LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acqg On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc :

ALS Vvial : 43 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: BGO58423.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.147 3 10 31 rVB2 1681416 4426848 100.00% 18.423%
2 3.341 39 43 49 rBVe6 6176 10637 0.24% 0.044%
3 3.752 107 113 124 rBV2 90155 191830 4.33% 0.798%
4 3.864 129 132 136 rVW4 12479 17797 0.40% 0.074%
5 3.911 136 140 145 rVVé6 7192 12986 0.29% 0.054%
6 3.993 151 154 159 rVwv7 8282 14091 0.32% 0.059%
7 4.069 161 167 176 rVV2 110496 200496 4.53% 0.834%
8 4.152 176 181 186 rVVé6 7477 11733 0.27% 0.049%
9 4.234 190 195 204 rVB 52596 84936 1.92% 0.353%
10 4.334 208 212 219 rVB6 7125 13411 0.30% 0.056%
11  4.451 227 232 242 rBV 44890 73190 1.65% ©0.305%
12 4.586 249 255 257 rBV 14305 23025 0.52% 0.096%
13  4.639 258 264 275 rVB 119363 215256 4.86%  0.896%
14 4.804 288 292 296 rBV3 11790 15184 ©0.34% 0.063%
15 4.851 296 300 304 rVW3 17866 22651 0.51% 0.094%
16 5.074 331 338 339 rBv4 7949 14194 0.32% 0.059%
17 5.350 381 385 393 rBV5 10201 18765 0.42% 0.078%
18 5.791 454 460 463 rBV5 25749 49057 1.11% 0.204%
19 5.832 463 467 475 rVB 45255 80147 1.81% 0.334%
20 6.190 520 528 532 rBV2 61210 116079 2.62% 0.483%
21  6.237 532 536 540 rVW2 21655 40104 0.91% 0.167%
22 6.273 540 542 550 rVB6 12269 20027 0.45% 0.083%
23 6.519 578 584 592 rVB 55027 101467 2.29% 0.422%
24  6.590 592 596 602 rVB3 7358 10446 0.24% 0.043%
25 6.719 609 618 624 rBV5 62115 156165 3.53% 0.650%
26 6.772 624 627 633 rVW5 12705 28131 0.64% 0.117%
27 6.825 633 636 642 rVB4 10511 15594 0.35% 0.065%
28 6.948 650 657 662 rVB4 8021 13428 ©0.30% 0.056%
29 7.066 671 677 682 rBvV 45053 82426 1.86% 0.343%
30 7.125 682 687 694 rVB2 34790 61812 1.40% 0.257%
31 7.219 697 703 711 rBV 185972 317892 7.18% 1.323%
32 7.430 730 739 746 rBV 177221 319237 7.21% 1.329%
33 7.583 758 765 774 rBv4 21980 59942 1.35% 0.249%
34 7.894 811 818 826 rBV 312427 540172 12.20%  2.248%
35 8.059 841 846 853 rBV 33095 60203 1.36% 0.251%
36 8.135 853 859 866 rVB2 44651 82980 1.87% 0.345%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acqg On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc :

ALS Vvial : 43 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 8.206 866 871 875 rBV 33891 63714 1.44% 0.265%
38 8.417 901 907 910 rBV6 7286 14546 0.33% 0.061%
39 8.535 922 927 933 rBV4 7320 13958 0.32% 0.058%
40 8.605 933 939 948 rBV2 57332 108415 2.45% 0.451%
41 8.858 971 982 988 rBV5 27346 87318 1.97% 0.363%
42 8.911 988 991 995 rW5 9480 14894 0.34% 0.062%
43  9.058 1009 1016 1034 rVB 223751 434610 9.82% 1.809%
44  9.199 1034 1040 1043 rBV5 11599 19805 0.45% 0.082%
45  9.240 1044 1047 1053 rVB3 13019 21696 0.49% 0.090%
46  9.304 1053 1058 1062 rBV3 12640 20943 0.47% 0.087%
47  9.393 1068 1073 1077 rBV2 10791 18251 0.41% 0.076%
48 9.440 1077 1081 1087 rVv4 22821 47722 1.08% ©0.199%
49 9.498 1087 1091 1097 rVV5 8900 18096 0.41% 0.075%
50 9.622 1105 1112 1119 rVB9 7791 18691 0.42% 0.078%
51 9.780 1132 1139 1152 rVB 161184 316890 7.16% 1.319%
52 9.998 1171 1176 1179 rBV4 6514 10683 0.24% 0.044%
53 10.045 1179 1184 1189 rVV6 8041 17734 0.40% 0.074%
54 10.145 1196 1201 1205 rVB5 6636 10845 0.24% 0.045%
55 10.321 1221 1231 1238 rBV 249286 489459 11.06% 2.037%
56 10.444 1248 1252 1257 rVB5 7017 11278 0.25% 0.047%
57 10.550 1261 1270 1278 rBV2 37142 69588 1.57% 0.290%
58 10.697 1286 1295 1304 rBV 479427 862995 19.49%  3.592%
59 10.832 1311 1318 1329 rBV2 159689 368090 8.31% 1.532%
60 11.114 1352 1366 1373 rBvV2 35809 86342 1.95% ©.359%
61 11.326 1397 1402 1405 rVWV 29183 52411 1.18% 0.218%
62 11.361 1405 1408 1413 rVV2 36958 58869 1.33% 0.245%
63 11.420 1413 1418 1427 rVV2 47044 102824 2.32% 0.428%
64 11.502 1427 1432 1439 rVB2 41046 75972  1.72% 0.316%
65 11.890 1491 1498 1500 rBV6 10515 20736 0.47% ©0.086%
66 12.148 1535 1542 1545 rBV9 6014 12514 0.28% 0.052%
67 12.289 1560 1566 1569 rVV5 7748 14238 ©0.32% 0.059%
68 12.330 1569 1573 1580 rVV5 8312 14789 0.33% 0.062%
69 12.418 1583 1588 1592 rVvV3 14236 23479 0.53% 0.098%
70 12.565 1607 1613 1620 rVB8 4854 13011 0.29% 0.054%
71 12.742 1639 1643 1647 rVV2 18247 27302 0.62% 0.114%
72 12.900 1664 1670 1673 rBV4 15249 27758 0.63% 0.116%
73 12.935 1673 1676 1682 rVB3 16642 25178 ©.57% 0.105%
74 13.423 1751 1759 1763 rVV5 5659 12436 0.28% 0.052%
75 13.934 1837 1846 1854 rBV 514676 767244 17.33% 3.193%

76 14.228 1889 1896 1907 rVV 597223 938880 21.21% 3.907%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acqg On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc :

ALS Vvial : 43 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 14.534 1941 1948 1957 rBV 742614 1134653 25.63% 4.722%
78 14.774 1979 1989 1995 rBV5 25276 66472 1.50% 0.277%
79 14.886 2003 2008 2015 rBV8 9812 19580 0.44% 0.081%
80 15.315 2076 2081 2088 rVV7 5598 12393 0.28% 0.052%
81 15.527 2110 2117 2125 rVV 773195 1190109 26.88% 4.953%
82 15.650 2133 2138 2145 rVV 39575 63409 1.43% 0.264%
83 15.885 2174 2178 2184 rBV 22542 32573 0.74% 0.136%
84 17.277 2408 2415 2425 rBV 842729 1298992 29.34% 5.406%
85 17.377 2425 2432 2440 rVV2 830333 1218117 27.52% 5.069%
86 18.159 2560 2565 2575 rBv4 37141 74619 1.69% 0.311%
87 18.235 2575 2578 2585 rVB2 10894 16580 0.37% 0.069%
88 18.658 2643 2650 2659 rBvV2 17136 27196 0.61% 0.113%
89 19.234 2743 2748 2755 rBV3 12435 18221 0.41% 0.076%
90 19.304 2755 2760 2765 rBV2 13198 24041 0.54% 0.100%
91 19.440 2780 2783 2790 rBVS 14174 25345 ©0.57% 0.105%
92 19.669 2816 2822 2830 rBV 1024229 1501643 33.92% 6.249%
93 20.574 2974 2976 2981 rVB2 10905 12549 0.28% 0.052%
94 20.903 3027 3032 3038 rBV 101717 120791 2.73% 0.503%
95 21.255 3089 3092 3095 rBvV2 14366 22018 0.50% 0.092%
96 21.414 3115 3119 3124 rVB 40036 54397 1.23% 0.226%
97 21.531 3132 3139 3154 rBV2 782042 1299187 29.35% 5.407%
98 21.666 3158 3162 3166 rBv2 21019 36416 0.82% 0.152%
99 24.457 3626 3637 3653 rBV2 501964 1461354 33.01% 6.082%
100 24.675 3663 3674 3689 rBV 483601 1441150 32.55% 5.998%

Sum of corrected areas: 24028348
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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: BG058423.D\data.ms
1600000 47

1400000
1200000

1000000

800000
600000 10.697
400000 7.894

7.299130 9.058 10.321
200000 3754.069, 4639 . - 9.780 832

341 %Mééﬁ&@mom%o 5 7.583 318 vege Qj% :1:111%:;:‘.1»:‘;13',;

N P04 A o 0
L e I L I L L L B e Ly L L L L B Y IO B B

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058423.D\data.ms

1600000

o

1400000

1200000

19.669
1000000

112377 21.531
800000 14.534 15.527

14.228
600000 13.934

400000

200000 20.903 )
13.423 4788615315 890885 18615958.658 1992% Mﬂ%(})sm 21235414666

L e e e o e e et e e M e

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: BG058423.D\data.ms

1600000

1400000
1200000
1000000
800000
600000 24497675
400000

200000

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\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 Sample Multiplier: 1

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

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

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

Peak Number 1 Cyclobutane, ethenyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.147 163.91 ng/ul 4426850 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 Cyclohexene 82 C6H10 000110-83-8 91
5 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
Abundance  Scan 10 (3.147 min): BG058423.D\data.ms (-3) (-) m/z 67.00 100.00%
54.0 0
5000
39.0 82.0
‘ 3.203.303.403.503.60
ow_m_m‘mmu"}‘1m"Mw‘um‘“mwm m/z 53.95 84.87%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0
5000
41.0 82.0 3.203.303.403.503.60
m/z 82.00 40.84%
27.0 ‘
O\\‘\\\\‘\\\‘{‘\\\i}}\\\“}‘\‘\\‘\\‘\}‘\\\H“‘\‘\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1359: Cyclohexene
67.0
54.0
3.203.303.403.503.60
m/z 39.00 36.18%
5000 0 82.0
27.0
1SS O Y O Y A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1357: Cyclohexene RRREESNREEEEEEESS SRR
67.0 3.203.303.403.503.60
54.0 m/z 41.00 33.06%
5000
41.0 82.0
27.0
0“‘H"“mhq‘H1{1‘H}WHH“MN“‘JMMu‘W“‘ R RRRERERESEc R
m/z--> 10 20 30 40 50 60 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72223\
Data File : BG@58423.D

Acq On : 23 Jul 2023 6:37

Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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 2 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.069 7.42 ng/ul 200496 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 1-chloro-3-methyl- 104 C5HOC1 023010-00-6 49
2 2-Butyne, 1-methoxy- 84 C5H80 002768-41-4 47
3 1-Butene, 2-chloro-3-methyl- 104 C5H9C1 017773-64-7 47
4 1-Butene, 2-(chloromethyl)- 104 C5H9C1 023010-02-8 42
5 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 40
Abundance Scan 167 (4.069 min): BG058423.D\data.ms (-161) (-) m/z 41.00 100.00%
41.0
69.0
5000 53.0
104.0 \\\‘\\\\‘\\\\‘\\\\’\\\\
| M 86"0 | 3.80 4.00 4.20 4.40
0 et M myz 69,00 72.98%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5467: 1-Butene, 1-chloro-3-methyl-
69.0
53.0
41.0 /\
5000 890 LB L B I B L B
27.0 3.80 4.00 4.20 4.40
' 104.0 m/z 70.95 68.65%
O[‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #1597 2-Butyne, 1-methoxy-
69.0
N A RRAERREE SRR
53.0 3.80 4.00 4.20 4.40
5000 m/z 53.00 47.16%
27.0 390
‘ | 83.0
oH_m‘_HmmuHU!wH‘1\‘HW‘;H_WWHW
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5464: 1-Butene, 2-chloro-3-methyl-
69.0 3.80 4.00 4.20 4.40
m/z 39.00 38.81%
41.0
53.0
5000
89.0
0 e e
m/z--> 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\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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 2-Butenal, 3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4234 3.14 gl 84936  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 94

2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 86
3 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 80
4 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 59
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 58
Abundance Scan 195 (4.234 min): BG058423.D\data.ms (-190) (-) m/z 83.95 100.00%
550 84.0
5000 41.0
R e RN
‘ 69.0 4.00 4.20 4.40 4.60
ow_m‘HH,‘m\}mH‘J‘::!uwm,”we b m/z 54.95 81.93%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
41.0 A
5000 LB L L L L
29.0 4.00 4.20 4.40 4.60
m/z 41.00 50.53%
‘ ‘ 69.0
| \H\H \H\\‘\\ | |
0\\‘\\\\‘\\\\\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
55.0 84.0
R e A
4.00 4.20 4.40 4.60
5000 41.0 m/z 39.00 49.57%
29.0
69.0
w0 |l ‘
ottt e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1606: 2H-Pyran, 3,4-dihydro- R RRRREEEL
55.0 4.00 4.20 4.40 4.60
84.0 m/z 83.00  48.63%
5000
69.0
20 || ®
(O e A o e o L A B MR
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 Sample Multiplier: 1

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

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

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

Peak Number 4 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.451 2.71 ng/ul 73190 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 45
2 3-Penten-1-0l, 2-methyl- 100 C6H120 062238-37-3 38
3 3-Hexen-1-o0l 100 C6H120 000544-12-7 38
4 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 38
5 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 35
Abundance Scan 232 (4.451 min): BG058423.D\data.ms (-227) (-) m/z 41.00 100.00%
41.0
82.0 R A AASERNL e
‘ ‘ | ‘ 100.0 4.20 4.40 4.60 4.80
0F e b m/z 54095 42.49%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4299: 3-Hexen-1-ol, (E)-
41.0
5000 L B B I LN B
550 67.0 4.20 4.40 4.60 4.80
31.0 820 m/z 69.00  39.51%
M ‘ ‘u il ‘\ 100.0
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘
miz--> 40 50 60 70 80 90 100
Abundance #4366: 3-Penten-1-ol, 2-methyl-
41.0
T e N
69.0 4.20 4.40 4.60 4.80
5000 m/z 70.00 37.89%
27.0 55.0
Il \ \ o 0 1000
) S X O PO R o
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4269: 3-Hexen-1-0
41.0 4.20 4.40 4.60 4.80
m/z 67.00 37.45%
67.0
5000 55.0
27.0 82.0
0 1000
m/z--> 20 30 40 50 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 Sample Multiplier: 1

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

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

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

Peak Number 5 2-Pentanol, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.639 7.97 ng/ul 215256 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 78
2 2-Hexanol 102 C6H140 000626-93-7 64
3 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 43
4 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 43
5 4-Penten-2-o0l 86 C5H100 000625-31-0 42
Abundance Scan 264 (4.639 min): BG058423.D\data.ms (-258) (-) m/z 45.00 100.00%
45.0
5000
‘ 57.0 690 70 1070 4.40 4.60 4.80 5.00
Obrrprrrr et b e e e ey M/ 41,00 18.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5013: 2-Pentanol, 3-methyl-
45.0
5000 UL L L B LA B L
4.40 4.60 4.80 5.00
28,0 m/z 43.00 18.46%
0\\\‘%?\‘\O‘\\\‘}“‘\\\\“‘}H}\‘\E\".ﬂ\.‘o\ \6\%‘.(\)\\\‘\8\7\.?\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4961: 2-Hexano
45.0
R RREBARENER S
4.40 4.60 4.80 5.00
5000 m/z 69.00 8.77%
27.0 69.0
15.0 '
obeereteorrebh bl S0 B0 020
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5002: 2-Pentanol, 3-methyl-
45.0 4.40 4.60 4.80 5.00
m/z 39.00 7.79%
5000
29.0
0 15.0 L] L ‘ il 5\ \.O 69.0 8?0 101.0 /—/ﬂ\/\w/\\
P T P e e e e e e e ABABARRSE T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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 Cyclopentene, 3-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.832 2.97 ng/ul 80147 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 52
2 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 42
3 1,3-Pentadiene, 5-bromo- 146 C5H7Br 001001-93-0 37
4 1-Butyne, 3,3-dimethyl- 82 C6H1e 000917-92-0 25
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 17
Abundance Scan 467 (5.832 min): BG058423.D\data.ms (-463) (-) m/z 67.00 100.00%
67.0
5000 96.0
41.0
EREEaREEEL IR
‘ ‘ ‘ ‘ 2071 5.60 5.80 6.00 6.20
Obereperelbia bl L2071 9600 43.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3231: Cyclopentene, 3-ethyl-
67.0
5000 LB B B e
5.60 5.80 6.00 6.20
39.0 96.0 m/z 41.00 32.98%
O \\\‘\\\\‘M\\‘\m\‘\1\\H“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3177: 2-Cyclopenten-1-one, 2-methyl-
67.0
96.0
 REESaEEEEEE SR
5.60 5.80 6.00 6.20
5000 m/z 39.00 27.76%
41.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25178: 1,3-Pentadiene, 5-bromo-
67.0 5.60 5.80 6.00 6.20
41.0 m/z 58.95 24.44%
5000
146.0
ST P Y- N B DU LTS
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\

BGO58423.D
: 23 Jul 2023 6:37
: CG/JU
: 03553-19
: 43  Sample Multiplier: 1

TIC Library
TIC Integration Parameters: LSCINT.P

¢ C:\DATABASE\NIST20.L

: 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

Concentration Rank 5

Peak Number 7 2-Buten-1-o0l, 3-methyl-, ac...

R.T. EstConc Area Relative to ISTD R.T.
6.190 4.30 ng/ul 116079 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Buten-1-0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 72
-Buten-1-0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 64
4-Pentadiene 68 C5H8 000591-93-5 58
Penten-1-0l1, pentafluoropropio... 232 C8H9F502 1000365-57-7 53
-Buten-1-0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 49

uih wNnPE
NDRAERNN
(™

Abundance Scan 528 (6.190 min): BG058423.D\data.ms (-520) (-) m/z 43.00 100.00%

43.0
5000
"\r/\/\/ﬁ"’\'\
86.0 207.0 R R A St
WJ | 1970 ®T° 2810 gsso4e, | 5806006206.40660
ol Ml T WS m/z 68.08 81.96%
miz--> 50 100 150 200 250 300 350 400
Abundance #14088: 2-Buten-1-ol, 3-methyl-, acetate
68.0
5000 P e e

5.80 6.00 6.20 6.40 6.60
m/z 67.00 77 .69%

59| | 1o
\\\‘im\‘\‘\’\\‘\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400
Abundance #14092: 2-Buten-1-ol, 3-methyl-, acetate

68.0

5.‘80 6.60 6.‘20 6.‘40 6.&30
5000 m/z 41.00 66.73%
15. ‘ ‘ ,
0 *“ﬂ ‘M“ J*v%??gw****v****\* N S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #512: 1,4-Pentadiene T T T T
67.0 5.80 6.00 6.20 6.40 6.60

m/z 69.00  35.90%

) M
0250 ) M/\/\

‘\\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\ ‘\\\\‘\\\\‘\\V\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350 400 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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-Cyclohexen-1-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.519 3.76 ng/ul 101467 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 90
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 90
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 49
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 42
Abundance Scan 584 (6.519 min): BG058423.D\data.ms (-578) (-) m/z 67.95 100.00%
68.0
5000
96.0
39.0 1A SN B W
H 071 6.20 6.40 6.60 6.80

bt b e prr e s M/Z 96.00  29.93%

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

Abundance #3152: 2-Cyclohexen-1-one

68.0
5000 \\‘\\\\‘\\\\‘\\/\\\‘\\\\‘
96.0 6.20 6.40 6.60 6.80
40.0 ' m/z 39.00  23.08%
O\\\‘\‘\\\HH\\\h‘\‘\“\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3150: 2-Cyclohexen-1-one
68.0
6.20 6.40 6.60 6.80
5000 m/z 40.00 19.74%
39.0
96.0
NELCR O T SO N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3153: 2-Cyclohexen-1-one
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.93%
5000
96.0
40.0
I N WP
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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 unknown-03 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.719 5.78 ng/ul 156165 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, (1-methylpropyl)- 88 C4H12N2 030924-14-2 35
2 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 22
3 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 22
4 (2E,4E)-3,7-Dimethylocta-2,4-diene 138 C10H18 006874-39-1 22
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 22
Abundance Scan 618 (6.719 min): BG058423.D\data.ms (-609) (-) m/z 59.00 100.00%
59.0
95.0
5000
6.40 6.60 6.80 7.00 |
138.0
0 H“‘;“whh“h e 200 m/z 42,95 91.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2224: Hydrazine, (1-methylpropyl)-
59.0
5000 320 UL L R B IR BB
6.40 6.60 6.80 7.00
88.0 m/z 95.00 59.89%
O\\\‘\‘ \\‘1“}\\\‘\‘\1‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5382: 1-Butanol, 3-methoxy-
59.0
M\\‘\\\\‘\\\\‘\\\\’\\A\\‘
6.40 6.60 6.80 7.00
5000 m/z 70.00 43.75%
31.0
‘ 89.0
Y N ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5375: 1-Butanol, 3-methoxy-
59.0 6.40 6.60 6.80 7.00
m/z 67.00 42.80%
5000
31.0
“ | 89.0
O bbb b e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 Sample Multiplier: 1

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

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.125 2.29 ng/ul 61812 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 46
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 43
3 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 43
4 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 43
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 43
Abundance Scan 687 (7.125 min): BG058423.D\data.ms (-682) (-) m/z 97.00 100.00%
97.0
43.0
5000
141.1
6.80 7.00 7.20 7.40
281.(
ob— ‘m‘“““‘h “J il ‘ L ““ 200 T m/z 82,95 72.13%
miz--> 50 100 150 200 250
Abundance #7624: 2-Pentene, 2,4,4-trimethyl-
550 97.0
5000
6.80 7.00 7.20 7.40
m/z 43.00 66.82%
m/z--> 50 100 150 200 250
Abundance #7678: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
R
6.80 7.00 7.20 7.40
5000 m/z 55.00 59.64%
51159 N\H Lo 1
m/iz--> 50 100 150 200 250
Abundance #7625: 2-Pentene, 3,4,4-trimethyl- T RAammsEEEAL S
97.0 6.80 7.00 7.20 7.40
5.0 m/z 98.00  35.60%
5000
sl 11 1l
. w‘i““wwm“ e PSR A L N
m/z--> 50 100 150 200 250 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 Sample Multiplier: 1

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

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

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

Peak Number 11 2-Heptene, 1-chloro-, (Z)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.583 2.22 ng/ul 59942 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptene, 1-chloro-, (Z)- 132 C7H13C1 055638-53-4 52
2 4-Chloro-3-methylbut-2-en-1-o0l 120 C5H9C10 053170-97-1 42
3 2-Butene 56 C4H8 000107-01-7 35

4 Ethane, isocyanato- 71 C3H5NO 000109-90-0 35
5 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 32

Abundance Scan 765 (7.583 min): BG058423.D\data.ms (-758) (-) m/z 40.95 100.00%

41.0
69.0
5000
AR R !
102.0 132.0 991c | 7-207.40 7.60 7.80 8.00
0 N N —————————Y 2N - -1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16523: 2-Heptene, 1-chloro-, (2)-
41.0
5000

7.20 7.40 7.60 7.80 8.00
67.0 m/z 39.00 67.85%

15.0 ‘ 96.0 1320
O' \‘\“‘\\““\U"{\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10581: 4-Chloro-3-methylbut-2-en-1-ol
71.0
41.0

7.20 7.40 7.60 7.80 8.00

5000 m/z 69.00 66.28%
102.0
0 “‘\*‘*”Hv*HwHH\Hw”w”w”w” M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #194: 2-Butene R AR e N RREEE
41.0 7.20 7.40 7.60 7.80 8.00

m/z 71.00 64.83%

5000

14.0
\\MM /\
LB B B B L L L L L B RN R R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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 (DEL) Alkane: Cyclic8.059 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.059 2.23 ng/ul 60203 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 78
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 78
3 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 78
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 78
5 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 78
Abundance Scan 846 (8.059 min): BG058423.D\data.ms (-841) (-) m/z 97.10 100.00%
97.1
5000 55.0 M
‘ | ' 7.808.008.20 8.40
141.0 : : : :

0 w_mu“lw i, u“‘w‘,‘wm‘_MHHﬂw_wm‘z‘qf‘s"? m/z 54.95 44.03%

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

Abundance #7612: Cyclohexane, 1,3-dimethyl-

55.0 97.0
5000 LB L L I LA B
7.80 8.00 8.20 8.40
27.0 m/z 43.00  27.06%
O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7678: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
AR ma TR
7.80 8.00 8.20 8.40
5000 m/z 112.00 22.63%
27.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7625: 2-Pentene, 3,4,4-trimethyl- R RamE e
97.0 7.80 8.00 8.20 8.40
550 m/z 69.00 21.06%
5000
27.0
ANNET D
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.135 3.07 ng/ul 82980 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 72
2 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 72
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59
5 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 59
Abundance Scan 859 (8.135 min): BG058423.D\data.ms (-853) (-) m/z 97.00 100.00%
97.0
5000 55.0 M
‘ 7.80 8.00 8.20 8.40
141.0 : e
[ — ‘Mw”‘ o LA 220 2804y 5500 44.58%
miz--> 50 100 150 200 250
Abundance #7624: 2-Pentene, 2,4,4-trimethyl-
55.0 910
5000 UL L B L B R L
7.80 8.00 8.20 8.40
m/z 112.10 22.72%
OJ-\S\OH\ “H‘\ ‘L I “ L s By B B B B B
m/z--> 50 100 150 200 250
Abundance #7635: 2-Pentene, 2,4,4-trimethyl-
53.0 97.0
AR E T
7.80 8.00 8.20 8.40
5000 m/z 43.00 19.86%
s 40,
Y Y —
m/iz--> 50 100 150 200 250
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis- A AEmmasREEE
55.0 97.0 7.80 8.00 8.20 8.40
m/z 41.00 18.80%
h NNMWWV%MA/\fNANMMJNA
m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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 2-Chlorocyclohexanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.206 2.36 ng/ul 63714 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 91
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 91
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 91
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 64
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 40
Abundance Scan 871 (8.206 min): BG058423.D\data.ms (-866) (-) m/z 57.00 100.00%
57.0
5000
80.0
h 134.0 7.80 8.00 8.20 8.40 8.60
0 bl 1340 2068, gp.00  26.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17285: 2-Chlorocyclohexano
57.0
5000 ‘\\\\‘\\\\‘\A\\A\’\\\\A"\\\
80.0 7.80 8.00 8.20 8.40 8.60
m/z 43.95 18.30%
29.0 ‘ 134.0
Ot T \w‘\ \‘M 1‘\”‘1“‘\“\‘”1 ‘\”“ I !“\ }‘0\6\9 T \‘1 [T T T[T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17288: 2-Chlorocyclohexano
57.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 81.00 17.35%
80.0
29.0 ‘ 134.0
o DL a0eg 80
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17287: 2-Chlorocyclohexano
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 17.32%
5000
80.0
29.0
I \H‘ bl 134.0
Ob v bl e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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 unknown-04 Concentration Rank 7

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

8.858 3.23 ng/ul 87318 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 45
2 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007518 019095-24-0 43
3 5,5'-Di(ethoxycarbonyl)-3,3"'-dim... 402 C23H34N204 102586-97-0 27
4 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H3805Si6 000995-82-4 27
5 Indole-2-one, 2,3-dihydro-N-hydr... 207 C11H13NO3 1010129-52-1 27

Abundance Scan 982 (8.858 min): BG058423.D\data.ms (-971) (-) 73.00 100.00%

73.0 207.0
5000 147.0
280.9

341.0

\}‘ Liy “ L | H‘I\ M

415.0
il

8.60 8.80 9.00 9.20

o

et A W m/z 207.00  87.11%

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 e
860880900920

m/z 193.0 47.62%

133.0 281.0 355.0
Obr e ekt byt k2004890
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

860880900920

5000 207.0 m/z 147.0 39.29%
281.0
147.0 341.0
0 L ‘H. L |1 Ll 4290 503.0563.(
et e e e e e e

miz--> 50 100 150 200 250 300 350 400 450 500 550 M

Abundance #303671: 5,5'-Di(ethoxycarbonyl)-3,3'-dimethyl-4,4'-dipro cooe
207.0 8.60 8.80 9.00 9.20

m/z 221.00  28.89%

5000
402.0
L e oM
0 u L JH\H M ‘\ 267 | L I | \

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

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
BGO58423.D

: 23 Jul 2023 6:37
: CG/IU
: 03553-19

4

hod
le

ry

3

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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 6-Octen-2-one, (Z)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.114 2.00 ng/ul 86342 Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octen-2-one, (Z)- 126 C8H140 074810-53-0 53
2 2H-Pyran-3-o0l, 6-ethenyltetrahyd... 170 C10H1802 014049-11-7 40
3 Fragranyl 2-methylbutyrate 238 C15H2602 051117-24-9 36
4 2-Azabicyclo[2.2.1]heptane 97 C6H11N 1000338-38-9 35
5 Butanoic acid, 4-pentenyl ester 156 CSH1602 030563-31-6 17

Abundance Scan 1366 (11.114 min): BG058423.D\data.ms (-1352) (- | m/z 67.95 100.00%
68.0
L)
e
)l 970 1572 19302210  281: 1o 1150
o‘wu‘meMMWMHMthuH‘HH‘HH_‘H_H‘_HW‘HWH‘WJ' m/z 59.60  70.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12986: 6-Octen-2-one, (2)-
43.0
5000 el LY
11.00 11.50
m/z 43.00 54.02%
e, o
O\’\‘}H“H“\‘\“\‘ ‘H‘HH“\M\‘\‘H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #45233: 2H-Pyran-3-ol, 6-ethenyltetrahydro-2,2,6-trimeth
68.0

§

T \
11.00 11.50

5000 m/z 67.00  39.41%

27.0 ‘M 109.0 155.0
Wl

0- Bt e e e

m/z--> 20 40 60 80 100120140160180200220240260280

5

Abundance #121048: Fragranyl 2-methylbutyrate
68.0 11.00 11.50
m/z 41.00 14.06%

5000
108.0
29.0

O 1 1350 1700 2380 e T
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acq On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 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 unknown-05 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.420 2.38 ng/ul 102824  Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Aminopyrazole 83 C3H5N3 001820-80-0 43
2 3-Aminopyrazole 83 C3H5N3 001820-80-0 43
3 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 43
4 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 37
5 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 37

Abundance Scan 1418 (11.420 min): BG058423.D\data.ms (-1413) (- m/ 83.00 100.00%

83.0
5000

43, 128.1 11 50
ol bbby kg L1930 2809 8410 ., 58,95 39.85%
mfz--> 50 100 150 200 250 300
Abundance #1444 3-Aminopyrazole JU\M
83.0

5000 '
11. 50

m/z 54.95 17.79%

28.0
H\‘L\\\\\‘\HH‘HH‘HH‘HH‘HH‘HH
mi/z--> 50 100 150 200 250 300
Abundance #1445: 3-Aminopyrazole
83.0

o

11 50
5000 ITI/Z 128.05 14.79%
28.0
0 m“‘w“““”H‘HH‘HH_‘H_HWHH
Miz--> 100 150 200 250 300 A
Abundance #1453: 1-Methyl-1H-1,2 4-triazole e C !
83.0 11.50

m/z 43.00 9.09%

5000
28.0
u‘ \“‘ u‘m I

m/z--> 50 100 150 200 250 300 11 50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072223\
Data File : BGO58423.D

Acqg On : 23 Jul 2023 6:37
Operator : CG/JU

Sample : 03553-19

Misc

ALS Vvial : 43 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclobutane, et... 3.147 163.9 ng/ul 4426850 1 7.894 540172 20.0
unknown-01 4.069 7.4 ng/ul 200496 1 7.894 540172 20.0
2-Butenal, 3-me... 4.234 3.1 ng/ul 84936 1 7.894 540172 20.0
unknown-02 4.451 2.7 ng/ul 73190 1 7.894 540172 20.0
2-Pentanol, 3-m... 4.639 8.0 ng/ul 215256 1 7.894 540172 20.0
Cyclopentene, 3... 5.832 3.0 ng/ul 80147 1 7.894 540172 20.0
2-Buten-1-01, 3... 6.190 4.3 ng/ul 116079 1 7.894 540172 20.0
2-Cyclohexen-1-one 6.519 3.8 ng/ul 101467 1 7.894 540172 20.0
unknown-03 6.719 5.8 ng/ul 156165 1 7.894 540172 20.0
(DEL) Alkane: S... 7.125 2.3 ng/ul 61812 1 7.894 540172 20.0
2-Heptene, 1-ch... 7.583 2.2 ng/ul 59942 1 7.894 540172 20.0
(DEL) Alkane: C... 8.059 2.2 ng/ul 60203 1 7.894 540172 20.0
(DEL) Alkane: S... 8.135 3.1 ng/ul 82980 1 7.894 540172 20.0
2-Chlorocyclohe... 8.206 2.4 ng/ul 63714 1 7.894 540172 20.0
unknown-04 8.858 3.2 ng/ul 87318 1 7.894 540172 20.0
6-Octen-2-one, 11.114 2.0 ng/ul 86342 2 10.697 862995 20.0
unknown-05 11.420 2.4 ng/ul 102824 2 10.697 862995 20.0
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