LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc :

ALS vial : 7 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: BGO58335.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.128 3 7 8 rBV 1870973 2343325 50.51% 12.429%
2 3.151 8 11 41 rVB 2648995 4638897 100.00% 24.605%
3 3.610 85 89 95 rvB 14550 20512 0.44% 0.109%
4 3,745 107 112 119 rBV3 50047 96980 2.09% 0.514%
5 3.862 128 132 136 rVB2 22672 31423 0.68% 0.167%
6 3.909 136 140 146 rVV2 16193 29355 0.63% 0.156%
7 3.986 150 153 161 rVB2 22109 33573  0.72% 0.178%
8 4.068 161 167 176 rBv2 176142 299224  6.45%  1.587%
9 4.150 176 181 190 rvv2 76294 123479 2.66% 0.655%
10 4.232 190 195 202 rW 97387 148725 3.21% 0.789%
11  4.303 202 207 220 rVB 130743 206864  4.46% 1.097%
12 4.450 227 232 242 rVB2 59229 97427 2.10% 0.517%
13 4.585 250 255 258 rBV 17606 30426 0.66% 0.161%
14 4.638 258 264 268 rVW 305102 497091 10.72% 2.637%
15 4.673 268 270 274 rVWW 172032 227554  4.91% 1.207%
16 4.714 274 277 284 rVB 96022 133727 2.88% 0.709%
17 4.849 296 300 304 rBvV2 15235 22285 0.48% 0.118%
18 5.084 331 340 348 rVB2 33752 57859 1.25% 0.307%
19 5.355 380 386 399 rBV3 38860 79261 1.71% 0.420%
20 5.790 452 460 465 rBV2 176113 351192 7.57% 1.863%
21 5.831 465 467 472 rVB 37562 49251 1.06% 0.261%
22 5.889 472 477 492 rBv2 67893 204060 4.40% 1.082%
23 6.113 508 515 520 rBV6 9162 22370 0.48% 0.119%
24 6.177 521 526 532 rVW4 34894 72354 1.56% 0.384%
25 6.406 555 565 576 rBV3 48672 153062 3.30% 0.812%
26 6.518 578 584 593 rVB 229354 402855 8.68% 2.137%
27 6.724 610 619 624 rVV2 31316 77775 1.68% 0.413%
28 6.777 624 628 633 rVW7 10189 24132 ©.52% 0.128%
29 7.064 672 677 682 rvv2 16478 30747 0.66% 0.163%
30 7.129 682 688 695 rVvB4 23963 43089 0.93% 0.229%
31 7.223 699 704 711 rBV 23676 38906 0.84% 0.206%
32 7.429 730 739 746 rBV5S 22763 53949 1.16% 0.286%
33 7.576 756 764 774 rBv4 61453 136155 2.94% 0.722%
34 7.828 802 807 812 rBV4 11974 21273 0.46% 0.113%
35 7.899 812 819 825 rVV 148595 257046  5.54% 1.363%
36 7.969 825 831 835 rVB3 13007 21790 0.47% 0.116%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc :

ALS vial : 7 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 8.063 841 847 852 rBV2 59981 108964 2.35% 0.578%
38 8.140 854 860 866 rvw4 79181 164512 3.55% 0.873%
39 8.210 866 872 887 rVB 359302 647565 13.96% 3.435%
40 8.428 903 909 917 rBVv7 13168 36095 0.78% 0.191%
41 8.657 943 948 954 rvwve 14356 35024 0.76% 0.186%
42 8.721 954 959 967 rVB3 24562 48777 1.05% 0.259%
43  8.857 973 982 985 rBV5 35443 76563  1.65% 0.406%
44  9.056 1010 1016 1024 rVB2 31087 63550 1.37% 0.337%
45  9.197 1035 1040 1045 rBV7 11484 20582 0.44% 0.109%
46  9.309 1054 1059 1061 rBV2 9695 17630 0.38% 0.094%
47  9.344 1061 1065 1070 rVV5 22294 47470 1.02% 0.252%
48 9.397 1071 1074 1077 rVV4 13143 19313 0.42% 0.102%
49 9.438 1077 1081 1086 rVV7 12896 32414 0.70% 0.172%
50 9.497 1088 1091 1102 rVB7 15494 36536 0.79% 0.194%
51 9.779 1133 1139 1146 rVB4 27289 52103 1.12% 0.276%
52 10.043 1179 1184 1189 rBV5 35923 88988 1.92% 0.472%
53 10.320 1223 1231 1235 rBV9 16880 44455 0.96% 0.236%
54 10.549 1262 1270 1276 rBV2 28962 55867 1.20% 0.296%
55 10.696 1284 1295 1313 rVB 235071 450237 9.71%  2.388%
56 10.872 1319 1325 1339 rVB2 23740 62218 1.34% 0.330%
57 11.e72 1352 1359 1361 rBV4 26674 51504 1.11% 0.273%
58 11.330 1398 1403 1405 rBV 29609 44775 0.97% 0.237%
59 11.359 1405 1408 1414 rVvV 34947 63169 1.36% 0.335%
60 11.424 1414 1419 1426 rVV4 36717 85588 1.85% 0.454%
61 11.506 1428 1433 1442 rVB2 31464 58876 1.27% 0.312%
62 11.618 1445 1452 1458 rBV4 11160 27032 0.58% 0.143%
63 11.888 1493 1498 1501 rBV2 10955 18607 0.40% 0.099%
64 12.135 1533 1540 1549 rBV5 13923 36133 0.78% 0.192%
65 12.423 1582 1589 1595 rVWVW2 26630 48106 1.04% ©0.255%
66 12.576 1610 1615 1623 rVV4 20543 36699 0.79% 0.195%
67 12.746 1636 1644 1648 rBvV2 22348 37594 0.81% 0.199%
68 12.899 1662 1670 1673 rBV5 16416 28412 0.61% 0.151%
69 12.934 1673 1676 1682 rVB3 18142 26940 0.58% 0.143%
70 13.933 1840 1846 1853 rBV 91963 133244 2.87% 0.707%
71 14.174 1879 1887 1891 rBV4 12620 29169 0.63% 0.155%
72 14.227 1891 1896 1906 rVB2 84379 140322 3.02% 0.744%
73 14.532 1942 1948 1957 rBV 430338 661688 14.26% 3.510%
74 14.650 1964 1968 1976 rBV3 15078 24288 ©.52% 0.129%
75 14.744 1979 1984 1986 rBV3 12959 18793 0.41% 0.100%
76 14.779 1986 1990 1996 rVB4 15671 28996 0.63% 0.154%

SFAM-EPA-BGO71723.MA.M Thu Jul 20 ©6:08:45 2023 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc :

ALS vial : 7 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 15.525 2110 2117 2124 rBV 136626 211605 4.56% 1.122%
78 15.643 2131 2137 2144 rBV3 21626 32253 0.70% 0.171%
79 15.784 2156 2161 2166 rVB2 18025 25587 0.55% 0.136%
80 15.889 2175 2179 2183 rWVW 16000 23155 ©0.50% ©0.123%
81 17.276 2408 2415 2424 rBV 547862 843982 18.19% 4.477%
82 17.376 2426 2432 2440 rVB2 60805 97180 2.09% 0.515%
83 17.934 2523 2527 2533 rVB4 14152 18861 0.41% 0.100%
84 18.157 2560 2565 2575 rBV3 26833 52086 1.12% ©.276%
85 18.657 2642 2650 2655 rBV2 22082 38771 ©0.84% 0.206%
86 19.438 2776 2783 2790 rBV1e 7412 20124 0.43% 0.107%
87 19.661 2816 2821 2829 rBV 155111 225299 4.86% 1.195%
88 20.901 3027 3032 3037 rBV 81049 94512 2.04% 0.501%
89 21.177 3075 3079 3083 rBV4 14124 24282 0.52% 0.129%
90 21.407 3114 3118 3123 rBV 52648 76550 1.65% ©.406%
91 21.524 3132 3138 3149 rVB2 505012 862681 18.60% 4.576%
92 21.659 3158 3161 3165 rvv2 16414 22693 0.49% 0.120%
93 21.700 3165 3168 3175 rVB4 13744 19930 0.43% 0.106%
94 22.288 3265 3268 3275 rVB2 22216 35850 ©.77% ©0.190%
95 22.946 3374 3380 3388 rvVB3 53169 118397 2.55% 0.628%
96 23.739 3510 3515 3522 rVB3 24222 49291 1.06% 0.261%
97 24.432 3628 3633 3645 rVB3 19726 54431 1.17% ©.289%
98 24.656 3660 3671 3685 rBV 335568 949811 20.47% 5.038%
99 25.737 3847 3855 3866 rBV3 29462 88726 1.91% 0.471%
100 27.041 4072 4077 4090 rVB4 25380 80358 1.73% 0.426%
Sum of corrected areas: 18853206
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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: BG058335.D\data.ms
151
2500000

128
2000000

1500000

1000000

500000 8.210

5790 6518
S%0088 355 %@7&9@6727177052937 i

10.696
4 2ECBAS DS, 779,046 30054D 57 IIIHBU R 2551 $BL47TS

0\\\‘\\\\‘\\\\‘.\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’f'ﬁ\\‘\\\\ L L L L B Y A

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058335.D\data.ms

2500000
2000000
1500000

1000000

17.276 21.524
500000 14.532

15525 19.661
13%3;\%7 1565889 11376 17.98415718.657  19.43d, 20901 P30T GRw 22.288

Time--> 13.00 13.50 14.00 14. 50 15.00 15.50 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: BG058335.D\data.ms

2500000

o

2000000

1500000

1000000

500000 24.656

2.946 23.739  24.43 25.737 27.041
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\\

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@58335.D

Acqg On : 19 Jul 2023 20:10

Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 3-Penten-2-o0l Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.128 182.33 ng/ul 2343330 1,4-Dichlorobenzene-d4 7.899
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-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
4 3-Penten-2-o0l 86 C5H100 001569-50-2 64
5 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 56
Abundance Scan 7 (3.128 min): BG058335.D\data.ms (-3) (-) m/z 71.00 100.00%
71.0
43.0
5000 /k
T
‘580 86.0 3.203.303.403.50
oH_‘H_m‘HH_H‘;u\uu‘mw\m,‘mwwm,ww m/z 43.00  83.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1946: 3-Penten-2-ol
71.0
43.0
5000 L L L B B L
3.203.303.403.50
m/z 41.00 45.96%
27.0 ‘ 580 86.0
0\\‘\\\\‘\\\M“‘HH“\\\\‘\H\‘\\\\‘\\\\’\\1\‘\\H‘\\\\’\H\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0
R A RARRRREEEY
43.0 3.203.303.403.50
5000 m/z 45.00 34.50%
150 22 58.0
oH_m_HUWHH‘_HwH‘wum?f‘;“?‘9‘7;9””,1‘1‘9-9”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2007: 3-Buten-2-ol, 2-methyl- R RARRRREEEREEES
71.0 3.203.303.403.50
43.0
m/z 39.00 31.76%
5000
27.0
ol L o
oH_m_m‘HH_1“whwHH‘\m,‘wam,ww ST T
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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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.
3.151 360.94 ng/ul 463890  1,4-Dichlorobenzene-d4  7.899
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclobutane, ethemyl- 82 CeHlo 002597-49-1 95

2 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
3 Cyclohexene 82 C6H10 000110-83-8 91
4 Cyclohexene 82 C6H10 000110-83-8 91
5 Cyclohexene 82 C6H10 000110-83-8 91
Abundance  Scan 11 (3.151 min): BG058335.D\data.ms (-8) (-) m/z 67.00 100.00%
54.0 1.0
5000 82.0
39.0 R RARAREREEES
3.203.303.403.503.60
Ot el e w2 sa.ee  88.18%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1385 Cyclobutane, ethenyl-
67.0
54.0
5000 UL R B R R A
410 82.0 3.203.303.403.503.60
m/z 82.00 43.75%
27.0 ‘
O\\‘\\\\‘\\\“\’\\\i}}\\\“}‘\‘\\‘\\‘\}‘\\\H"‘\‘\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
R RARARERERSEY
82.0 3.203.303.403.503.60
5000 ’ m/z 39.00 20.22%
41.0
ot e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1358: Cyclohexene  ERERARRRRREREEEEE SR
67.0 3.203.303.403.503.60
54.0 m/z 81.00 10.85%
5000 82.0
41.0
27.0 ‘
o"‘;5:9‘m“,H‘;;m"MM‘_ml_m‘,‘mu_u R Raama AR
m/z--> 10 20 30 40 50 60 70 80 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 6 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.068 23.28 ng/ul 299224  1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 46
2 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 43
3 Prenol 86 C5H100 000556-82-1 41
4 2-Buten-1-o0l, 2-methyl- 86 C5H100 004675-87-0 38
5 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 37
Abundance Scan 167 (4.068 min): BG058335.D\data.ms (-161) (-) m/z 70.95 100.00%
41.0 71.0
5000
86.0 P e
55.0 “ ‘ 104.0 3.80 4.00 4.20 4.40
0Ll b I L w2 41,00 87.92%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1910: Preno
71.0
41.0
5000 I B B R
3.80 4.00 4.20 4.40
86.0 m/z 43.00 52.07%
27.0
ik |
O \H‘\H\‘\H()\‘H\‘\“‘\\H}H‘H“\H\‘\‘\\H“}\H‘\H\‘HH‘\H\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #518: 1-Butyne, 3-methyl-
53.0
e EBEEERRESEEE
67.0 3.80 4.00 4.20 4.40
5000 27.0 m/z 53.00 51.69%
10 140 T\\ -
H‘ﬁ‘H‘H‘W‘Jiw‘N‘H‘W‘M‘_HH‘H‘W‘H‘_‘H,H‘W‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1913: Preno
71.0 3.80 4.00 4.20 4.40
m/z 39.00 43.54%
41.0
5000
27.0 86.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 unknown-02 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.150 9.61 ng/ul 123479 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 43
2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 43
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 43
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 38
5 Butanoic acid, 2-oxo- 102 C4H603 000600-18-0 33
Abundance Scan 181 (4.150 min): BG058335.D\data.ms (-176) (-) m/z 43.00 100.00%
43.0
73.0
57.0
5000
3.80 4.00 4.20 440
[l oo sy swemined
Ot e e e et e e m/z 73.00 75.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #848: Formamide, N,N-dimethyl-
44.0 73.0
5000 LI L R L L LA BN B
15.0 28.0 3.80 4.00 4.20 4.40
m/z 44.00 69.05%
‘ ‘ 58.0
0H\‘i‘r‘u‘u\‘\‘\Hi‘“\“u‘\H‘\’\H\‘MH‘HH‘HH‘HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #847: Formamide, N,N-dimethyl-
44.0 73.0
3.80 4.00 4.20 4.40
5000 m/z 56.95 56.15%
28.0
15.0
N T R
Ot et e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #850: Formamide, N,N-dimethyl-
73.0 3.80 4.00 4.20 4.40
44.0
m/z 42.00 36.44%
5000
15.0 300
| \\‘ \ 58\'0 |
O Pt b e 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 06:08:48 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 8 2-Butenal, 3-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.232 11.57 ng/ul 148725 1,4-Dichlorobenzene-d4  7.899
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 87
3 2-Ethylacrolein 84 C5H80 000922-63-4 64
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 52
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 50

m/z 83.95 100.00%

Abundance Scan 195 (4.232 min): BG058335.D\data.ms (-190) (-)
84.0

55.0
5000 41.0
o R
| 69.0 4.00 4.20 4.40 4.60
0yl myz 55,00 78.84%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
41.0
5000 IR R B R
29.0 4.00 4.20 4.40 4.60
m/z 41.00 48.23%
‘ ‘ 69.0
O\\\‘\\\\’\\l\‘\\\‘l"}u\\‘“}}1‘\"\\‘\\“\\\\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
55.0 84.0
R RRARRRES
4.00 4.20 4.40 4.60
5000 41.0 ITI/Z 39.00 46.76%
29.0
69.0
wo | T
ot e e et e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1588: 2-Ethylacrolein AR Ram T
55.0 4.00 4.20 4.40 4.60
84.0 m/z 82.95 46.42%
39.0
5000 290
ol 250l L 930
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 06:08:49 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.303 16.10 ng/ul 206864 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 50
2 2-Butenoic acid, 4-nitrophenyl e... 207 C1OH9NO4 014617-88-0 45
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 40
4 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 39
5 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 39

Abundance Scan 207 (4.303 min): BG058335.D\data.ms (-202) (-) m/z 69.00 100.00%

69.0
5000
‘ 1470 206.9 4.00 4.20 4.40 4.60
ol iy 1470 2009 | 2810 3400 .; 41.00  94.60%
miz--> 50 100 150 200 250 300
Abundance #3772: 1-Pentene, 2,3-dimethyl-
41.0
5000 U R I R |
4.00 4.20 4.40 4.60
83.0 m/z 43.00 48.34%
0 \‘\ “‘\ ” i““‘\ “ \‘ T “ T T T T ‘ L ‘ L ‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance  #83484: 2-Butenoic acid, 4-nitrophenyl ester, (E)-
69.0
R ARRRERS A SIS
4.00 4.20 4.40 4.60
5000 ITI/Z 55.00 36.93%
28.
oL b 1090 1600 2070
miz--> 50 100 150 200 250 300
Abundance #3771: 1-Pentene, 3,3-dimethyl- R AREEEEEREN e L
69.0 4.00 4.20 4.40 4.60
m/z 39.00 16.58%
5000
27.0
m/z--> 50 100 150 200 250 300 4.00 4.20 4.40 4.60

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:49 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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-03 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.450 7.58 ng/ul 97427 1,4-Dichlorobenzene-d4 7.899
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 47
2 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 43
3 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 38

4 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 37
5 3-Hexen-1-o0l 100 C6H120 000544-12-7 37

Abundance Scan 232 (4.450 min): BG058335.D\data.ms (-227) (-) m/z 41.00 100.00%

41.0

=

5000 69.0
' 4.20 4.40 4.60 4.80
100.0 ’ ! ’ ’
B b8 2070 m/z 54.95  48.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4299: 3-Hexen-1-ol, (E)-
41.0
5000 uu‘uu‘uu,\uﬁ\/\ﬂ’
67.0 4.20 4.40 4.60 4.80

m/z 69.00 44.49%

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

Abundance #4300: 3-Hexen-1-ol, (2)-
41.0

o

=

4.20 4.40 4.60 4.80
5000 67.0 m/z 70.1@  39.77%

v

=

=

o2 | 100.0
e aaman R R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4301: 3-Hexen-1-ol, (2)-
41.0 4.20 4.40 4.60 4.80
m/z 67.00 38.57%
67.0
5000
15.0 | 10?.0
o' el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.20 4.40 4.60 4.80

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:50 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.638 38.68 ng/ul 497091 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 40
2 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 40
3 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 40
4 2-Butanol, (R)- 74 C4H1e0 014898-79-4 39
5 Diisopropyl ether 102 C6H140 000108-20-3 39
Abundance Scan 264 (4.638 min): BG058335.D\data.ms (-258) (-) m/z 45.00 100.00%
45.0
5000 //k
' 4.40 4.60 4.80 5.00
69.0 . . . .
87.0
[ S “,H:u bbb 2000 1469 n/7 43,00 19.76%
m/z--> 20 60 80 100 120 140
Abundance #5014: 2-Pentanol, 4-methyl-
453.0
5000 LB B B B I LN B
4.40 4.60 4.80 5.00
69.0 m/z 41.00 18.03%
27.0 “ ‘ 87.0
0\\\\‘\‘\‘\\" ‘\\‘U‘\\\\‘}‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 60 80 100 120 140
Abundance #5012:2—PentanoL 3-methyl-
45.0
A RREREREEEE
4.40 4.60 4.80 5.00
5000 m/z 68.95 8.01%
29.0
olazo Il U ) 9080
miz--> 20 40 60 80 100 120 140
Abundance #5013: 2-Pentanol, 3-methyl-
45.0 4.40 4.60 4.80 5.00
m/z 39.00 7.92%
5000
29 0 69.0
m/z--> 20 60 80 100 120 140 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:50 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 Propanoic acid, 2-hydroxy-2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.673 17.71 ng/ul 227554  1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 56
2 Formamide, N-methyl- 59 C2H5NO 000123-39-7 9
3 Guanidine 59 CH5N3 000113-00-8 7
4 Acetamide 59 C2H5NO 000060-35-5 5
5 Guanidine 59 CH5N3 000113-00-8 5

Abundance Scan 270 (4.673 min): BG058335.D\data.ms (-268) (-) m/z 59.00 100.00%

59.0
5000 AJ\\
 EARmaEEEE s R
89.0 4.40 4.60 4.80 5.00
. C
Ol ek et i 2 2980 2205 /7 43,00 22.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16439: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester
59.0
5000 L L R B B LR
4.40 4.60 4.80 5.00
31.0 m/z 71.00 8.82%
0 | h\‘ \‘ I 890 117.0
\\\\‘\\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #281: Formamide, N-methyl-
30.0 59.0
4.40 4.60 4.80 5.00
5000 m/z 41.00 8.21%
OH\“\‘\ R R I ARANE R R s a s R S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #298: Guanidine e ARBAREESwE
59.0 4.40 4.60 4.80 5.00
m/z 89.00 3.34%
5000
28.0
A S R EREEEEE 1 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:50 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 Cyclopentane, nitro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.714 10.40 ng/ul 133727 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, nitro- 115 C5H9NO2 002562-38-1 56
2 2-Butenoic acid, 4-nitrophenyl e... 207 C1OH9NO4 014617-88-0 45
3 2-Propenoic acid, 2-methyl-, eth... 112 C6H802 004245-37-8 40
4 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 40
5 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO2 034075-28-0 40
Abundance Scan 277 (4.714 min): BG058335.D\data.ms (-274) (-) m/z 41.00 100.00%
41.0
5000
R S ARAARN R
\ 3.9 2070 2809 3410 40 4.0 480500
ol Ay B39 1470 2070 2809 3410 ., 69.00 s80.27%
m/z--> 50 100 150 200 250 300 350
Abundance #8759: Cyclopentane, nitro-
41.0
5000
4.40 4.60 4.80 5.00
m/z 39.00 30.21%
0 \\‘“{ ““\“8\6;0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance  #83484: 2-Butenoic acid, 4-nitrophenyl ester, (E)-
69.0
P T
4.40 4.60 4.80 5.00
5000 m/z 43.00 17.70%
28.0
0 ‘\‘ .l 109.0 160.0 207.0
—
miz--> 50 100 150 200 250 300 350
Abundance  #7282: 2-Propenoic acid, 2-methyl-, ethenyl ester R R
41.0 4.40 4.60 4.80 5.00
m/z 42.00 11.24%
5000
112.0
obddboy 20

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 06:08:51 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 15 Guanidine, monothiocyanate Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.084 4.50 ng/ul 57859 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine, monothiocyanate 116 C2H4N4S 056960-89-5 72
2 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 56
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 50
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 50
5 Silane, dimethyl- 60 C2H8Si 001111-74-6 50

Abundance Scan 340 (5.084 min): BG058335.D\data.ms (-331) (-) m/z 59.00 100.00%

59.0
43.0
5000
R ELREamaREEE
| ‘ “‘ 710 69 4.80 5.00 5.20 5.40
Ot e o b e e M/Z 42,95 64.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8959: Guanidine, monothiocyanate
59.0
43.0
5000 \H‘HH‘HH‘H\MT?
4.80 5.00 5.20 5.40
m/z 41.00 43.42%
0 ) . 71.0 84.0 100.0 116.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4874: (3,3-Dimethyloxiranyl)methanol
43.0 59.0
R o o AL
31.0 4.80 5.00 5.20 5.40
5000 m/z 42.00 24.37%
0"H‘qJuwwM‘_Jhﬁu‘w‘u‘wu‘_‘u‘u‘w‘u‘_‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4335: Oxirane, tetramethyl-
59.0 4.80 5.00 5.20 5.40
m/z 57.00 21.61%
43.0
5000
31.0
R R A AR B e e A RARRARAR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:51 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 Parameter

s: 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 N,N-Dimethylacetamide Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.355 6.17 ng/ul 79261 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 53
2 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 53
3 N,N-Dimethylacetamide 87 C4HONO 000127-19-5 52
4 1,3-Dioxolane, 4-methyl- 88 C4H802 001072-47-5 38
5 1,3-Dioxolane, 4-methyl- 88 C4H802 001072-47-5 38

Abundance Scan 386 (5.355 min

: BG058335.D\data.ms (-380) (-)

m/z 43.95 100.00%

44.0
87.0
5000
‘ H ‘ 72 0 5.00 5.20 5.40 5.60
o} E—— ] ol wu“}‘ b e m/z 43.00 58.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2110: N,N-Dimethylacetamide
44.0
87.0
5000 L LN L L LA AR
5.00 5.20 5.40 5.60
72.0 m/z 87.00 56.67%
O\\\‘\\\\‘\\\\‘\\\\i‘\ \\‘\\}i‘\\\\‘\\\\‘\\\}‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2112: N,N-Dimethylacetamide
44.0
e e
87.0 5.00 5.20 5.40 5.60
5000 m/z 42.00 54.85%
30.0 72.0
‘ ‘ L 56'0 Il
ottt e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2113: N,N-Dimethylacetamide
44.0 5.00 5.20 5.40 5.60
m/z 41.00 41.25%
87.0
5000
15.0 300 72.0
o] L s |
H‘_“w“u‘u“_ T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60

SFAM-EPA-BGO71723.MA.M Thu

Jul 20 06:08:51 2023

Page:

16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 17 2-Cyclohexen-1-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.790  27.33 ng/ul 351192 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 89
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 87
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 74
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 53
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 43
Abundance Scan 460 (5.790 min): BG058335.D\data.ms (-452) (-) m/z 70.00 100.00%
70.0
55.0
39.0 83.0
5000 97.0
RmEas e R R
H | M ‘ ‘ ‘ ‘ 1o 5.40 5.60 5.80 6.00 6.20
0 HW‘wauw‘ww e Jb L1110 s e ss. aen
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3586: 2-Cyclohexen-1-0
70.0
5000 41.0 55.0 83.0 NWHH‘HH,HH‘H
5.40 5.60 5.80 6.00 6.20
98.0 m/z 83.00 48.62%
O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3579: 2-Cyclohexen-1-0
70.0
R B
5.40 5.60 5.80 6.00 6.20
5000 390 83.0 m/z 39.00 45.65%
: 55.0 97.0
0 “‘1‘3‘9“ } —_—"
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3585: 2-Cyclohexen-1-o0
70.0 5.40 5.60 5.80 6.00 6.20
m/z 40.95 40.21%
55.0 83.0 98.0
0 HJ SANSE P LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:52 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 unknown-@5 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
5.831 3.83 ng/ul 49251 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methylene- 96 C7H12 001192-37-6 35
2 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 32
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 23
4 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 17
5 Silane, (chloromethyl)dimethyl- 108 C3H9C1Si 003144-74-9 12
Abundance Scan 467 (5.831 min): BG058335.D\data.ms (-465) (-) m/z 59.00 100.00%
59.0
96.0
5000
okl M b T wz 67.00  88.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3242: Cyclohexane, methylene-
67.0
96.0 A
5000 390 AHH‘HH‘H\'\W‘\HH‘\H
: 5.60 5.80 6.00 6.20
m/z 96.00 58.71%
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 )
e RRREEEEEE
5.60 5.80 6.00 6.20
5000 m/z 95.00 34.85%
41.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19396: Spiro[4.5]decane SRNSNS S S S
670 960 5.60 5.80 6.00 6.20
410 m/z 41.080  32.25%
5000
138.0
0 ly Jllo (SRABISRARY
R R e R A ARREREERSTE R
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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 1H-Indole-2-carboxylic acid... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.889 15.88 ng/ul 204060 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole-2-carboxylic acid, 6-(... 355 C21H25N04 1010316-17-5 50
2 4-(4-Hydroxyphenyl)-4-methyl-2-p... 264 C15H2402Si 1000283-54-9 43
3 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 43
4 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 43
5 2-tert-Butylphenol, tert-butyldi... 264 C16H280Si 860465-21-0 43

Abundance Scan 477 (5.889 min): BG058335.D\data.ms (-472) (-) m/z 73.00 100.00%

3.0
206.9
5000
147.0 281.0
A
‘ ‘ 34}1 0 4151 476 4 S40 5.60 5.80 6.00 6.20
om‘h“mwH“_‘u‘“‘k”‘Mm,wL‘,"Huwh‘uwm_‘H_ m/z 206.95  73.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264805: 1H-Indole-2-carboxylic acid, 6-(4-ethoxypheny!]
207.0
5000 L L R B B R
147. 5.60 5.80 6.00 6.20
355.0 9
43.0 m/z 193.00 34.15%
N “ 296.0

O\\‘\\‘\\‘\‘\‘\\\J\J‘\\\\‘\\\\‘\\\\Il’\\\\’l\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #153095: 4-(4-Hydroxyphenyl)-4-methyl-2-pentanone, TN
207.0

L

TS N A
5.60 5.80 6.00 6.20
5000 m/z 147.00 30.02%
73.0
264.0
0“w‘“‘w‘”‘w“‘M*“W‘M‘w“‘w“‘w“‘w“‘w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84037: Benzo[h]quinoline, 2,4-dimethyl- bt A
207.0 5.60 5.80 6.00 6.20
m/z 221.00 21.29%
B /\\WNW
obbin 2080
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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 Cyclohexene, 3-chloro- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.177 5.63 ng/ul 72354  1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 59
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 53

3 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 53

4 2-Hexyne, 6-chloro- 116 C6HOC1 028077-73-8 53

5 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 50

Abundance Scan 526 (6.177 min): BG058335.D\data.ms (-521) (-) m/z 81.00 100.00%

81.0
5000

ALNEPN A W
| 1470 2‘0‘7'0 267.0 3269 4151 475,  >806:006.206.40
0 b e T S m/z 79.00 40.08%

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

Abundance #9428: Cyclohexene, 3-chloro-
81.0
5000 L L e
5.80 6.00 6.20 6.40
27,T m/z 80.00  25.99%
O‘\J\‘l‘\“\‘l‘““\‘h\l"}‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36451: Cyclohexene, 3-bromo-
81.0
T
5.80 6.00 6.20 6.40
5000 m/z 52.95 25.17%
Il
o1l 1600

miz--> 0 50 100 150 200 250 300 350 400 450

Abundance #9436: Cyclopropane, 1-chloro-2-(1-propenyl)-

81.0 5.80 6.00 6.20 6.40

m/z 41.00 18.75%

5000

0 ZW ‘ L J

NERRARS ‘\“l“"\‘H‘\"H\Hw”w”w”w”” AN NARREY

m/z--> 0 50 100 150 200 250 300 350 400 450 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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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-06 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

6.406 11.91 ng/ul 153862 1,4-Dichlorobenzene-dd 7.899
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 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H38055i6  ©00995-82-4 40
3 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8  ©19095-24-0 38
4 1,2-Benzenediol, 3,5-bis(1,1-dim... 222 C14H2202 001020-31-1 27

5 Indole-2-one, 2,3-dihydro-N-hydr... 207 C11H13NO3 1010129-52-1 27

Abundance Scan 565 (6.406 min): BG058335.D\data.ms (-555) (-) m/z 73.00 100.00%
3.0

207.0
5000
147.0 280.9341 0 -
‘ ‘ ‘ 415. 1475 0 6.00 6.20 6.40 6.60 6.80
T Y N Y 8 B el Sy e
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 T T T T T
6.00 6.20 6.40 6.60 6.80
m/z 193.00 29.05%
133.0 281.0 355.0
O \\\X‘L\\\‘\\\l\"\\\\\ !f‘\\‘\LJ\’\THW\‘LW\\\‘4\2\‘\9\‘0\4\8\\9‘\0\\\‘\\\
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
Rt e
6.00 6.20 6.40 6.60 6.80
m/z 220.95 25.21%
5000 207.0 281.0
133.0
\‘ ‘ 3410 4150
0 HJ‘Lmwm,mMmwmi‘,m\mHmm‘w_wm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1 R AR
73.0 6.00 6.20 6.40 6.60 6.80
m/z 147.00 23.90%
5000 207.0
281.0
147.0 ‘ 3410 4290
Ot bbb b 4290 sososesc WL
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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 22 2-Cyclohexen-1-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.518 31.34 ng/ul 402855 1,4-Dichlorobenzene-d4 7.899

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 But-1-ene-3-yne, 1l-ethoxy- 96 C6H80 002806-41-9 45
Abundance Scan 584 (6.518 min): BG058335.D\data.ms (-578) (-) m/z 68.00 100.00%
68.0
5000 A
A EEmmaRE e
“ 6.20 6.40 6.60 6.80

ob—Ayd 1 1329 2080 2820 4150 ./ 95,95  29.38%

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

Abundance #3150: 2-Cyclohexen-1-one

68.0
5000 L L L R B B
6.20 6.40 6.60 6.80
m/z 39.00  24.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3151: 2-Cyclohexen-1-one
68.0
B RRNREEEEREE S
6.20 6.40 6.60 6.80
5000 m/z 39.95 19.77%
0 g
miz--> 50 100 150 200 250 300 350 400
Abundance #3153: 2-Cyclohexen-1-one T T
68.0 6.20 6.40 6.60 6.80
m/z 41.95 9.24%
5000 J\
0 18 p“ﬂ A

’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ L A R I B R U

m/z--> 50 100 150 200 250 300 350 400 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 23 Propane, 1l-ethoxy- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.724 6.05 ng/ul 77775  1,4-Dichlorobenzene-d4 7.899

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 47
3 Butanamide 87 C4HONO 000541-35-5 47
4 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202 003587-64-2 45
5 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 40
Abundance Scan 619 (6.724 min): BG058335.D\data.ms (-610) (-) m/z 59.00 100.00%
59.0
5000 /X
‘ " gaaggagga;aa”‘
131.0

oHH‘Hm,‘u‘u‘m;h“wahuh,‘HWm_MHH_H‘Z‘Q?;F’W m/z 43.00  86.98%

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

Abundance #2370: Propane, 1-ethoxy-

31.0 59.0
5000 L L B I B B
6.40 6.60 6.80 7.00
‘ 88.0 m/z 45.00  26.38%
O\\\\‘\“1\\"“\‘\\\i\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2094: Butanamide
59.0
6.40 6.60 6.80 7.00
5000 m/z 88.00 20.37%
27.0
‘H ‘ I “8
ow‘HH,‘HwH‘w,‘m‘HH_ww_www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2089: Butanamide ‘W““‘H““‘H“Nﬂw
59.0 6.40 6.60 6.80 7.00
m/z 89.00 14.53%
5000
27.0
H \‘8
oHH‘HH,mWm‘HH,mwHH‘mwww_mw T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:54 2023 Page: 23



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 (DEL) Alkane: Cyclic7.129 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
7.129 3.35 ng/ul 43089 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 38
2 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 35
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 32
4 2-Pyrazoline-1-carboxamide, 3,5-... 141 C6H11N30 017014-31-2 22
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 18
Abundance Scan 688 (7.129 min): BG058335.D\data.ms (-682) (-) m/z 97.10 100.00%

97.1
55.0
5000 /\
141.0 R NS N
“ ‘ ‘ 20‘7.0 2670 326, 6.80 7.00 7.20 7.40
oHH_ L D A m/z 54.95  71.25%
miz--> 100 150 200 250 300
Abundance #7677.Cydohexane,LS{mnemyL,cB-
55.0 97.0 m
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.80 7.00 7.20 7.40
m/z 43.00 66.67%
Ol\s\q“\ H “‘ “h H\“‘\ ’ \‘\ L ‘ L ‘ L ‘ T T T ‘ T 1T
miz--> 50 100 150 200 250 300
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
e
6.80 7.00 7.20 7.40
5000 m/z 83.00 65.76%
0154’ .
miz--> 50 100 150 200 250 300
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0 6.80 7.00 7.20 7.40
m/z 98.00 31.45%
5000
0150 | dl, “ M SNBNNN AN 8
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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 14
R.T. EstConc Area Relative to ISTD R.T.
7.576  10.59 ng/ul 136155 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, N-pentylidene- 113 C7H15N 010599-76-5 47
2 1-Butene 56 C4H8 000106-98-9 38
3 2-Butene 56 C4H8 000107-01-7 38
4 2-Butene, (E)- 56 C4H8 000624-64-6 35
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 35
Abundance Scan 764 (7.576 min): BG058335.D\data.ms (-756) (-) m/z 41.00 100.00%
41.0
- MJL&J
4.0 \‘\\\\‘\\\\’\\\\‘\\\\‘\
“ 2081  266.9 340. 7.20 7.40 7.60 7.80
ol bbbl b 1470 SERC 2O0T P m/z 56.60  75.23%
m/z--> 0 50 100 150 200 250 300
Abundance #7919: Ethanamine, N-pentylidene-
56.0
5000
7.20 7.40 7.60 7.80
m/z 71.00 66.12%
| 113.0
0‘\\\““““\‘Hl‘\”\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300
Abundance #199: 1-Butene
41.0
7.20 7.40 7.60 7.80
5000 m/z 69.00 60.23%
020 e —
m/z--> 0 50 100 150 200 250 300
Abundance #197: 2-Butene
41.0 7.20 7.40 7.60 7.80
m/z 39.00 56.13%
5000
020 T T T T
m/z--> 0 50 100 150 200 250 300 7.20 7.40 7.60 7.80

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:55 2023 Page: 25



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 26 unknown-08 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.063 8.48 ng/ul 108964 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 41
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 27
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 27
4 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 25
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 25
Abundance Scan 847 (8.063 min): BG058335.D\data.ms (-841) (-) m/z 57.00 100.00%
57.0 97.1
- /xﬂ/\
7.80 8.00 8.20 8.40
141.1 ‘ .
222.1 354.

ol b LT 2ERS T m/z 97.18 99.37%

mlz--> 50 100 150 200 250 300 350

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

97.0
43.0
5000 L B L B L L LR
7.80 8.00 8.20 8.40
m/z 69.95  92.26%
g

o

|
\ \ T \ ‘ T T ‘ T T T ’ L ‘ L ‘ LI ’ L ‘ T
miz--> 100 150 200 250 300 350
Abundance #7689. Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0

7.80 8.00 8.20 8.40
5000 m/z 68.00 59.53%

154
miz--> 50 100 150 200 250 300 350
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-

53.0 97.0 7.80 8.00 8.20 8.40
m/z 55.00 59.09%

m/z--> 5 100 150 200 250 300 350 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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: Cyclic8.140 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.140 12.80 ng/ul 164512 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 38
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 35
3 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 30
4 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 30
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 30
Abundance Scan 860 (8.140 min): BG058335.D\data.ms (-854) (-) m/z 97.00 100.00%

97.0
5000 41.0

7.80 8.00 8.20 8.40
141.0 355.0
oo bllf a0 ame asso msc  TRO90RHES

m/z--> 50 100 150 200 250 300 350 400
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0

5000 e e
7.80 8.00 8.20 8.40

112.0 m/z 70.00  85.09%

()J
m/z--> 0 100 150 200 250 300 350 400
Abundance #7609: Cyclohexane, 1,4-dimethyl-
55.0

7.80 8.00 8.20 8.40

5000 m/z 55.00  59.41%
112.0
0 “ww*“**\**H\‘***\H‘*\***w****\*‘
miz--> 50 100 150 200 250 300 350 400
Abundance #7667: cis-1-Butyl-2-methylcyclopropane S e T
55.0 7.80 8.00 8.20 8.40

m/z 40.95 50.16%

5000
112.0
ol ]

m/z--> 50 100 150 200 250 300 350 400 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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.210 50.39 ng/ul 647565 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 91
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 83
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 83
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 50
Abundance Scan 872 (8.210 min): BG058335.D\data.ms (-866) (-) m/z 57.00 100.00%
57.0
5000
R A
H h%omm ~ 7.808.008.20 8.40 8.60
ol Al 3072820 3400 4z se.00  24.25%
miz-> 50 100 150 200 250 300
Abundance #17288: 2-Chlorocyclohexano
57.0
5000 DL B LN B N
7.80 8.00 8.20 8.40 8.60
m/z 80.95 15.26%
8.0 134.0
O"H‘\M\“\H‘H\H\m\‘? \\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #17287: 2-Chlorocyclohexano
57.0
“H‘_‘H“H‘_‘H“
7.80 8.00 8.20 8.40 8.60
5000 m/z 44.00 15.15%
80
miz--> 50 100 150 200 250 300
Abundance #17285: 2-Chlorocyclohexanol S TR T
57.0 7.80 8.00 8.20 8.40 8.60

m/z 41.00 14.11%

5000
801%0
15,0, i ﬁ

m/z--> 50 100 150 200 250 300 7.80 8.00 8.20 8.40 8.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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-09 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.428 2.81 ng/ul 36095 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Chloro-phenyl)(furan-2-ylmeth... 207 C11H10CINO 1000303-12-5 33
2 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 25
3 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 25
4 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 25
5 1,3,7-Octatriene, 2,7-dimethyl- 136 C1OH16 036638-38-7 25

Abundance Scan 909 (8.428 min): BG058335.D\data.ms (-903) (-) m/z 81.00 100.00%

81.0
5000
207.0
A
‘ H ‘ 135.0 ‘ 281.0 3551 415. 8.20 8.40 8.60 8.80
- W,“‘HW N ““ L w2 7300 40.97%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #83526: (3-Chloro-phenyl)(furan-2-ylmethyl)amine
81.0
5000 L L I L I LN B
8.20 8.40 8.60 8.80
‘ 127.0 207.0 m/z 40.95 40.73%
0 \:\3\349’“\““\“ \‘Hi\‘\“\\‘\\‘r\“‘“\\\\‘\\\\‘\H\‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #3271: 2,3-Dimethyl-1,4-pentadiene
81.0
e ABERAREREEaE
8.20 8.40 8.60 8.80
5000 m/z 79.00 37.83%
27. ‘
miz--> 50 100 150 200 250 300 350 400
Abundance #3254: 2-Pentyne, 4,4-dimethyl-
81.0 8.20 8.40 8.60 8.80
m/z 39.00 37.02%
5000
7t
ol A \ A - Al Tt
m/z--> 50 100 150 200 250 300 350 400 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 1,2-Cyclohexanediol Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.657 2.73 ng/ul 35024 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 90
2 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 83
3 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 83
4 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 78
5 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 72
Abundance Scan 948 (8.657 min): BG058335.D\data.ms (-943) (-) m/z 70.00 100.00%
70.0
5000
PlG'O 1929 267.0 355, 8.40 8.60 8.80 9.00

ob el 2 e L m/z 57.00  60.45%

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

Abundance #9177: 1,2-Cyclohexanediol

70.0
5000 LB LR B B BN
8.40 8.60 8.80 9.00
m/z 83.00 34.51%
AL
O\H\H\H‘h‘\‘\“‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #9184: 1,2-Cyclohexanediol
70.0
8.40 8.60 8.80 9.00
5000 m/z 44.00 34.15%
L
0 \Hm
miz--> 100 150 200 250 300 350
Abundance #9248: 1,2-Cyclohexanediol, trans- e RRNE RN
70.0 8.40 8.60 8.80 9.00
m/z 43.00 26.69%
5000
| Fm
O»WM\M NN g i PV 7 A L1 8
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 31 unknown-10 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
8.857 5.96 ng/ul 76563  1,4-Dichlorobenzene-d4 7.899
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2'-Hydroxypropiophenone, TMS der... 222 C12H1802Si 033342-87-9 43
2 1-Pentamethyldisilanyloxy-4-pent... 354 C16H340Si4 1000427-15-7 25
3 1,2-Benzenedimethanethiol, 2TBDM... 398 C20H3852Si2 1000353-02-7 14
4 Indole-2-one, 2,3-dihydro-N-hydr... 207 C11H13NO3 1010129-52-1 14
5 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 14

Abundance Scan 982 (8.857 min): BG058335.D\data.ms (-973) (-) m/z 73.00 100.00%
3.0
207.0
5000
147.0 2800

, S

‘ ‘ }3“04504%04 8.60 8.80 9.00 9.20
0‘H‘wﬂHWNANJ_‘NMMMuWWMHHWMN‘ﬂdﬂu‘uﬂm{‘ﬁ‘% m/z 207.00  65.54%

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

Abundance  #101289: 2'-Hydroxypropiophenone, TMS derivative
207.0

-

5000 -
8.60 8.80 9.00 9.20

7.0 m/z 193.00  38.88%

J ‘ 135,
O‘\H\"‘h\”\\M\l“\‘\‘\\\u"‘\\UH“M\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #263189: 1-Pentamethyldisilanyloxy-4-pentamethyldisilar
73.0

-

8.60 8.80 9.00 9.20
5000 m/z 147.00  27.35%

193.0
131.0
281.0

[ b | I 3540
0 N S DU S AN SN B B —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #300692: 1,2-Benzenedimethanethiol, 2TBDMS derivativ R R R RRRAE
73.0 8.60 8.80 9.00 9.20

193.0 m/z 221.00 21.17%

s

5000

135.0

0l5:9, 1 | .lu\\ [, \h | 2510 3410
A A R A R A N R UL AL BRI B R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

.

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:57 2023 Page: 31



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58335.D

Acqg On : 19 Jul 2023 20:10

Operator : CG/JU

Sample : 03452-06

Misc

ALS Vvial : 7

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 33 unknown-11 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
10.043 3.95 ng/ul 88988 Naphthalene-d8 10.695
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 43
2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 38
3 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 30
4 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 25
5 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 18

Abundance Scan 1184 (10.043 min): BG058335.D\data.ms (-1179) (- m/z 73.00 100.00%
3.0

207.0
5000
147.0 280.9 —— |
‘ | ‘ ‘ 341.0 415.0475.0 10.00
bbb A TV nyz 207.60 66.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1
73.0
5000 207.0 —— :
10.00
281.0 0
1470 m/z 193.00 37.82%
3410 4290
O \\\“\\\\\‘\‘\ \l\‘l’\\\\d‘l\\‘\\‘\\\ \'\’\\l\ \L‘LW!\\‘\l\‘\\.‘\\\s\()‘s\.\()\\s‘s\s\.\(
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
T I
10.00
5000 207.0 m/z 221.00  21.96%
133.0 281.0 355.0
obertrHer bbb Mt b 2204890
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345416: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris( — ‘
73.0 10.00
m/z 280.95 21.32%
5000
147.0
221.0281.0
| | | 3110 4150 5190
O+t e e T
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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.549 2.48 ng/ul 55867 Naphthalene-d8 10.695
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4,5-dimethyl- 142 C10H22 015869-96-2 53
2 Hexanoic acid, 2-methylbutyl ester 186 C11H2202 002601-13-0 45
3 Isopentyl hexanoate 186 C11H2202 002198-61-0 42
4 Isopentyl hexanoate 186 C11H2202 002198-61-0 42
5 3-Methylbutyl hexadecanoate 326 C21H4202 081974-61-0 42

Abundance Scan 1270 (10.549 min): BG058335.D\data.ms (-1262) (-  m/z 70.10 100.00%

70.1
5000
S Aﬁ JRVESIEYN
114.0 326.9 10.50
OM Ly 2209 2809 %07 m/z 43.00  62.77%
m/z--> 50 100 150 200 250 300
Abundance #22099: Octane, 4,5-dimethyl-
43.0
5000 e ‘
10.50
m/z 71.00 38.34%
99.0
O\H\““”\‘\\“‘\\]\-4\2.‘0\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #60797: Hexanoic acid, 2-methylbutyl ester
70.0
10.50
5000 ITI/Z 41.00 33.26%
29.
‘ ‘ 117.0
o“““w‘lww ““‘
m/z--> 50 100 150 200 250 300
Abundance #60706: Isopentyl hexanoate i ‘
70.0 10.50
m/z 55.00 29.43%
5000
117.0
29.0 ‘
i 1 1
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 35 unknown-12 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.872 2.76 ng/ul 62218 Naphthalene-d8 10.695
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-d-Lyxofuranoside, methyl,... 290 C12H1808 110415-63-9 36
2 2,7-Octanedione, 4,4,5,5-tetrame... 198 C12H2202 017663-27-3 16
3 2-Heptanone, 3-methyl- 128 C8H160 002371-19-9 14
4 3-Aziridinopropionaldehyde carbe... 185 C8H15N302 1000255-13-6 12
5 Acetic acid, (2,2-dichlorocyclop... 182 C6H8C1202 085653-80-1 12
Abundance Scan 1325 (10.872 min): BG058335.D\data.ms (-1319) (-  m/z 43.00 100.00%
5000
880 1050  11.00
128.0 221.0 267.0 341.1 ‘ :
om‘u“w“‘”H““ e m/z  85.00  17.80%
mlz--> 50 100 150 200 250 300 350
Abundance  #185734: .beta.-d-Lyxofuranoside, methyl, triacetate
43.0
5000 HM\MA‘ M‘ AL
10.50 11.00
115.0 m/z 85.95 17.64%
0 ' Lo Mt ‘ ‘ 1‘570 21\70 259.0
\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #73659: 2,7-Octanedione, 4,4,5,5-tetramethyl-
1050 1100
5000 m/z 100.00 12.67%
85.0
ol by 412801650
miz--> 50 100 150 200 250 300 350 ﬂ
Abundance #14380: 2-Heptanone, 3-methyl- — — ‘
43.0 10.50 11.00
m/z 87.00 11.57%
5000
5.0 /
O D VR
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 37 unknown-13 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.360 2.81 ng/ul 63169 Naphthalene-d8 10.695
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Octyl guanidine 171 CSH21N3 003038-42-4 37
2 Glycine, N-acetyl- 117 C4H7NO3 000543-24-8 32
3 6-Amino-1-hexanol, N,O-diacetyl- 201 C10H19NO03 1000352-30-1 25
4 Butanal, 2-ethyl- 100 C6H120 000097-96-1 10
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 9

Abundance Scan 1408 (11.359 min): BG058335.D\data.ms (-1405) (-  m/z 43.00 100.00%

43.0
5000

9.0 206.9
Il ﬁ} | (|, 2670 3420 415.1 475. 11,00 1150 S
0“H‘ ‘M“‘J‘HH“‘w!J‘WMMNW“‘W““_“‘_“‘ m/z 72.00 28.01%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #46930: n-Octyl guanidine
43.0
5000 100.0 f : J\ SR
11.00 11.50
171.0 m/z 83.00 21.25%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9593: Glycine, N-acetyl-
43.0
ll 00 11 50

‘99.0
o‘Hm‘ﬂm“_m_m_‘wHH,HHWHWH_W

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

Abundance #76601: 6-Amino-1-hexanol, N,O-diacetyl- — —
43.0 11.00 11.50
m/z 45.00 14.33%
5000
79 1580
; i [
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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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-Butenoic acid, 3-methyl-,... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.424 3.80 ng/ul 85588 Naphthalene-d8 10.695
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202 000638-10-8 50
2 3,4-Dihydro-2H-pyran-2-carboxyli... 128 C6H803 1010132-10-4 50
3 1-(1-Methoxypropan-2-yloxy)propa... 230 C12H2204 1000367-11-3 45
4 Ethyl tiglate 128 C7H1202 005837-78-5 38
5 2-Butenoic acid, 3-methyl-, 3-me... 170 C10H1802 056922-73-7 38

Abundance Scan 1419 (11.424 min): BG058335.D\data.ms (-1414) (- m/z 83.00 100.00%
3.0

- M\JM
‘ 128.1 T T
11.50
327.0 X
ok ‘?’%‘J‘%‘wu‘“u‘}““L 2080 AP 4B nyz s9.e0  61.97%
mlz--> 50 100 150 200 250 300 350 400
Abundance #14128: 2-Butenoic acid, 3-methyl-, ethyl ester
83.0
5000 L
128.0 11.50
29.0 ‘ ' m/z 55.80  23.26%
O\\L\‘\“‘““\\\‘\1\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #13932: 3,4-Dihydro-2H-pyran-2-carboxylic acid
83.0
128.0 ‘11.‘50‘
5000 m/z 128.85 19.07%
0 ‘“NMWM‘N1‘u"‘“““‘w“““““““‘w“
miz-> 50 100 150 200 250 300 350 400 /\
Abundance #111221: 1-(1-Methoxypropan-2-yloxy)propan-2-yl 2-met| Iy Vol
59.0 11.50
m/z 43.00 18.43%
5000
‘ ’ 130.0
ol e 10— -
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®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 2,2-Dimethyl-4-pentenoic acid Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
11.506 2.62 ng/ul 58876  Naphthalene-d8 10.695
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-4-pentenoic acid 128 C7H1202 016386-93-9 64
2 3-Methyl-2-butenoic acid, 2-pent... 170 C10H1802 150462-84-3 35
3 2-Butenoic acid, 3-methyl-, meth... 114 C6H1002 000924-50-5 35
4 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 27
5 N-(Piperidin-3-yl)acetamide 142 C7H14N20 005810-55-9 27

Abundance Scan 1433 (11.506 min): BG058335.D\data.ms (-1428) (-  m/z 83.00 100.00%

83.0
43.0 113.0
5000
T I
N 145.1 207.0 267.0 11.50
o F A b L b m/z 58.95  63.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14049: 2,2-Dimethyl-4-pentenoic acid
83.0
so00{ 40 AN ‘
11.50
‘ 113.0 m/z 43.00 56.14%
0 ’\‘\“H‘}H\\‘\“\“i\‘}”‘\‘\“1“‘1\‘r|\u‘\‘\iH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #45165: 3-Methyl-2-butenoic acid, 2-pentyl ester

:

83.0
T \
11.50
5000 m/z 113.00 55.76%
55.0
27.0
NS WA T N
m/z--> 20 40 60 80 100120140160180200220240260280 m
Abundance #8279: 2-Butenoic acid, 3-methyl-, methyl ester S B -0
83.0 11.50

m/z 55.00 52.61%

OTT J\NJWLMJ\b
!

0’HM%MMMNwM\ﬂHﬂM\kuwuwwuuwwuwuwuwwuuww 7
m/z--> 20 40 60 80 100120140160180200220240260280 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc

ALS vial : 7 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 42 9-Octadecenamide, (Z)- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
22.946 2.74 ng/ul 118397  Chrysene-di12 21.524
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 70
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 58
3 2-Butene, 1-butoxy-, (E)- 128 C8H160 056052-72-3 25
4 Pentane, 1-(2-butenyloxy)-, (E)- 142 C9H180 054004-26-1 25
5 Cyclohexanecarboxamide 127 C7H13NO 001122-56-1 22
Abundance Scan 3380 (22.946 min): BG058335.D\data.ms (-3374) (- m/z 59.00 100.00%
5000
H 1 208.9 283.1320.3 23.00
o! Ul ey mu\ e m/z 72.00 69.66%
m/z--> 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 S S
23.00
m/z 55.00 68.40%
98.0
0' Mh HH } Q\ ]\-8\4\0‘ T \2:\38\‘0\2\8\].\0‘ L ‘ T
miz-> 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (2)-
59.0
——
23.00
5000 m/z 57.00 68.14%
137.0
FW 337.0
ol L IIL g 1930 2000 2040 370
miz--> 50 100 150 200 250 300 350
Abundance #14432: 2-Butene, 1-butoxy-, (E)- ——
55.0 23.00
m/z 43.00 57.22%
- Lwd\kw/\ww
e
oww““m‘w_“wHHWHWH_HW e
m/z--> 100 150 200 250 300 350 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58335.D

Acqg On : 19 Jul 2023 20:10
Operator : CG/JU

Sample : 03452-06

Misc :

ALS vial : 7 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-o0l 3.128 182.3 ng/ul 2343330 1 7.899 257046 20.0
Cyclobutane, et... 3.151 360.9 ng/ul 4638900 1 7.899 257046 20.0
unknown-01 4.068 23.3 ng/ul 299224 1 7.899 257046 20.0
unknown-02 4.150 9.6 ng/ul 123479 1 7.899 257046 20.0
2-Butenal, 3-me... 4.232 11.6 ng/ul 148725 1 7.899 257046 20.0
(DEL) Alkane: S... 4.303 16.1 ng/ul 206864 1 7.899 257046 20.0
unknown-03 4.450 7.6 ng/ul 97427 1 7.899 257046 20.0
unknown-04 4.638 38.7 ng/ul 497091 1 7.899 257046 20.0
Propanoic acid,... 4.673 17.7 ng/ul 227554 1 7.899 257046 20.0
Cyclopentane, n... 4.714 10.4 ng/ul 133727 1 7.899 257046 20.0
Guanidine, mono... 5.084 4.5 ng/ul 57859 1 7.899 257046 20.0
N,N-Dimethylace... 5.355 6.2 ng/ul 79261 1 7.899 257046 20.0
2-Cyclohexen-1-0l 5.790 27.3 ng/ul 351192 1 7.899 257046 20.0
unknown-05 5.831 3.8 ng/ul 49251 1 7.899 257046 20.0
1H-Indole-2-car... 5.889 15.9 ng/ul 204060 1 7.899 257046 20.0
Cyclohexene, 3-... 6.177 5.6 ng/ul 72354 1 7.899 257046 20.0
unknown-06 6.406 11.9 ng/ul 153062 1 7.899 257046 20.0
2-Cyclohexen-1-one 6.518 31.3 ng/ul 402855 1 7.899 257046 20.0
Propane, 1-ethoxy- 6.724 6.0 ng/ul 77775 1 7.899 257046 20.0
(DEL) Alkane: C... 7.129 3.4 ng/ul 43089 1 7.899 257046 20.0
unknown-07 7.576 10.6 ng/ul 136155 1 7.899 257046 20.0
unknown-08 8.063 8.5 ng/ul 108964 1 7.899 257046 20.0
(DEL) Alkane: C... 8.140 12.8 ng/ul 164512 1 7.899 257046 20.0
2-Chlorocyclohe... 8.210 50.4 ng/ul 647565 1 7.899 257046 20.0
unknown-09 8.428 2.8 ng/ul 36095 1 7.899 257046 20.0
1,2-Cyclohexane... 8.657 2.7 ng/ul 35024 1 7.899 257046 20.0
unknown-10 8.857 6.0 ng/ul 76563 1 7.899 257046 20.0
unknown-11 10.043 4.0 ng/ul 88988 2 10.695 450237 20.0
(DEL) Alkane: S... 10.549 2.5 ng/ul 55867 2 10.695 450237 20.0
unknown-12 10.872 2.8 ng/ul 62218 2 10.695 450237 20.0
unknown-13 11.360 2.8 ng/ul 63169 2 10.695 450237 20.0
2-Butenoic acid... 11.424 3.8 ng/ul 85588 2 10.695 450237 20.0
2,2-Dimethyl-4-... 11.506 2.6 ng/ul 58876 2 10.695 450237 20.0
9-Octadecenamid... 22.946 2.7 ng/ul 118397 5 21.524 862681 20.0
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