ‘ 69.0
0\\‘\\\\‘\\1\‘\\\‘\‘}}H\\‘“}}l‘\“\\‘\\“\\\\‘\ ‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
55.0 84.0
R A REaas E e
4.00 4.20 4.40 4.60
5000 41.0 m/z 40.95 50.78%
29.0
69.0
w0 el
Ot e A e et e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1633: Furan, 2,3-dihydro-4-methyl- R R AR Emmaa
55.0 84.0 4.00 4.20 4.40 4.60
m/z 83.00 48.03%
5000
270 39.0
SR P B Y
mlz--> 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\BGO72123\

Data File : BG@58381.D

Acqg On : 21 Jul 2023 10:20

Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 7 2-Butene, 1-bromo-3-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
4.305 9.96 ng/ul 161993 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 50
2 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 42
3 1-Pentyn-3-0l, 3,4-dimethyl- 112 C7H120 001482-15-1 36
4 1,6-Octadiene, 2,7-dimethyl- 138 C10H18 040195-09-3 36
5 3-Butyn-2-0l, 2-methyl- 84 C5H80 000115-19-5 33

Abundance Scan 207 (4.305 min): BG058381.D\data.ms (-202) (-) m/z 41.00 100.00%
41.0

5000

-

4.00 4.20 4.40 4.60
7.0 147.0 207.0
0 ] AR 4rD T 28103270 L 41812 69.00  96.44%

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

Abundance #26547: 2-Butene, 1-bromo-3-methyl-
41.0
5000 H‘HH‘HH‘A\H‘HH‘
4.00 4.20 4.40 4.60
m/z 43.00 50.80%
L 150.0
0\\‘\“i”\‘\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3771: 1-Pentene, 3,3-dimethyl-

69.0

.

4.00 4.20 4.40 4.60
5000 m/z 55.00 36.67%

15.
| Jﬂ N‘ 1

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

o

-

Abundance #7438: 1-Pentyn-3-ol, 3,4-dimethyl- R SRR RAma
69.0 4.00 4.20 4.40 4.60
m/z 38.95 17.26%
15.

m/z--> 0 50 100 150 200 250 300 350 400 4.00 4.20 4.40 4.60

SFAM-EPA-BGO71723.MA.M Fri Jul 21 12:18:39 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 unknown-03 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.452 6.95 ng/ul 113109 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-0l, (Z)- 100 C6H120 000928-96-1 49
2 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 49
3 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 47
4 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 47
5 3-Hexen-1-o0l 100 C6H120 000544-12-7 47
Abundance Scan 232 (4.452 min): BG058381.D\data.ms (-226) (-) m/z 41.00 100.00%
41.0
420 4.40 460 4.80
100.0 : : : .
I ‘w“m‘i‘m_m‘HH_H“HH_‘ZHZJJF m/z 54.95 42.60%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4300: 3-Hexen-1-ol, (Z)-
41.0
5000 67.0 T T TR T T
4.20 4.40 4.60 4.80
m/z 70.00 42.29%
0 15‘-0“\‘ A, 4 100.0
\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4290: 3-Hexen-1-ol, (E)-
41.0
4.20 4.40 4.60 4.80
5000 67.0 m/z 69.00  40.46%
0 15.0 m ‘\ Il ‘u Il 1000
et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4298: 3-Hexen-1-ol, (E)- R A AR NERRERREE S
41.0 67.0 4.20 4.40 4.60 4.80
m/z 67.00 38.23%
5000
0 15.0 \\HH i 1090
T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180 200 220 4.20 4.40 4.60 4.80

SFAM-EPA-BGO71723.MA.M Fri Jul 21 12:18:40 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 2-Pentanol, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.634 37.65 ng/ul 612646 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 56
2 Propylene Glycol 76 C3H802 000057-55-6 50
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 40
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 40
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 40
Abundance Scan 263 (4.634 min): BG058381.D\data.ms (-257) (-) m/z 45.00 100.00%
45.0
5000 J{
R RRAREEEEE LR
H 690  Lis0 4.40 4.60 4.80 5.00
Ot A 0002088 /7 43.00  20.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5013: 2-Pentanol, 3-methyl-
45.0
5000 T T T T
4.40 4.60 4.80 5.00
m/z 41.00 19.74%
69.0
0 \'I\E?\-‘O\H‘\\““H‘\\‘!“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
e A mmaae i
4.40 4.60 4.80 5.00
5000 m/z 39.00 7.94%
010 L Te0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5003: 2-Pentanol, 4-methyl- O ANRRREASEEEE R T
45.0 4.40 4.60 4.80 5.00
m/z 69.00 7.58%
5000
69.0
Joe |5 g AN
mlz--> 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\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 unknown-04 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.675 16.70 ng/ul 271698 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine 59 CH5N3 000113-00-8 7
2 Guanidine 59 CH5N3 000113-00-8 5
3 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5
4 Acetamide 59 C2H5NO 000060-35-5 5
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 4
Abundance Scan 270 (4.675 min): BG058381.D\data.ms (-267) (-) m/z 59.00 100.00%
59.0
5000 jt
 RARSEEEERE e
4.40 4.60 4.80 5.00
ol d bl 1470 1928 2809 341 /7 43.00  23.51%
m/z--> 50 100 150 200 250 300
Abundance #298: Guanidine
59.0
5000 T T T T
4.40 4.60 4.80 5.00
m/z 71.00 9.12%
0\\“‘\‘\‘H“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #296: Guanidine
59.0
4.40 4.60 4.80 5.00
50001{18.0 m/z 41.00 5.05%
obd i b
m/z--> 50 100 150 200 250 300
Abundance #281: Formamide, N-methyl- e ABERSRRNNESS
59.0 4.40 4.60 4.80 5.00
m/z 89.00 4.72%
5000
15.0
0 w“ Gt T e
miz--> 50 100 150 200 250 300 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 12 Butane, 2,3-dimethyl-2-nitro- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
4.711 7.22 ng/ul 117439 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO2 034075-28-0 72
2 Cyclopentane, nitro- 115 C5H9NO2 002562-38-1 56
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 56
4 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 40
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 40
Abundance Scan 276 (4.711 min): BG058381.D\data.ms (-274) (-) m/z 41.00 100.00%
41.0
- /\J\JJM
4.40 460 480 5.00
. . 207.0  267.0 27. e e
o ALigo s 2o ago smo PSSR
m/z--> 50 100 150 200 250 300
Abundance #15952: Butane, 2,3-dimethyl-2-nitro-
41.0
5000 P T TR
4.40 4.60 4.80 5.00
84.0 m/z 39.80 37.60%
0 T
m/z--> 50 100 150 200 250 300
Abundance #8759: Cyclopentane, nitro-
41.0
R R e A AR iann
4.40 4.60 4.80 5.00
5000 m/z 43.00 20.12%
0 ‘H\ ‘\ ‘ L 86'0
e
m/z--> 50 100 150 200 250 300
Abundance #3772: 1-Pentene, 2,3-dimethyl- e A BRESENNLE e
41.0 4.40 4.60 4.80 5.00
m/z 53.00 12.80%
5000
83.0
0 “H“‘ “i““““ ‘“‘HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Fri Jul 21 12:18:42 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 Guanidine, monothiocyanate Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.081 5.69 ng/ul 92652  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine, monothiocyanate 116 C2H4N4S 056960-89-5 72
2 Acetamide 59 C2H5NO 000060-35-5 64
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 56
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 56
5 Acetic acid, 3-methoxy-2-butyl e... 146 C7H1403 1000151-29-7 50

Abundance Scan 339 (5.081 min): BG058381.D\data.ms (-329) (-) m/z 58.95 100.00%
59.0

%

5000
N BARmEEESE T
29 281 4.80 5.00 5.20 5.40
0 el k% T e Mz 43.00  61.20%
m/z--> 50 100 150 200 250
Abundance #8959: Guanidine, monothiocyanate
59.0
5000 A A e e e
4.80 5.00 5.20 5.40
m/z 41.00 53.85%
0 T T T \“‘ H‘ T T 1\09\0 T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #274: Acetamide
59.0
u\‘uu‘uu‘u\%
4.80 5.00 5.20 5.40
5000 m/z 42.00 24.18%

0 \“H“w‘ L \

miz—> 50 100 150 200 250

Abundance #4341: Oxirane, tetramethyl-
59.0 4.80 5.00 5.20 5.40

m/z 39.00  23.36%

—
[¢)]
o

5000

-

2

100.0
A o

|
f
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40

o

SFAM-EPA-BGO71723.MA.M Fri Jul 21 12:18:43 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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-@5 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
5.357 6.79 ng/ul 110558 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 47
2 2-Butene-1,4-diamine, N,N'-dimet... 114 C6H14N2 000111-72-8 47
3 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 47
4 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 43
5 6H-Pyrazolo[1,2-a][1,2,4,5]tetra... 156 C7H16N4 070517-50-9 23
Abundance Scan 386 (5.357 min): BG058381.D\data.ms (-380) (-) m/z 44.00 100.00%
44.0
R e RBRRA
193.0 5.00 5.20 5.40 5.60
0 a2 m/z 42.00 64.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2111: N,N-Dimethylacetamide
44.0
5000
15.0 87.0 5.00 5.20 5.40 5.60
m/z 43.00 54.34%
0 \\‘\‘\‘H\\i"\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8374: 2-Butene-1,4-diamine, N,N'-dimethyl-
44.0
83.0 \‘\\\\‘\\\\’\\\\‘\\\\’\
5.00 5.20 5.40 5.60
5000 m/z 83.00 50.38%
15.0 ‘ 114.0
0 Hw“1‘”‘1““‘MM“H{‘!‘m‘_kuwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2112: N,N-Dimethylacetamide ERaNEE A, R R
44.0 5.00 5.20 5.40 5.60
m/z 87.00 50.20%
87.0
5000
0 H“‘”Hp ‘H§§1‘W‘:“_“"H““H““‘W““
mlz--> 20 40 60 80 100 120 140 160 180 5.00 5.20 5.40 5.60

SFAM-EPA-BGO71723.MA.M Fri Jul 21 12:18:44 2023

Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 2-Cyclohexen-1-o0l Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.792 44.71 ng/ul 727512  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 93
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 81
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 68
5 Ethanamine, N-(1-propylbutylidene)- 141 C9H19N 010599-79-8 43

Abundance Scan 460 (5.792 min): BG058381.D\data.ms (-450) (-) m/z 70.00 100.00%

70.0
5000
39.0 97.0

5.40 5.60 5.80 6.00 6.20

all “\M 220.€ o
Ol el Ml M il 2208 myz 83.00  47.00%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3579: 2-Cyclohexen-1-ol
70.0
5000 ‘H\\‘u\\‘u\\‘u\\‘\
33.0 97.0 5.40 5.60 5.80 6.00 6.20

m/z 55.00 45.61%

15.0 “‘
0 SRS SRR SRS AR AN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3585: 2-Cyclohexen-1-ol
70.0
ie

5.40 5.60 5.80 6.00 6.20

5000 39.0 m/z 97.00  36.83%
98.0
0! ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3586: 2-Cyclohexen-1-ol T
70.0 5.40 5.60 5.80 6.00 6.20

m/z 38.95 34.52%

5000 41.0
98.0
0 ,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.40 5.60 5.80 6.00 6.20

SFAM-EPA-BGO71723.MA.M Fri Jul 21 12:18:44 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 16 unknown-06 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

5.892 19.94 ng/ul 324526 1,4-Dichlorobenzene-dd 7.895

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 49
2 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007518 019095-24-0 49

3 1H-Indole-2-carboxylic acid, 6-(... 355 C21H25N04 1010316-17-5 38
4 9H-Fluorene-4-carboxylic acid, 9... 327 C22H17NO2 1000304-78-2 25
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 25
Abundance Scan 477 (5.892 min): BG058381.D\data.ms (-472) (-) m/z 73.00 100.00%
73.0
207.0
5000
147.0 280.9
3410 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ ‘ | 4150475 1 g4 1 5.60 5.80 6.00 6.20
(| S AT B e B W“M\H'u mw"mwh‘m_um_wm m/z 207.00  72.08%
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-
73.0
5000 207.0 AR ERREE REREE
5.60 5.80 6.00 6.20
m/z 193.00 35.68%
133.0 281.0 355.0
0 \\\M‘L\\\‘\\\l\"\\\\l !f‘\\‘\LJ\’\TH\\‘LW\\\‘4\2\‘\9\(‘)\4\.8\\9‘\0\\\‘\\\
m/z--> 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
R AERGEaNE R
5.60 5.80 6.00 6.20
5000 207.0 m/z 147.00  29.49%
147.0 2810
’ 341.0
ot L T 4290 5030563
et e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264805: 1H-Indole-2-carboxylic acid, 6-(4-ethoxyphenyl] | wsrrrprtep b
207.0 5.60 5.80 6.00 6.20
m/z 221.00 23.34%
5000
147.
355.0
43.0
] ‘ 296.0
oL V0 S0 S S
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\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
5.997 3.32 ng/ul 54086 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 50
2 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 50
3 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 47
4 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 47
5 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 40
Abundance Scan 495 (5.997 min): BG058381.D\data.ms (-492) (-) m/z 41.00 100.00%
41.0
REARSEEEE AL
“ H ‘ 175.1221.0 3048 387.0 5.60 5.80 6.00 6.20 6.40o
L T m/z 69.00  93.45%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1670: 2-Pentene, 2-methyl-
41.0
5000 ‘HH‘HH‘HH,HW
5.60 5.80 6.00 6.20 6.40
‘ m/z 39.00  33.90%
0‘\\“\“l‘h\”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1669: 2-Pentene, 2-methyl-
41.0
5.60 5.80 6.00 6.20 6.40
5000 m/z 43.90 19.71%
O‘JWL‘ml‘wq‘“‘_‘“““w“““‘w“““‘w‘
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #26548: 2-Butene, 1-bromo-3-methyl- A BEEsammsl AR
41.0 5.60 5.80 6.00 6.20 6.40
m/z 53.00 16.38%
5000
150.0
oA e
mlz--> 0 50 100 150 200 250 300 350 400 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 18 Cyclohexene, 3-chloro- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
6.174 7.79 ng/ul 126744  1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 64
2 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 53
3 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 53
4 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 52
5 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 47

Abundance Scan 525 (6.174 min): BG058381.D\data.ms (-519) (-)
81.0

m/z 80.95 100.00%

5000

AV A .
207.0 5.80 6.00 6.20 6.40
280.9
OWJLJMWWM%GOMSO%Q; m/z 79.00  45.05%
miz—> 0 50 100 150 200 250 300 350 400 450

Abundance #9430: Cyclohexene, 3-chloro-
81.0

5000 N L Temmar e
5.80 6.00 6.20 6.40

m/z 53.00 25.76%

\\\U‘!“‘\H\ ‘}‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #11443: Cyclohexene,3-(2-propenyl)-
81.0

5.80 6.00 6.20 6.40

o

5000 m/z 80.00  24.43%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #3259: 1,4-Hexadiene, 4-methyl- “‘FM“‘H“‘H““W‘
81.0 5.80 6.00 6.20 6.40

m/z 39.00 17.47%

o

m/z--> 0

’L‘, M

100 150 200 250 300 350 400 450

5.80 6.00 6.20 6.40

SFAM-EPA-BG@71723

.MA.M Fri Jul 21 12:18:46 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 unknown-07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.403  20.20 ng/ul 328714 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5'-Di(ethoxycarbonyl)-3,3"-dim... 402 C23H34N204 102586-97-0 47
2 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 46
3 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 46
4 Tetrasiloxane, decamethyl- 310 C1eH3003Si4 000141-62-8 43
5 2-Acetylamino-3-(4-ethoxy-phenyl... 249 C13H15NO4 325482-56-2 43

Abundance Scan 564 (6.403 min): BG058381.D\data.ms (-553) (-) m/z 73.00 100.00%
73.0
207.0
5000
147.0
281.0 344 ¢ S
} | 4751 6.00 6.20 6.40 6.60 6.80
SRS BH SO § NS i J‘Lmu )‘\uwnw‘r?f"?" m/z 207.00  75.69%
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 L L L B
402.0 6.00 6.20 6.40 6.60 6.80
m/z 193.00 33.81%
120.0 } 327.0
b “II”“ ‘\ 269“ I L I | \
0\\\‘\\\\‘\f!fW\\\‘\\\f‘\f\\‘1\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210888: Tetrasiloxane, decamethyl-
207.0
Rmaas A R RR R o
73.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 147.00  28.77%
295.0
133.0
o SR ML b Ot
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene Raaas A REARERRREE
207.0 6.00 6.20 6.40 6.60 6.80
m/z 281.00 23.17%
5000
73.0
bk 20 SR & N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 20 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.514  48.81 ng/ul 794209 1,4-Dichlorobenzene-d4 7.895

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 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 42

Abundance Scan 583 (6.514 min): BG058381.D\data.ms (-577) (-) m/z 68.00 100.00%

68.0
5000
T
“ 6.20 6.40 6.60 6.80
ol dd L 1909 2961 3874/, 96,00  29.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3150: 2-Cyclohexen-1-one
68.0
5000 UL L B L B L B
6.20 6.40 6.60 6.80
} m/z 38.95 24.58%
01\ H“H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #3153: 2-Cyclohexen-1-one
68.0
N L N Eana
6.20 6.40 6.60 6.80
5000 m/z 39.95 19.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3152: 2-Cyclohexen-1-one T T T
68.0 6.20 6.40 6.60 6.80
m/z 41.95 10.15%
5000 MJ\“
0 \H‘\\

m/z--> 100 150 200 250 300 350 400 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 Hydrazine, 1-methyl-1-propyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
6.720 4.63 ng/ul 75269 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1-methyl-1-propyl- 88 C4H12N2 004986-49-6 53
2 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 53
3 Methyl 2,5,8,11,14,17,20-heptaox... 368 C16H3209 1010366-81-3 42
4 Hydrazine, 1-methyl-1-propyl- 88 C4H12N2 004986-49-6 40
5 Propane, 1l-ethoxy- 88 C5H120 000628-32-0 40
Abundance Scan 618 (6.720 min): BG058381.D\data.ms (-610) (-) m/z 59.00 100.00%
59.0
5000
R R AR AR
‘ 131.0 2070 2821 6.40 6.60 6.80 7.00
ol A 4 OTO 2070 2821 8409 43 60 77.53%
m/z--> 50 100 150 200 250 300 350
Abundance #2227: Hydrazine, 1-methyl-1-propyl-
59.0
5000 R R e e
6.40 6.60 6.80 7.00
m/z 45.00 28.04%
0\\“‘!“\““‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz—-> 50 100 150 200 250 300 350
Abundance  #117729: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59.0
6.40 6.60 6.80 7.00
5000 117.0 m/z 88.00  20.68%
oS8 L Lsoo
m/z--> 50 100 150 200 250 300 350
Abundance #276566: Methyl 2,5,8,11,14,17,20-heptaoxadocosan-22 et e
59.0 6.40 6.60 6.80 7.00
m/z 89.00 12.75%
117.0
5000
o891 L1 |, 1810 2050 2099
m/z--> 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\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 unknown-08 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.126 3.08 ng/ul 50123 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 47
2 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 30
3 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 25
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 25
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 25
Abundance Scan 687 (7.126 min): BG058381.D\data.ms (-683) (-) m/z 97.00 100.00%
97.0
55.0
5000
141.0 /\7/\7,274,
‘ “ ‘ | ‘ 192.9 326.9 6.80 7.00 7.20 7.40 ;
o-—ihA At m/z 83.00 67.19%
m/z--> 50 100 150 200 250 300
Abundance #7174: 1-(Trimethylsilyl)-1-propyne
97.0
5000
6.80 7.00 7.20 7.40
m/z 55.00 64.41%
43.0
0\\‘\\“‘H\“‘\“\H\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #3763: 2-Pentene, 2,3-dimethyl-
55.0
R AAEERRSEEEE
6.80 7.00 7.20 7.40
m/z 43.00 58.12%
5000 98.0
01§HLHVMJ1N‘\““ e
m/z--> 50 100 150 200 250 300
Abundance #7588: 2-Hexene, 2,4-dimethyl- R RmmEat e AR
83.0 6.80 7.00 7.20 7.40
m/z 41.00 27.11%
T f/\xAmu%«ﬁJ\uﬂAJkﬂ\xJ\
0 w“‘ R e R R e,
m/z--> 50 100 150 200 250 300 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 Ethanamine, N-pentylidene- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.572 8.35 ng/ul 135890 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, N-pentylidene- 113 C7H15N 010599-76-5 53
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 43
3 Trans-3-methylpent-3-ene-5-0l 100 C6H120 030801-95-7 38
4 1-Butene 56 C4H8 000106-98-9 35
5 2-Butene 56 C4H8 000107-01-7 30
Abundance Scan 763 (7.572 min): BG058381.D\data.ms (-757) (-) m/z 41.00 100.00%
41.0
o V\Aﬂﬂjmﬂ\wﬁb\affvuﬂﬂf
I 720740760780
221.0 341.1 ; : : :

0 “u““ b S5 2809 SR sz 70095 78.12%

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

Abundance #7919: Ethanamine, N-pentylidene-

56.0
5000 \‘7’"\{“\,””‘””‘\””\%
7.20 7.40 7.60 7.80
m/z 56.00  75.22%
h ‘ 113.0
0\\}““‘“‘\‘”‘\‘\“\‘\‘\\\’\\\\ (I ——— T T B
m/z--> 50 100 150 200 250 300
Abundance #682: Ethane, isocyanato-
56.0
7.20 7.40 7.60 7.80
5000 m/z 38.95 57.77%
ow“u!“““”HH,HHHHHHHH
m/z--> 50 100 150 200 250 300
Abundance #4421: Trans-3-methylpent-3-ene-5-ol ”Aﬁm U L
71.0 7.20 7.40 7.60 7.80
m/z 68.95 54.55%
mlz--> 50 100 150 200 250 300 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 24 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.966 3.59 ng/ul 58362 1,4-Dichlorobenzene-d4 7.895

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 49
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 49
4 3-Hexene, 2,2-dimethyl-, (Z)- 112 C8H16 000690-92-6 47
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 47
Abundance Scan 830 (7.966 min): BG058381.D\data.ms (-825) (-) m/z 54.95 100.00%
55.0
5000
1120 760780800820

ok wL“ f uﬂ‘w‘u : ‘ T 2?‘70 - ‘2‘33;9‘32‘?'?‘ - ‘4‘0,‘170‘ n/z 57.00  24.55%

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

Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one

55.0
5000 T T T e T
7.60 7.80 8.00 8.20
112.0 m/z 39.00  23.19%
0\\\"‘\“h\\“‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #7551: 3-Heptene, 4-methyl-
55.0
N RSRaREEEE
7.60 7.80 8.00 8.20
5000 m/z 112.00  19.09%
112.0
LT
m/z--> 50 100 150 200 250 300 350 400
Abundance #7247 7-Oxabicyclo[4.1.0]heptan-2-one 1 1 R S
55.0 7.60 7.80 8.00 8.20
m/z 82.90 17.51%
5000
112.0
oy b o ey
mlz--> 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\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 25 (DEL) Alkane: Cyclic8.066 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.066 10.88 ng/ul 176986  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 30
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 27
3 7-Oxabicyclo[4.1.0]heptane, 2-me... 112 C7H120 005410-22-0 27
4 Pentadecafluorooctanoic acid, he... 512 C15H15F1502 1000406-03-7 25
5 Trichloroacetic acid, 2-methylbu... 232 C7H11C1302 1000330-88-8 16

Abundance Scan 847 (8.066 min): BG058381.D\data.ms (-841) (-) m/z 56.95 100.00%

57.0
5000 97.0

7.80 8.00 8.20 8.40

141.0
0 et e 2210 69,95 87.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7707: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
5000 R R S s RS N
41.0 7.80 8.00 8.20 8.40

m/z 68.00 54.98%

\\\\‘\M\\"“\\\h\“\\“\\“\\9\7\’0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7705: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0

7.80 8.00 8.20 8.40

o

m/z 97.00 50.447%
5000 410
150“ ‘ ‘ 112.0
I s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7477: 7-Oxabicyclo[4.1.0]heptane, 2-methyl- e e
41.0 68.0 7.80 8.00 8.20 8.40
97.0 m/z 67.00 46.41%
5000 //\J\/\\/\
0! , Nﬁ‘w‘u“u‘w‘u‘_‘ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 unknown-09 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.142 14.79 ng/ul 240581 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 43
2 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 27
3 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 18
4 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 18
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 18

Abundance Scan 860 (8.142 min): BG058381.D\data.ms (-854) (-) m/z 57.00 100.00%

57.
97.0
5000
A RARWEEERREES
‘ 141.1 221.0 264.9 7.80 8.00 8.20 8.40
ol Ml L2 2210 2649 0 3412 7e.e0 93.79%
miz--> 50 100 150 200 250 300
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.
5000 T T T TR T
7.80 8.00 8.20 8.40
m/z 97.00 74.55%
15. 96.0
0' H“\M\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz—-> 50 100 150 200 250 300
Abundance #204352: Sulfurous acid, cyclohexylmethyl nonyl ester
97.0
e e e AR
7.80 8.00 8.20 8.40
5000 55.0 m/z 55.00  41.83%
AR BT UL —
m/z--> 50 100 150 200 250 300
Abundance #7156: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl- RREER e A
97.0 7.80 8.00 8.20 8.40
m/z 41.00 41.21%
) | \MmfﬂwnJ\A/\v&J\d¢x
0b— ‘EH““M ‘ Dl R TS
m/z--> 50 100 150 200 250 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 27 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.207 77.11 ng/ul 1254670  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 87
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 50
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 50
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 43

Abundance Scan 871 (8.207 min): BG058381.D\data.ms (-865) (-) m/z 57.00 100.00%

57.0
5000

7.80 8.00 8.20 8.40 8.60

I il h ?80 134.0 220.9 267.0

[ — i 2209 267.0 3269 = /7 g9.00 24.85%
m/z--> 0 100 150 200 250 300
Abundance #17288: 2-Chlorocyclohexanol
57.0
5000 AR e e

7.80 8.00 8.20 8.40 8.60
m/z 81.00 15.79%

8.0 4 134.0
‘H‘\ M‘“ \H‘ ? - ‘ T T
m/z--> 0 100 150 200 250 300
Abundance #17285: 2-Chlorocyclohexano

57.0

7.80 8.00 8.20 8.40 8.60

o

5000 m/z 44.00  14.49%
8.0 134.0
0 1‘59“\ HH‘ \\“ u\hh u\‘ ? ‘ S L L B A e
m/z--> 50 100 150 200 250 300
Abundance #17289: 2-Chlorocyclohexanol A
57.0 7.80 8.00 8.20 8.40 8.60

m/z 41.00 14.38%

- ”N\A‘A/
8.0 134 0
015qH “H‘ L, ?

m/z--> 50 100 150 200 250 300 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\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 3,5-Dimethylcyclopentene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.430 6.05 ng/ul 98504  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 72
2 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 64
3 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 64
4 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 64
5 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 64
Abundance Scan 909 (8.430 min): BG058381.D\data.ms (-902) (-) m/z 81.00 100.00%
81.0
5000
8.20 8.40 8.60 8.80
147.0 207.0253, 3411 414,

0! 3 ‘MMM“‘u‘“wﬂuJui%Qw“‘w‘wMu“y‘u m/z 41.00 32.48%

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

Abundance #3253: 3,5-Dimethylcyclopentene

81.0
5000 TR T T T T T
8.20 8.40 8.60 8.80
m/z 79.00 30.77%
27.T
0 \l\“h\‘}‘i““\h‘\‘ \“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #11440: Cyclohexene,3-(2-propenyl)-
81.0
R R
8.20 8.40 8.60 8.80
5000 m/z 39.00 23.41%
27.
m/z--> 50 100 150 200 250 300 350 400
Abundance #37910: Bi-2-cyclohexen-1-yl e ABRNREENREERR e
81.0 8.20 8.40 8.60 8.80
m/z 53.00 20.17%
5000
27.%
N
mlz--> 50 100 150 200 250 300 350 400 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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-10 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

8.853  6.81 ng/ul 110831 1,4-Dichlorobenzene-d4  7.895

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 43
2 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 30

3 (E)-2-bromobutyloxychalcone 358 C19H19Bro02 1010370-38-6 27
4 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 27
5 2-(n-Propyl)oxybenzylidene aceto... 266 C18H1802 1000395-75-6 27
Abundance Scan 981 (8.853 min): BG058381.D\data.ms (-972) (-) m/z 73.00 100.00%
73.0
207.0
5000
147.0
R R RRSEERERE
341 0 415.0475.1 8.60 8.80 9.00 9.20
¥ (T 5492
0t m T it m/z 207.00  72.76%
m/z--> 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 LB B e e
8.60 8.80 9.00 9.20
m/z 193.00 29.61%
133.0 281.0 355.0
0 \\\l“\\\\‘\\\‘\\‘\\\\H!Y‘\W[WLW\\‘W\WT‘l‘L\\\‘4\.2\‘\9\‘0\4\.8\\9‘\0\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345416: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(
73.0
R R RRSEERERE
8.60 8.80 9.00 9.20
5000 m/z 147.00  29.32%
147.0
221.0281.0
| L0 4169 5190
(O e e e e R S R A nnE R RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #267704: (E)-2-bromobutyloxychalcone R e
207.0 8.60 8.80 9.00 9.20
m/z 221.00 24.03%
5000
55.0
118.0
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\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 34 unknown-11 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.081 12.77 ng/ul 325491 Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 43
2 2-(Ethyl)oxybenzylidene acetophe... 252 C17H1602 1000395-75-5 38
3 N-(3-Phenylpropyl)pyridine-3-car... 312 C18H24N20Si 1000510-98-3 38
4 Methyl (7-hydroxy-1H-benzimidazo... 207 C9H9N303 041261-35-2 38
5 N-(2-Hydroxyethyl)pyridine-3-car... 310 C14H26N202Si2 1000485-24-9 38

Abundance Scan 1190 (10.081 min): BG058381.D\data.ms (-1186) (- | m/z 73.00 100.00%

5000
j T

147.0
‘ 267.0326.9 4151

535.1 10.00
‘\u“\““‘”\‘\'\\“‘ \‘H\H\HI\“H‘H’Hiu“i‘u‘\“\“ \‘\H‘L\ ety “' \\\‘\‘Z%’I‘H\‘H‘\ m/z 207.00 84.92%

0 J .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101311: 1,2-Bis(trimethylsilyl)benzene

207.0
5000 — ‘
10.00
73.0 m/z 193.00  58.10%
0150“H h‘ 51310 L

‘\\H‘\HI‘HH‘HH’\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\

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

Abundance #138426: 2-(Ethyl)oxybenzylidene acetophenone
207.0

%

10.00
5000 77.0 m/z 208.60  26.76%

147.0

' \‘ ml\u.

‘\\\\‘\\\\‘\\\\‘\ \\’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214408: N-(3-Phenylpropyl)pyridine-3-carboxamide, TM — ‘
207.0 10.00

m/z 221.00 22.34%

o

¢

5000 91.0

2791.\”\4\“ f"? | 3\1120

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 35 2-Ethyl-2-methyl-1,3-propan... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.545 2.91 ng/ul 74156  Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-2-methyl-1,3-propanediol 118 C6H1402 000077-84-9 64
2 1-Butanol, 3-methyl-, acetate 130 C7H1402 000123-92-2 45
3 Heptanoic acid, 3-methylbutyl ester 200 C12H2402 000109-25-1 45
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 43
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 43
Abundance Scan 1269 (10.545 min): BG058381.D\data.ms (-1259) (- | m/z 70.00 100.00%
70.0
5000
‘ o 1050 |
11.0 . . :
oL, bk W10 1930 2810 38! . 4360 64.49%
m/z--> 50 100 150 200 250 300 350
Abundance #10087: 2-Ethyl-2-methyl-1,3-propanediol
70.0
5000 — ‘
10.50
m/z 71.00 32.51%
| 1180
0 ‘W\‘ \w‘\i‘\‘\\\‘\\\\‘\\\\‘\\\\|\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #15482: 1-Butanol, 3-methyl-, acetate
43.0
Y Wy
10.50
5000 m/z 54.95 30.36%
87.0
m/z--> 50 100 150 200 250 300 350
Abundance #75810: Heptanoic acid, 3-methylbutyl ester — ‘
70.0 10.50
m/z 41.00 27.45%
5000
113.0
29. L | ‘1570
ol e P
mlz--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 39 unknown-12 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.362 3.35 ng/ul 85477  Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 2-ethyl- 100 C6H120 000097-96-1 12
2 4-Acetyloxyimino-6,6-dimethyl-3-... 341 C15H19N04S2 1000301-45-7 10
3 Butanal, 2-ethyl- 100 C6H120 000097-96-1 10
4 2,4-Pentanedione, 3-methyl- 114 C6H1002 000815-57-6 10
5 2,4,6-Tris(acetoxymethyl)hexahyd... 303 C12H21N306 1000090-49-5 10

Abundance Scan 1408 (11.362 min): BG058381.D\data.ms (-1404) (+ | m/z 43.00 100.00%

43.0
5000

11.00 11.50

207.0
H h 1 281.0 3411 415.1 475.

0“HJ HNM‘u]‘q‘N‘W“JW“‘W“‘W““_“‘ m/z 72.00 26.78%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #4286: Butanal, 2-ethyl-
43.0
5000 NM/\ \A T T ,‘( A\A T A\A

11.00 11.50
m/z 83.00 21.46%

0‘\\”\L“H\\1\0‘0\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #249373: 4-Acetyloxyimino-6,6-dimethyl-3-methylsulfany
43.0
; —

[
282.0 11.00 11.50
5000 m/z 73.00 16.02%
.

341.0
222.0

0 | M‘ \h‘ \? 'mm J n‘m. I \‘l\

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

Abundance #4284: Butanal, 2-ethyl- — —
43.0 11.00 11.50
m/z 207.00  13.10%
5000
0 H | [100.0
‘\‘\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 40 2-Butenoic acid, 3-methyl-,... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.421 4.46 ng/ul 113591 Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202 000638-10-8 50
2 Hexanal di-cis-3-hexenyl acetal 282 (C18H3402 1000430-94-7 43
3 Oxalic acid, cyclohexyl undecyl ... 326 C19H3404 1000309-31-3 43
4 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 38
5 (1,2-Dichlorotrifluoroethyl)cycl... 234 C8H11C12F3 219904-98-0 38
Abundance Scan 1418 (11.420 min): BG058381.D\data.ms (-1413) (-~ ' m/z 83.00 100.00%
83.0
- A,JA/L
128.0 L
39,0 ‘ 195.1 401, 11.50
o dllp b | 1951 2809 401 oo 09 52.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14126: 2-Butenoic acid, 3-methyl-, ethyl ester
83.0
5000 T
11.50
m/z 55.00 20.57%
29"0 | 128.0
0\‘\‘\h‘“‘\\\‘\J\\‘\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176241: Hexanal di-cis-3-hexenyl acetal
83.0
—
11.50
5000 m/z 128.00  16.95%
41.
‘ 125.0 18?D
O e S o o e e T
m/z--> 50 100 150 200 250 300 350 400 A
Abundance #231754: Oxalic acid, cyclohexyl undecyl ester N A
83.0 11.50
m/z 43.00 11.57%
5000
41.
oL \M \\‘ b dh 1290 1990
e P
mlz--> 50 100 150 200 250 300 350 400 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 45 9-Octadecenamide, (Z)- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
22.948 2.93 ng/ul 151892  Chrysene-di12 21.526
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Pentadecane 212 C15H32 000629-62-9 60
3 7-Nonenamide 155 C9H17NO 090949-53-4 60
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 60
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 55

Abundance Scan 3380 (22.948 min): BG058381.D\data.ms (-3374) (- | m/z 58.95 100.00%
59.0
5000 /\‘\
o 23.00
411 1939 239.0 320.1 s
0! uwhw‘wﬂ‘w1‘w‘WVM%8T9“1““ m/z 57.00 80.37%
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 U
23.00
m/z 43.00 66.33%
98.0
018 Wl \“]\4‘9(\) 184.0 238.0 2810
N \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #90190: Pentadecane
57.0
——
23.00
5000 m/z 55.00 62.83%
L a0 2120
O e i B T T B
m/z--> 50 100 150 200 250 300
Abundance #32728: 7-Nonenamide —
59.0 23.00
m/z 72.00 61.54%
5000
‘ m 98.0 155.0
ol by L [ e
miz--> 50 100 150 200 250 300 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
25.739 3.88 ng/ul 174917  Perylene-di2 24.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan3855(25739nmﬂ BG058381.D\data.ms (-3847) (- ' m/z 57.00 100.00%

57.0
5000

7
25.50 26.00

\l / u\ ; 169.1214.9 281.0

0 ‘HJM“ T A R B m/z 71.00 59.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 —T —
25.50 26.00

m/z 85.05 48.92%

A L) \l Ly \1690 2250  309.0 365.0 436.
\\\!‘ \\’\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

\
25.50 26.00

o

5000 m/z 43.00 46.61%
ol AL h T «1‘6?‘9,2‘2?9_???-F’m_m_m
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane — —
57.0 25.50 26.00

m/z 55.00 21.11%

- 'W/‘«MMJ\W\MN
113.0

oLl LT 169.0 225.0 281.0 337.0 394.0
A (O 2e0.0 2810 337.0 3940 — —

m/z--> 50 100 150 200 250 300 350 400 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
27.038 2.64 ng/ul 118881  Perylene-di2 24.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Hexacosane 366 C26H54 000630-01-3 80
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 78
5 Eicosane 282 C20H42 000112-95-8 74

Abundance Scan 4076 (27.037 min): BG058381.D\data.ms (-4069) (- = m/z 57.00 100.00%

57.0
5000
T T
| ‘ | 1271 2090 281.0 3390 27.00
oLk lmwu\ I ET I S St m/z 71.08  58.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 ——
27.00
m/z 43.00 47.53%
0 \‘\\‘ H‘\”‘\““ \“\‘\ \“1‘\6\9\0\ ‘2\2\5\9‘ \2\8\2\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
——
27.00
5000 m/z 85.10 41.35%
0 i uh\ il \‘ J\ h‘ \ \6\9\0\2\2’\59 L ‘30‘90 3650 437'
R A T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane —
57.0 27.00
m/z 55.00 17.89%
- www/\wv\w
113.0
\\‘\H\H\ 1690 2250 2950 366.0
0l e e b S S e e e e
m/z--> 50 100 150 200 250 300 350 400 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc

ALS vial : 4 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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
28.606 2.46 ng/ul 110804  Perylene-d12 24.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 72
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Tetratetracontane 619 C44H90 007098-22-8 62
5 Heneicosane 296 C21H44 000629-94-7 62

Abundance Scan 4343 (28.606 min): BG058381.D\data.ms (-4333) (- | m/z 57.00 100.00%

57.0
5000

99.0 e —
| h Ly 41 1919 2489 2824 28.50 29.00
Obperrerbe b by b e e ST m/z 71.00 51.83%
miz--> 20 40 60 80 100120 140160180 200220240260 280
Abundance #158597: Nonadecane
57.0
5000 — -
28.50 29.00

m/z 85.00 47.08%

o) | | %%, 110 w50 so zsns
\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH’HH‘H\\‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
—7

o

28.50 29.00
5000 m/z 43.00 36.19%
09901410; MWWwMMM/A\WwMWwww
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #141057: Octadecane — —
57.0 28.50 29.00

m/z 55.00  20.56%

- WM
L

b 1410 183.0 20502540
0""""""‘H"""""""H"""""""‘,wwwwmw —r— ——

m/z--> 20 40 60 80 100120140160180200220240260280 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072123\
Data File : BGO58381.D

Acqg On : 21 Jul 2023 10:20
Operator : CG/JU

Sample : 03472-36

Misc :

ALS vial : 4 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|
Cyclobutane, et... 3.148 691.0 ng/ul 11244200 1 7.895 325431 20.0
unknown-01 3.865 3.2 ng/ul 51733 1  7.895 325431 20.0
Prenol 4.070 20.7 ng/ul 336623 1 7.895 325431 20.0
unknown-02 4.147 18.3 ng/ul 298366 1 7.895 325431 20.0
2-Butenal, 3-me... 4.229 8.5 ng/ul 138981 1 7.895 325431 20.0
2-Butene, 1-bro... 4.305 10.0 ng/ul 161993 1 7.895 325431 20.0
unknown-03 4.452 7.0 ng/ul 113109 1 7.895 325431 20.0
2-Pentanol, 3-m... 4.634 37.6 ng/ul 612646 1 7.895 325431 20.0
unknown-04 4.675 16.7 ng/ul 271698 1 7.895 325431 20.0
Butane, 2,3-dim... 4.711 7.2 ng/ul 117439 1 7.895 325431 20.0
Guanidine, mono... 5.081 5.7 ng/ul 92652 1 7.895 325431 20.0
unknown-05 5.357 6.8 ng/ul 110558 1 7.895 325431 20.0
2-Cyclohexen-1-0l 5.792 44.7 ng/ul 727512 1 7.895 325431 20.0
unknown-06 5.892 19.9 ng/ul 324526 1 7.895 325431 20.0
(DEL) Alkane: S... 5.997 3.3 ng/ul 54086 1 7.895 325431 20.0
Cyclohexene, 3-... 6.174 7.8 ng/ul 126744 1 7.895 325431 20.0
unknown-07 6.403 20.2 ng/ul 328714 1 7.895 325431 20.0
2-Cyclohexen-1-one 6.514 48.8 ng/ul 794209 1 7.895 325431 20.0
Hydrazine, 1-me... 6.720 4.6 ng/ul 75269 1 7.895 325431 20.0
unknown-08 7.126 3.1 ng/ul 50123 1 7.895 325431 20.0
Ethanamine, N-p... 7.572 8.3 ng/ul 135890 1 7.895 325431 20.0
7-Oxabicyclo[4.... 7.966 3.6 ng/ul 58362 1 7.895 325431 20.0
(DEL) Alkane: C... 8.066 10.9 ng/ul 176986 1 7.895 325431 20.0
unknown-09 8.142 14.8 ng/ul 240581 1 7.895 325431 20.0
2-Chlorocyclohe... 8.207 77.1 ng/ul 12546706 1 7.895 325431 20.0
3,5-Dimethylcyc... 8.430 6.0 ng/ul 98504 1 7.895 325431 20.0
unknown-10 8.853 6.8 ng/ul 110831 1 7.895 325431 20.0
unknown-11 10.081 12.8 ng/ul 325491 2 10.698 509675 20.0
2-Ethyl-2-methy... 10.545 2.9 ng/ul 74156 2 10.698 509675 20.0
unknown-12 11.362 3.4 ng/ul 85477 2 10.698 509675 20.0
2-Butenoic acid... 11.421 4.5 ng/ul 113591 2 10.698 509675 20.0
9-Octadecenamid... 22.948 2.9 ng/ul 151892 5 21.526 1037160 20.0
(DEL) Alkane: S... 25.739 3.9 ng/ul 174917 6 24.658 900926 20.0
(DEL) Alkane: S... 27.038 2.6 ng/ul 118881 6 24.658 900926 20.0
(DEL) Alkane: S... 28.606 2.5 ng/ul 110804 6 24.658 900926 20.0
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