LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acqg On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc :

ALS Vvial : 15 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: BGO58343.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.129 3 7 8 rBV 2231037 2873778 50.71% 11.311%
2 3.152 8 11 38 rVB 3133352 5666931 100.00% 22.305%
3 3.341 41 43 56 rVB8 12051 28208 0.50% 0.111%
4 3.746 107 112 122 rBV4 64836 146498 2.59% 0.577%
5 3.863 128 132 136 rVB 41225 54700 0.97% 0.215%
6 3.910 136 140 147 rVV2 25998 45670 0.81% 0.180%
7 3.987 150 153 160 rVB2 24597 36081 0.64% 0.142%
8 4.069 161 167 176 rBvV2 203024 352955 6.23% 1.389%
9 4.151 176 181 190 rBV 162789 264926 4.67% 1.043%
10 4.234 190 195 202 rW 109287 167415 2.95% 0.659%
11  4.304 202 207 219 rVB 73502 139811 2.47% ©.550%
12 4.451 227 232 242 rBV4 68756 121585 2.15% 0.479%
13  4.586 249 255 257 rBV 24840 39614 0.70% 0.156%
14 4.639 257 264 267 rVW 385569 611341 10.79%  2.406%
15 4.674 267 270 274 rVWW 199470 310933  5.49% 1.224%
16 4.715 274 277 284 rW 63714 96923 1.71% 0.381%
17 4.780 284 288 291 rW 17863 29452 0.52% 0.116%
18 4.851 295 300 303 rVW4 20030 32256 ©.57% 0.127%
19 5.086 330 340 347 rBV 55934 99137 1.75% 0.390%
20 5.356 380 386 393 rBV2 52102 94371 1.67% 0.371%
21 5.791 452 460 465 rBv2 320888 631780 11.15% 2.487%
22 5.832 465 467 472 rVB 73815 98949 1.75% 0.389%
23 5.890 472 477 492 rBV2 102597 292764 5.17% 1.152%
24 6.178 520 526 533 rVB3 53020 105177 1.86% 0.414%
25 6.402 554 564 574 rBV3 82051 235287 4.15% 0.926%
26 6.519 577 584 594 rVB 383902 674046 11.89% 2.653%
27 6.725 610 619 624 rVV2 38147 93296 1.65% 0.367%
28 6.772 624 627 634 rVV5 16313 39944 0.70% 0.157%
29 7.060 670 676 681 rvVv 51316 91074 1.61% 0.358%
30 7.124 683 687 695 rVB3 29545 52926 ©.93% 0.208%
31 7.224 699 704 711 rVB 68578 109823 1.94% 0.432%
32 7.430 732 739 746 rBV 60195 126616 2.23% 0.498%
33 7.577 756 764 772 rBv4 67471 146373 2.58% 0.576%
34 7.894 811 818 825 rVB 156884 267440 4.72%  1.053%
35 7.970 825 831 836 rBV 26325 47461 0.84% 0.187%
36 8.064 841 847 854 rW2 75066 146754 2.59% 0.578%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acqg On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc :

ALS Vvial : 15 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 8.141 854 860 866 rvv3 104237 214137 3.78% 0.843%
38 8.211 866 872 885 rVB 561294 1003266 17.70%  3.949%
39 8.658 942 948 954 rVV3 24947 55904 0.99% 0.220%
40 8.722 954 959 966 rvVB5 34152 69686 1.23% 0.274%
41 8.858 973 982 984 rBV5 46526 92373 1.63% 0.364%
42 9.057 1009 1016 1028 rBV 89648 182922 3.23% 0.720%
43  9.345 1060 1065 1070 rBV4 21735 46073 0.81% 0.181%
44  9.445 1077 1082 1087 rBvVv8 13146 28455 0.50% 0.112%
45  9.492 1088 1090 1105 rVBle 22731 59869 1.06% 0.236%
46 9.780 1133 1139 1148 rVB2 74886 140487 2.48% 0.553%
47  9.950 1162 1168 1174 rBV8 15518 39593 0.70% 0.156%
48 10.044 1178 1184 1188 rBv4 48273 112231 1.98% 0.442%
49 10.321 1221 1231 1238 rBvV3 50343 129376 2.28% 0.509%
50 10.550 1263 1270 1277 rVB 40591 76002 1.34% 0.299%
51 10.697 1285 1295 1306 rVB 244077 455005 8.03% 1.791%
52 10.867 1318 1324 1329 rVWVv2 27145 48242 0.85% 0.190%
53 11.067 1349 1358 1363 rBV4 34618 89969 1.59% 0.354%
54 11.325 1398 1402 1406 rVvv2 35188 71138 1.26% ©0.280%
55 11.361 1406 1408 1413 rVV2 39060 59097 1.04% 0.233%
56 11.425 1413 1419 1426 rVV3 44707 111896 1.97% 0.440%
57 11.507 1427 1433 1440 rVB2 37830 71978 1.27% 0.283%
58 11.613 1445 1451 1461 rBV5 14286 33101 0.58% 0.130%
59 12.136 1534 1540 1546 rBvV3 15140 35046 0.62% 0.138%
60 12.418 1584 1588 1594 rVB 32110 50866 ©.90% 0.200%
61 12.577 1609 1615 1622 rVB2 21494 40748 0.72% 0.160%
62 12.747 1638 1644 1647 rBV2 32517 55108 0.97% 0.217%
63 12.900 1663 1670 1672 rBV3 20644 34972 0.62% 0.138%
64 12.935 1672 1676 1681 rVB4 23327 39529 0.70% 0.156%
65 13.934 1839 1846 1856 rBV 242910 361100 6.37% 1.421%
66 14.175 1879 1887 1890 rBV5 16886 28224 0.50% 0.111%
67 14.228 1890 1896 1907 rVV 237428 382176 6.74%  1.504%
68 14.533 1940 1948 1957 rBV 436601 682462 12.04%  2.686%
69 14.739 1977 1983 1987 rBV2 48825 93299 1.65% 0.367%
70 14.774 1987 1989 1995 rVB4 24001 33198 0.59% 0.131%
71 14.939 2013 2017 2025 rVB7 15726 29325 ©0.52% 0.115%
72 15.526 2109 2117 2126 rVV 358497 571939 10.09% 2.251%
73 15.644 2131 2137 2147 rBV 80647 123335 2.18% 0.485%
74 15.779 2153 2160 2169 rVB4 15224 27803 0.49% 0.109%
75 15.885 2172 2178 2183 rVWV 35005 54290 0.96% 0.214%

76 17.277 2409 2415 2425 rBV 571941 882664 15.58% 3.474%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acqg On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO71723.MA.M
Title : SVOA CALIBRATION
77 17.377 2425 2432 2439 rVB 116604 183342 3.24% 0.722%
78 18.158 2559 2565 2575 rBV 116622 195385 3.45% 0.769%
79 18.658 2645 2650 2655 rvv 60522 91345 1.61% 0.360%
80 19.234 2744 2748 2755 rvv8 13312 27430 0.48% 0.108%
81 19.298 2755 2759 2761 rVV4 23503 39329 0.69% 0.155%
82 19.328 2761 2764 2771 rVB 29921 48220 0.85% 0.190%
83 19.433 2778 2782 2794 rBV5 31773 55449 0.98% 0.218%
84 19.663 2815 2821 2832 rVVW 408773 641514 11.32% 2.525%
85 20.902 3027 3032 3036 rVB 97290 114866 2.03% 0.452%
86 21.173 3075 3078 3089 rVW5 28659 75055 1.32% ©.295%
87 21.408 3114 3118 3123 rVB 70216 93721 1.65% ©.369%
88 21.525 3131 3138 3149 rBV 527645 875726 15.45%  3.447%
89 21.660 3154 3161 3165 rBV3 26360 53398 0.94% 0.210%
99 21.701 3165 3168 3175 rVB 23724 32704 0.58% 0.129%
91 22.289 3264 3268 3274 rVB 42989 65876 1.16% ©.259%
92 22.947 3373 3380 3395 rVB3 62230 152956 2.70% 0.602%
93 23.728 3505 3513 3522 rVB2 84609 247980 4.38% 0.976%
94 23.999 3557 3559 3569 rVB3 14943 29935 ©.53% 0.118%
95 24.439 3627 3634 3645 rVB2 36404 97024 1.71% ©.382%
96 24.657 3661 3671 3686 rVB 315080 911936 16.09%  3.589%
97 25.156 3749 3756 3763 rBV8 16123 44664 ©.79% 0.176%
98 25.738 3847 3855 3864 rBv4 38731 109840 1.94% 0.432%
99 27.036 4072 4076 4086 rVB5 13263 40560 0.72% 0.160%
100 27.641 4171 4179 4192 rVB6 24244 89457 1.58% 0.352%
Sum of corrected areas: 25406891
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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: BG058343.D\data.ms
3000000{}°2

2500000429
2000000
1500000

1000000

8.211

500000 4 639 5791 519

10.697

Ql 3 % 086356 168%7@7@@1@%777%%@&1 @e&@é{%m@ Z@%@% 321540, BSTRIEERG13 12 13811510

o

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 9.50 1000 10.50 1100 11.50 12.00 12.50
Abundance TIC: BG058343.D\data.ms

3000000
2500000
2000000
1500000

1000000

17.277 21.525
500000 14.533 15.526 19.663

13934228
Jua. 75 &m@@gsg 1 Qﬁ%@s 1377 18158 18 658 1@&9ﬁ8£\ 20.992 PisABBaEn 22.289

Time--> 13.00 13.50 14.00 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 TIC: BG058343.D\data.ms

3000000

o

2500000
2000000
1500000
1000000

500000 24.657

2.947 23-72°'§.99924.43A 25.156 25.738 27.036 27.641

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 Sample Multiplier: 1

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

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

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

Peak Number 1 3-Penten-2-o0l Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.129 214.91 ng/ul 2873780 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 72
2 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 64
3 3-Penten-2-o0l 86 C5H100 001569-50-2 64
4 2-Hexene, 1-methoxy-, (E)- 114 C7H140 056052-83-6 59
5 3-Penten-2-o0l 86 C5H100 001569-50-2 50
Abundance Scan 7 (3.129 min): BG058343.D\data.ms (-3) (-) m/z 71.00 100.00%
43.0 71.0
5000
Raaas e RRAEmERR
‘ ‘ ‘ 3.203.303.403.50
bl 2000 myz 43.00 85.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1946: 3-Penten-2-ol
71.0
43.0
5000 T T T T T [T T T T[T T T[T TT T
3.203.303.403.50
m/z 41.00 48.10%
O \\\‘\h“\\“i“\‘\\‘\“\“\w\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0
RN ARRaRIEESLY
43.0 3.203.303.403.50
5000 m/z 45.00 35.24%
R (. 116.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1933: 3-Penten-2-ol A aaRaaRE R
43.0 71.0 3.203.303.403.50
m/z 39.00 33.95%
5000
o) ]
ol L | — T —
m/z--> 20 40 60 80 100 120 140 160 180 200 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@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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.
3.152 423.79 ng/ul 5666930 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 94
2 Cyclohexene 82 C6H10 000110-83-8 91
3 Cyclohexene 82 C6H10 000110-83-8 91
4 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
5 Cyclohexene 82 C6H10 000110-83-8 42
Abundance  Scan 11 (3.152 min): BG058343.D\data.ms (-8) (-) m/z 67.00 100.00%
540 67.0
5000 82.0
39.0 R AR
749 3.203.303.403.503.60
Ot b b i e M/Z 54,00 89.59%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0
5000 ULEN R R R IR R
2410 82.0 3.203.303.403.503.60
m/z 82.00 45.08%
27.0
OHH‘HH‘HH‘\\H’\!‘H‘\H\‘\\i\‘\‘\\\’\\HM}!\}HH‘HH"\\\‘3\4\'.‘9}1‘!\“‘\\\\‘\\\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1358: Cyclohexene
67.0
54.0 NN e mane
3.203.303.403.503.60
5000 82.0 m/z 39.00 19.48%
41.0
27.0 ‘
N R S S .1
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1357: Cyclohexene  ERRRARRREEEREEEEE SRR
67.0 3.203.303.403.503.60
54.0 m/z 81.00 10.82%
5000
41.0 82.0
27.0
0‘mwuwmWHHJHMHquwwuuH¢yHWHJMWZﬁQMJm_HWM R
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@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 3 unknown-01

Concentration Rank 30

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

3.863 4.09 ng/ul 54700 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 38
2 Oxetane, 2-ethyl-3-methyl- 100 C6H120 053778-62-4 36
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
4 Thiazole 85 C3H3NS 000288-47-1 9

5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9

Abundance Scan 132 (3.863 min): BG058343.D\data.ms (-128) (-)

m/z 85.00 100.00%

85.0
41.0
5000
m‘uu‘mwmﬂ/‘\m
207.0 3.60 3.80 4.00 4.20
Obr et mu“‘m‘_mw‘m,‘Mw_ww_m m/z 41.00  70.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0
5000 RN AN R
3.60 3.80 4.00 4.20
m/z 43.00 46.62%
0\1\5‘\-‘0\“!“\\ \\“\?\.d}\‘\‘\\\‘[\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4401: Oxetane, 2-ethyl-3-methyl-
85.0
41.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
3.60 3.80 4.00 4.20
5000 m/z 60.00 35.02%
Ot el bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1738: 2-Pyrrolidinone R (NS SR B
85.0 3.60 3.80 4.00 4.20
m/z 39.00 28.13%
0"“H‘M"W‘;w‘!“‘H“!‘H“‘H‘,‘m‘uu‘mwuu‘m‘ P P T
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 Prenol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.069 26.40 ng/ul 352955 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 80
2 Prenol 86 C5H100 000556-82-1 56
3 Prenol 86 C5H100 000556-82-1 47
4 3-Penten-2-o0l 86 C5H100 001569-50-2 40
5 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 37
Abundance Scan 167 (4.069 min): BG058343.D\data.ms (-161) (-) m/z 71.00 100.00%
41.0 71.0
5000

R REER RS

H ‘]ﬂ40 3.80 4.00 4.20 4.40
Ot el sl b 2088 sz 41,00 89.24%

5000 R R
3.80 4.00 4.20 4.40

m/z 43.00 48.03%

O' T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1911: Prenol
71.0

3.80 4.00 4.20 4.40
5000 m/z 52.95 47.32%
O‘Jﬁ—‘“‘—‘m

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

Abundance #1910: Prenol ‘H““‘_““H“,ﬂvu
71.0 3.80 4.00 4.20 4.40
m/z 69.00 42.47%

41.0
) /\AA
0 150“\ Al \HH ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1933: 3-Penten-2-ol
L{ 71.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 Sample Multiplier: 1

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

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

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

Peak Number 7 Formamide, N,N-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.151 19.81 ng/ul 264926 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 50
2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 50
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 40
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 40
5 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 33
Abundance Scan 181 (4.151 min): BG058343.D\data.ms (-176) (-) m/z 73.00 100.00%
3.0
44.0
5000
R N RARAR
115.0 3.80 4.00 4.20 4.40

bl A B0 2000 /7 as.00  82.21%

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

Abundance #847: Formamide, N,N-dimethyl-

440 73.0
5000 T T T T T T T
3.80 4.00 4.20 4.40
180‘ m/z 43.00 76.91%
O\\\‘H‘\‘\‘\\"\\}“\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #848: Formamide, N,N-dimethyl-
440 730
R A EaaR!
3.80 4.00 4.20 4.40
m/z 56.95 44.29%
5000 15.0
0- m1“H1‘\‘HH‘\H\‘HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #850: Formamide, N,N-dimethyl- w““_““‘u“/\u,‘
73.0 3.80 4.00 4.20 4.40
44.0
m/z 42.00 42.97%
5000
15.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:11:52 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43

Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 2-Butenal, 3-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.234 12.52 ng/ul 167415  1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 csHso 000107-86-8 91

2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 78
3 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 59
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 52
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 50

Abundance Scan 195 (4.234 min): BG058343.D\data.ms (-190) (-)
84.0

m/z 83.95 100.00%

55.0
5000 39.0
A
‘ 69.0 4.00 4.20 4.40 4.60
O A8 B myz sa.95 83.23%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
41.0
5000 \\\\‘\\\\‘\\\\‘\\\_\/\‘/\\\J\\
29.0 4.00 4.20 4.40 4.60
m/z 39.00 50.80%
‘ ‘ 69.0
O\\‘\\\\‘\\1\‘\\\‘1}}‘1\\‘“}}1‘\“\\‘\\“\\\\‘\ ‘\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
55.0 84.0
R B AR
4.00 4.20 4.40 4.60
5000 41.0 ITI/Z 41.00 49.,05%
29.0
69.0
LI A
ottt e e et e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1633: Furan, 2,3-dihydro-4-methyl- R A ARNRERR AT
55.0 84.0 4.00 4.20 4.40 4.60
m/z 83.00 47.88%
5000
270 39.0
AR PO | U (Y- S SV
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:11:52 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43

Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
4.304 10.46 ng/ul 139811 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 72
2 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 50
3 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 45
4 1-Octene, 3,3-dimethyl- 140 C1eH20 074511-51-6 39
5 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 39

Abundance Scan 207 (4.304 min): BG058343.D\data.ms (-202) (-)
41.0 69.0

I

| | 1470 1930 a1 4.00 4.20 4.40 4.60
et e e e m/z 41,00 98.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3771: 1-Pentene, 3,3-dimethyl-
69.0
41.0

5000 M e e
4.00 4.20 4.40 4.60

L‘J m/z 43.00 48.22%

15.0 ‘ ‘ 98.0
\\\‘\‘\w‘\\‘\\‘H“\‘\u“\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3772: 1-Pentene, 2,3-dimethyl-
41.0 69.0

4.00 4.20 4.40 4.60
5000 m/z 55.00 42.25%
15.0

‘ 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 WA,\/
Abundance #26547: 2-Butene, 1-bromo-3-methyl-

‘ \\‘\ \\“ I
T T T TT I T T
41.0 69.0 4.00 4.20 4.40 4.60

m/z 39.00 16.66%

m/z 69.00 100.00%

o

o

o

m/z-->

20 40 60 80 100 120 140 160 180 200 220

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:11:53 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 Sample Multiplier: 1

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

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

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

Peak Number 10 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.451 9.09 ng/ul 121585 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-0l, (Z)- 100 C6H120 000928-96-1 43
2 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 40
3 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 40
4 3-Hexen-1-ol 100 C6H120 000544-12-7 38
5 Cyclohexanone, 2-nitro- 143 C6HONO3 004883-67-4 32
Abundance Scan 232 (4.451 min): BG058343.D\data.ms (-227) (-) m/z 41.00 100.00%
41.0
R A RARRAREEE
Y 2‘0 Js00 327, 4.20 4.40 4.60 4.80
ol Al 2070 2809 3274, 55 00 47.21%
miz-> 50 100 150 200 250 300
Abundance #4300: 3-Hexen-1-ol, (2)-
41.0
5000 HH‘HH‘H\M
82.0 4.20 4.40 4.60 4.80
m/z 70.00 45.54%
0 !‘\\i\\\\’\\\\‘\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #4299: 3-Hexen-1-ol, (E)-
41.0 /\ /\/\
‘H‘_‘H‘H‘m‘u‘ﬂ‘f
4.20 4.40 4.60 4.80
5000 m/z 67.00 42.76%
82.0
oLl 4y
miz--> 50 100 150 200 250 300
Abundance #4290: 3-Hexen-1-ol, (E)-
41.0 4.20 4.40 4.60 4.80
m/z 69.00 37.67%
5000 82.0 /Jk
0 m I ‘M “n -

m/z--> 50 100 150 200 250 300 4.20 4.40 4.60 4.80

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:11:53 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 Sample Multiplier: 1

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

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

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

Peak Number 12 (R)-(-)-3-Methyl-2-butanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.639 45.72 ng/ul 611341 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 59
2 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 50
3 1-Butene, 4-methoxy 86 C5H100 004696-30-4 50
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 39
5 Diisopropyl ether 102 C6H140 000108-20-3 38
Abundance Scan 264 (4.639 min): BG058343.D\data.ms (-257) (-) m/z 45.00 100.00%
45.0
5000 //k
A RAEEE RS
H 69.0 .. 4.40 4.60 4.80 5.00
Obrrrprre bbb 2070 1469 1930 w/z 41.00  20.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2394: (R)-(-)-3-Methyl-2-butanol
45.0
5000 L B I L LI L B B
4.40 4.60 4.80 5.00
m/z 43.00 20.13%
15.0 ‘ 73.0
O\\\‘\“\‘1“\\““!‘\\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5013: 2-Pentanol, 3-methyl-
45.0
e B Rmnna
4.40 4.60 4.80 5.00
5000 m/z 39.00 8.47%
150 || |690
ol b e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1967: 1-Butene, 4-methoxy o RANEARSERE S
45.0 4.40 4.60 4.80 5.00
m/z 69.00 7.79%
5000
| ), 880 }\
O et e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:11:53 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 Sample Multiplier: 1

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

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

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

Peak Number 13 unknown-@3 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.674  23.25 ng/ul 310933 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Formamide, N-methyl- 59 C2H5NO 000123-39-7 9

2 Guanidine 59 CH5N3 000113-00-8 7

3 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5

4 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 4
5-7 4

5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-5

Abundance Scan 270 (4.674 min): BG058343.D\data.ms (-267) (-) m/z 59.00 100.00%

59.0
5000

89,0 4.40 4.60 4.80 5.00
Ol e e e 230 m/z 43,00 23.46%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #281: Formamide, N-methyl-
30.0 59.0

5000 R e
4.40 4.60 4.80 5.00

m/z 71.00 7.38%

|
OH\‘\‘\ \w‘\H\iHH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #298: Guanidine
59.0
e\

\\V‘\\\\‘\\\\‘\\\\‘\\\\

4.40 4.60 4.80 5.00

5000 m/z 89.00 4.46%
28.0
o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #279: Formamide, N-methyl- e A RAREEEE R
59.0 4.40 4.60 4.80 5.00

m/z 41.00 4.10%

30.0
5000
ot

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:11:54 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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-04 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
4.715 7.25 ng/ul 96923  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Zinc, bis(3-methyl-2-butenyl)- 202 C10H18Zn 066094-28-8 38
2 Cyclopentanecarboxaldehyde 98 C6H100 000872-53-7 36
3 2-Pentene, 4-bromo- 148 C5H9Br 001809-26-3 36
4 Isoxazole 69 C3H3NO 000288-14-2 9
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 9
Abundance Scan 277 (4.715 min): BG058343.D\data.ms (-274) (-) m/z 41.00 100.00%
41.0
5000
4.40 4.60 4.80 5.00
3.9 207.0  281.0 e on =
ol B27 1469 LT SED32r0  AOLL - n/z 69.00  88.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77416: Zinc, bis(3-methyl-2-butenyl)-
41.0
5000 L L R B R
4.40 4.60 4.80 5.00
m/z 39.00 32.34%
O \5.\0‘\]\-?’\4\.0‘\\\2\0‘%\.0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #3654: Cyclopentanecarboxaldehyde
41.0
i e T e
4.40 4.60 4.80 5.00
5000 m/z 69.95 11.62%
98.0
0 u“\ ‘u‘1“_"w‘m_WWH_WWH_
miz--> 50 100 150 200 250 300 350 400
Abundance #26537: 2-Pentene, 4-bromo- H““ww“‘%“ﬁ““w
41.0 4.40 4.60 4.80 5.00
m/z 42.00 11.17%
5000
0 g0 130
m/z--> 50 100 150 200 250 300 350 400 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:11:54 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 Guanidine, monothiocyanate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.085 7.41 ng/ul 99137 1,4-Dichlorobenzene-d4 7.894

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 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 56
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 40

Abundance Scan 340 (5.085 min): BG058343.D\data.ms (-330) (-) m/z 59.00 100.00%

59.0
5000 ﬁ
4.805.005205.40
85.1 220.€ : : . : o
0 P e e m/z 43.00 57.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8959: Guanidine, monothiocyanate
59.0
5000 LB L R B B AL L
4.80 5.00 5.20 5.40
m/z 41.00 46.02%
0 - 100.0
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #274: Acetamide
59.0
e REAREEEER R R
4.80 5.00 5.20 5.40
5000 m/z 42.00 26.80%
15.0
0 i e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4341: Oxirane, tetramethyl- e R ARARNAEEE A
59.0 4.80 5.00 5.20 5.40
m/z 57.00 21.70%
5000
31.0
NI S L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:11:54 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 N,N-Dimethylacetamide Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
5.356 7.06 ng/ul 94371  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 52
2 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 47
3 N,N-Dimethylacetamide 87 C4HONO 000127-19-5 47
4 1,3-Dioxolane, 4-methyl- 88 C4H802 001072-47-5 43
5 Guanidine, N,N-dimethyl- 87 C3HON3 006145-42-2 28

Abundance Scan 386 (5.356 min): BG058343.D\data.ms (-380) (-) m/z 44.00 100.00%
44.0

87.0
5000
‘ 1470 5.00 5.20 5.40 5.60
Ol L WATO 20710 43,00 56.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2110: N,N-Dimethylacetamide
44.0
87.0
5000 L L BN B B B
5.00 5.20 5.40 5.60
m/z 87.00 55.27%
o |
0\\\‘\‘\}‘\\i \\}“\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2112: N,N-Dimethylacetamide
44.0
S i LY B
87.0 5.00 5.20 5.40 5.60
5000 m/z 42.00 51.33%
0"H"ﬂuﬁ‘H“‘w"m“‘H“_“‘_“w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2113: N,N-Dimethylacetamide e RARmE
44.0 5.00 5.20 5.40 5.60
m/z 83.00 35.32%
87.0
5000
15.0
Ouw‘wl‘w“m‘H!‘_1H_HwHu‘mwuu‘mwuu ‘WH,HA‘HH,HH_
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 06:11:55 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 2-Cyclohexen-1-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.791 47.25 ng/ul 631780 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 94
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 81
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 68
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 47
Abundance Scan 460 (5.791 min): BG058343.D\data.ms (-452) (-) m/z 70.00 100.00%
70.0
5000 39.0 97.0 /l
R
‘ ‘ 5.40 5.60 5.80 6.00 6.20
0 2088 7 5560 51.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 BEEEA A RR R R
390 97.0 5.40 5.60 5.80 6.00 6.20
m/z 83.00 45.43%
15.0 “‘
O' \\"”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3586: 2-Cyclohexen-1-0
70.0
e T
5.40 5.60 5.80 6.00 6.20
5000 41.0 m/z 39.00 38.78%
98.0
0 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3585: 2-Cyclohexen-1-0
70.0 5.40 5.60 5.80 6.00 6.20
m/z 97.00 36.78%
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 2,4-Dimethylfuran Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.832 7.40 ng/ul 98949 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylfuran 96 C6H80 003710-43-8 64
2 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 50
3 1,3-Butadiene, 2-(bromomethyl)- 146 C5H7Br 023691-13-6 23
4 2,4-Dimethylfuran 96 C6H80 003710-43-8 16
5 2-Cyclopentene-1-methanol 98 C6H100 013668-59-2 12
Abundance Scan 467 (5.832 min): BG058343.D\data.ms (-465) (-) m/z 67.00 100.00%
67.0
96.0
5000
39.0

B A REEEN AR

H h 5.60 5.80 6.00 6.20
bl e 2950 myz 96.00  54.72%

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

Abundance #3149: 2,4-Dimethylfuran

96.0
67.0
5000 UL B L I BN L
5.60 5.80 6.00 6.20
39.0 m/z 59.00 40.14%
15.0 \M\‘ M‘ \‘H |
O\\\‘\\‘\\‘\\{\“\\\\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3177: 2-Cyclopenten-1-one, 2-methyl-
67.0
96.0
5.60 5.80 6.00 6.20
5000 m/z 39.00 26.83%
41.0
o) SN 111 . —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25179: 1,3-Butadiene, 2-(bromomethyl)- R RRARNAEEE S
67.0 5.60 5.80 6.00 6.20
41.0 m/z 41.00 26.44%
5000
148.0
AN P . JE ek WU B
m/z--> 20 40 60 80 100 120 140 160 180 200 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@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 unknown-05 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.890 21.89 ng/ul 292764  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 25
2 2,4,6-Cycloheptatrien-1-one, 3,5... 250 C13H220Si2 1000161-21-8 25
3 1H-Indole-2-carboxylic acid, 6-(... 355 C21H25N0O4 1010316-17-5 25
4 1,3-Benzenedicarboxylic acid, 5-... 222 C12H1404 002359-09-3 22
5 2-tert-Butylphenol, tert-butyldi... 264 C16H280Si 860465-21-0 22

Abundance Scan 477 (5.890 min): BG058343.D\data.ms (-472) (-) m/z 73.00 100.00%

73.0
207.0
5000
147.0
281.0341 0 R EEREETETRE.
‘ ‘ | 41514750 gh0 5.60 5.80 6.00 6.20
ot bbbl L T S0 s 267,00 69.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene
207.0
5000 L L B I B AL LR
730 5.60 5.80 6.00 6.20
' m/z 192.95 38.03%
L,y 1 133:0
O \\\‘H\\\”\“‘\J\\“\I‘\\11‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135457: 2,4,6-Cycloheptatrien-1-one, 3,5-bis-trimethylsi
207.0
el
5.60 5.80 6.00 6.20
m/z 147.00  27.20%
5000 73.0
33.0
Ob v rdprbidre s b b
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264805: 1H-Indole-2-carboxylic acid, 6-(4-ethoxyphenyl) At e
207.0 5.60 5.80 6.00 6.20
m/z 221.00  23.00%
5000
147.
355.0
43.0
N “ 296.0
0 H@_‘H‘HuHJ‘H‘H‘W‘HJ_‘HHH‘W‘H‘_‘H“H‘_
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@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 Cyclohexene, 3-chloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.178 7.87 ng/ul 105177 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 53
2 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 53
3 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 53
4 Cyclohexane, 1,4-dichloro- 152 C6H1eCl2 019398-57-3 50
5 Cyclohexene, 1-chloro- 116 C6HOC1 000930-66-5 47
Abundance Scan 526 (6.178 min): BG058343.D\data.ms (-520) (-) m/z 80.95 100.00%
81.0
5000
207.0 5.80 6.00 6.20 6.40 6.60
1470 7| 280.9 341.0 401.1 e

orﬁ#u#ml\,ﬂs m/z 79.00  46.43%

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

Abundance #9428: Cyclohexene, 3-chloro-

81.0
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\
5.80 6.00 6.20 6.40 6.60
27T m/z 80.00 26.20%
0‘\\‘\“\1‘““\“\\"}‘\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11443: Cyclohexene,3-(2-propenyl)-
81.0
A
5.80 6.00 6.20 6.40 6.60
5000 m/z 53.00 22.98%
miz--> 0 100 150 200 250 300 350 400 450 A
Abundance #36451: Cyclohexene, 3-bromo- R ARARRY
81.0 5.80 6.00 6.20 6.40 6.60
m/z 41.00 19.89%
5000
27(“
oIl 1600

m/z--> 0 50 100 150 200 250 300 350 400 450 5.80 6.00 6.20 6.40 6.60
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG071823\

Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 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 23 unknown-06 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.402 17.60 ng/ul 235287 1,4-Dichlorobenzene-d4 7.894
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 9H-Fluorene-4-carboxylic acid, 9... 327 C22H17NO2 1000304-78-2 43
3 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 38
4 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 35
5 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 35
Abundance Scan 564 (6.402 min): BG058343.D\data.ms (-554) (-) m/z 73.00 100.00%
73.0
207.0
5000
147.0 280.9
) R AR RAREE O
‘ ‘ } 341.0 415 04751 54 6.00 6.20 6.40 6.60 6.80
0 et e d o M b b 2 7 207,00 71.89%
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 T T T T T T
6.00 6.20 6.40 6.60 6.80
m/z 193.00 33.22%
133.0 281.0 355.0
O\\\‘\\\\‘\\\‘\“\\\\H&A\T TL\\\‘11“!““'\\\\‘4\2\\9\(‘)\4\8\\9‘(\)\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #233255: 9H-Fluorene-4-carboxylic acid, 9-oxo-, (2,6-dim
207.0
R A RARRS
6.00 6.20 6.40 6.60 6.80
5000 m/z 147.00 27.75%
327.0
150.0
77.0
) Y P W P ] N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene R AREARARE
207.0 6.00 6.20 6.40 6.60 6.80
m/z 221.00 20.53%
5000
73.0
ob b0 L 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\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 2-Cyclohexen-1-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.519 50.41 ng/ul 674046 1,4-Dichlorobenzene-d4 7.894

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 40
Abundance Scan 584 (6.519 min): BG058343.D\data.ms (-577) (-) m/z 68.00 100.00%
68.0
5000

“ 6.20 6.40 6.60 6.80
"HWM‘HW"Hq‘H‘y‘H“H‘c‘w“p“‘_“w“‘q m/z 96.00  28.36%

0 132.9 193.9 283.1 342.9 489
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000 UL L B IR L BB

6.20 6.40 6.60 6.80
m/z 39.00  24.29%

O \\M“"A\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
miz--> 0 100 150 200 250 300 350 400 450

Abundance #3150: 2-Cyclohexen-1-one
68.0

6.20 6.40 6.60 6.80

5000 m/z 39.95  19.34%
015P|”
m/z--> 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 10.13%

5000 /\\
ok Om”

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@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 Propane, 1l-ethoxy- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.725 6.98 ng/ul 93296 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-ethoxy- 88 C5H120 000628-32-0 53
2 Butanamide 87 C4H9NO 000541-35-5 49
3 Hydrazine, (1-methylpropyl)- 88 C4H12N2 030924-14-2 45
4 Hydrazine, 1-methyl-1-propyl- 88 C4H12N2 004986-49-6 42
5 Propane, 1l-ethoxy- 88 C5H120 000628-32-0 40
Abundance Scan 619 (6.725 min): BG058343.D\data.ms (-610) (-) m/z 59.00 100.00%
59.0
5000
6.406.60 6.80 7.00
131.0 207.0 TG
ob— ML m‘hﬂu‘ i 2800 395 m/z 43,00 76.09%
m/z--> 50 100 150 200 250 300 350
Abundance #2370: Propane, 1-ethoxy-
31.0
5000 UL L B L B BB
6.40 6.60 6.80 7.00
88.0 m/z 45.00 34.78%
O\\““\““ \‘\‘!‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #2094: Butanamide
59.0
6.40 6.60 6.80 7.00
5000 m/z 88.00 19.43%
ol?’:qm‘““m‘“mmWm_m,m‘_”w
miz--> 50 100 150 200 250 300 350
Abundance #2224: Hydrazine, (1-methylpropyl)- L
59.0 6.40 6.60 6.80 7.00
m/z 89.00 14.93%
5000
ok : “\ LSRN SR N S
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\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 (DEL) Alkane: Cyclic7.124 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.124 3.96 ng/ul 52926 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 43
2 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 38
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 38
4 3-Penten-2-one, semicarbazone 141 C6H11N30 016983-59-8 30
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 20
Abundance Scan 687 (7.124 min): BG058343.D\data.ms (-683) (-) m/z 97.05 100.00%
97.0
55.0
5000
1411 jM‘HA,m“_“WWH“
‘ ‘ ‘ ‘ 193.0 340, 6.80 7.00 7.20 7.40
ol il T myz 82,95 71.55%
miz--> 50 100 150 200 250 300
Abundance #7678: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000
6.80 7.00 7.20 7.40
m/z 55.00 59.49%
01\5.\4‘\‘1“““‘\“‘1‘ e T T L e I B
miz--> 50 100 150 200 250 300
Abundance #7174: 1-(Trimethylsilyl)-1-propyne
97.0
R O A o
6.80 7.00 7.20 7.40
5000 m/z 43.00 54.70%
43.0
0 m““”u“ww““H_me‘m‘,‘m
miz--> 50 100 150 200 250 300
Abundance #7677: Cyclohexane, 1,3-dimethyl-, cis- A AmmaaE RS
55.0 97.0 6.80 7.00 7.20 7.40
m/z 98.10 31.57%
5000
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\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 Furan, 2,5-dihydro-3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.577 10.95 ng/ul 146373  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,5-dihydro-3-methyl- 84 C5H80 001708-31-2 52
2 6-(3-Methyl-2-butenoxy)-4-methyl... 182 C11H1802 1000432-15-5 47
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 43

4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 43
5 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 35

Abundance Scan 764 (7 577 min): BG058343.D\data.ms (-756) (-) m/z 41.00 100.00%

- MJ\/L/VJ
i "ha 74 7h0 7k
266.9 : : ‘ :
oy M\M 19298 S m/z 56.00  82.98%
m/z--> 150 200 250
Abundance #1628 Furan, 2,5-dihydro-3-methyl-
29.0

=

5000 2\ o e o gl
7.20 7.40 7.60 7.80

m/z 71.00  79.35%

0 ‘ \““ “ \ \ \ T T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 0 100 150 200 250
Abundance #56696: 6—(3—Methyl—2—butenoxy)—4—methyl—5,6—dihydro—2+
71.0
39,0 7.20 7.40 7.60 7.80
5000 m/z 69.00 67.51%
‘ ‘ 113.0
ol bWk T
m/z--> 0 50 100 150 200 250
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0 7.20 7.40 7.60 7.80
m/z 39.00 63.11%
5000
84.0
oy At Dt ) W
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.970 3.55 ng/ul 47461 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 58
2 3-Heptene, 5-methyl- 112 C8H16 013172-91-3 50
3 4-Octene, (Z)- 112 C8H16 007642-15-1 50
4 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 50
5 3-Ethyl-3-hexene 112 C8H16 016789-51-8 50
Abundance Scan 831 (7.970 min): BG058343.D\data.ms (-825) (-) m/z 55.00 100.00%
55.0
- «JK\NVJ\&/\ﬂd&A\ﬁ“ﬂ“
e 760780800850
193.0 : : : :

ol M‘ ‘y‘\u“‘:“‘ m‘m ‘ ‘ et ‘2‘8‘“‘3{?‘ ‘ 35‘49 flﬁr’f m/z 57.00  22.03%

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

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

55.0
5000 UL L B LI B I
7.60 7.80 8.00 8.20
112.0 m/z 112.00 20.63%
0\\\\““‘\“h\\“‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #7541: 3-Heptene, 5-methyl-
55.0
N ammanaEEE SR
7.60 7.80 8.00 8.20
5000 m/z 38.95 19.91%
112.0
0 H“““Nw“‘!m“‘H_HWm_m_m_mw
miz--> 50 100 150 200 250 300 350 400
Abundance #7513: 4-Octene, (2)- O RRERE EE S
55.0 7.60 7.80 8.00 8.20
m/z 41.00 18.68%
5000
112.0
0 e e
m/z--> 50 100 150 200 250 300 350 400 7.60 7.80 8.00 8.20

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:11:58 2023 Page: 27



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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-07 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.064 10.97 ng/ul 146754  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 35
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 25
3 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 25
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 25
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 25
Abundance Scan 847 (8.064 min): BG058343.D\data.ms (-841) (-) m/z 57.00 100.00%
57.0 97.0
5000
17.80 8.00 8.20 8.40
1411 281.1 355.1
ol L | ‘??gg““““,““‘u m/z 97.05 99.87%

mlz--> 50 100 150 200 250 300 350
Abundance #7479: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
97.0
43.0

5000 L ANEEEES
7.80 8.00 8.20 8.40

m/z 70.00 87.11%
nt \ I

|
\ \ T \ ‘ T ‘ T T T ‘ L ‘ T T T ‘ LI ’ L ‘ T
miz--> 100 150 200 250 300 350
Abundance #7678: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
AL

780800820840

o

otz Ll |
miz-> 100 150 200 250 300 350
Abundance #7627: 2-Pentene, 2,3,4-trimethyl- R R S ARRN RN
53.0 97.0 7.80 8.00 8.20 8.40

m/z 67.95 56.69%

5000
15. ‘
0! lll il L

m/z--> 50 100 150 200 250 300 350 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 31 7-Oxabicyclo[4.1.0]heptan-2-0l Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.141 16.01 ng/ul 214137 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 50
2 1-Cyclopropylpropan-1-amine 99 C6H13N 1000436-93-8 38
3 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 30
4 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 30
5 Hexanal, 3-methyl- 114 C7H140 019269-28-4 27
Abundance Scan 860 (8.141 min): BG058343.D\data.ms (-854) (-) m/z 57.00 100.00%

57.0
5000

1121 TT [T T T [ T o i
‘ 7.80 8.00 8.20 8.40

bhol |y 2220 2950 3851 413' . 97.16 92.92%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.Q

5000 L
7.80 8.00 8.20 8.40

m/z 70.00  89.21%

o/ M“w\‘h‘”‘HH’HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3998: 1-Cyclopropylpropan-1-amine
70.0
\

7.80 8.00 8.20 8.40
5000 m/z 55.00 54.19%

2
1
T T T I T e T B T S e
miz-> 0 50 100 150 200 250 300 350 400
Abundance #7479: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
97.0

a1,

430 7.80 8.00 8.20 8.40
' m/z 41.00 46.36%

B MMJ\\A
A |

m/z--> 0 50 100 150 200 250 300 350 400 7.80 8.00 8.20 8.40

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 32 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.211 75.03 ng/ul 1003270  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 87
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 83
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 59
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 58
Abundance Scan 872 (8.211 min): BG058343.D\data.ms (-866) (-) m/z 57.00 100.00%
57.0
- M/\\

A e

H T 134.0 7.80 8.00 8.20 8.40 8.60
o‘WH\”‘m“wm!uWWm_m_m_H‘_??R?‘??%Rm m/z 80.00  23.42%

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #17288: 2-Chlorocyclohexano

57.0
5000 B R RN
7.80 8.00 8.20 8.40 8.60
m/z 81.00 16.29%
N dadls e
0\\\\‘\U‘\![H!\‘\H\“‘\“\Hh‘\H“‘\\‘H‘H\\‘H\‘\‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17285: 2-Chlorocyclohexano
57.0
T AT
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 14.81%
w0
. 34.0
N 0 O ot
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17286: 2-Chlorocyclohexanol RS R S e
57.0 7.80 8.00 8.20 8.40 8.60
m/z 44.00 14.67%
5000
27.0
8.0
il HM\ | T i
0 all gl sl ol

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@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 33 cis-1,2-Cyclohexanediol Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.658 4.18 ng/ul 55904 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 72
2 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 72

3 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 72

4 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 72

5 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 72

Abundance Scan 948 (8.658 min): BG058343.D\data.ms (-942) (-) m/z 70.00 100.00%

70.0
5000

8.40 8.60 8.80 9.00
146. .
1 \‘\ (1469 9p10 2820 3sg9 415

0 R e B IR SRR S m/z 57.00 83.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #9197: cis-1,2-Cyclohexanediol
70.0
5000 LU LA L B B
8.40 8.60 8.80 9.00
16.0 m/z 42.00 39.27%
015-#“
m/z--> 50 100 150 200 250 300 350 400
Abundance #9177: 1,2-Cyclohexanediol
70.0 e
e S ERRRRRENTRY
8.40 8.60 8.80 9.00
5000 ITI/Z 83.00 33.11%
16.0
ols.m)’}}t
m/z--> 50 100 150 200 250 300 350 400
Abundance #9184: 1,2-Cyclohexanediol
70.0 8.40 8.60 8.80 9.00
m/z 41.00 32.88%
5000
)l
m/z--> 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43

Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 34 Heptasiloxane, 1,1,3,3,5,5,... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
8.858 6.91 ng/ul 92373 1,4-Dichlorobenzene-d4 7.894
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 50
2 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H500751i8 019095-24-0 46
3 5-Ethyl 1la-methyl (5S,11aS)-6,1... 340 C19H20N204 1000484-03-0 38
4 N-Methyl-1-adamantaneacetamide 207 C13H21NO 031897-93-5 25
5 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 22

Abundance Scan 982 (8.858 min): BG058343.D\data.ms (-973) (-) m/z 73.00 100.00%

73.0
207.0
5000
| s R e
O bbb L L) L1 “ “'w ‘ “"M *u‘mﬁil‘ff‘?ul‘ m/z 207.00  68.05%

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

8.60 8.80 9.00 9.20
133.0 281.0 355.0 m/z 192.95 36.85%
H L1 H JH 42904890

‘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

%

8.60 8.80 9.00 9.20

5000 207.0 m/z 147.00 27.11%

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 R RN
207.0 8.60 8.80 9.00 9.20

m/z 221.00  23.90%

%

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

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

8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

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

¢ 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 37 unknown-08 Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
10.044 4.93 ng/ul 112231 Naphthalene-d8 10.697
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 52
2 1,4-Benzenediol, 2,5-bis(1,1-dim... 222 C14H2202 000088-58-4 43
3 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 43
4 Tetrasiloxane, 1,1,3,3,5,5,7,7-0... 282 C8H2603Si4 001000-05-1 43
5 4-(Aminomethyl)-2-fluorobenzonit... 222 C11H15FN2Si 1000507-41-3 38

Abundance Scan 1184 (10.044 min): BG058343.D\data.ms (-1178) (- m/z 73.00 100.00%
3.0

' 207.0
5000
147.0
28103410 Ao !
41
bbbt 00 o
ol uw\m,m | um‘ “‘ : m/z 207.00  77.64%

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
10.00

133.0 281.0 355.0 m/z 192.95 35.06%
. | \ ‘ i ‘l \ 429. 0489 0

‘\\Hl‘\H\‘\‘\\”‘HH]\H\‘HH‘\HI‘\\H‘\H\‘\H\‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101731: 1,4-Benzenediol, 2,5-bis(1,1-dimethylethyl)-

%

o

207.0
10.00
5000 m/z 147.00 30.87%
57.0
137.0 \
S N R ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101311: 1,2-Bis(trimethylsilyl)benzene — ‘
207.0 10.00
m/z 221.00 24.24%
5000
73.0
L O o U —
m/z--> 0 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@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 2-Ethyl-2-methyl-1,3-propan... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.550 3.34 ng/ul 76002  Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-2-methyl-1,3-propanediol 118 C6H1402 000077-84-9 64
2 D-Proline 115 C5H9NO2 000344-25-2 37
3 Hexanal, 3-methyl- 114 C7H140 019269-28-4 36
4 Nonanoic acid, 3-methylbutyl ester 228 C14H2802 007779-70-6 36
5 Heptanoic acid, 3-methylbutyl ester 200 C12H2402 000109-25-1 36

Abundance Scan 1270 (10.550 min): BG058343.D\data.ms (-1263) (- m/z 70.00 100.00%
.0

7Q
5000
| EARRT~onns
115.0 157.0 221.9 266. 355. :
0 “‘Wﬁh‘dwﬂ R T w“‘§§?‘,‘ T m/z 43.00 57.86%
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 41.00 32.05%
|| 180
O\\\\“W\‘\h“\i‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #8750: D-Proline
70.0
T \
10.50
5000 ITI/Z 54.95 24.53%
‘ 115.0
O
m/z--> 50 100 150 200 250 300 350
Abundance #8457: Hexanal, 3-methyl- T ‘
70.0 10.50
m/z 71.00 24.50%
5000
27.
olrhftd g 140 \WWM | MM
m/z--> 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\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 43 unknown-09 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
11.425 4.92 ng/ul 111896 Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tridecanol 200 C13H280 010289-68-6 38
2 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202 000638-10-8 38
3 3-Pentenoic acid, 2,2-dimethyl- 128 C7H1202 016642-52-7 38

4 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202
5 Diazene, bis[3-(4-methoxycarbony... 282 C8HEN606

000638-10-8 32
339246-68-3 27

Abundance Scan 1419 (11.425 min): BG058343.D\data.ms (-1413) (- m/z 83.00 100.00%

43'?“ 12T'0 221.0  295.0 342.0 11.50
ol Wu i b L A m/z 59.00  73.42%
m/z--> 50 100 150 200 250 300 350
Abundance #76020: 3-Tridecano
59.0
5000 LA
97.0 11.50
’ 171.0 m/z 55.00 24.52%
Ot ‘\‘ !H“‘ h\“”\““\““‘ \“\‘\ T \“\‘\ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #14125: 2-Butenoic acid, 3-methyl-, ethyl ester
83.0
—
11.50
m/z 128.00 15.87%
5000 128.0 /
29.0 ‘
o‘““‘Mm““"MuWHH‘HH_HWHH_
m/z--> 50 100 150 200 250 300 350 h
Abundance #14080: 3-Pentenoic acid, 2,2-dimethyl- /\‘ A ‘/\‘
83.0 11.50
m/z 43.00 11.63%
5000
128.0
41.
o"“““w‘\‘u‘“MH‘HH‘HH_HWHH_ —
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15 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 46 n-Hexadecanoic acid Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
18.158 4.43 ng/ul 195385  Phenanthrene-di10 17.277
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2565 (18.158 min): BG058343.D\data.ms (-2559) (- m/z 60.00 100.00%
60.0
5000
129.0 /L
— ooy
‘ ‘ 18.00 18.50
0 HW‘HAJANJWM‘ m/z 73.00  97.70%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 == e
129.0 18.00 18.50
m/z 43.00 92.09%

213.0
‘ H % 157.0185.0
0 J\-\S\.’O\\‘l\ HH\H \H\‘\ HH\H““\ \H‘”h “\H\‘H‘\H\‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

T 7
18.00 18.50

5000 256.0 m/Z 57 .00 83.06%
129.0
213.0
L] ml% 157.0185.0

I 10 A

m/z--> 20 40 60 80 100120 140160 180200220 240260
Abundance #143510: n-Hexadecanoic acid —T —7
60.0 18.00 18.50

m/z 55.00 76.66%

5000 129.0
o | et =
|l U‘ H ‘\ Hh”\ b

— 7
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43

Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ 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 50

(DEL) Alkane: Straight-Chai...

Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
23.728 5.44 ng/ul 247980  Perylene-di2 24.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 3513 (23.728 min): BG058343.D\data.ms (-3505) (-  m/z 57.00 100.00%
57.0

B

5000
06.1 416.: 23.50 24.00
0 “‘M‘mwhﬂhhtwpupm‘m‘ 2608 . m/z 43.e0 59.74%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 — —
23.50 24.00
m/z 71.080  55.04%
o “m MMHH“EQOZEO 281.0 337.0 394.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

%

Abundance #194590: Heneicosane
23.50 24.00
5000 m/z 85.05 45.47%
ol LT 90 zms0_ 200
m/z--> O 100 150 200 250 300 350 400
Abundance #246481: Tetracosane T —
57.0 23.50 24.00
m/z 55.00 23.41%
- MWMMMMMJWW/\W%WNWMNJVM
0 ‘ ‘ “\ J I u\ \ \17690 225.0 281.0 338.0
e A A e S e e — —
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58343.D

Acq On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ 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 51

(DEL) Alkane: Straight-Chai...

Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
25.738 2.41 ng/ul 109840  Perylene-di2 24.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 3855 (25.738 min): BG058343.D\data.ms (-3847) (- m/z 57.00 100.00%
57.0

—

5000
113.0 25.50 26.00
183.0 : :
ol J“‘u‘““”c‘”u“‘,w‘“ dopipi B 2829 8949 m/z 71.00  56.53%
miz--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 re ——
25.50 26.00
m/z 43.00 49.03%
0 N ‘ 1) ]1 | | 1690 225.0  309.0 365.0 436.(
\\\!‘ \\’\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\

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

%

Abundance #194590: Heneicosane
57.0
25.50 26.00
5000 ITI/Z 85.00 42.89%
b LI dss0 2zm0 2000
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane T —
57.0 25.50 26.00
m/z 55.00 23.88%
o VMWM
oL L 000 250 zsso a0 T T
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58343.D

Acqg On : 20 Jul 2023 1:43
Operator : CG/JU

Sample : 03452-21

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@71723.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-o0l .129 214, ng/ul 2873780 .894 267440 20.
Cyclobutane, et... .152 423, ng/ul 5666930 .894 267440 20.
unknown-01 .863 4. ng/ul 54700 .894 267440 20.
Prenol .069 26. ng/ul 352955 .894 267440 20.
Formamide, N,N-... .151 19. ng/ul 264926 894 267440 20.
2-Butenal, 3-me... .234 12. ng/ul 167415 .894 267440 20.
(DEL) Alkane: S... .304 10. ng/ul 139811 .894 267440 20.
unknown-02 .451 9. ng/ul 121585 .894 267440 20.
(R)-(-)-3-Methy... .639 45. ng/ul 611341 894 267440 20.
unknown-03 .674 23. ng/ul 310933 .894 267440 20.
unknown-04 .715 7. ng/ul 96923 .894 267440 20.
Guanidine, mono... .085 7. ng/ul 99137 .894 267440 20.
N,N-Dimethylace... 356 7. ng/ul 94371 894 267440 20.
2-Cyclohexen-1-0l 47. ng/ul 631780 267440 20.
2,4-Dimethylfuran .832 7. ng/ul 98949 .894 267440 20.
unknown-05 .890 21. ng/ul 292764 .894 267440 20.
Cyclohexene, 3-... .178 7. ng/ul 105177 894 267440 20.
unknown-06 .402 17. ng/ul 235287 .894 267440 20.
2-Cyclohexen-1-one .519 50. ng/ul 674046 .894 267440 20.
Propane, 1-ethoxy- .725 7. ng/ul 93296 .894 267440 20.
(DEL) Alkane: C... .124 4. ng/ul 52926 894 267440 20.
Furan, 2,5-dihy... .577 10. ng/ul 146373 .894 267440 20.
7-Oxabicyclo[4.... .970 3. ng/ul 47461 .894 267440 20.
unknown-07 .064 11. ng/ul 146754 .894 267440 20.
7-Oxabicyclo[4.... .141 16. ng/ul 214137 894 267440 20.
2-Chlorocyclohe... .211 75. ng/ul 1003270 .894 267440 20.
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cis-1,2-Cyclohe... .658 4. ng/ul 55904 .894 267440 20.
Heptasiloxane, 8.858 6 ng/ul 92373 7.894 267440 20.
unknown-08 10.044 4 ng/ul 112231 10.697 455005 20.
2-Ethyl-2-methy... 10.550 3. ng/ul 76002 10.697 455005 20.
unknown-09 11.425 4. ng/ul 111896 10.697 455005 20.
n-Hexadecanoic . 18.158 4. ng/ul 195385 17.277 882664 20.
(DEL) Alkane: S... 23.728 5. ng/ul 247980 24.657 911936 20.
(DEL) Alkane: S... 25.738 2. ng/ul 109840 24.657 911936 20.
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