LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

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-BGO70123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58187.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.141 4 9 16 rBV 948633 1271610 39.08% 7.176%
2 3.217 16 22 51 rVB 1866240 3253855 100.00% 18.362%
3 4.052 160 164 170 rVB3 9119 14071 0.43% 0.079%
4 4,158 178 182 187 rVvB3 4793 6486 0.20% 0.037%
5 4.398 219 223 232 rVB6 9580 15553 0.48% 0.088%
6 4.692 267 273 278 rVB4 12193 20673 0.64% 0.117%
7 5.062 332 336 340 rBv4 4570 6808 0.21% ©0.038%
8 5.432 394 399 404 rBV5 5222 8066 0.25% 0.046%
9 5.609 423 429 442 rBvV3 9564 22383 0.69% 0.126%
106 5.867 465 473 478 rBV3 60159 119800 3.68% 0.676%
11 5.979 489 492 498 rBV5 4217 4660 0.14% 0.026%
12 6.249 532 538 544 rVB2 22904 35602 1.09% 0.201%
13 6.590 589 596 606 rBV 146533 256375 7.88% 1.447%
14 7.131 682 688 702 rVB 138544 244650  7.52%  1.381%
15 7.295 710 716 724 rBV 107473 169694 5.22% 0.958%
16 7.501 744 751 761 rBV 131639 236013 7.25% 1.332%
17 7.589 763 766 769 rVB5 3194 3819 0.12% 0.022%
18 7.689 776 783 786 rBV7 4019 7187 0.22% 0.041%
19 7.971 823 831 838 rBvV 163533 271018 8.33% 1.529%
20 8.047 839 844 848 rBV3 8237 12773 0.39% 0.072%
21 8.141 855 860 866 rVB2 27845 49518 1.52% ©0.279%
22 8.223 867 874 878 rBV2 33618 56175 1.73% 0.317%
23 8.288 878 885 893 rVB 359912 613661 18.86% 3.463%
24 8.394 899 903 909 rVB5S 2517 4189 0.13% 0.024%
25 8.564 928 932 936 rVB6 2767 4210 0.13% 0.024%
26 8.676 943 951 957 rW 169190 304074 9.35% 1.716%
27 8.729 957 960 966 rVv4 11273 20804 0.64% 0.117%
28 8.793 966 971 981 rVB 23257 44006 1.35% 0.248%
29 8.964 994 1000 1007 rVB 18674 32355 0.99% 0.183%
30 9.134 1022 1029 1037 rw 131829 235304 7.23% 1.328%
31 9.222 1039 1044 1045 rvv3 4055 4408 0.14% 0.025%
32 9.269 1048 1052 1057 rVB5 8424 14181 0.44% 0.080%
33 9.857 1145 1152 1160 rVB 107552 190180 5.84% 1.073%
34 9.962 1166 1170 1176 rBV3 1768 3678 ©0.11% 0.021%
35 10.027 1176 1181 1188 rBV8 3141 6844 0.21% 0.039%

36 10.397 1237 1244 1259 rBV 173800 330408 10.15% 1.865%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

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-BGO70123.MA.M
Title : SVOA CALIBRATION
37 10.773 1296 1308 1316 rBV 245112 453741 13.94%  2.561%
38 10.908 1323 1331 1342 rBV 146334 271414  8.34%  1.532%
39 11.584 1437 1446 1452 rBV6 2570 7803 0.24% 0.044%
40 12.718 1635 1639 1645 rVB4 4836 8132 0.25% 0.046%
41 12.824 1653 1657 1659 rBvV3 3096 4845 0.15% 0.027%
42 12.853 1659 1662 1666 rVB2 2825 3977 0.12% 0.022%
43 13.411 1753 1757 1763 rBV3 4181 6026 0.19% 0.034%
44 13.482 1763 1769 1773 rBV3 5178 8153 0.25% 0.046%
45 13.999 1851 1857 1863 rBV 330447 465615 14.31% 2.628%
46 14.246 1893 1899 1900 rBV3 5723 8568 0.26% 0.048%
47 14.293 1900 1907 1916 rVB 379476 607357 18.67%  3.427%
48 14.598 1951 1959 1967 rBV 426817 660950 20.31% 3.730%
49 14.798 1986 1993 2011 rBV 95566 201738 6.20% 1.138%
50 14.951 2015 2019 2022 rVV5 4226 7078 0.22% 0.040%
51 15.591 2121 2128 2135 rBV 479567 741213 22.78% 4.183%
52 15.703 2141 2147 2157 rBV 118607 180087 5.53% 1.016%
53 16.179 2224 2228 2234 rW7 2155 4893 0.15% 0.028%
54 16.872 2339 2346 2351 rVB6 2309 4054 0.12% 0.023%
55 17.025 2367 2372 2377 rBV 45585 65122 2.00% 0.367%
56 17.125 2384 2389 2393 rVB6 1698 3367 ©0.10% 0.019%
57 17.342 2419 2426 2435 rBV 555542 829655 25.50% 4.682%
58 17.436 2435 2442 2450 rBV 507672 782072 24.04% 4.413%
59 17.630 2473 2475 2482 rVB5 3397 4241 0.13% 0.024%
60 17.994 2533 2537 2542 rVB2 8823 10699 0.33% 0.060%
61 18.223 2571 2576 2579 rBV4 3084 5149 0.16% ©0.029%
62 18.558 2629 2633 2637 rVB4 2555 4112 0.13% 0.023%
63 18.770 2665 2669 2670 rVVv2 3175 3776 0.12% 0.021%
64 18.799 2672 2674 2678 rVB3 3987 5072 0.16% 0.029%
65 18.952 2695 2700 2701 rBV4 2524 3462 0.11% 0.020%
66 19.022 2708 2712 2716 rVB3 6606 9077 0.28% 0.051%
67 19.075 2716 2721 2724 rBV7 2670 4911 0.15% 0.028%
68 19.163 2732 2736 2739 rBV4 8304 8633 0.27% 0.049%
69 19.293 2754 2758 2762 rBV6 10157 14838 0.46% 0.084%
70 19.634 2811 2816 2823 rBV9 3415 8009 0.25% 0.045%
71 19.728 2823 2832 2841 rBV 633045 930253 28.59% 5.250%
72 19.880 2854 2858 2862 rBVS5 2299 3720 0.11% 0.021%
73 19.945 2867 2869 2875 rVV3 3318 4225 0.13% 0.024%
74 20.021 2877 2882 2884 rBV6 2625 4074 0.13% 0.023%
75 20.192 2908 2911 2914 rVB5 3123 3968 0.12% 0.022%
76 20.603 2979 2981 2984 rBv4 3381 3992 0.12% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

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-BGO70123.MA.M
Title : SVOA CALIBRATION

77 20.673 2989 2993 2995 rBV3 3815 4955 0.15% ©0.028%
78 20.903 3026 3032 3033 rBVS5 2763 4240 0.13% 0.024%
79 20.961 3040 3042 3048 rVB6 4781 7100 0.22% 0.040%
80 21.038 3051 3055 3060 rvVve 10637 14056 0.43% 0.079%
81 21.473 3126 3129 3135 rVB 17510 23821 0.73% 0.134%
82 21.596 3143 3150 3159 rBv2 527442 861018 26.46% 4.859%
83 21.713 3166 3170 3175 rBV8 4693 6781 0.21% ©.038%
84 22.377 3279 3283 3288 rVB5 9243 14206 0.44% ©.080%
85 23.041 3389 3396 3411 rBV3 75246 173893 5.34% ©0.981%
86 23.846 3528 3533 3543 rVB2 22127 46247 1.42% 0.261%
87 24.563 3644 3655 3668 rBV2 327098 960540 29.52% 5.420%
88 24.792 3682 3694 3708 rBV 331348 1006753 30.94% 5.681%
89 25.897 3873 3882 3892 rVB3 32166 94452 2.90% 0.533%
90 26.202 3930 3934 3936 rBV5 3392 5458 0.17% 0.031%
91 27.236 4100 4110 4125 rVB2 32328 111705 3.43% 0.630%
92 28.846 4374 4384 4397 rVB5 22373 89563 2.75% 0.505%
93 30.779 4705 4713 4717 rBV8 14149 42571 1.31% 0.240%

Sum of corrected areas: 17720521
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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: BG058187.D\data.ms
217
1500000
1000000 {11
500000
8.288
10.773
6.590 7. 133501 7 971 8 676 9.134 9.857 .397 ¢ 908
0 440388398.6925.0625. z&ao@%@%ﬂg L W] z\sas £ m@m @627 11.584 121288
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\‘\\\ \\\\‘\\\\\\\\‘\\\\‘\\\\‘\\TT
Time--> 350 4.00 450 5.00 5.50 600 6.50 7.00 750 8.00 850 9.00 9.50 10. 00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058187.D\data.ms
1500000
1000000
11 ﬁ% 19.728
21.596
500000 244598 15.591 436
13.986
4.798 1.703
oL 1882 14246 || 14.951 | 16179 16'drR43: 7.6307-99/028 IS 192P0cERAMGARER L. 43713 22.377
e e S e e e S e e e e R 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: BG058187.D\data.ms
1500000
1000000
500000
24.283792
23.041 53846 25.89% 202 27.236 28.846 30.779
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

SFAM-EPA-BGO70123.MA.M Thu Jul 13 10:27:36 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.141 93.84 ng/ul 1271616 1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27
Abundance Scan 9 (3.141 min): BG058187.D\data.ms (-4) (-) m/z 73.00 100.00%
3.0
5000 43.0 /\
87'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
90 3.203.303.403.50
0 H,mWm‘“mWm_uWm_ww_m‘w_ww m/z 43.60  39.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T T T T[T T[T
43.0 3.203.303.403.50
‘ 87.0 m/z 55.00  31.54%
O ’!!90“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
3.203.303.403.50
m/z 87.00  25.02%
5000 55.0
’O 87.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0 3.203.303.403.50
87.0 m/z 41.00 12.29%
5000 41.0 55.0
27.0
0 Ii ‘ 112.0 129.0
H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H R AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71123\
Data File : BG@58187.D

Acqg On : 12 Jul 2023 15:11

Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
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 Cyclohexene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.217 240.12 ng/ul 3253860 1,4-Dichlorobenzene-d4 7.971
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 95
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 94
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 22 (3.217 min): BG058187.D\data.ms (-16) (-) m/z 67.00 100.00%
1.0
54.0
5000 82.0
39.0
T
‘ 320 3.40 360
Obr e et e bl Mz s4.ee 81.71%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1359: Cyclohexene
67.0
54.0
5000 LI I B B B
41.0 82.0 320 340 3.60
27.0 m/z 82.00 41.68%
O\\‘\]_\5;0\‘\\}‘}“\\\}"}\\\“‘1‘\‘\\’\\‘}‘\‘\\\‘\"‘\\\‘\\
miz--> 10 20 30 40 50 60 70 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0
3.20 340 3.60
5000 m/z 39.00 32.72%
41.0 82.0
27.0 ‘
S P S PP
m/z--> 10 20 30 40 50 60 70 0 90
Abundance #1358: Cyclohexene =
67.0 320 3.40 3.60
54.0 m/z 41.00  29.51%
5000 82.0
41.0
27.0 ‘
ow‘l“r’:q‘H“"H‘;,wH‘;M“‘H,mwum‘,‘ G R S e
m/z--> 10 20 30 40 50 60 90 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71123\
Data File : BG@58187.D

Acqg On : 12 Jul 2023 15:11

Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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 3 2-Cyclohexen-1-o0l Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.867 8.84 ng/ul 119800 1,4-Dichlorobenzene-d4 7.971
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 94
2 2-Cyclohexen-1-0l 98 C6H100 000822-67-3 81
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 80
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 70
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 58
Abundance Scan 473 (5.867 min): BG058187.D\data.ms (-465) (-) m/z 70.00 100.00%

70.0
5000 83.0
00 550 97.0

‘ 5.60 5.80 6.00 6.20
m,w_m‘m!}m““\wm H“‘}‘m_ww‘ m/z 83.00

0 il 46.39%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 390 830 \\\‘\\\\‘\\\\‘\\\\‘\\\\
Y 550 97.0 5.60 5.80 6.00 6.20

27.0
m/z 97.00  43.30%

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

o

Abundance #3586: 2-Cyclohexen-1-0
70.0

5.60 5.80 6.00 6.20

5000 410 g5 83.0 m/z 55.80  36.44%
98.0
O g
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3634: 2-Methylene cyclopentanol ‘H“‘H“H‘@me‘ﬁ“
70.0 5.60 5.80 6.00 6.20
m/z 69.00 35.85%
41.0 550 83.0
5000 97.0
27.0
0] A N L [ S
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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 4 Cyclohexene, 3-chloro- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.249 2.63 ng/ul 35602 1,4-Dichlorobenzene-d4 7.971
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 91
2 2-Hexyne, 6-chloro- 116 C6HIC1 028077-73-8 72
3 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 59
5 Cyclopropane, 1-chloro-2-ethenyl... 116 C6H9C1 062337-93-3 56
Abundance Scan 538 (6.249 min): BG058187.D\data.ms (-532) (-) m/z 81.00 100.00%
81.0
5000
53.0 R ARARRE S
| “ | 116.0 6.00 6.20 6.40 6.60
0 “w:;HM‘WN‘M‘MW“““LH““““ T m/z 79.00 42.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9430: Cyclohexene, 3-chloro-
81.0
i
5000 L L L L L L B B B
6.00 6.20 6.40 6.60
39.0 116.0 m/z 80.00 26.90%
| k552 ]
0 ‘\\\\‘i\\““‘\‘\H\\\“\l‘\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9425: 2-Hexyne, 6-chloro-
81.0
54.0 A S | E—
6.00 6.20 6.40 6.60
5000 116.0 m/z 53.00 22.62%
ol Al 1
m/z--> 20 40 60 80 100 120 140 160 /\M
Abundance #36451: Cyclohexene, 3-bromo- A e
81.0 6.00 6.20 6.40 6.60
m/z 39.00 15.01%
5000
53.0
27.0
o, |l e80 11901380 1600
e e LA i e A REEaar R
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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 2-Cyclohexen-1-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.590 18.92 ng/ul 256375 1,4-Dichlorobenzene-d4 7.971

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 2H-Pyran-2-one, 5,6-dihydro- 98 C5H602 003393-45-1 53
Abundance Scan 596 (6.590 min): BG058187.D\data.ms (-589) (-) m/z 68.00 100.00%
68.0
5000
39.0 9.0 SN A R
‘ 55.0 6.20 6.40 6.60 6.80 7.00
b ettt S5Ol m/z 96.00  28.10%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3153: 2-Cyclohexen-1-one
68.0
5000 N L L B
96.0 6.20 6.40 6.60 6.80 7.00
40.0 ’ m/z 39.00 21.90%
27.0 ‘ 55.0
O\\‘]\-\5\.(\)‘\\\‘\‘\\\}“‘1\\\‘\‘\‘\\‘\\\“‘\\\\‘\.\\\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3151: 2-Cyclohexen-1-one
68.0
e B o
6.20 6.40 6.60 6.80 7.00
5000 m/z 40.00 18.99%
39.0 96.0
27.0
Oy ek B0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 2-Cyclohexen-1-one RRaas e ARARE
68.0 6.20 6.40 6.60 6.80 7.00
m/z 42.00 10.07%
5000
96.0
40.0
27.0 H‘ 55.0
O e e e e e e o
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.141 3.65 ng/ul 49518 1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Butadiene, 3-methyl- 68 C5H8 000598-25-4 27
2 1,2-Butadiene, 3-methyl- 68 C5H8 000598-25-4 22
3 4-Penten-1-0l, propanoate 142 C8H1402 030563-30-5 17
4 cis,cis-2,7-Nonadiene 124 C9H16 036901-84-5 16
5 2,3-Octadiene, 7-methyl- 124 C9H16 061129-33-7 12
Abundance Scan 860 (8.141 min): BG058187.D\data.ms (-855) (-) m/z 57.00 100.00%
57.0
70.0
5000
39.0
e AR
‘ m ‘ ‘ ‘ 85.0 7.80 8.00 8.20 8.40
Ot g Ll S8 m/z 69.95 76.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #531: 1,2-Butadiene, 3-methyl-
68.0
53.0
5000 39,
7.80 8.00 8.20 8.40
‘ m/z 68.00 62.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #533: 1,2-Butadiene, 3-methyl-
68.0
53-0 \\‘\\\\‘\\\\‘\\\\‘\\\\’\
39.0 7.80 8.00 8.20 8.40
5000 m/z 67.00 43.23%
ol 220 "
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #22664: 4-Penten-1-ol, propanoate R RRRREE e
7 7.80 8.00 8.20 8.40
m/z 58.00 32.76%
5000 29.0
0 ‘\ ‘#0 L 70 100.0113.0
R e R e e S EARARRAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.223 4.15 ng/ul 56175 1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 32
2 Cyclopentanemethanol 100 C6H120 003637-61-4 27
3 1,4-Pentadiene 68 C5H8 000591-93-5 27
4 1,6-Octadiene, (E)- 110 C8H14 019036-81-8 12
5 2-Butene, 1-methoxy-, (Z)- 86 C5H100 010034-16-9 10
Abundance Scan 874 (8.223 min): BG058187.D\data.ms (-867) (-) m/z 71.00 100.00%
57.0 71.0
41.0
5000
059 ‘H‘_‘H“H‘_‘H‘H‘
‘H ‘ ‘ ‘ 85.0 ‘ 8.00 8.20 8.40 8.60
0 H‘HH_kui,u‘wm kil m/z 57.08 96.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0 7Q.0
29.0
5000 10 L R R RN RN
8.00 8.20 8.40 8.60
m/z 70.00 81.72%
. Lo

50 Al L e
\\‘\\H‘}‘\\1}}\\\‘!’\\‘\\“}}\\“i‘\u \‘\\‘i“‘\‘\\\‘\\w\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4326: Cyclopentanemethanol
41.0 68.0

8.00 8.20 8.40 8.60
5000 m/z 68.00 79.95%
27.0
15.0 ‘ 57.0 82.0
bbbl il ol 990

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #516: 1,4-Pentadiene HHWHWHWH‘M
68.0 8.00 8.20 8.40 8.60

m/z 40.95 67.52%

39.0 53.0
5000
27.0
0 \‘u \‘ ‘ i u\“

m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.288 45.29 ng/ul 613661 1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 95
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 94
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 64
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 64
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 45
Abundance Scan 885 (8.288 min): BG058187.D\data.ms (-878) (-) m/z 57.00 100.00%
57.0
800 \\\‘\\\\‘\\\\‘\\\\’\\\\
41”0 M %0 1160 1340 8.00 8.20 8.40 8.60
Ol el sl el |74 1160 1320 m/z 80.60  24.20%
miz-> 20 4 60 8 100 120 140
Abundance #17285: 2-Chlorocyclohexano
57.0
5000 LB L B I NI R
80.0 8.00 8.20 8.40 8.60
41.0 m/z 81.00 15.52%
98.0 134.0
Ot ’2\6‘\9\ T “m T ‘\H‘\“‘\“\‘H‘ ‘”“ !“\ \“‘ T \1\1?.’0\ L
miz-> 20 4 60 8 100 120 140
Abundance #17288: 2-Chlorocyclohexano
57.0 j\
e EARAmEaRE o
8.00 8.20 8.40 8.60
5000 m/z 44.00 14.75%
80.0
41.0
98.0 134.0
ol ’2‘6\‘9‘ : ‘m \H‘ | \‘\\‘HH \‘u\“\‘ !M‘ “‘ : ‘1‘1‘6 ’0‘ L -
miz--> 20 40 60 80 100 120 140
Abundance #17289: 2-Chlorocyclohexanol TP
57.0 8.00 8.20 8.40 8.60
m/z 41.00 13.89%
5000
80.0
41.0
98.0 134.0
IRt O A L e N SO L
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.964 2.39 ng/ul 32355 1,4-Dichlorobenzene-d4 7.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 38
2 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 23
3 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 12
4 1-Penten-3-yne, 2-methyl- 80 C6H8 000926-55-6 9
5 Cyclohexene 3-(tert-butyl)peroxide 170 C10H1802 051437-25-3 9

Abundance Scan 1000 (8.964 min): BG058187.D\data.ms (-994) (-) m/z 81.00 100.00%
81.0
5000
410 LV T W
H 8.60 8.80 9.00 9.20
0 m_mw wh”‘ it “M\u‘_m_m_m,w m/z 80.60  50.35%
miz--> 20 60 80 100 120 140 160
Abundance #29712 Cyclohexane, 1,2-dichloro-, trans-
81.0
5000 \‘\{‘\\\r\\’uu‘mu’um‘\
8.60 8.80 9.00 9.20
390 m/z 41.00  22.38%
\\\‘\ \‘\\ \\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #3269: 2,4-Dimethyl 1,4-pentadiene
81.0
8.60 8.80 9.00 9.20
5000 m/z 39.00 17.83%
39.0
6.0
e T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #37910: Bi-2-cyclohexen-1-y
81.0 8.60 8.80 9.00 9.20
m/z 55.00 17.58%
5000
41.0
0 I \‘ | L” 1040 129.0 154.0
““““““““““““““““““‘,‘
m/z--> 20 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\BG071123\
Data File : BGO58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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@ 13-Docosenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.041 4.04 ng/ul 173893  Chrysene-di12 21.596
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 95
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 74
5 Tetradecanamide 227 C14H29NO 000638-58-4 59

Abundance Scan 3396 (23.041 min): BG058187.D\data.ms (-3389) (-  m/z 58.95 100.00%

5000
97.0 23.00 |
180.1 282.0 337. :
0! \Hhﬂ‘ MHM [ \““‘8‘0‘ ‘2‘2‘2‘2‘ P m/z 72.00 65.81%

—

miz--> 100 150 200 250 300
Abundance #245085: 13-Docosenamide, (Z)-
g
5000 — :
23.00
m/z 55.00 52.51%
126.0
337.(
N L, 1700 24002770 %7
miz--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (2)-
59.0
T \
23.00
5000 ITI/Z 43.00 39.36%
137.0
97.0 337(
o LI 190 2100 290 3
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (2)- —— ‘
59.0 23.00
m/z 57.00 37.75%
- ﬂ/wx“mkwv/\meMwmwww
S8 gﬁ‘o“” 1400 1840 238.0 2810
I e —
m/z--> 50 100 150 200 250 300 23.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
BGO58187.D

Jul 2023 15:11

: CG/IU
: 03387-11

. 43

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Dotriacontane, 1-iodo- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
27.236 2.22 ng/ul 111705 Perylene-di2 24.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 80
2 Heptadecane 240 C17H36 000629-78-7 80
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
4 Octacosane 394 C28H58 000630-02-4 62

5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 60

Abundance Scan 4110 (27.236 min): BG058187.D\data.ms (-4100) (- | m/z 57.00 100.00%

57.0
5000
7

‘\H\ 207.0 2809 27.00 27.50
0"‘\“““'”J‘““u”w‘ue‘“‘ A b e M/Z 71,08 61.40%
mi/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 T e
27.00 27.50

‘ m/z 43.00 54.55%

1l ‘\ ‘h]m \‘ ‘ J l \ \225 0 295.0 351.0 449‘
\\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123959: Heptadecane
57.0

7
27.00 27.50
5000 m/z 85.05 47.80%

o

‘ b b 1\11‘3-1\01 169 0 240 0

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

Abundance #168307: 2-Bromotetradecane
57.0 27.00 27.50

m/z 99.00 16.02%

5000 /\
13.0
oL TP ero Ll L

“
m/z--> 50 100 150 200 250 300 350 400 450 27.00 27.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071123\
Data File : BGO@58187.D

Acqg On : 12 Jul 2023 15:11
Operator : CG/JU

Sample : 03387-11

Misc

ALS Vvial : 43 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|
Butane, 2-metho... 3.141 93.8 ng/ul 1271610 1 7.971 271018 20.0
Cyclohexene 3.217 240.1 ng/ul 3253860 1 7.971 271018 20.0
2-Cyclohexen-1-0l 5.867 8.8 ng/ul 119800 1 7.971 271018 20.0
Cyclohexene, 3-... 6.249 2.6 ng/ul 35602 1 7.971 271018 20.0
2-Cyclohexen-1-one 6.590 18.9 ng/ul 256375 1 7.971 271018 20.0
unknown-01 8.141 3.6 ng/ul 49518 1 7.971 271018 20.0
unknown-02 8.223 4.2 ng/ul 56175 1 7.971 271018 20.0
2-Chlorocyclohe... 8.288 45.3 ng/ul 613661 1 7.971 271018 20.0
unknown-03 8.964 2.4 ng/ul 32355 1 7.971 271018 20.0
13-Docosenamide... 23.041 4.0 ng/ul 173893 5 21.596 861018 20.0
Dotriacontane, 27.236 2.2 ng/ul 111705 6 24.792 1006750 20.0
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