LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc :

ALS Vvial : 10 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: BGO58338.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.125 3 6 8 rBV 1810152 2339942 53.89% 12.852%
2 3.148 8 10 37 rVB 2661437 4342185 100.00% 23.848%
3 3.612 83 89 95 rBV 15501 23753 ©@.55% 0.130%
4 3.747 106 112 127 rBV4 47114 129331 2.98% 0.710%
5 3.859 127 131 136 rWwV 27714 41158 ©.95% 0.226%
6 3.912 136 140 146 rVv2 21910 42519 0.98% 0.234%
7 3.988 149 153 160 rVB2 18617 32718 ©.75% 0.180%
8 4.071 160 167 176 rBvV2 169896 296913 6.84% 1.631%
9 4.147 176 180 189 rvV 87346 146362 3.37% 0.804%
106 4.235 189 195 201 rW 93993 152915 3.52% 0.840%
11 4.306 202 207 219 rVB 89596 156145 3.60% ©0.858%
12 4.452 227 232 241 rVB2 54884 96838 2.23% 0.532%
13 4.588 249 255 257 rBV 18534 33239 0.77% 0.183%
14 4.635 257 263 267 rVW 298070 495407 11.41% 2.721%
15 4.676 267 270 274 rVWW 169047 252020 5.80% 1.384%
16 4.711 274 276 283 rVB2 70271 91628 2.11% 0.503%
17 4.852 296 300 303 rBV2 14260 21028 0.48% 0.115%
18 5.081 332 339 345 rVWW2 34144 59278 1.37% 0.326%
19 5.357 381 386 400 rVB3 39503 78259 1.80% 0.430%
20 5.792 451 460 465 rBV2 195390 381094 8.78%  2.093%
21 5.833 465 467 472 rVB 45138 56493 1.30% 0.310%
22 5.892 472 477 489 rBV 72773 198897 4.58% 1.092%
23 6.174 521 525 532 rBV4 30726 63740 1.47% 0.350%
24 6.403 551 564 571 rBv4 52446 141798 3.27% 0.779%
25 6.521 577 584 593 rVB 238795 422242  9.72%  2.319%
26 6.726 609 619 624 rBV2 32206 78753 1.81% 0.433%
27 6.773 625 627 632 rVW5 10429 20210 0.47% 0.111%
28 7.061 670 676 682 rBV 20887 39384 0.91% 0.216%
29 7.126 682 687 694 rVB4 23727 44385 1.02% 0.244%
30 7.226 699 704 711 rBV 30416 49982 1.15% 0.275%
31 7.431 732 739 747 rBV3 27475 61468 1.42% ©.338%
32 7.578 757 764 772 rBV3 56291 121813 2.81% 0.669%
33 7.831 803 807 811 rvwW4 13023 22280 0.51% 0.122%
34 7.895 811 818 825 rVvwW 127733 220178 5.07% 1.209%
35 7.966 825 830 835 rvv2 15873 29909 0.69% 0.164%

36 8.066 841 847 852 rVWW2 54216 104246 2.40% ©.573%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc :

ALS Vvial : 10 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 8.142 854 860 865 rvwW3 76369 157538 3.63% 0.865%
38 8.213 865 872 886 rVB 364378 675521 15.56%  3.710%
39 8.436 902 910 913 rBVS8 9361 23371 0.54% 0.128%
40 8.659 943 948 954 rBVv7 15912 36145 0.83% 0.199%
41  8.724 954 959 967 rVB4 23393 51204 1.18% 0.281%
42 8.859 967 982 984 rBV6 37927 87040 2.00% 0.478%
43 8.912 988 991 997 rVB4 21073 40674 0.94% 0.223%
44  9.053 1010 1015 1022 rBV 41722 81302 1.87% 0.447%
45  9.194 1034 1039 1044 rBV7 12241 22681 ©0.52% 0.125%
46 9.241 1044 1047 1052 rVB3 10529 17395 0.40% 0.096%
47  9.341 1060 1064 1071 rBv4 18212 38071 0.88% 0.209%
48 9.435 1077 1080 1086 rBV5 10332 20984 0.48% 0.115%
49 9.494 1088 1090 1098 rVB8 15727 30208 0.70% 0.166%
50 9.782 1133 1139 1147 rVB2 34243 64379 1.48% 0.354%
51 9.952 1160 1168 1173 rBV9 7993 19490 0.45% 0.107%
52 10.046 1178 1184 1189 rBvV3 38673 99844 2.30% 0.548%
53 10.316 1221 1230 1238 rBV7 21995 71019 1.64% 0.390%
54 10.551 1261 1270 1276 rBV 30516 58270 1.34% 0.320%
55 10.698 1284 1295 1306 rBV 196287 372633 8.58% 2.047%
56 10.868 1316 1324 1329 rBV2 24014 46966 1.08% 0.258%
57 11.068 1352 1358 1361 rBV3 27006 53265 1.23% 0.293%
58 11.327 1398 1402 1405 rvv2 31831 52144 1.20% 0.286%
59 11.362 1405 1408 1413 rVV 33738 56117 1.29% 0.308%
60 11.421 1413 1418 1427 rVV4 35651 90893 2.09% 0.499%
61 11.503 1427 1432 1440 rVB2 33178 62448 1.44% 0.343%
62 11.609 1443 1450 1459 rBVS5S 12032 31612 0.73% 0.174%
63 12.138 1534 1540 1547 rBV6 12469 29587 0.68% 0.162%
64 12.420 1583 1588 1593 rVB 26601 41505 ©0.96% 0.228%
65 12.572 1610 1614 1621 rVB3 18521 33056 0.76% 0.182%
66 12.749 1637 1644 1648 rBV3 21543 38665 0.89% 0.212%
67 12.901 1663 1670 1672 rBV2 17763 29664 0.68% 0.163%
68 12.931 1672 1675 1681 rVB3 19692 30428 0.70% 0.167%
69 13.935 1840 1846 1851 rBV 112257 163683 3.77% 0.899%
70 14.176 1882 1887 1890 rBV5 12588 22069 0.51% 0.121%
71 14.223 1890 1895 1902 rVB2 101412 171702  3.95% 0.943%
72 14.535 1938 1948 1956 rBV 353104 566898 13.06% 3.114%
73 14.746 1978 1984 1986 rBV3 16676 28424 0.65% 0.156%
74 14.776 1986 1989 1995 rVB5 16197 26704 0.61% 0.147%
75 15.522 2110 2116 2122 rBV 166727 258462 5.95% 1.420%
76 15.645 2132 2137 2144 rVB2 27436 42240 0.97% 0.232%

SFAM-EPA-BGO71723.MA.M Thu Jul 20 ©6:09:45 2023 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc :

ALS Vvial : 10 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 15.780 2152 2160 2167 rVB3 17724 32235 0.74% 0.177%
78 15.886 2174 2178 2184 rVVW2 14956 20026 0.46% ©0.110%
79 17.279 2408 2415 2425 rBV 453076 718633 16.55% 3.947%
80 17.373 2426 2431 2440 rVB 57187 86818 2.00% 0.477%
81 17.937 2521 2527 2534 rBVS 13870 21631 ©0.50% ©0.119%
82 18.160 2561 2565 2574 rBV3 28244 50527 1.16% 0.278%
83 18.659 2643 2650 2654 rBV 29340 45755 1.05% ©.251%
84 19.106 2719 2726 2729 rBV8 11173 19380 ©0.45% 0.106%
85 19.235 2746 2748 2755 rVW7 11480 19064 0.44% ©.105%
86 19.435 2779 2782 2794 rBV7 9714 21996 0.51% 0.121%
87 19.664 2814 2821 2832 rVB2 177913 272120 6.27%  1.495%
88 20.898 3027 3031 3037 rBV 75477 94972  2.19% ©.522%
89 21.109 3064 3067 3072 rBV5 10214 17862 0.41% 0.098%
90 21.174 3075 3078 3081 rBV2 16681 21557 ©.50% 0.118%
91 21.409 3114 3118 3124 rVB 50621 65490 1.51% ©.360%
92 21.527 3131 3138 3154 rVB2 439355 729749 16.81% 4.008%
93 21.656 3154 3160 3165 rBV 20578 43049 ©.99% 0.236%
94 21.703 3165 3168 3173 rVB3 16465 21475 ©0.49% 0.118%
95 22.290 3264 3268 3273 rVB2 33369 56962 1.31% 0.313%
96 22.948 3373 3380 3389 rBv4 52280 121861 2.81% ©.669%
97 23.736 3508 3514 3522 rVB2 40686 87927 2.02% ©.483%
98 24.658 3661 3671 3684 rVB 280191 783167 18.04% 4.301%
99 25.739 3848 3855 3867 rVB5 26226 76088 1.75% 0.418%
100 27.038 4071 4076 4084 rVB5 17898 46280 1.07% 0.254%
Sum of corrected areas: 18207435
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

: 19 Jul 2023 22:15
: CG/IU
: 03452-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
BGO58338.D

: 10 Sample Multiplier: 1

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

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

TIC: BG058338.D\data.ms

48
2500000

2000000

1500000

1000000

500000

0

25

8.213
5792 6521 10.698

352081.357 5%, 1W$m&d@3§g SBIG5 05099, HGIHG 10550, BBW@Q 12.1321426m729

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 1100 11.50 12.00 12.50
TIC: BG058338.D\data.ms

17.279 21.527
14.535

13.988, 15.522 19.664 20
. ;\ 4. T4 We 17.373 17.987160 18.65919.90K83135| : 6BE3 22.290

07

Time--> 13.00 13.50 1400 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG058338.D\data.ms

24.658
p.948 23.736 25.739 27.038

Time-->

SFAM-EPA-BGO7

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@58338.D

Acqg On : 19 Jul 2023 22:15

Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 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 Furan, tetrahydro-2-(methox... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.125 212.55 ng/ul 2339940 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 72

2 3-Penten-2-0l 86 C5H1e0 001569-50-2 72
3 3-Buten-2-o0l, 2-methyl- 86 C5H1e0 000115-18-4 72
4 3-Penten-2-ol 86 C5H1e0 001569-50-2 64

5 Furan-2-carbonyl chloride, tetra... 134 C5H7C102

052449-98-6 53

Abundance Scan 6 (3.125 min): BG058338.D\data.ms (-3) (-) m/z 71.00 100.00%
43.0 71.0
5000
RS Ea RRRRNE
‘580 86.0 3.203.303.403.50
oH_‘H_m‘HHMWw!‘m‘u‘\m,‘mwwm,ww m/z 43.60 83.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0
43.0
5000 T T I T T[T T T T[T T T T[T T[T
3.203.303.403.50
m/z 41.00 45.88%
29.0
ob 150 T 58.0 | 840 97.0 116.0
\\‘\\\\‘\\\\‘\\\f‘f\f\‘\\\\‘\\\1‘1\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1933: 3-Penten-2-ol
43.0 71.0
S BRRREEEEES S
3.203.303.403.50
5000 m/z 45.00 33.63%
27.0
58.0 ‘ 86.0
o“‘1‘4‘9_H““Hmw;wwu!“:‘H,"Mw_m,ww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2007: 3-Buten-2-ol, 2-methyl- R R A RARARE
71.0 3.203.303.403.50
43.0
m/z 39.00 30.84%
5000
27.0
ol L o
oH_‘H_m‘HH‘HMwhwmw\m,‘Mw_m,ww e
m/z--> 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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 2 Cyclobutane, ethenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.148 394.43 ng/ul 4342190 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 94
2 Cyclohexene 82 Ce6H1o 000110-83-8 94
3 Cyclohexene 82 C6H10 000110-83-8 91
4 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
5 Cyclohexene 82 C6H10 000110-83-8 91
Abundance  Scan 10 (3.148 min): BG058338.D\data.ms (-8) (-) m/z 67.00 100.00%
540 67.0
5000 82.0
39.0
‘ I 720 | 3.203.303.403.503.60
Ofrrrrmrrmsprrrrrsspret e e e e /2 54,00 89.61%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0
5000
41.0 82.0 3.203.303.403.503.60
m/z 82.00 44.45%
27.0 ‘
O HH‘\H\‘\H\‘HH‘H{\‘\H\‘Hi\‘\}H‘HHH}!\}HH‘HHi\ }\‘Zﬁiqw‘!\h‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1359: Cyclohexene
67.0
54.0
3.203.303.403.503.60
m/z 39.00  25.27%
5000 40 82.0
27.0
0‘m_%%gwmwhmuuwhymwuﬂwﬁmwuuwMwmwhmmwmwu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1357: Cyclohexene RRREEENRESEEESESS SR
67.0 3.203.303.403.503.60
54.0 m/z 41.00 15.58%
5000
41.0 82.0
27.0
0‘m_m_uwuwwwuwwqmwmﬂmqmwuwwmZﬁQMLmWHW R RRRENEEEES S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 1-Butanol, 3-methoxy- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
3.912 3.86 ng/ul 42519 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 53
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 45
3 2-Pentanol, 3-chloro-2-methyl- 136 C6H13C10 074685-49-7 45
4 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 42
5 2-Dodecanol, 2-methyl- 200 C13H280 001653-37-8 42
Abundance Scan 140 (3.912 min): BG058338.D\data.ms (-136) (-) m/z 59.00 100.00%
59.0
5000
‘ 281 3.60 3.80 4.00 4.20
Py ol pbde Hoomz as.ee  71.47%
miz-> 50 100 150 200 250
Abundance #5375: 1-Butanol, 3-methoxy-
59.0
5000 UL L B A I R B

3.60 3.80 4.00 4.20
m/z 57.00 17.51%

29‘.0 89.0
ol 0%
miz--> 50 100 150 200 250
Abundance #9510: 2-Pentanol, 2,4-dimethyl-
59.0
AR RARSARARAA B
3.60 3.80 4.00 4.20
5000 m/Z 41.00 12.92%
27.0” 101.0
0‘\‘L\‘H“\‘HMH\‘_ — — —
miz--> 50 100 150 200 250
Abundance #18469: 2-Pentanol, 3-chloro-2-methyl- R O EEREmaREEEEEY
59.0 3.60 3.80 4.00 4.20
m/z 39.00 9.46%
5000
29.0‘
0 AL H\‘; yggo 2o WS LINATVAAY
m/z--> 50 100 150 200 250 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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 Prenol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4.071 26.97 ng/ul 296913 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 81
2 1-Butene, 2-chloro-3-methyl- 104 C5H9Cl 017773-64-7 37
3 1-Butene, 2-(chloromethyl)- 104 C5H9C1 023010-02-8 33
4 Prenol 86 C5H100 000556-82-1 30
5 Prenol 86 C5H100 000556-82-1 30

Abundance Scan 167 (4.071 min): BG058338.D\data.ms (-160) (-) m/z 70.95 100.00%

41.0 71.0
5000 53.0
86'0 LI L L L LN B L
“ 104.0 3.80 4.00 4.20 4.40
Ol gty L L myz a1.ee  86.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1910: Prenol
71.0
41.0
5000 N L LR B R
53.0 3.80 4.00 4.20 4.40
86.0 m/z 53.00 47.93%
27.0 ‘
O \\‘l\\5\-\0‘\\\‘\“‘\\\\"11‘\\“\\‘\\‘\\\H“}\\\‘\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5472: 1-Butene, 2-chloro-3-methyl-
41.0 69.0 M
BISUNAWNIT W
3.80 4.00 4.20 4.40
5000 53.0 104.0 m/z 43.00 46.81%
27.0 89.0
0 i
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5459: 1-Butene, 2-(chloromethyl)- R ABBRRERE SRy
41.0 69.0 3.80 4.00 4.20 4.40
m/z 39.00 43.38%
55.0
5000
27.0 104.0
‘ 89.0
0 Wl \MW\ L ‘ J

m/z-->

10 20 30 40 50 60 70 80 90 100 110

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:49 2023

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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.147  13.29 ng/ul 146362 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 38
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 32
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 32
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 32
5 Silane, diethylmethyl- 102 C5H14Si 000760-32-7 23
Abundance Scan 180 (4.147 min): BG058338.D\data.ms (-176) (-) m/z 43.00 100.00%
43.0
73.0
57.0
5000
N AERARNERENEa
“ 87.0 1150 3.80 4.00 4.20 4.40
Obrerrrrrprrrrreell il Ml S0 SO 73000 71.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #847: Formamide, N,N-dimethyl-
44.0 73.0
5000 L L L L LI LN I
28.0 3.80 4.00 4.20 4.40
15.0 ) m/z 43.95 57.04%
A
OH\‘\M\‘H\‘\‘\H\“H\ ‘\\‘H}l‘\\H’!}\\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1961: Butanal, 3-methyl-
44.0
RN A RBRAE
3.80 4.00 4.20 4.40
m/z 57.00 54.03%
5000 270 58.0
‘ 71.0
86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #848: Formamide, N,N-dimethyl-
44.0 73.0 3.80 4.00 4.20 4.40
m/z 44.95 37.66%
5000 15.0 28.0
‘ ‘ 58.0
0u\‘1‘1\\‘u\‘\‘\uH‘H\‘H\‘um‘\\u,!‘u\‘\m‘\m,\m‘uu‘u R REEmEma e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:50 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\

Data File : BGO
Acqg On : 19

58338.D
Jul 2023 22:15

Operator : CG/JU
Sample : 03452-10
Misc

ALS vial : 10

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 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-Butenal, 3-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
4,235 13.89 ng/ul 152915 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 90
2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 86
3 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 72
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 72
5 2-Ethylacrolein 84 C5H80 000922-63-4 56

Abundance Scan 195 (4.235 min): BG058338.D\data.ms (- 189) )

m/z 83.95 100.00%

55.0
39.0
5000
e e
‘ 69 0 4.00 4.20 4.40 4.60
oH_WWH_WWHQ‘ bt~ m/z 55.00  85.84%
m/z--> 10 40 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 38.95 52.89%
[ P A e
O\\‘\\\\‘\\\\\\\‘\‘Hl\\‘ ‘\"\\\\‘\\\\‘\‘\\‘\\
m/z--> 10 40 50 60 70 80 90
Abundance #1631 Furan, 2,3-dihydro-4-methyl-
55.0 84.0
R RRmazaas
4.00 4.20 4.40 4.60
5000 41.0 m/z 41.00 49.87%
29.0
‘ 69.0
m/z--> 10 40 50 60 70 80 90
Abundance #1626.2—ButenaL 2-methyl-, (E)- S RAmENEE RN
55.0 4.0 4.00 4.20 4.40 4.60
m/z 83.00 47 .36%
29.0
5000 39.0 K
0 “‘1‘4‘9‘_”1 ol 220
miz--> 10 60 80 90 4.00 4.20 4.40 4.60

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:51 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.306 14.18 ng/ul 156145 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 64
2 3-Penten-1-0l, 2-methyl- 100 C6H120 062238-37-3 50
3 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 50
4 1,6-Octadiene, 2,7-dimethyl- 138 C10H18 040195-09-3 50
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 45
Abundance Scan 207 (4.306 min): BG058338.D\data.ms (-202) (-) m/z 41.00 100.00%
41.0
4.00 4.20 440 4.60
87.0 207.0 : ’ : ’

ol LLIPTO 1ae9 2070 ze6o 3269 . Tes o5 g 78y

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

Abundance #3771: 1-Pentene, 3,3-dimethyl-

69.0
5000
27.0 4.00 4.20 4.40 4.60
m/z 43.00 51.41%
O\‘\H‘\‘M“\‘!‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #4366: 3-Penten-1-ol, 2-methyl-
41.0
N ABanaasaest
4.00 4.20 4.40 4.60
5000 ITI/Z 55.00 37.80%
‘ 2.0
ol
miz--> 50 100 150 200 250 300
Abundance #26547: 2-Butene, 1-bromo-3-methyl-
41.0 4.00 4.20 4.40 4.60
m/z 38.95 16.44%
5000
m/z--> 50 100 150 200 250 300 4.00 4.20 4.40 4.60

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:51 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.452 8.80 ng/ul 96838 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 37
2 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 32
3 3-Hexen-1-o0l 100 C6H120 000544-12-7 32
4 3-Hexen-1-o0l 100 C6H120 000544-12-7 27
5 (E)-1,3-Butadien-1-0l 70 C4H60 070411-98-2 25
Abundance Scan 232 (4.452 min): BG058338.D\data.ms (-227) (-) m/z 40.95 100.00%
41.0
- M
T T
2"0 1050 sec, 4.20 4.40 4.60 4.80
ol ALl )y 1469 1930 88510 54,95 44.82%
mlz--> 50 100 150 200 250 300 350
Abundance #4299: 3-Hexen-1-ol, (E)-
41.0
5000
4.20 4.40 4.60 4.80
FZO m/z 70.00 43.51%
0
miz--> 50 100 150 200 250 300 350
Abundance #4298: 3-Hexen-1-ol, (E)-
41.0
4.20 4.40 4.60 4.80
m/z 69.00 41.22%
5000 820
miz--> 50 100 150 200 250 300 350
Abundance #4262: 3-Hexen-1-0
41.0 4.20 4.40 4.60 4.80
m/z 67.00 34.31%
5000
82.0
LI
m/z--> 50 100 150 200 250 300 350 4.20 4.40 4.60 4.80

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:52 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 2-Pentanol, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.635 45.00 ng/ul 495407  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 1-Butene, 4-methoxy 86 C5H100 004696-30-4 40
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 40
4 Propylene Glycol 76 C3H802 000057-55-6 39
5 4-Penten-2-o0l 86 C5H100 000625-31-0 38
Abundance Scan 263 (4.635 min): BG058338.D\data.ms (-257) (-) m/z 45.00 100.00%
45.0
5000 /\L
R AREEES S R
H 690 g7, 4.40 4.60 4.80 5.00
Ol rrrrprrrpredeped i e oo e 2328 m/z 43.00  19.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5013: 2-Pentanol, 3-methyl-
45.0
5000 LB L L I I LA L
4.40 4.60 4.80 5.00
20,0 m/z 41.00 18.51%
150 [ | | 890 g70
H‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1967: 1-Butene, 4-methoxy
45.0
A RENmAREEE
4.40 4.60 4.80 5.00
5000 m/z 69.00 8.39%
29.0
. L, 710850
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 jk
Abundance #5014: 2-Pentanol, 4-methyl- e AN REREE
45.0 4.40 4.60 4.80 5.00
m/z 39.00 8.22%
5000
69.0
27.0 “ 87.0 J\
Y S S 1] AN i — AR LAY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:53 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15

Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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-©3 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.676  22.89 ng/ul 252020 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 9
2 Guanidine 59 CH5N3 000113-00-8 7
3 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5
4 Acetamide 59 C2H5NO 000060-35-5 5
5 Acetamide 59 C2H5NO 000060-35-5 5

Abundance Scan 270 (4.676 min): BG058338.D\data.ms (-267) (-) m/z 59.00 100.00%
59.0

- AJ\\

4.40 4.60 4.80 5.00

89.0
0 Lo 1400 1929 2810 uy; 43.00  24.05%
miz--> 50 100 150 200 250
Abundance #16439: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester
59.0
5000 L L B L B R
4.40 4.60 4.80 5.00
m/z 71.00 7.20%
0 \2%0\‘ I 890
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 #298: Guanidine
59.0
4.40 4.60 4.80 5.00
5000 m/z 41.00 6.97%
28.0
o—ub s
m/z--> 50 100 150 200 250
Abundance #281: Formamide, N-methyl- R R AAREaEENREL
59.0 4.40 4.60 4.80 5.00
28,0 m/z 89.00 3.73%
5000 /\
OH‘\ S e e e T T T R R o A
m/z--> 50 100 150 200 250 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:54 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 Cyclopentane, nitro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.711 8.32 ng/ul 91628 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, nitro- 115 C5H9NO2 002562-38-1 50
2 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 50
3 2-Pentene, 4-bromo- 148 C5H9Br 001809-26-3 39
4 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 39
5 2-Propenamide, N-(2-hydroxyethyl... 129 C6H11NO2 005238-56-2 39
Abundance Scan 276 (4.711 min): BG058338.D\data.ms (-274) (-) m/z 41.00 100.00%
41.0
AR RRaa
‘ 6.9 1469 2069 341.0 4.40 4.60 4.80 5.00
ol Al 4B 1469 T S0 myz 69.00  85.89%
m/z--> 50 100 150 200 250 300 350
Abundance #8759: Cyclopentane, nitro-
41.0
5000 L N R R R R
4.40 4.60 4.80 5.00
m/z 39.00 35.31%
oL kAL 486.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #26547: 2-Butene, 1-bromo-3-methyl-
41.0
4.40 4.60 4.80 5.00
5000 m/z 43.00 15.21%
‘ ‘ ‘ 150.0
O R
miz--> 50 100 150 200 250 300 350
Abundance #26537: 2-Pentene, 4-bromo- A EamEEEE S L
41.0 4.40 4.60 4.80 5.00
m/z 42.00 8.52%
5000
1o o
0 “M“WM“‘W““‘M ]
m/z--> 50 100 150 200 250 300 350 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:55 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 Guanidine, monothiocyanate Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.081 5.38 ng/ul 59278 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 53
3 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 43
4 Acetic acid, 3-methoxy-2-butyl e... 146 C7H1403 1000151-29-7 40
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 40

Abundance Scan 339 (5.081 min): BG058338.D\data.ms (-332) (-) m/z 58.95 100.00%

59.0

Fg:::::::::_

5000
R RRRAEE L
‘ 3.0 2804 4.80 5.00 5.20 5.40
ol P30 2089 2804 . 4300 57.87%
miz--> 50 100 150 200 250
Abundance #8959: Guanidine, monothiocyanate
59.0
5000 L L B B R B R
4.80 5.00 5.20 5.40
m/z 41.00 50.84%
O T T T \“ ‘ H‘ T T ]\_O‘O\O 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
R RAERREEE S S
4.80 5.00 5.20 5.40
5000 m/z 42.00 26.18%

0 \“H“w‘ — — e e

m/z--> 50 100 150 200 250

Abundance #4874: (3,3-Dimethyloxiranyl)methanol

59.0 4.80 5.00 5.20 5.40

m/z 39.00  23.53%

[y
(&)
o

5000

o

N
L ©
E o

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

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:55 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 N,N-Dimethylacetamide Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
5.357 7.11 ng/ul 78259 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 58
2 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 53
3 N,N-Dimethylacetamide 87 C4HONO 000127-19-5 53
4 N,N-Dimethylacetamide 87 C4HONO 000127-19-5 50
5 1-Propanamine, N,2-dimethyl- 87 C5H13N 000625-43-4 46
Abundance Scan 386 (5.357 min): BG058338.D\data.ms (-381) (-) m/z 44.00 100.00%
44.0
87.0
5000
‘ 5.00 5.20 5.40 5.60
bl e 2070 2z 42,00 56.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2110: N,N-Dimethylacetamide
44.0
87.0
5000
5.00 5.20 5.40 5.60
m/z 42.95 55.73%
o ||
0\\\‘\‘\}\\i \\}“\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2111: N,N-Dimethylacetamide
44.0
T
5.00 5.20 5.40 5.60
5000 m/z 87.00 53.76%
15.0 87.0
0\H‘wHH\\i"H\‘H!\‘HH‘\H\‘\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2112: N,N-Dimethylacetamide e RammanEe
44.0 5.00 5.20 5.40 5.60
m/z 83.00 35.52%
87.0
5000
o‘H“AMww‘u"w"m“_“W‘H“H“_“W“H“H‘ e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:09:56 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 2-Cyclohexen-1-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.792 34.62 ng/ul 381094 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 87
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 74
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 52
Abundance Scan 460 (5.792 min): BG058338.D\data.ms (-451) (-) m/z 70.00 100.00%
70.0
55.0 83.0
5000 39.0 97.0
e e R R
H ‘ ‘ | ‘ 5.40 5.60 5.80 6.00 6.20
Obrrrrrrr e ] I ‘H i MHW::H‘:M,W‘ m/z 55.00  49.58%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 39.0 83.0
270 ’ 55.0 97.0 5.40 5.60 5.80 6.00 6.20
m/z 83.00 47.56%
0 150” T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3586: 2-Cyclohexen-1-0
70.0
R T
5.40 5.60 5.80 6.00 6.20
5000 410 g5 g 83.0 m/z 39.00 38.00%
98.0
0 proee et ey
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3585: 2-Cyclohexen-1-ol wﬁ&‘u“‘u“‘u‘,‘u“‘
70.0 5.40 5.60 5.80 6.00 6.20
m/z 97.00 37.33%
27.0 55.0 83.0 98.0
O I—— renlte Ll N, VAR
m/z--> 10 20 30 40 50 60 70 80 90 100 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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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-04 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
5.833 5.13 ng/ul 56493 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 40
2 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 33
3 1H-Pyrazole, 1,5-dimethyl- 96 C5H8N2 000694-31-5 27
4 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 23
5 2,3-Diazabicyclo[2.2.1]hept-2-en... 138 C8H14N2 1010142-83-5 17
Abundance Scan 467 (5.833 min): BG058338.D\data.ms (-465) (-) m/z 67.00 100.00%
1.0
96.0
5000
R A RRREREEEE SRR
379 ‘H\ 2069 281.( 5.60 5.80 6.00 6.20
O b bl TR e m/z 96.00 81.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3232: Cyclopentene, 3-ethyl-
67.0
5000 LB e e e
5.60 5.80 6.00 6.20
96.0 m/z 59.00 67.63%
27.0“ '
O \H‘\‘\‘\\i\\\m\’\‘u\\“‘\\H‘HH‘HH‘\H\’\H\’\\H‘HH‘HH‘\H\‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3177: 2-Cyclopenten-1-one, 2-methyl-
67.0
96.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 39.38%
0 T ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3104: 1H-Pyrazole, 1,5-dimethyl- A L AREER RS e
96.0 5.60 5.80 6.00 6.20
m/z 95.00 36.98%
5000
53.0
] ,w!w‘m“H‘wH‘w‘H‘,‘H‘,"H_Wwwww,u R
m/z--> 20 40 60 80 100120140160180200220240260280 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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 unknown-@5 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.892 18.07 ng/ul 198897 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 38
2 5,5'-Di(ethoxycarbonyl)-3,3"'-dim... 402 C23H34N204 102586-97-0 35
3 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 35
4 Tetrasiloxane, decamethyl- 310 C1eH3003Si4 000141-62-8 35
5 1,3-Benzothiazol-5-amine, N-TMS 222 C1OH14N2SSi 1000472-57-6 35
Abundance Scan 477 (5.892 min): BG058338.D\data.ms (-472) (-) m/z 73.00 100.00%
73.0
207.0
5000
147.0
28103410 \\\‘\\\\‘\\\\’\\\\‘\\\\
Ll \‘ | ‘ ] 4010 4751 oy 5.60 5.80 6.00 6.20
0 et b b S T myz 207,00 79.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene
207.0
5000 A PPN A
730 5.60 5.80 6.00 6.20
’ m/z 193.00 39.72%
“u I \“ ) ?.0
O\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #303671: 5,5'-Di(ethoxycarbonyl)-3,3'-dimethyl-4,4'-diproj
207.0
5.60 5.80 6.00 6.20
5000 m/z 147.00 34.42%
402.0
1200 } 327.0
ob ST duh A 2890y L L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210888: Tetrasiloxane, decamethyl- b
207.0 5.60 5.80 6.00 6.20
m/z 221.00 26.34%
73.0
5000
295.0
O R O OO B Y S 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\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 Cyclohexene,3-(2-propenyl)- Concentration Rank 22

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

6.174 5.79 ng/ul 63740 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 64
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 59
3 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 59
4 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 59
5 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 59

Abundance Scan 525 (6.174 min): BG058338.D\data.ms (-521) (-)
81.0

m/z 81.00 100.00%

5000

5.80 6.00 6.20 6.40

207.0
3 34.9 283.1 354.9 415,
OJHUM;“ m/z 79.00  41.76%

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

Abundance #11443: Cyclohexene,3-(2-propenyl)-
81.0
5000 R R RS R
5.80 6.00 6.20 6.40
m/z 80.00 23.71%
O‘\\\uih‘“\‘“\‘\h‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

miz—> 0 50 100 150 200 250 300 350 400

Abundance #36451: Cyclohexene, 3-bromo-
81.0
A
5.80 6.00 6.20 6.40
5000 m/z 53.00 22.56%
27.3 ‘
0 H\ “ JiL__L ‘ 1600

miz—> 0 50 100 150 200 250 300 350 400

Abundance #36450: Cyclohexene, 3-bromo-
81.0 5.80 6.00 6.20 6.40
m/z 41.00 21.61%
5000
27.T
0" 160.0

mlz--> 0 50

100 150 200 250 300 350 400

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:00 2023

I R R R

5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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-06 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

6.463 12.88 ng/ul 141798  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 38

3 5-Ethyl 11a-methyl (5S,11aS)-6,1... 340 C19H20N204 1000484-03-0 38
4 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 38
5 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 30
Abundance Scan 564 (6.403 min): BG058338.D\data.ms (-551) (-) m/z 73.00 100.00%
73.0
207.0
5000

146.9 280.9,, o L

‘ ‘ ‘ 4010 4590 6.00 6.20 6.40 6.60 6.80

ol Bt ‘m‘“‘m\"‘l‘u‘m‘”“"Jw w“m‘""mHm_m_?f‘?”l‘ m/z 207.00  60.49%

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 T T T T T T T T T T
6.00 6.20 6.40 6.60 6.80
m/z 193.00 31.93%
133.0 281.0 355.0
oy 1] 429-0489.0

‘HH\‘\H\‘HH‘HHTT!H‘WTH‘\\T\‘WHWHH‘HH‘\H\‘\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

o

?

6.00 6.20 6.40 6.60 6.80
5000 207.0 m/z 146.95 25.44%

281.0
14‘7'0 341.0

m | || 4290 503.0563.(

o |
R B o e e e e R RS AR R R RS R

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

Abundance #248337: 5-Ethyl 11a-methyl (5S,11aS)-6,11-dihydro-3H- R AR R
207.0 6.00 6.20 6.40 6.60 6.80

m/z 280.95 21.31%

%

o

5000

N
©
[
o

103.0 M ‘

0 290 ”nuhm \ L ‘H 349'0
‘HH‘H\\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H T T T T T T T T T T

m/z--> 0 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\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

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

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 2-Cyclohexen-1-one Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.521  38.35 ng/ul 422242  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 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 50
Abundance Scan 584 (6.521 min): BG058338.D\data.ms (-577) (-) m/z 68.00 100.00%
68.0
5000 K
e EEARREEEEERE
“ 6.20 6.40 6.60 6.80
Ol L 1330 2230 3280 488 ./, o96.00  29.66%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3151: 2-Cyclohexen-1-one
68.0
5000 L L L B R
6.20 6.40 6.60 6.80
‘ m/z 39.00  22.88%
O’\\J\‘jf”\ f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3150: 2-Cyclohexen-1-one
68.0
e e REmAE
6.20 6.40 6.60 6.80
5000 m/z 39.95 18.00%
015P|”,,
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3153: 2-Cyclohexen-1-one T T
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.18%
5000
150, oreomerel s
o,‘P‘Jmmwm_m‘m‘_m_m‘HH,HH,HH‘

m/z--> 0 50 100 150 200 250 300 350 400 450 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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 Propane, 1-ethoxy- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.726 7.15 ng/ul 78753  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-ethoxy- 88 C5H120 000628-32-0 50
2 Butanamide 87 C4H9NO 000541-35-5 46
3 Hydrazine, (1-methylpropyl)- 88 C4H12N2 030924-14-2 45
4 Methyl 16-methoxyheptadecanoate 314 C19H3803 1000110-18-2 43
5 Butanamide 87 C4H9NO 000541-35-5 43
Abundance Scan 619 (6.726 min): BG058338.D\data.ms (-609) (-) m/z 59.00 100.00%
59.0
5000
L Ly h 1311 1930  267.0 400. 6.406:60 6.80 7.00
ol lhbpdl, 2222 1980 L S8A9TR m/z 43.00  88.23%
mlz--> 50 100 150 200 250 300 350 400
Abundance #2370: Propane, 1-ethoxy-
31.0
5000 L L L B B
6.40 6.60 6.80 7.00
88.0 m/z 45.00 32.89%
O\\“‘\L“ \‘\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #2094: Butanamide
59.0
6.40 6.60 6.80 7.00
5000 m/z 88.00 20.54%
oLIISM J‘mwwHH,HH_m_m_m_
miz--> 50 100 150 200 250 300 350 400
Abundance #2224: Hydrazine, (1-methylpropyl)- s EmmanmmEsEEE
59.0 6.40 6.60 6.80 7.00
m/z 71.00 15.89%
5000
0 ““\_HwHH,HH_m_m_m_
m/z--> 50 100 150 200 250 300 350 400 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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 unknown-07 Concentration Rank 27

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

7.126 4.03 ng/ul 44385 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Thiopheneacetamide 141 C6H7NOS 013781-66-3 49
2 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 38
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 35
4 3-Hexene, 3,4-dimethyl- 112 C8H16 030951-95-2 20
5 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 18

Abundance Scan 687 (7.126 min): BG058338.D\data.ms (-682) (-) m/z 97.00 100.00%
97.0

43.0
5000
141.0 /\ A 4
Ht e
6.80 7.00 7.20 7.40
207.0 281.(
ol “1‘ fi! ‘ b iy m/z 43.00  73.54%
m/z--> 50 100 150 200 250
Abundance #21764: 3-Thiopheneacetamide
97.0
5000 TT [T T T T[T T T[T T [rTrr]
45.0 6.80 7.00 7.20 7.40
1410 m/z 54.95 70.78%
O T \“‘ ] \“ L B Bt B B B B
m/z--> 50 100 150 200 250
Abundance #7174: 1-(Trimethylsilyl)-1-propyne
97.0
R R AREaRE L LR
6.80 7.00 7.20 7.40
5000 m/z 83.00 69.54%
43.0
oL m“‘”u“wuu“\ L .
m/z--> 50 100 150 200 250
Abundance #3763: 2-Pentene, 2,3-dimethyl-
55.0 6.80 7.00 7.20 7.40
m/z 98.00 36.00%
5000 98.0
o2 ‘N‘M““‘L e “m/\,
m/z--> 50 100 150 200 250 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@58338.D

Acqg On : 19 Jul 2023 22:15

Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 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 Ethanamine, N-pentylidene- Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
7.578 11.07 ng/ul 121813 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, N-pentylidene- 113 C7H15N 010599-76-5 59
2 Oxirane, propyl- 86 C5H100 001003-14-1 53
3 Ethane, isocyanato- 71 C3H5NO 000109-90-0 43
4 Ethane, isocyanato- 71 C3H5NO 000109-90-0 43
5 2-Heptene, 1-chloro-, (Z)- 132 C7H13C1 055638-53-4 38
Abundance Scan 764 (7.578 min): BG058338.D\data.ms (-757) (-) m/z 41.00 100.00%
41.0
- N\NJ\‘J\JJ
4.0 ﬂ\\‘\‘h\u\‘\u\’u\\‘mu‘\
“ 7.20 7.40 7.60 7.80 8.00
ol Ml 2081 8850 /7 s6.00  74.20%
mlz--> 50 100 150 200 250 300 350
Abundance #7919: Ethanamine, N-pentylidene-
56.0
5000
7.20 7.40 7.60 7.80 8.00
m/z 70.95 73.58%
Ot “““‘\“‘1‘\“\“\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #1952: Oxirane, propyl-
41.0
By e e P o
7.20 7.40 7.60 7.80 8.00
5000 m/z 69.00 64.55%
o b0
miz--> 50 100 150 200 250 300 350
Abundance #683: Ethane, isocyanato-
56.0 7.20 7.40 7.60 7.80 8.00
m/z 39.00 59.14%
5000
15.4 ‘
LA \\M I |

o

m/z-->

\
50

100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 unknown-08 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.066 9.47 ng/ul 104246  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 49
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 38
3 2-(Diethylamino)acetonitrile 112 C6H12N2 003010-02-4 35
4 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 35
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 30
Abundance Scan 847 (8.066 min): BG058338.D\data.ms (-841) (-) m/z 97.10 100.00%
57.0 97.1
5000
7.80 8.00 8.20 8.40
141.1 2220 : : : :

A — T ‘ e B9 myz s7.00  97.64%

miz--> 50 100 150 200 250

Abundance #7479: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-

7.0
43.0
5000 L L R B B R
7.80 8.00 8.20 8.40
m/z 70.00  73.10%
Ol ‘H\ M“ “\‘H‘\ “ \“ L e L e s B B B
miz--> 50 100 150 200 250
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
o e g
7.80 8.00 8.20 8.40
5000 m/z 55.00 64.07%
0 1‘5‘0“‘ H‘ ‘h‘\‘ hh\ A \“ : — — e
miz--> 50 100 150 200 250 h
Abundance #7126: 2-(Diethylamino)acetonitrile R e e R
42.0 97.0 7.80 8.00 8.20 8.40
m/z 68.00 54.98%
5000
L
m/z--> 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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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-09 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
5142 14.31 ng/ul 157538  1,4-Dichlorobenzene-d4  7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
L 7 oxabicyclo[4.1.0]heptan.20l 114 cenieoz 001192-78-5 47

2 2-Fluoropyridine 97 C5H4FN 000372-48-5 47
3 Sorbic Acid 112 C6H802 000110-44-1 30
4 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 30
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 30

Abundance Scan 860 (8.142 min): BG058338.D\data.ms (-854) (-)

m/z 97.05 100.00%

97.0
57.0
5000
780800820840
141.1 . 295.1 '
ol il d | 242 2219 291 3400 L, 7e.00  79.35%
miz--> 50 100 150 200 250 300
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol

5000

b

\‘\\\\‘\\\\‘\\V\‘\\\\‘\

7.80 8.00 8.20 8.40
m/z 57.00  79.22%

O' \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #3320: 2-Fluoropyridine
97.0
R RRRE e
7.80 8.00 8.20 8.40
5000 m/z 55.00 55.59%
39.0
o‘w‘wUM“uw_H‘_m_‘w””_m
miz--> 50 100 150 200 250 300
Abundance #7196: Sorbic Acid R e RARARAATEy
97.0 7.80 8.00 8.20 8.40
m/z 41.00 42.51%
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\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 31 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.213 61.36 ng/ul 675521 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 91
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 64
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 64
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 56
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 47
Abundance Scan 872 (8.213 min): BG058338.D\data.ms (-865) (-) m/z 57.00 100.00%
57.0
- /\A/\
R
T8 0 7.80 8.00 8.20 8.40 8.60
0 m‘W‘MuJ‘ww b B30 2078 2665 1/, go.e0  24.30%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17287: 2-Chlorocyclohexano
57.0
5000 DL R LA B I
7.80 8.00 8.20 8.40 8.60
m/z 81.00 15.64%
29. OH TS 0
O H\‘\‘\MH“HH‘\H‘\“\‘\m}\‘\1‘\\‘\\H‘]\-l\\g\ﬁ‘(\)\\\‘\\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17288: 2-Chlorocyclohexano
57.0
R
7.80 8.00 8.20 8.40 8.60
5000 m/z 44.00 15.46%
29 zﬁze O 1340
A O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17285: 2-Chlorocyclohexanol BARRRRANSSEEEE SRR
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 14.34%
5000
T8 .0
134 0
0 \hqm‘w‘wmw‘ |

m/z--> 20 40 60 80 100120140160180200220240260 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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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-10 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8859 7.91 ng/ul 87040 1,4-Dichlorobenzene-da  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 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7  ©19095-23-9 47
3 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3  ©03555-45-1 43

4 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 43
5 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 43
Abundance Scan 982 (8.859 min): BG058338.D\data.ms (-967) (-) m/z 73.00 100.00%
73.0
207.0
5000
147.0
2809 \\\\‘\\\\’\\\\‘\\\\’\\\
‘ } ‘ 355.0 415.0 4751 8.60 8.80 9.00 9.20
0k u“““‘ £ RTINS W A b ] \‘ bl m/z 207.00  70.86%
mlz--> 50 100 150 200 250 300 350 400 450
Ammm%#ﬁwwl55D@mmemm33dmmwm¢dwm
207.
5000 L B I L I LN L
402.0 8.60 8.80 9.00 9.20
m/z 193.00 31.46%
120 0 327.0
| JHHJ h | 2690 L4
O\\\‘\\H\\“\\\I\‘llW\\‘\\\f‘\\f\‘\\‘\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0
R R RREREE
8.60 8.80 9.00 9.20
5000 207.0 m/z 147.00 29.35%
133.0 281.0 355.0
YN P W G WU N B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester R B AREEEEE R
207.0 8.60 8.80 9.00 9.20
m/z 220.95 20.62%
5000
281.0
73.0 133.0 | \ ‘
0t e e R SRS
m/z--> 50 100 150 200 250 300 350 400 450 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@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 36 (DEL) Alkane: Cyclic9.194 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
9.194 2.06 ng/ul 22681 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cis-1,3-di(n-hexyl)cyclohexane 252 C18H36 086701-17-9 35
2 4,4-Dimethylpent-2-enal 112 C7H120 1010195-01-6 30
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 22
4 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 11
5 3-Butenenitrile 67 C4H5N 000109-75-1 11

Abundance Scan 1039 (9.194 min): BG058338.D\data.ms (-1034) (-) m/z 57.00 100.00%

57.0
5000
1122 2089, 3268 40L'  8809.009.209.40 9.60
- “ “ L L L w2 ae.95  e6.48%
mlz--> 50 100 150 200 250 300 350 400
Abundance #138534: Cis-1,3-di(n-hexyl)cyclohexane
55.0 97.0
5000 DL R RN R N
167.0 8.80 9.00 9.20 9.40 9.60
252.0 m/z 96.95 69.11%
0\\‘\H“‘\’\‘\“\\’\‘\\\’\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #7366: 4,4-Dimethylpent-2-enal
41.0
97.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 83.00 67.28%
ATNR I —

miz--> 50 100 150 200 250 300 350 400

Abundance #7660: Cyclopentane, 1,1,3-trimethyl-

55.0 8.80 9.00 9.20 9.40 9.60
m/z 55.00 61.01%

"Wl M
m/z--> 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 38 unknown-11 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

16.646  5.36 ng/ul 99844 Naphthalene-ds 16.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H3805Si6 000995-82-4 38
2 2'-Hydroxypropiophenone, TMS der... 222 C12H1802Si 033342-87-9 38
3 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 38
4 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H50075i8 019095-24-0 37
5 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 27

Abundance Scan 1184 (10.046 min): BG058338.D\data.ms (-1178) (- m/z 73.00 100.00%
3.0

207.0
5000
147.0
280.9341.0 R, \
| ‘ | m 41504750 549, 10.00
0 bbb L kL b AL T myz 207,00 64.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #317823: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodece
73.0
5000 — :
207.0 2810 10.00
133.0 m/z 192.95 38.99%
L] 20 aso
0 \\\\‘\\\\‘\‘\\l\‘\\\\‘l\\l\\‘\I\\\‘\\\\“l\\\\‘\‘l\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #101289: 2'- Hydroxyproplophenone TMS derivative
207.
T T
10.00
5000 m/z 147.00 31.76%
75.0
s
Obt wJW‘wmhw\w‘uhu"H“‘H“_“‘_“‘_“w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester e ‘
207.0 10.00
m/z 221.00 21.99%
5000
281.0
73.0 133.0 I ‘ ‘
O bttt et e e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 2-Ethyl-2-methyl-1,3-propan... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.551 3.13 ng/ul 58270  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 78
2 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 50
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 43
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 43
5 Heptanoic acid, 3-methylbutyl ester 200 C12H2402 000109-25-1 40
Abundance Scan 1270 (10.551 min): BG058338.D\data.ms (-1261) (- m/z 70.00 100.00%
70.0
43.0
5000
S /‘Mm PNV
10.50
115.0 1481 207.0
0 W“H‘H‘ﬂ; Mﬂw‘mw‘q‘AWM“W‘ﬁ‘_“W‘H‘_uH m/z 43.00 60.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #10087: 2-Ethyl-2-methyl-1,3-propanediol
450 79.0
5000 ——
10.50
m/z 55.00  29.34%
‘ ‘ \‘\ It 1l L 11\80
0 T T T 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--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8672: Pentane, 3-ethyl-2-methyl-
43.0 «wa
70.0 L B T
10.50
5000 m/z 40.95 27.56%
ool L] e
et
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #8647: Hexane, 2,3-dimethyl- T
43.0 10.50
m/z 71.00 25.70%
70.0
5000
ol 120 |0 1140 it Y Mm/

m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 43 unknown-12 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.

11.362 3.01 ng/ul 56117 Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal, 3-(acetyloxy)-2,2,4-tr... 186 C10H1803 077142-76-8 17
2 Lysine 146 C6H14N202 000056-87-1 12
3 2,4-Pentanedione, 3-methyl- 114 C6H1002 000815-57-6 10
4 2-Buten-1-o0l, acetate 114 C6H1002 000628-08-0 10
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 1408 (11.362 min): BG058338.D\data.ms (-1405) (- m/z 43.00 100.00%

43.0
5000
11. 00 11 50
207.0 2809 3410 4149 475.
o‘mk“‘\‘ ‘ bt O AN Az 72,00 27.61%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #60468: Pentanal, 3-(acetyloxy)-2,2,4-trimethyl-
43.0
5000
11. 00 11 50
. m/z 45.00 22.23%
O‘\\‘!d‘“h\u}‘\l\“‘l\'\\]\.5‘7\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #25289: Lysine
30.0
gt o] Y3
11.00 11.50
84.0 o
5000 ITI/Z 83.05 20.06%
o ltiipl w60
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8177: 2,4-Pentanedione, 3-methyl- s ol gt S Y
43.0 11.00 11.50
m/z 55.00 16.80%
5000
‘990
0‘Hﬁvﬁu"\M‘“H"“H“‘H“‘H“‘H‘,‘H“‘H‘ — —
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\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 44 unknown-13 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.421 4.88 ng/ul 90893 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 47
2 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202 000638-10-8 43
3 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 38
4 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 38
5 3-Methyl-2-butenoic acid, 2,2-di... 170 C10H1802 1000279-23-0 38

Abundance Scan 1418 (11.421 min): BG058338.D\data.ms (-1413) (- m/z 83.00 100.00%
3.0

83.
5000
128.0 ' L
41.% ‘ ' 11.50
ob bt L2830 3411 40000 58 95 40.10%
mlz--> 50 100 150 200 250 300 350 400
Abundance #14126: 2-Butenoic acid, 3-methyl-, ethyl ester
83.0
5000 LN
11.50
m/z 55.00 18.86%
29.0 128.0
O\H\‘\h‘““\\\‘\"\\‘\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #14127: 2-Butenoic acid, 3-methyl-, ethyl ester
83.0
e
11.50
5000 ITI/Z 128.00 16.63%
128.0
r7.0
o“m‘w‘“‘,‘m,"H,HH_HWHH_HW
miz--> 50 100 150 200 250 300 350 400 {\
Abundance #1448: 1H-Imidazol-2-amine ﬂ‘ S - e
83.0 11.50
m/z 43.00 9.72%
h M/\/\AJ\/\J\
o‘ﬂ'ﬂ"",‘m,"H,HH_HWHH_HW —
m/z--> 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\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 (DEL) Alkane: Cyclicl1.503 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.503 3.35 ng/ul 62448 Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 43
2 3-Methyl-2-butenoic acid, 2-chlo... 210 C11H11Cl02 142337-52-8 35
3 1,2,4-Triazole, 5-cyclohexanecar... 194 C9H14N40 021051-17-2 35
4 1-Propanone, 1l-cyclohexyl- 140 C9H160 001123-86-0 35
5 1-(1-Methoxypropan-2-yloxy)propa... 230 C12H2204 1000367-11-3 27

Abundance Scan 1432 (11.503 min): BG058338.D\data.ms (-1427) (- m/z 83.00 100.00%
3.0

390 ' A ‘
I ‘ 280 1909 2668 3408 4151 11.50
ol My b 298D P PR T m/z s5.00 73.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #7666: Cyclopentane, 1-ethyl-1-methyl-
3.0
5000 —
394 11.50
' m/z 59.00 65.70%
O\\‘M\w““\““\“\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #86823: 3-Methyl-2-butenoic acid, 2-chlorophenyl ester
83.0
T |
11.50
5000 ITI/Z 113.00 63.68%
29.0
oLl me meo
miz--> 50 100 150 200 250 300 350 400 M
Abundance  #69935: 1,2,4-Triazole, 5-cyclohexanecarboxamido- bon - Vb WW(
83.0 11.50
m/z 43.00 60.22%
3%- ‘
194.0
1 P B - X+ e — —
m/z--> 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\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 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 9-Octadecenamide, (Z)- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.

22.948 3.34 ng/ul 121861  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 70
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 46
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 45
4 Carbonic acid, eicosyl prop-1-en... 382 C24H4603 1000383-10-8 45
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 30

Abundance Scan 3380 (22.948 min): BG058338.D\data.ms (-3373) (- m/z 59.00 100.00%
5

9.0
5000
7.0 R B e e e e /\N
%410 207.0 265.0 320. 23.00
ol WWWWW“WNH\ J‘M\ SR S b m/z 57.00 84.93%
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T
23.00
m/z 55.00 76.67%
98.0
O]\-S‘\ﬂ\ H‘ “H‘ ‘H}“M\”w‘} W \‘:&4‘9.‘0‘\ {]-8\4\0‘ T \2\38\? \2\8\‘1\0‘ T
miz--> 50 100 150 200 250 300
Abundance #174777: 9-Octadecenamide, (Z2)-
59.0
—
23.00
5000 m/z 72.00 66.77%
126.0
.0 281.0
ol Lilllgap) ), , tes0 2380 2810
miz--> 50 100 150 200 250 300
Abundance #174774: 9-Octadecenamide, (2)- A
59.0 23.00
m/z 43.00 66.26%
5000
126.0 281.0
bl lgap L, o0 zmo | -
m/z--> 50 100 150 200 250 300 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 43

R.T. EstConc Area Relative to ISTD R.T.
23.736 2.25 ng/ul 87927  Perylene-di12 24.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
3 4-Methylheneicosane 310 C22H46 025117-29-7 87
4 Eicosane, 1-iodo- 408 (C20H411I 1000406-31-8 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 3514 (23.736 min): BG058338.D\data.ms (-3508) (- m/z 57.00 100.00%
57.0

2000 W/LA
99.0 2350  24.00
51 | . .
o A LLA L33 a2 20 ms BT S
mlz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T L
23.50 24.00
m/z 43.00 52.31%
oL L4 P77 1410 1850 2250 2820
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #287350: Octadecane, 1-iodo-
57.0
—— —
23.50 24.00
5000 m/z 85.00 46.78%
990 155.0 253.0
I T
m/z--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane T T
57.0 23.50 24.00
m/z 55.00 17.91%
5000
‘ 99.0 267.0
41.0
oL e ssre laeo
m/z--> 100 150 200 250 300 350 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58338.D

Acqg On : 19 Jul 2023 22:15
Operator : CG/JU

Sample : 03452-10

Misc :

ALS Vvial : 10 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|
Furan, tetrahyd... 3.125 212.6 ng/ul 2339940 1 7.895 220178 20.0
Cyclobutane, et... 3.148 394.4 ng/ul 4342199 1 7.895 220178 20.0
1-Butanol, 3-me... 3.912 3.9 ng/ul 42519 1 7.895 220178 20.0
Prenol 4.071 27.0 ng/ul 296913 1 7.895 220178 20.0
unknown-01 4.147 13.3 ng/ul 146362 1 7.895 220178 20.0
2-Butenal, 3-me... 4.235 13.9 ng/ul 152915 1 7.895 220178 20.0
(DEL) Alkane: S... 4.306 14.2 ng/ul 156145 1 7.895 220178 20.0
unknown-02 4.452 8.8 ng/ul 96838 1 7.895 220178 20.0
2-Pentanol, 3-m... 4.635 45.0 ng/ul 495407 1 7.895 220178 20.0
unknown-03 4.676 22.9 ng/ul 252020 1 7.895 220178 20.0
Cyclopentane, n... 4.711 8.3 ng/ul 91628 1 7.895 220178 20.0
Guanidine, mono... 5.081 5.4 ng/ul 59278 1 7.895 220178 20.0
N,N-Dimethylace... 5.357 7.1 ng/ul 78259 1 7.895 220178 20.0
2-Cyclohexen-1-0l 5.792 34.6 ng/ul 381094 1 7.895 220178 20.0
unknown-04 5.833 5.1 ng/ul 56493 1 7.895 220178 20.0
unknown-05 5.892 18.1 ng/ul 198897 1 7.895 220178 20.0
Cyclohexene,3-(... 6.174 5.8 ng/ul 63740 1 7.895 220178 20.0
unknown-06 6.403 12.9 ng/ul 141798 1 7.895 220178 20.0
2-Cyclohexen-1-one 6.521 38.4 ng/ul 422242 1 7.895 220178 20.0
Propane, 1l-ethoxy- 6.726 7.2 ng/ul 78753 1 7.895 220178 20.0
unknown-07 7.126 4.0 ng/ul 44385 1 7.895 220178 20.0
Ethanamine, N-p... 7.578 11.1 ng/ul 121813 1 7.895 220178 20.0
unknown-08 8.066 9.5 ng/ul 104246 1 7.895 220178 20.0
unknown-09 8.142 14.3 ng/ul 157538 1 7.895 220178 20.0
2-Chlorocyclohe... 8.213 61.4 ng/ul 675521 1 7.895 220178 20.0
unknown-10 8.859 7.9 ng/ul 87040 1 7.895 220178 20.0
(DEL) Alkane: C... 9.194 2.1 ng/ul 22681 1 7.895 220178 20.0
unknown-11 10.046 5.4 ng/ul 99844 2 10.698 372633 20.0
2-Ethyl-2-methy... 10.551 3.1 ng/ul 58270 2 10.698 372633 20.0
unknown-12 11.362 3.0 ng/ul 56117 2 10.698 372633 20.0
unknown-13 11.421 4.9 ng/ul 90893 2 10.698 372633 20.0
(DEL) Alkane: C... 11.503 3.4 ng/ul 62448 2 10.698 372633 20.0
9-Octadecenamid... 22.948 3.3 ng/ul 121861 5 21.527 729749 20.0
(DEL) Alkane: S... 23.736 2.3 ng/ul 87927 6 24.658 783167 20.0
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