LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc :

ALS Vvial : 46  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-BGO70123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58238.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.157 6 12 48 rVB 5106738 11821050 100.00% 39.774%
2 3.381 48 50 59 rVB7 7235 14244 0.12% 0.048%
3  3.762 110 115 125 rBV 27854 54010 0.46% 0.182%
4 4,091 165 171 176 rVB 12066 21010 0.18% 0.071%
5 4.344 208 214 223 rVvB3 32201 59177 ©0.50% 0.199%
6 4.620 256 261 269 rBvV2 41264 70754 0.60% 0.238%
7 5.361 381 387 393 rBV 52217 91833 0.78% 0.309%
8 5.413 393 396 403 rVB 9806 14052 0.12% 0.047%
9 5.543 412 418 429 rVB 35221 85947 0.73% 0.289%
10 5.801 451 462 467 rBV 367249 699794 5.92% 2.355%
11 5.913 476 481 485 rBV 16617 26942 0.23% 0.091%
12 6.183 520 527 536 rBvV 84265 140815 1.19% 0.474%
13 6.530 576 586 599 rBV 681969 1197165 10.13% 4.028%
14 7.070 669 678 693 rBv4 33197 73038 0.62% 0.246%
15 7.229 699 705 712 rBV 27788 47480 0.40% 0.160%
16 7.435 733 740 744 rBV 31318 61880 ©.52% 0.208%
17 7.517 750 754 763 rVB4 8248 17369 ©0.15% 0.058%
18 7.617 763 771 783 rBv4 19529 53350 0.45% 0.180%
19 7.905 809 820 827 rBV 198276 354199 3.00% 1.192%
20 7.975 827 832 838 rVW2 53607 97878 ©0.83% 0.329%
21 8.022 838 840 843 rVWW4 11404 15760 0.13% 0.053%
22 8.075 843 849 856 rvv2 82502 163705 1.38% 0.551%
23 8.151 856 862 867 rVV2 107308 194317 1.64% 0.654%
24 8.222 867 874 886 rVV 1454441 2598151 21.98% 8.742%
25 8.322 886 891 897 rVW2 10554 19372 0.16% ©0.065%
26 8.498 916 921 924 rVW2 10776 18633 0.16% 0.063%
27 8.539 924 928 931 rV4 11092 19136 0.16% 0.064%
28 8.586 931 936 942 rVW2 20727 38457 ©0.33% 0.129%
29 8.663 943 949 955 rVW3 36490 69733 0.59% 0.235%
30 8.727 955 960 973 rVB3 43381 99527 ©0.84% 0.335%
31 8.898 982 989 994 rBV 72684 139787 1.18% 0.470%
32 9.062 1011 1017 1023 rBV 34503 67023 0.57% 0.226%
33 9.156 1029 1033 1036 rBV4 11076 16886 0.14% 0.057%
34 9.197 1036 1040 1048 rVB3 30890 58148 ©0.49% 0.196%
35 9.503 1082 1092 1095 rVV6 10091 25578 0.22% 0.086%
36 9.726 1123 1130 1135 rBV6 7249 14904 0.13% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc :

ALS Vvial : 46  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-BGO70123.MA.M
Title : SVOA CALIBRATION
37 9.785 1135 1140 1147 rVB2 29395 54762 0.46% 0.184%
38 9.955 1162 1169 1177 rBV5 14526 36034 0.30% 0.121%
39 10.090 1183 1192 1197 rBVS 14738 37552 0.32% 0.126%
40 10.325 1224 1232 1248 rVB4 41711 116549 0.99% 0.392%
41 10.560 1262 1272 1278 rBV6 10736 27149 0.23% 0.091%
42 10.707 1286 1297 1304 rBV 311395 601784 5.09% 2.025%
43 10.837 1313 1319 1328 rVB6 7011 17862 0.15% ©0.060%
44 11.248 1380 1389 1397 rVB5 9347 21803 0.18% 0.073%
45 11.412 1411 1417 1423 rVB4 10616 19750 0.17% 0.066%
46 11.518 1428 1435 1442 rVB6 11019 26140 0.22% 0.088%
47 12.012 1515 1519 1524 rBV4 9760 17113 0.14% 0.058%
48 12.658 1623 1629 1634 rBV3 24912 39634 0.34% 0.133%
49 12.752 1639 1645 1648 rBV 13590 21252 0.18% 0.072%
50 12.787 1648 1651 1659 rVB3 14839 22992 0.19% 0.077%
51 13.357 1741 1748 1752 rBV 19137 28259 0.24% 0.095%
52 13.939 1841 1847 1853 rBV 105740 155173 1.31% 0.522%
53 14.174 1876 1887 1892 rBV 74231 136832 1.16% 0.460%
54 14.233 1892 1897 1903 rVB2 109789 176301 1.49% 0.593%
55 14.538 1942 1949 1958 rVB 535125 836095 7.07%  2.813%
56 14.744 1979 1984 1994 rBV5 20849 48816 0.41% 0.164%
57 14.885 2000 2008 2012 rBV5 20828 34979 0.30% 0.118%
58 15.531 2112 2118 2126 rVV 163441 244029 2.06% 0.821%
59 15.649 2133 2138 2142 rBV 22005 34872 0.29% 0.117%
60 15.889 2175 2179 2185 rVB2 30348 44161 0.37% 0.149%
61 16.066 2204 2209 2217 rBV3 29816 59146 ©0.50% 0.199%
62 16.189 2225 2230 2234 rVBS5 9244 13373 0.11% 0.045%
63 17.282 2410 2416 2427 rBV 677963 1073917 9.08% 3.613%
64 17.382 2427 2433 2442 rVB2 91425 146163 1.24% 0.492%
65 17.681 2473 2484 2489 rBV9 8216 23721 0.20% ©.080%
66 17.940 2522 2528 2534 rVB 67814 89294 0.76% 0.300%
67 18.163 2561 2566 2571 rBV2 56976 95004 0.80% 0.320%
68 18.663 2646 2651 2655 rBV3 19346 31207 0.26% 0.105%
69 18.716 2656 2660 2663 rVV 15181 21877 0.19% 0.074%
70 18.904 2687 2692 2699 rBV5 9431 15493 0.13% 0.052%
71 18.974 2699 2704 2709 rVB2 19803 28021 0.24% 0.094%
72 19.027 2709 2713 2717 rBV6 9211 16284 0.14% 0.055%
73 19.115 2724 2728 2735 rVB 71349 98029 0.83% 0.330%
74 19.244 2746 2750 2755 rVB3 25019 34232 0.29% 0.115%
75 19.338 2762 2766 2771 rVB 36777 51799 0.44% 0.174%
76 19.444 2780 2784 2788 rBV3 25956 42475 0.36% 0.143%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc :

ALS Vvial : 46  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-BGO70123.MA.M
Title : SVOA CALIBRATION
77 19.673 2817 2823 2835 rVV 251480 446305 3.78% 1.502%
78 19.773 2835 2840 2844 rVB5 16022 25439 0.22% 0.086%
79 19.896 2857 2861 2865 rvVB2 25068 30719 0.26% 0.103%
80 20.061 2886 2889 2893 rVB3 12923 14051 ©.12% 0.047%
81 20.137 2899 2902 2907 rBV6 18496 24989 0.21% 0.084%
82 20.196 2909 2912 2916 rVB3 26653 32201 0.27% 0.108%
83 20.690 2993 2996 3000 rVB4 23922 28057 ©.24% 0.094%
84 20.907 3031 3033 3037 rVB 17577 18715 ©0.16% 0.063%
85 20.989 3044 3047 3052 rVB6 15829 20364 0.17% 0.069%
86 21.183 3077 3080 3083 rBV 37226 39193 0.33% 0.132%
87 21.418 3116 3120 3126 rVB 119492 158317 1.34% 0.533%
88 21.536 3133 3140 3154 rVB 636897 1139232 9.64% 3.833%
89 21.642 3156 3158 3162 rVB3 18609 21482 0.18% 0.072%
90 21.953 3208 3211 3215 rVB3 18097 18180 ©.15% 0.061%
91 22.300 3266 3270 3285 rBV 84903 236658 2.00% 0.796%
92 22.958 3375 3382 3400 rBV2 384051 847763 7.17% 2.852%
93 23.316 3438 3443 3453 rBV3 63277 128905 1.09% 0.434%
94 23.757 3510 3518 3525 rVB 200181 428611 3.63% 1.442%
95 24.456 3629 3637 3645 rBV2 57673 146383 1.24% 0.493%
96 24.673 3664 3674 3688 rVB 437485 1255119 10.62% 4.223%
97 25.179 3753 3760 3776 rVB3 142429 404620 3.42% 1.361%
98 25.766 3851 3860 3873 rVB3 174624 513859 4.35% 1.729%
99 27.070 4074 4082 4095 rVB5 58544 204888 1.73% 0.689%
100 27.840 4206 4213 4234 rVB5 82293 335692 2.84% 1.129%
Sum of corrected areas: 29720774
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG058238.D\data.ms
50000001157

4000000
3000000

2000000
8.222

1000000 6.530

5.801 10.707
yé ] -
.3813.7621.091.344.620 I 91@183 7.07IDZIBG1 77 RA6ED 5037 MBE800320580.83 11 PHMREA8 12.012 1 ABFER

O\\\‘\\\ﬁ\‘v—r’”r—y—’\‘\\\‘\\\\j\‘r\\ ‘v—v—v—[\\f\ﬁww—r\‘\\\ﬂ“\\"T”“ﬁ—r“vﬂ\‘rr"v*\\jrwl—y—v—‘vf\“v—v—v—ﬁ|ﬁ—v—v—v—y—rT\T
Time--> 350 4.00 450 5.00 5.50 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG058238.D\data.ms
5000000

4000000
3000000
2000000

1000000
14.538 17.282 21.536

19 673
13357 13306 ﬁ(41214885 Yo srmonso 17393 64 260163 1E3mmbArddinaa.0 9ZRO5aT6 208000893315 22 0922.300
“vj—v—v—v—\

"—v—v—‘r
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: BG058238.D\data.ms
5000000

o

4000000
3000000
2000000

1000000
D 958 24.673
| 2331657 244sg 25179 25766 27070 27840

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 32.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Ethylidenecyclobutane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.157 667.48 ng/ul 11821100 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
3 Cyclohexene 82 C6H10 000110-83-8 90
4 Cyclohexene 82 C6H10 000110-83-8 90
5 Cyclohexene 82 C6H10 000110-83-8 90
Abundance  Scan 12 (3.157 min): BG058238.D\data.ms (-6) (-) m/z 67.00 100.00%
54.0 67.0
5000 39.0 82.0
R RRENEEEES
‘ 3.203.303.403.503.60
0 ‘ww_wwmmm\‘l el 949 2 salee 91.44%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
82.0
5000 U R A R R
3.203.303.403.503.60
41.0 m/z 82.00 42.93%
O
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0 R RN EEE s e
3.203.303.403.503.60
5000 m/z 39.00 38.66%
41.0 82.0
27.0 ‘
) O Y OO | RN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1356: Cyclohexene RRBRRRREREEEE R
67.0 3.203.303.403.503.60
54.0 m/z 41.00 36.02%
5000 39.0
82.0
27.0
14,0 \w I I L 1l
[0 e e R N R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 1,3-Pentadiene, (E)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.344 3.34 ng/ul 59177 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 70
2 1,3-Pentadiene 68 C5H8 000504-60-9 70
3 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 70
4 Bicyclo[3.1.0]hexan-3-one 96 C6H80 001755-04-0 64
5 1,3-Pentadiene 68 C5H8 000504-60-9 62
Abundance Scan 214 (4.344 min): BG058238.D\data.ms (-208) (-) m/z 67.00 100.00%
67.0
39.0
5000 96.0
53.0 A
81.0 R e A
H H‘ ‘ 4.00 4.20 4.40 4.60
bl b Lt b myz 68,00 89.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #522: 1,3-Pentadiene, (E)-
67.0
53.0
5000 390 L L L B I B I
4.00 4.20 4.40 4.60
27.0 m/z 39.00 68.90%
O\\‘\\\-\‘\\}‘}“‘\\\‘1‘!\\\“}}\\“U\M“\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #508: 1,3-Pentadiene
67.0
53.0
39.0 4.00 4.20 4.40 4.60
5000 ' m/z 96.00 49.,69%
27.0
0 H‘%ﬁq‘uth‘ﬂ‘lu‘UH“MwlH‘H“H“_“W‘H
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #526: 1,3-Pentadiene, (2)- amaman T
67.0 4.00 4.20 4.40 4.60
53.0 m/z 41.00 46.29%
39.0
5000
27.0
0 H‘%ﬁq‘uJuu‘ﬂ‘lu‘HH“mhlH‘H“H“_‘H“H “H,W‘H‘W‘Wﬂmwﬁﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

SFAM-EPA-BGO70123.MA.M Mon Jul 17 02:04:16 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Tetrachloroethylene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.620 4.00 ng/ul 70754  1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 27
Abundance Scan 261 (4.620 min): BG058238.D\data.ms (-256) (-) m/z 165.80 100.00%
165.8
128.8
5000 93.9
469 DL R R R N
“ ‘ ‘ 4.20 4.40 4.60 4.80 5.00
Obrrr ety o U 2988 /2 163,80 79.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39852: Tetrachloroethylene
166.0
129.0
5000 DL R R AL B R
94.0 4.20 4.40 4.60 4.80 5.00
47.0 m/z 128.80  79.11%
o200 | oy | ]
\\\\‘\\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39850: Tetrachloroethylene
166.0
129.0 R ERmmaRE
4.20 4.40 4.60 4.80 5.00
5000 m/z 130.80 64 .88%
94.0
47.0
oL 240, | |700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39853: Tetrachloroethylene R A AR EREE
166.0 4.20 4.40 4.60 4.80 5.00
129.0 m/z 167.80  44.25%
5000 94.0
47.0
24, 0‘ ‘ ‘
muwmhuwuuNw_m_uwuwﬂwuwuu ANMSSERIN Th B —
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53

Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 4 unknown-01 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
5.361 5.19 ng/ul 91833 1,4-Dichlorobenzene-d4 7.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 45
2 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 36
3 trans-1-Methyl-2-(2'-propenyl)cy... 96 C7H12 076588-95-9 12
4 Allyl methallyl ether 112 C7H120 014289-96-4 12
5 1-Pentyne, 3-methoxy-3-methyl- 112 C7H120 022802-35-3 12
Abundance Scan 387 (5.361 min): BG058238.D\data.ms (-381) (-) m/z 83.00 100.00%
83.0
41.0
54.0
5000
69.0
P e
M H M 97.0 5.00 5.20 5.40 5.60
oH‘mWM,HM‘m}m1_mH‘mw“;“m_”“w m/z 41.60  76.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0 55.0 83.0
28.0 '
5000 I AL B R
5.00 5.20 5.40 5.60
68.0 m/z 42.60  70.95%
O’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3615: 1-Propene, 3,3'-oxybis-
41.0 /\
R T R ESRAR
5.00 5.20 5.40 5.60
5000 m/z 39.00 52.91%
27.0 ‘ 56.0 69.0 83.0
ol 280 bl ML T sTo
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance  #3291: trans-1-Methyl-2-(2'-propenyl)cyclopropane e RAmARRRE
54,0 5.00 5.20 5.40 5.60
m/z 54.00 52.54%
39.0 81.0 /
5000 67.0 /\/
0,95'0 P e
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Benzene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.543 4.85 ng/ul 85947 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
4 o-Xylene 106 C8H10 000095-47-6 95
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
Abundance Scan 418 (5.543 min): BG058238.D\data.ms (-412) (-) m/z 91.00 100.00%
91.0
5000 106.0
A ERaaEEESS R
39.0 51.0 g5 770 5.20 5.40 5.60 5.80

o‘wH_H‘,"m“u‘HWwMmH“1‘_Hu‘luw‘mm m/z 106.00  48.14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5747: Benzene, 1,3-dimethyl-

91.0
106.0
5000 L LELL NN B B

5.20 5.40 5.60 5.80
m/z 105.00 22.20%

39.0 51.0 g50 77.0 ‘
L

0\\‘]\_\5\‘\0‘\2\Z\-’0\\\\“\\\\H\“\\\‘M\‘\\‘\\‘\U‘\\\\“l\\\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5724 p-Xylene
91.0
O EEmaE A
5.20 5.40 5.60 5.80
5000 106.0 ITI/Z 77 .00 11.99%
27.0 39.0 51.0 65.0 77.0 ‘
0H"‘H‘m“,"m“"H}‘JMH‘1“‘”‘H“l“uu“1”““«““”‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl- “H“‘H“‘H“,HA“
91.0 5.20 5.40 5.60 5.80
m/z 50.95 11.68%
5000 106.0
39.0 77.0
270 77 510 650 1 |
0“_‘H"HMW‘m“H‘MMH‘NN‘_‘NM‘HNJ‘H‘JMMM“ e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 2-Cyclohexen-1-o0l Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.801 39.51 ng/ul 699794  1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 90
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 86
3 2-Cyclohexen-1-0l 98 C6H100 000822-67-3 70
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 62
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 46
Abundance Scan 462 (5.801 min): BG058238.D\data.ms (-451) (-) m/z 70.00 100.00%
70.0
5000 83.0
390 55.0 97.0
‘ ‘ 5.40 5.60 5.80 6.00 6.20
0 HW‘H_MW_MMH b Al L1110 83 a0 43.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3586: 2-Cyclohexen-1-0
70.0
5000 410 e 83.0 D A
5.40 5.60 5.80 6.00 6.20
98.0 m/z 55.00 37.45%
O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3634: 2-Methylene cyclopentanol
70.0
41.0 55.0 83.0 5.40 5.60 5.80 6.00 6.20
5000 ' 97.0 m/z 97.00 36.89%
27.0
Oty
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3579: 2-Cyclohexen-1-ol R RANEaERRE
70.0 5.40 5.60 5.80 6.00 6.20
m/z 39.00 30.46%
5000 83.0
39.0 55.0 970
s
oml‘%@wm: 1T P
m/z--> 10 20 30 40 0 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Cyclohexene, 3-bromo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.183 7.95 ng/ul 140815 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 72
2 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 72
3 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 59
4 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 59
5 Cyclopropane, 1-chloro-2-ethenyl... 116 C6H9C1 062337-93-3 53
Abundance Scan 527 (6.183 min): BG058238.D\data.ms (-520) (-) m/z 81.00 100.00%
81.0
5000
53.0 R Y .
| | 116.0 5.80 6.00 6.20 6.40 6.60
0 m_mq‘” bl e e M/z 79.00 42.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36451: Cyclohexene, 3-bromo-
81.0
5000 I L R B
5.80 6.00 6.20 6.40 6.60
3.0 m/z 80.00  23.99%
27 0
0 H H“‘ ) 101.0119.0 138.0 160.0
\\\‘\\\\‘\\\\‘\\\\\\\1‘\1\\’\\\\‘\\\\’\\\
miz-> 20 60 80 100 120 140 160
Abundance #3253. 3,5-Dimethylcyclopentene
81.0
R
5.80 6.00 6.20 6.40 6.60
5000 m/z 52.95 20.77%
39.0
0 ‘1‘5‘?“!‘ M M 639 | e
m/z--> 20 40 60 80 100 120 140 160
Abundance #9436: Cyclopropane, 1-chloro-2-(1-propenyl)- ST
81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 15.02%
5000
21.0 H L“ 116.0
m/z--> 80 100 120 140 160 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\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 3
R.T. EstConc Area Relative to ISTD R.T.
6.530 67.60 ng/ul 1197176  1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
5 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 45
Abundance Scan 586 (6.530 min): BG058238.D\data.ms (-576) (-) m/z 68.00 100.00%
68.0
5000 /\
39.0 960 S | W
‘ 55.0 6.20 6.40 6.60 6.80
Obrr eyl b 8LO L n/z 96.00  29.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000 UL L B IR BB
96.0 6.20 6.40 6.60 6.80
40.0 ' m/z 39.00  22.66%
27.0 H 55.0
O\\‘\\\\‘\\\‘\‘\\\\“1\\\‘\‘\‘\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3153: 2-Cyclohexen-1-one
68.0
At
6.20 6.40 6.60 6.80
5000 m/z 40.00 19.37%
96.0
40.0
27.
o250 210 L 0 mo |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3151: 2-Cyclohexen-1-one R maaa
68.0 6.20 6.40 6.60 6.80

m/z 42.00 9.81%

5000
39.0 96.0
27.0 ‘
55.0
Lol 81.0

m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Cyclohexanone, 2-hydroxy- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.617 3.01 ng/ul 53350 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-hydroxy- 114 C6H1002 000533-60-8 80
2 Heptane, 3-methylene- 112 C8H16 001632-16-2 47
3 1,4-Pentanediamine 102 C5H14N2 000591-77-5 42
4 2-Pyrrolidinemethanamine, N-meth... 114 C6H14N2 066411-54-9 40
5 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 40
Abundance Scan 771 (7.617 min): BG058238.D\data.ms (-763) (-) m/z 57.00 100.00%
57
70.0
5000
44.0 SO aE
‘ HH ‘ ‘ 83.0 112.0 7.20 7.40 7.60 7.80 8.00
0"_"w"m\‘H‘ﬁhtw‘uh”u“wﬁu“u‘,u‘wllH‘H m/z 70.00 82.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8162: Cyclohexanone, 2-hydroxy-
57.0 70.0
5000 I L L B
44.0 7.20 7.40 7.60 7.80 8.00
28.0 114.0 m/z 55.00  22.09%
O\\‘\\\‘!“\\\\‘}‘H\\\‘\‘\‘}!‘\\\”"\\\\‘8\4}.‘-9‘\9\6\.\0’\\\\‘\\‘\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7570: Heptane, 3-methylene-
55.0 70.0
REmEE R e
41.0 7.20 7.40 7.60 7.80 8.00
5000 270 m/z 44.00 21.07%
112.0
0 00 L
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4919: 1,4-Pentanediamine R RARARRRRE S
70.0 7.20 7.40 7.60 7.80 8.00
m/z 40.95 20.18%
5000
a0 > 84.0
oH‘w‘m‘_lm_um}‘m‘!"mww“w_m,w_‘H‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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@ 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.975 5.53 ng/ul 97878 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 90
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 74
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 52
4 4-Octene, (E)- 112 C8H16 014850-23-8 50
5 1,2-Cyclohexanedione 112 C6H802 000765-87-7 47
Abundance Scan 832 (7.975 min): BG058238.D\data.ms (-827) (-) m/z 54.95 100.00%
55.0
5000
39.0 112.0 T T T T T T
‘ ‘ H 68.0 830 7.60 7.80 8.00 8.20
o"_mw‘_Hu!mwwmluwwwa”ww m/z 56.95 22.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 L L LRI B I BN B
7.60 7.80 8.00 8.20
41.0 112.0 m/z 39.00 19.86%
83.0
O\\‘\\\\‘\\\\‘\\\\‘H\\\‘\\H\‘\ﬁﬁ‘?\\\‘\\\\‘9\?\(\)‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one
5:
e e e ey
7.60 7.80 8.00 8.20
5000 m/z 112.00 18.40%
27.0
39.0 112.0
68 0
0 15Q il “ 1 H H\ 97.0
H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7247: 7-Oxabicyclo[4.1.0]heptan-2-one : ‘N AR aa R
55.0 7.60 7.80 8.00 8.20
m/z 41.00 17.01%
5000
280 414 68.0 112.0
83.0
I
0"_‘H‘H‘W‘H‘JMHMNEW‘mW_‘H‘H‘W‘J‘_‘H‘H‘W‘ T P T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.075 9.24 ng/ul 163705 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Amino-3-methyl-2-butene 85 C5H11IN 013822-06-5 25
2 1-Cyclopropylpropan-1-amine 99 C6H13N 1000436-93-8 23
3 Butanoic acid, 4-pentenyl ester 156 C9H1602 030563-31-6 17
4 2-Acetylpyrrolidine 113 C6H11NO 060026-20-2 17
5 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 12

Abundance Scan 849 (8.075 min): BG058238.D\data.ms (-843) (-) m/z 57.00 100.00%

57.0
5000
41.0
A RARERAEE LS
‘ 10 7.80 8.00 8.20 8.40
95.0
oHwHwW:}U!w‘;‘;whmm_mw‘_m,ww m/z 69.95 88.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1780: 1-Amino-3-methyl-2-butene
70.0
5000 300 LB L B L B B B
7.80 8.00 8.20 8.40
m/z 67.95 56.00%
‘ T.o 84.0
0 \H‘HH‘\HH‘HHMHHi‘\‘{‘}‘wu‘\”"HH‘\‘!‘H‘HH‘HH‘HH’HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3998: 1-Cyclopropylpropan-1-amine
70.0
O ARAmEREEEEE LR
28.0 43.0 7.80 8.00 8.20 8.40
5000 ' m/z 67.00 44 .91%
LY ‘HH?ﬁ:‘?_‘??'f?wm,ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #33817: Butanoic acid, 4-pentenyl ester A RAREREEEEE SR
68.0 7.80 8.00 8.20 8.40
43.0 m/z 58.00 34.53%
5000
27.0
S O TR | R T (PR AT A o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 7-Oxabicyclo[4.1.0]heptan-2-o0l Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.151 10.97 ng/ul 194317 1,4-Dichlorobenzene-d4 7.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 50
2 Butanoic acid, 4-pentenyl ester 156 C9H1602 030563-31-6 25
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 25
4 Cyclohexylmethyl S-2-(dimethylam... 307 C14H30ONO2PS 1000298-43-5 14
5 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 14
Abundance Scan 862 (8.151 min): BG058238.D\data.ms (-856) (-) m/z 56.95 100.00%
57.0
71.0
R A
‘ ‘ ‘ ‘ 96.0 7.80 8.00 8.20 8.40
0 H_HwHH_H‘:}Mw“uw:‘ I — m/z 70.00  89.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0
29.0
5000 L B R L B L I B
0 7.80 8.00 8.20 8.40
71.0 m/z 70.95 52.93%
0 Y -
0 H‘\\‘M‘HM}\\\‘!‘\\‘\\N}H‘li‘\u \‘\\‘i“‘\‘u\‘H”\‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #33817: Butanoic acid, 4-pentenyl ester
68.0
43.0 29 S GO
7.80 8.00 8.20 8.40
5000 m/z 68.00 51.46%
27.0
0 e 1301280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8656: Hexane, 2,3-dimethyl- : “H“‘H“‘H“‘H‘/M

43.0 70.0 7.80 8.00 8.20 8.40
m/z 41.00 46.32%

5000

A

27.0 ‘

0 ‘\‘ ‘ [ ‘ 85\'0 114.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.222 146.71 ng/ul 2598150 1,4-Dichlorobenzene-d4 7.905

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 78
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 72
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 50
Abundance Scan 874 (8.222 min): BG058238.D\data.ms (-867) (-) m/z 57.00 100.00%
57.0
5000
80.0
41.0 T T I T T

I h 98.0 1160 134.0 7.80 8.00 8.20 8.40 8.60
H"HH“H““H“““m} H‘\\ww\]\ww\‘\ mZ 80.00 22.93%

m/z--> 20 60 80 100 120 140
Abundance #17288.2-Chmrocydohexano

o

57.0

5000 ARV AL
80.0 7.80 8.00 8.20 8.40 8.60
41.0 m/z 80.95 15.10%
260 \M Lo 1% 1160 1340
0 \\\’\\\\ \H\‘\‘\\‘H‘\w\ \“\\“\\\1’\\\‘1‘\
m/z--> 20 60 80 100 120 140
Abundance #17285.2—Chknocyd0hexan0
57.0
7%08608508£08%0
5000 ITI z 44.00 14.61%
80.0
41.0 98.0
o260 11 il g %0 w0 1380
m/z--> 20 40 60 80 100 120 140
Abundance #17287: 2-Chlorocyclohexanol Rmman e e R
57.0 7.80 8.00 8.20 8.40 8.60

m/z 41.00 14.32%

5000
410 80.0
0 589 a0 1340

m/z--> 60 80 100 120 140 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\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Cyclohexanone, 2-chloro- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.586 2.17 ng/ul 38457 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-chloro- 132 C6H9C10 000822-87-7 80
2 Cyclohexanone, 2-chloro- 132 C6H9C10 000822-87-7 53
3 Cyclohexanone, 2-chloro- 132 C6H9C10 000822-87-7 28
4 (4-Bromobutan-2-yl)cyclopropane 176 C7H13Br 1000444-18-1 27
5 Cyclohexanone, 4-chloro- 132 C6H9C10 021299-26-3 25
Abundance Scan 936 (8.586 min): BG058238.D\data.ms (-931) (-) m/z 55.00 100.00%
55.0
5000
87.9
132.0
8.20 8.40 8.60 8.80 9.00
|41 a
ottt m/z 42.00 37.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16513: Cyclohexanone, 2-chloro-
55.0
5000 97.0 AR RN RN R
132.0 8.20 8.40 8.60 8.80 9.00
27.0 ‘ m/z 41.00  29.82%
0'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16514: Cyclohexanone, 2-chloro-
55.0
RERREREEES eSS e
8.20 8.40 8.60 8.80 9.00
5000 m/z 87.90 27.57%
89.0 132.0
27.0
0“HHJMuMHWM‘MNW‘mw_“w“m“u“u‘w“u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16512: Cyclohexanone, 2-chloro- R s e
55.0 8.20 8.40 8.60 8.80 9.00
m/z 97.00  21.22%
s000/ 270
88.0 132.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 cis-1,2-Cyclohexanediol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.663 3.94 ng/ul 69733 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 90
2 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 90
3 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 78
4 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 74
5 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 72
Abundance Scan 949 (8.663 min): BG058238.D\data.ms (-943) (-) m/z 70.00 100.00%
70.0
57.0
5000
44.0 83.0 J\/L
980 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ H ‘ “ 1160 8.40 8.60 8.80 9.00

om_m_HWH\HWMHMMmuhm‘wwwww m/z 56.95  85.39%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #9199: cis-1,2-Cyclohexanediol

70.0
57.0
5000 29.0 T T T T T T T
4.0 8.40 8.60 8.80 9.00
83.0 98.0
m/z 44.00 34.04%
15.0 ‘ ‘ ‘ 116.0
OH\‘\\‘H‘Hl“f\\f‘}\\H“\‘H}}H\H ‘\H\‘}\\H‘\H‘\‘\H\‘Hl\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9250: 1,2-Cyclohexanediol, trans-
70.0
R AREERRRRE
57.0 8.40 8.60 8.80 9.00
5000 41.0 m/z 82.95 31.07%
2700 83.0 980
-
Olrrrrrerer ‘w H:Mw!”_”u RS AN AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9248: 1,2-Cyclohexanediol, trans- P A
70.0 8.40 8.60 8.80 9.00
57.0 m/z 41.95 29.31%
5000 41.0
83.0 98.0
27.0 ‘ 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 Cyclohexane, 1,3-dichloro-,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.898 7.89 ng/ul 139787 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dichloro-, trans- 152 C6H10Cl2 024955-62-2 72
2 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 72
3 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 64
4 1H-Pyrrole, 1-methyl- 81 C5H7N 000096-54-8 59
5 Cyclohexane, 1,4-dichloro-, cis- 152 C6H1eC12 016749-11-4 59
Abundance Scan 989 (8.898 min): BG058238.D\data.ms (-982) (-) m/z 81.00 100.00%
81.0
5000
41.0 R g L LRSS
‘ ‘ 1160 8.60 8.80 9.00 9.20
0 “““‘Jw WM L ““M““H‘,““““‘,“‘ m/z 80.00 52.10%
miz--> 20 80 100 120 140 160
Abundance #29710 Cyclohexane 1,3-dichloro-, trans-
81.0
5000 UL L L I L L
8.60 8.80 9.00 9.20
116.0 ITI/Z 41.00 21.23%
O\\\‘\\\\“‘\\\‘\‘z\q J“\}\\‘\\\!"\\\\‘\\\\’\\\
miz-> 20 60 80 100 120 140 160
Abundance #29711.Cydohexane,L24ﬂcmon},Uans
81.0
e e
8.60 8.80 9.00 9.20
5000 m/z 78.95 17.23%
41.0
ol A0 | 920 ) MEP 1520
m/z--> 20 0 60 80 100 120 140 160
Abundance #37912: Bi-2-cyclohexen-1-y
81.0 8.60 8.80 9.00 9.20
m/z 38.95 13.26%
5000
270 930
o . . 1050 1280 1620
e e e e e “w“u,‘u‘_“w“u
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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-03 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.197 3.28 ng/ul 58148 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,2'-(1,4-butanediyl)bis- 142 C8H1402 002426-07-5 28
2 Oxirane, 3-butenyl- 98 C6H100 010353-53-4 22
3 2-Heptyne, 7-chloro- 130 C7H11Cl 070396-13-3 17
4 2,3-Hexadiene, 2-methyl- 96 C7H12 029212-09-7 12
5 3-Butenenitrile 67 C4H5N 000109-75-1 10
Abundance Scan 1040 (9.197 min): BG058238.D\data.ms (-1036) (-) m/z 57.00 100.00%
57.0
41.0
97.0
5000 79.0
R e A RAAREA
H H H‘ ‘ 8.80 9.00 9.20 9.40 9.60
0ol S S L mz 41.00  83.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #22780: Oxirane, 2,2'-(1,4-butanediyl)bis-
41.0
5000 55.0 M) g
27,0 8.80 9.00 9.20 9.40 9.60
m/z 97.00  54.95%
N \u
O H‘H‘H‘H}\iHH‘\U\\‘H\\‘Hw\‘H\\‘HH“\‘\‘\‘\‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3592: Oxirane, 3-butenyl-
41.0 67.0
B NS M REE L —
8.80 9.00 9.20 9.40 9.60
5000 m/z 67.00 46.22%
830
‘ 97.0
0 "‘H"‘HH_HW!H“W_Ml b et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15368: 2-Heptyne, 7-chloro-
41.0 88.0 8.80 9.00 9.20 9.40 9.60
m/z 39.00 45.89%
5000 27.0
0 1150 “‘VW”,'M\Q
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 1-Dodecanol Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.174 3.27 ng/ul 136832  Acenaphthene-di10 14.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol 186 C12H260 000112-53-8 86
2 1-Dodecene 168 C12H24 000112-41-4 83
3 1-Decene 140 C1leH20 000872-05-9 83
4 Cyclopropane, nonyl- 168 C12H24 074663-85-7 80
5 1-Undecanol 172 C11H240 000112-42-5 80

Abundance Scan 1887 (14.174 min): BG058238.D\data.ms (-1876) (- | m/z 55.00 100.00%

55.0
5000 83.0
lllll m\ T [ T T ‘ T
h 1401 14.00 14.50 ;
(o] I Ay S m/z 43.00 82.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #61038: 1-Dodecanol
43.0
69.0
5000 oy Do
14.00 14.50
97.0 m/z 56.00 76.48%
ol 25 L 1990 1680
T \\\‘\\\\‘\\\\‘\\\\‘\\\\
20 40 60 80

m/z--> 100 120 140 160

Abundance #43465: 1-Dodecene
43

.0
T A‘ AA\ T ‘ T
69.0 14.00 14.50
5000 m/z 41.00 74.07%
97.0
ol,..258 | 1250 1680
e I N A
m/z--> 20 40 60 80 100 120 140 160
Abundance #20642: 1-Decene R

55.0 14.00 14.50
m/z 69.00 66.69%
5000 83.0
29.0
111.0
‘ | 140.0
ol Al
20 40 60 80

100 120 140 160 14.00 14.50

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.300 4.15 ng/ul 236658  Chrysene-di2 21.536
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3270 (22.300 min): BG058238.D\data.ms (-3266) (- | m/z 57.00 100.00%
57.0
5000 VWAJLW
—— —
22.00 22.50
ol ddd ‘” h‘ R0 197123012774 3410 "3 00 57.96%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — —
22.00 22.50
m/z 71.00 57.93%
ol ‘L‘ [l M | 14101830 225.0 267.0 300.0 367
\\\‘\\ T ‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
—— —
22.00 22.50
5000 m/z 85.00 45.19%
9.0
oL Ll 11 1 14101830 2250 2670 3380
Ll : L B A e
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- 7 —
57.0 22.00 22.50
m/z 55.00  25.26%
h W/WMMM
9.0 155.0 225.0
ol b S
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.958 14.88 ng/ul 847763  Chrysene-di12 21.536
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
Abundance Scan 3382 (22.958 min): BG058238.D\data.ms (-3375) (- | m/z 58.95 100.00%
59.0
5000 J\\/¥
=
97.0 23.00
- il “hd il %400‘ 1840 2401 2933 3378 .7 71.95  61.75%
m/z--> 50 200 250 300
Abundance #174777.94Ddadecenanﬂde,(2}
59.
5000 T
23.00
126.0 m/z 55.00 51.03%
h L ‘ 184.0 238.0 281.0
Ot T M‘ N‘ M\ M‘ “‘\ il “ — T Tt \‘ L
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
——
23.00
5000 m/z 43.00 31.58%
98.0
0 Ay F20-D 1840 2380 2810
m/iz--> 100 150 200 250 300
Abundance #245083: 13-Docosenamide, (2)- —
59.0 23.00
m/z 41.00 29.61%
5000
97.0 337.0
ol5. i L 41790 1840 23402760 | | o
m/z--> 50 100 150 200 250 300 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Oxirane, heptadecyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
23.316 2.05 ng/ul 128905 Perylene-di2 24.673
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 89
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72
3 1,7-Hexadecadiene 222 C16H30 125110-62-5 64
4 1,19-Eicosadiene 278 C20H38 014811-95-1 58
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 58

Abundance Scan 3443 (23.316 min): BG058238.D\data.ms (-3438) (- | m/z 57.00 100.00%
57.0

-

5000 96.0
2506 é356
137.0 174.9 214.0 253.9 328.1 : :
OHJLH : m/z 43.00 73.01%
mi/z--> 50 100 150 200 250 300
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
5000 — —
23.00 23.50
m/z 82.00 64.02%
24.0
| ‘h“ 166.0 222.0 264.0
0 ‘1 \“‘ \”\“\ I ““\‘\ t \"‘\ Ty i \‘\ LA B
mi/z--> 50 100 150 200 250 300
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
— —
23.00 23.50
5000 m/Z 55.00 57.91%
24.0
0 l \‘\ L H‘ “\ :\L660 208.0 250.0
——
m/z--> 50 100 150 200 250 300
Abundance #102181: 1,7-Hexadecadiene — —
82.0 23.00 23.50
m/z 96.00 50.13%
41.0
5000
‘ %23.0 194.0
ol WWJ\W”\V\H\\‘,\N\\ R — —
m/z--> 50 100 150 200 250 300 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.757 6.83 ng/ul 428611 Perylene-di12 24.673
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Hexacosane 366 C26H54 000630-01-3 81

Abundance Scan 3518 (23.757 min): BG058238.D\data.ms (-3510) (- | m/z 57.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.179 6.45 ng/ul 404620  Perylene-di12 24.673
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 95
2 Octadecanal 268 C18H360 000638-66-4 93
3 Octadecanal 268 C18H360 000638-66-4 93
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
5 Hexacosanal 380 C26H520 026627-85-0 87

Abundance Scan 3760 (25.179 min): BG058238.D\data.ms (-3753) (- | m/z 57.00 100.00%

57.0
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—— —
207.0 ‘ 25.00 25.50
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Abundance #158579: Oxirane, hexadecyl-

82.0
41.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.766 8.19 ng/ul 513859  Perylene-d12 24.673
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 3860 (25.766 min): BG058238.D\data.ms (-3851) (- | m/z 57.00 100.00%
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG071323\

Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
27.070 3.26 ng/ul 204888  Perylene-di2 24.673
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octacosane 394 (C28H58 000630-02-4 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 86

Abundance Scan 4082 (27.070 min): BG058238.D\data.ms (-4074) (- | m/z 57.00 100.00%
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T \
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Hexacosanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.840 5.35 ng/ul 335692  Perylene-d12 24.673
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 Hexacosanal 380 C26H520 026627-85-0 87
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
4 Octadecanal 268 C18H360 000638-66-4 62
5 Eicosanal- 296 C20H400 002400-66-0 62
Abundance Scan 4213 (27.840 min): BG058238.D\data.ms (-4206) (1 m/z 57.00 100.00%
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10.0 [ I
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58238.D

Acqg On : 14 Jul 2023 19:53
Operator : CG/JU

Sample : 03418-15

Misc :

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@70123.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|
Ethylidenecyclo... 3.157 667.5 ng/ul 11821160 1 7.905 354199 20.0
1,3-Pentadiene,... 4.344 3.3 ng/ul 59177 1 7.905 354199 20.0
Tetrachloroethy... 4.620 4.0 ng/ul 70754 1 7.905 354199 20.0
unknown-01 5.361 5.2 ng/ul 91833 1 7.905 354199 20.0
Benzene, 1,3-di... 5.543 4.8 ng/ul 85947 1 7.905 354199 20.0
2-Cyclohexen-1-0l 5.801 39.5 ng/ul 699794 1 7.905 354199 20.0
Cyclohexene, 3-... 6.183 8.0 ng/ul 140815 1 7.905 354199 20.0
2-Cyclohexen-1-one 6.530 67.6 ng/ul 1197170 1 7.905 354199 20.0
Cyclohexanone, 7.617 3.0 ng/ul 53350 1 7.905 354199 20.0
7-Oxabicyclo[4.... 7.975 5.5 ng/ul 97878 1 7.905 354199 20.0
unknown-02 8.075 9.2 ng/ul 163705 1 7.905 354199 20.0
7-Oxabicyclo[4.... 8.151 11.0 ng/ul 194317 1 7.905 354199 20.0
2-Chlorocyclohe... 8.222 146.7 ng/ul 2598156 1 7.905 354199 20.0
Cyclohexanone, ... 8.586 2.2 ng/ul 38457 1 7.905 354199 20.0
cis-1,2-Cyclohe... 8.663 .9 ng/ul 69733 1 7.905 354199 20.0
Cyclohexane, 1,... 8.898 7.9 ng/ul 139787 1 7.905 354199 20.0
unknown-03 9.197 3.3 ng/ul 58148 1 7.905 354199 20.0
1-Dodecanol 14.174 3.3 ng/ul 136832 3 14.538 836095 20.0
(DEL) Alkane: S... 22.300 4.2 ng/ul 236658 5 21.536 1139230 20.0
9-Octadecenamid... 22.958 14.9 ng/ul 847763 5 21.536 1139230 20.0
Oxirane, heptad... 23.316 2.0 ng/ul 128905 6 24.673 1255120 20.0
(DEL) Alkane: S... 23.757 6.8 ng/ul 428611 6 24.673 1255120 20.0
Oxirane, hexade... 25.179 6.5 ng/ul 404620 6 24.673 1255120 20.0
(DEL) Alkane: S... 25.766 8.2 ng/ul 513859 6 24.673 1255120 20.0
(DEL) Alkane: S... 27.070 3.3 ng/ul 204888 6 24.673 1255120 20.0
Hexacosanal 27.840 5.3 ng/ul 335692 6 24.673 1255120 20.0
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