LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc :

ALS Vvial : 18 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: BGO58211.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.158 6 12 44 rVB 2874703 5937602 100.00% 31.799%
2 3.992 149 154 158 rVB4 6598 10848 0.18% 0.058%
3 4.092 167 171 178 rBvV2 8681 13165 0.22% 0.071%
4 4,339 206 213 225 rVB7 14606 30368 ©.51% 0.163%
5 4.621 256 261 270 rVB 19768 34067 ©.57% 0.182%
6 5.003 320 326 331 rBv4 4303 6963 0.12% 0.037%
7 5.361 380 387 393 rBv4 12770 21467 ©0.36% 0.115%
8 5.543 413 418 431 rVB3 14302 34352 ©.58% 0.184%
9 5.802 453 462 467 rBV 104716 212435 3.58% 1.138%
10 5.914 475 481 494 rVB6 7675 19489 0.33% 0.104%
11 6.178 521 526 534 rVB 33467 56389 0.95% 0.302%
12 6.525 578 585 595 rBvV 240806 417861 7.04% 2.238%
13 7.065 669 677 691 rBV 86288 170704 2.87% 0.914%
14 7.230 699 705 718 rVB 68814 116618 1.96% 0.625%
15 7.435 733 740 750 rBV3 83105 163342 2.75% ©0.875%
16 7.518 750 754 763 rVB6 5182 12359 0.21% ©0.066%
17 7.617 763 771 776 rBv4 7435 16254 0.27% 0.087%
18 7.9065 809 820 827 rBV 152446 263074 4.43%  1.409%
19 7.976 827 832 837 rVvwv2 17482 31501 0.53% 0.169%
20 8.023 837 840 843 rVWV5 4569 6798 0.11% 0.036%
21 8.076 843 849 856 rVW3 32630 63800 1.97% 0.342%
22 8.152 856 862 867 rvv2 48987 91201 1.54% 0.488%
23 8.217 867 873 886 rVW 578822 1034035 17.42% 5.538%
24 8.322 886 891 897 rVB4 5257 9247 0.16% 0.050%
25 8.499 916 921 925 rVWV5 3995 6648 0.11% 0.036%
26 8.540 925 928 932 rW5 3918 6854 0.12% 0.037%
27 8.610 932 940 946 rVV2 84345 166148 2.80% 0.890%
28 8.663 946 949 954 rVWW4 17340 30090 0.51% 0.161%
29 8.728 954 960 972 rVB3 31915 67409 1.14% 0.361%
30 8.892 982 988 993 rBV 26454 48867 0.82% 0.262%
31 8.928 993 994 1001 rVvB2 11205 12242 0.21% 0.066%
32 9.063 1010 1017 1026 rBV 83653 149045 2.51% 0.798%
33 9.157 1028 1033 1036 rVvv5s 5360 10342 0.17% 0.055%
34 9.198 1036 1040 1049 rVvB4 13770 27212 0.46% 0.146%
35 9.785 1133 1140 1152 rVB 69702 128127 2.16% 0.686%
36 10.097 1187 1193 1196 rBV6 5589 9930 0.17% 0.053%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc :

ALS Vvial : 18 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 10.326 1221 1232 1248 rBV2 111995 248078 4.18%  1.329%
38 10.555 1266 1271 1278 rVB5 3610 7878 0.13% 0.042%
39 10.702 1285 1296 1304 rBV 233694 443388 7.47% 2.375%
40 10.843 1312 1320 1330 rBvV 42798 86948 1.46%  0.466%
41 11.248 1383 1389 1395 rVB5 3933 7951 0.13% 0.043%
42 11.419 1412 1418 1422 rVB5 4113 7708 0.13% 0.041%
43 11.519 1427 1435 1440 rVV6 5212 10437 0.18% 0.056%
44 12.653 1623 1628 1635 rBV2 10528 15430 0.26% ©0.083%
45 12.753 1640 1645 1648 rBV5 5446 8550 0.14% 0.046%
46 12.788 1648 1651 1656 rVB3 5379 7733 0.13% 0.041%
47 13.358 1740 1748 1752 rVV2 8002 12648 0.21% 0.068%
48 13.422 1754 1759 1767 rVB2 6439 11140 0.19% 0.060%
49 13.939 1840 1847 1856 rBV 222035 337070 5.68% 1.805%
50 14.174 1878 1887 1891 rBv4 21522 42152 0.71% 0.226%
51 14.233 1891 1897 1906 rVB 259754 415371  7.00%  2.225%
52 14.539 1942 1949 1959 rVB 427411 653242 11.00% 3.499%
53 14.656 1963 1969 1977 rVB2 36709 55309 ©0.93% 0.296%
54 14.744 1977 1984 1996 rBV 61856 137948 2.32% 0.739%
55 14.885 2004 2008 2016 rVvV7 11605 21153 ©0.36% 0.113%
56 15.532 2111 2118 2125 rBV 348815 528393 8.90%  2.830%
57 15.649 2133 2138 2149 rVB 85211 139679 2.35% 0.748%
58 15.790 2154 2162 2168 rVB 68553 100242 1.69% 0.537%
59 15.890 2175 2179 2184 rBv2 13905 19556 0.33% 0.105%
60 16.078 2205 2211 2215 rBV5 8127 17594 0.30% 0.094%
61 16.260 2235 2242 2248 rVB3 6073 12354 0.21% 0.066%
62 16.513 2281 2285 2289 rvv2 16793 21720 0.37% 0.116%
63 16.813 2332 2336 2340 rBV3 18187 22335 0.38% 0.120%
64 16.971 2359 2363 2369 rVB2 44317 61924 1.04% 0.332%
65 17.077 2377 2381 2385 rVB6 5574 8975 0.15% 0.048%
66 17.153 2392 2394 2398 rBV5 4268 7234 0.12% 0.039%
67 17.189 2398 2400 2404 rVB4 5822 7262 0.12% 0.039%
68 17.283 2410 2416 2427 rBV 544937 854728 14.40% 4.578%
69 17.382 2427 2433 2442 rVV 341997 530362 8.93% 2.840%
70 17.459 2442 2446 2450 rVB4 11712 16499 0.28% 0.088%
71 17.864 2513 2515 2521 rVB6 7153 10145 0.17% 0.054%
72 17.941 2524 2528 2533 rVB 22886 29322 0.49% 0.157%
73 18.176 2562 2567 2571 rBV4 20159 31698 0.53% 0.170%
74 18.458 2612 2616 2621 rVB6 6977 8897 0.15% 0.048%
75 18.511 2621 2625 2627 rBV5 4583 6768 0.11% 0.036%
76 18.716 2656 2660 2662 rBV3 6750 7560 0.13% 0.040%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc :

ALS Vvial : 18 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 18.751 2662 2666 2669 rVB5 8819 12168 ©0.20% ©.065%
78 18.910 2686 2693 2695 rBV7 5605 11777 ©.20% ©.063%
79 18.975 2699 2704 2708 rBV2 12760 18066 0.30% 0.097%
80 19.086 2717 2723 2724 rBVe 6474 12016 0.20% 0.064%
81 19.116 2724 2728 2732 rVV5 20964 26914 ©0.45% ©.144%
82 19.245 2745 2750 2756 rVB10O 16551 32347 0.54% 0.173%
83 19.333 2763 2765 2773 rVB2 11076 16143 0.27% ©0.086%
84 19.592 2805 2809 2812 rBV6 6376 8631 ©0.15% 0.046%
85 19.674 2817 2823 2835 rVB 497396 759346 12.79% 4.067%
86 19.768 2837 2839 2848 rVB6 12787 21141 0.36% 0.113%
87 19.897 2859 2861 2865 rVB3 11964 13325 0.22% 0.071%
88 20.138 2900 2902 2906 rBVS5 8306 8413 0.14% 0.045%
89 20.197 2910 2912 2917 rVB5 13973 14652 0.25% 0.078%
990 20.690 2993 2996 2999 rBV5 12619 15573 0.26% 0.083%
91 20.990 3044 3047 3052 rVB6 14667 15614 ©0.26% ©0.084%
92 21.190 3077 3081 3082 rBV3 16553 19141 0.32% 0.103%
93 21.419 3116 3120 3126 rVB 59249 82484 1.39% 0.442%
94 21.536 3133 3140 3151 rBV2 557925 952308 16.04% 5.100%
95 22.306 3268 3271 3278 rVB2 27415 44352 ©.75% ©.238%
96 22.958 3376 3382 3391 rBvV4 158599 348309 5.87% 1.865%
97 23.757 3514 3518 3525 rVB5 29796 56575 ©.95% ©0.303%
98 24.457 3628 3637 3649 rBV2 238759 640150 10.78%  3.428%
99 24.674 3665 3674 3692 rVB 371883 1076762 18.13% 5.767%
100 25.767 3856 3860 3872 rVB4 22354 55578 ©.94% 0.298%
Sum of corrected areas: 18672019
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071323\
BGO58211.D

: 14 Jul 2023 00:24

: CG/IU

¢ 03414-12

: 18 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: BG058211.D\data.ms
158

2500000
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1500000

1000000
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Time--> 350 4.00 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG058211.D\data.ms
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1500000

1000000
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Abundance TIC: BG058211.D\data.ms
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2000000
1500000
1000000
500000 24.674
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23.757 25.767
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 Cyclohexene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.158 451.40 ng/ul 5937600 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 95
2 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
3 Cyclohexene 82 C6H10 000110-83-8 91
4 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 91
5 Cyclohexene 82 C6H10 000110-83-8 91
Abundance  Scan 12 (3.158 min): BG058211.D\data.ms (-6) (-) m/z 67.00 100.00%
540 670

B

5000 390 82.0
“ 740 | 3.203.303.403.503.60
Ol e b M/Z 54.00 86 20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1359: Cyclohexene
67.0
54.0
5000 UL R L R R R
41.0 82.0 3.203.303.403.503.60
27.0 m/z 82.00 40.73%
O HH‘\\]\_\5‘;(\)\\‘\\\\’}!“‘HH‘H}\‘\‘H\’HHH}!\‘HH‘HH“ ‘H‘HH‘\}\M!\}\‘HH‘H\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
A RENE e
82.0 3.203.303.403.503.60
5000 ’ m/z 39.00 35.01%

m/z--> 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90

o
I
[
o

Abundance #1358: Cyclohexene R R
67.0 3.203.303.403.503.60
54.0 m/z 41.00 31.57%
5000 82.0
41.0
27.0 ‘
0 mw“:HWm,‘!H‘mWm;m,uHM}WW‘,; \“Zﬁg‘!‘!‘m”w R e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 Cyclopropane, ethylidene- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.339 2.31 ng/ul 30368 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 72
2 Bicyclo[2.1.0]pentane 68 C5H8 000185-94-4 53
3 2-Propen-1-one, 1l-cyclopropyl- 96 C6H80 059819-62-4 53
4 1,3-Butadiene, 2,3-dimethyl- 82 CeH1e 000513-81-5 53
5 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 53
Abundance Scan 213 (4.339 min): BG058211.D\data.ms (-206) (-) m/z 67.00 100.00%
39.0 67.0
96.0
5000
53.1 80.9
AR mamaE R
‘ ‘ ‘ ‘ ‘ M ‘ 4.00 4.20 4.40 4.60
Obe e L L Tl m/z 39.e0  98.91%
m/z--> 200 30 40 50 60 70 80 90 100
Abundance #535: Cyclopropane, ethylidene-
67.0
39.0
53.0
5000
27.0 4.00 4.20 4.40 4.60
m/z 68.00 75.94%
O\\‘\\1\“\\\‘\“!\\\‘Ul}\\"“\M\“\\\\‘\\\\‘\\\\‘\\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #527: Bicyclo[2.1.0]pentane
67.0
e
4.00 4.20 4.40 4.60
5000 39.0 m/z 96.00 65.80%
53.0
27.0 ‘
0‘“‘m“‘uﬂj!‘uiw“W‘JEW““_“‘_““H‘
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3174: 2-Propen-1-one, 1-cyclopropyl- e EARNEEEE S
41.0 69.0 4.00 4.20 4.40 4.60
27.0 55.0
m/z 41.00 62.27%
5000 96.0
0‘“‘AEW‘HMJM‘HiW‘lW‘wﬁlp‘w§%q“‘u‘u‘u‘
m/z--> 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 12
R.T. EstConc Area Relative to ISTD R.T.
4.621 2.59 ng/ul 34067 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 95
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 93
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 87
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 10
Abundance Scan 261 (4.621 min): BG058211.D\data.ms (-256) (-) m/z 165.80 100.00%
165.8
130.8
5000 93.9
58.9 e m
%4 ‘ ‘ 4.20 4.40 4.60 4.80 5.00
ol nyz 163.80 73.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39853: Tetrachloroethylene
166.0
129.0
5000 940 I R BLALEL B R
47.0 4.20 4.40 4.60 4.80 5.00
m/z 130.80 59.72%
miz--> 20 40 60 80 100 120 140 160
Abundance #39854: Tetrachloroethylene
166.0
131.0 BERREEEE s EE s Ea ]
4.20 4.40 4.60 4.80 5.00
m/z 128.90  53.33%
5000 94.0
47.0
240 | | \ ‘ ‘ \
S -
m/z--> 200 40 60 80 100 120 140 160
Abundance #39850: Tetrachloroethylene T T
166.0 4.20 4.40 4.60 4.80 5.00
129.0 m/z 167.80  40.83%
5000
94.0
47.0
N A T N T AMNBNE £
m/z--> 20 40 60 80 100 120 140 160 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@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 Benzene, 1,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.543 2.61 ng/ul 34352 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 91
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 91
3 p-Xylene 106 C8H10 000106-42-3 91
4 p-Xylene 106 C8H10 000106-42-3 91
5 o-Xylene 106 C8H10 000095-47-6 91
Abundance Scan 418 (5.543 min): BG058211.D\data.ms (-413) (-) m/z 91.00 100.00%
91.0
5000 106.0
A\‘\\\\‘\\\\‘\\\\‘\\\\‘\
39.0 510 459 77"0 5.20 5.40 5.60 5.80
0 ‘w‘m"Hwm“;wu;1m‘“M‘1‘J‘_m!m_‘mm m/z 106.00  46.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 /\
5.20 5.40 5.60 5.80
390 770 m/z 105.00 18.14%
27.0 ‘ 510 650 ‘ ‘
O\\‘\\\\‘\\\‘\‘\\\}‘\\\\}M‘\\I‘HI‘\\‘\I\IH‘\\\f“l\\f‘\‘i\‘f‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5750: Benzene, 1,3-dimethyl-
91.0 A
106.0 R N R e
5.20 5.40 5.60 5.80
5000 m/z 77.00 15.75%
39.0 51.0 @50 /70
‘w%ﬁqwga?u‘ﬁ‘H‘uuu‘MMW‘HWM‘H‘MH‘MJW‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5720: p-Xylene “‘H‘MH“‘H“‘HQ“
91.0 5.20 5.40 5.60 5.80
m/z 50.95 14.30%
106.0
5000
.0
39.0 510 g50 /7
ol 280 200 et
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@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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-o0l Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.802 16.15 ng/ul 212435 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 91
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 81
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 46
5 2-Methylene cyclopentanol 98 C6H100 020461-31-8 40
Abundance Scan 462 (5.802 min): BG058211.D\data.ms (-453) (-) m/z 70.00 100.00%

74.0
5000 83.0
97.0
390 950

‘ 5.40 5.60 5.80 6.00 6.20
‘m‘:,‘wm,w,w m/z 83.00  45.47%

L mww
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 390 830 ‘\\\\‘\\\\’V\\\‘\\\\‘\\
: 55.0 97.0 5.40 5.60 5.80 6.00 6.20

27.0

m/z 97.00  39.53%

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

o

Abundance #3585: 2-Cyclohexen-1-0
70.0

5.40 5.60 5.80 6.00 6.20

5000 39.0 m/z 55.00 35.64%
27.0 55.0 83.0 98.0
0 ”’ J\M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3586: 2-Cyclohexen-1-ol _“‘_“‘W,“_““H
70.0 5.40 5.60 5.80 6.00 6.20

m/z 69.00 31.86%

5000 410 g5y 83.0
98.0
‘\ M \‘ AR \‘m H

m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00 6.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 Cyclohexene, 3-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.178 4.29 ng/ul 56389 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 90
2 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 86
3 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 72
4 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64
5 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64
Abundance Scan 526 (6.178 min): BG058211.D\data.ms (-521) (-) m/z 81.00 100.00%
81.0
5000
53.0

39.0 \‘mwm,\m‘u/\\,\

“ ‘ 67.0 ” 116.0 5.80 6.00 6.20 6.40 6.60
o"wHH,HH_‘mi‘m‘}‘l!uw:mw‘!HMHWMH!WW m/z 79.00  40.44%

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #9430: Cyclohexene, 3-chloro-

81.0
5000 \‘M/\\\‘uu,uu‘uﬂ\,\
5.80 6.00 6.20 6.40 6.60
390 c30 116.0 m/z 80.00 26.78%
O\\\‘\\\\’\\\\‘\H}“"HH‘WM‘H‘\\‘\‘\‘\HM\\\H\\H‘\\H‘\Hl‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9428: Cyclohexene, 3-chloro-
81.0

5.80 6.00 6.20 6.40 6.60

5000 ITI/Z 53.00 25.79%
%99 530 116.0
o220 780 L[S L T
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 A
Abundance #9436: Cyclopropane, 1-chloro-2-(1-propenyl)- e
81.0 5.80 6.00 6.20 6.40 6.60

m/z 39.00 18.69%

5000

116.0

H H | [l 1010 ‘\
0 ‘,‘,““““

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.80 6.00 6.20 6.40 6.60

39.0 3.0
11
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.525 31.77 ng/ul 417861 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 585 (6.525 min): BG058211.D\data.ms (-578) (-) m/z 68.00 100.00%
68.0
5000 jk
39.0 9.0 S B VN
‘ 55.0 6.20 6.40 6.60 6.80
OF et et 880l m/z 96.00  28.91%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3150: 2-Cyclohexen-1-one
68.0
5000 UL L B R I B
39.0 6.20 6.40 6.60 6.80
. 96.0 m/z 39.00  23.05%
015.0‘.53.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3151: 2-Cyclohexen-1-one
68.0
R AABERMARE TS
6.20 6.40 6.60 6.80
5000 m/z 40.00 19.04%
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 R EEEmaRE T
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.27%
5000
96.0
40.0
27.0 H‘ 55.0
O e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.976 2.39 ng/ul 31501 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 86
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 72
3 2-Ethylhexyl acrylate 184 C11H2002 000103-11-7 59
4 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 53
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 49
Abundance Scan 832 (7.976 min): BG058211.D\data.ms (-827) (-) m/z 55.00 100.00%
- /\N\/\
39.0 83.1 “\\\\‘\\\\‘\\\\‘\\\\‘\
‘H “ 68.0 1120 7.60 7.80 8.00 8.20
Ol il AL L m/z 57.00  22.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance WM670mmMMM1mmmm20m
5!:
5000 L L B L L L I LA I
7.60 7.80 8.00 8.20
41.0 112.0 m/z 39.00 21.47%
‘ “ 68.0 830
0\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\}‘1“\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
e e ey
7.60 7.80 8.00 8.20
m/z 83.10 18.27%
5000 270 /
112.0
83.0
68.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #58540: 2-Ethylhexyl acrylate SVUMBNER B 1 7B S
55.0 7.60 7.80 8.00 8.20
27.0 m/z 40.95 15.67%
41.0
5000
70.0
83.0 112.0
ohaso L L 1 %0 e
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@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 wunknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

s.e76  4.85 ng/ul 63800 1,4-Dichlorobenzene-dd  7.95

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 40
-Penten-1-0l, propanoate 142 C8H1402 030563-30-5 32
4-Pentanediamine 102 C5H14N2 000591-77-5 23
Penten-1-0l, (Z)- 86 C5H100 001576-95-0 23
-Pentyne 68 C5H8 000627-21-4 18

uih wNnPE
NNR BN
1.

Abundance Scan 849 (8.076 min): BG058211.D\data.ms (-843) (-) m/z 56.95 100.00%

57.0
70.0
5000
41.0

7.80 8.00 8.20 8.40
83.0 959
m/z 70.60  78.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0 70.0
29.0

o

5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
30 7.80 8.00 8.20 8.40
m/z 68.00 65.43%
150 L L gso seo
OH‘H‘M‘\\M}H\‘!‘H‘HMWH‘H‘\H \‘\\‘i“‘\‘\.\\‘HW\‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #22664: 4-Penten-1-ol, propanoate
57.0
A\\\‘\\\\‘\\\\‘\\\\‘\\\\
7.80 8.00 8.20 8.40
5000 29.0 m/z 67.00 38.91%
0 “ A#O ‘H ‘\75\0 100.0 113.0
R R L N R S A ARRRORRRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4919: 1,4-Pentanediamine

70.0 7.80 8.00 8.20 8.40
m/z 58.00 35.64%

5000
aa0 0 84.0
0 \\\ Ll

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ (L L B L B AL I

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\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 10 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.152 6.93 ng/ul 91201 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 37
2 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 14
3 Norbornane 96 C7H12 000279-23-2 12
4 1-Ethylcyclopentene 96 C7H12 002146-38-5 11
5 Cyclopropane, 1,1'-methylenebis- 96 C7H12 005685-47-2 10
Abundance Scan 862 (8.152 min): BG058211 D\data.ms (-856) (-) m/z 57.00 100.00%
1.0 70.0
5000 41.0
A
I | g5.0 960 7.80 8.00 8.20 8.40
0 H“H“_“‘_“W‘UHM“M‘HH‘lhquﬂh“ﬂ“u‘ m/z 70.00 86.97%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0 70.0
29.0

5000 1.0 e R
7.80 8.00 8.20 8.40

m/z 71.00 70.69%

B0 | LI aro seo
O\\\‘\\H}‘\\\\‘}\\\‘\‘\\\\“}\\\“\‘\u\\‘\\‘\“‘\‘\\\‘\\w“\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1748: Acetonitrile, ethoxy-
70.0
e
7.80 8.00 8.20 8.40
5000 ITI Z 68.00 59.13%
41.0
27.0
Ll 370 85.0
o) S N A M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3192: Norbornane
67.0 7.80 8.00 8.20 8.40

m/z 67.00 54.99%

81.0
5000 39.0 540
27.0
96.0
15.0 ‘ ‘
| il I, \‘ |

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\\’\\V\‘\\\\ T

m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.217 78.61 ng/ul 1034040 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 87
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 64
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 50
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 49
Abundance Scan 873 (8.217 min): BG058211.D\data.ms (-867) (-) m/z 57.00 100.00%
57.0
410 800 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
I M 980 1160 1340 7.80 8.00 8.20 8.40 8.60
o"‘w"H“”‘w“uuwu m_m_m_ m/z 80.00 23.71%
miz--> 20 60 80 100 120 140
Abundance #17288.2-Chmrocydohexano
57.0
5000 R RN N
80.0 7.80 8.00 8.20 8.40 8.60
41.0 m/z 81.00 16.43%
98.0 134.0
O\\\\‘\‘\Q\\M‘H \H‘\‘\‘\\‘th\‘ !\“““‘1‘1}6"0”‘\;“
miz-> 20 60 80 100 120 140
Abundance #17285.2—Chknocyd0hexan0
57.0
IRMMMSMISENY I SO A
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 14.89%
80.0
41.0
98.0 134.0
oz [y |0 sieo 1380
miz--> 20 40 60 80 100 120 140
Abundance #17286: 2-Chlorocyclohexanol A R
57.0 7.80 8.00 8.20 8.40 8.60
m/z 44.00 14.62%
5000
41.0 800
98.0
N B T
m/z--> 60 80 100 120 140 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\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 12 cis-1,2-Cyclohexanediol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.663 2.29 ng/ul 30090 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 87
2 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 76
3 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 76
4 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 76
5 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 76
Abundance Scan 949 (8.663 min): BG058211.D\data.ms (-946) (-) m/z 70.00 100.00%
57.0 70.0
000 %80
5 43.0 83.0
e P ey
‘ ‘ 116.0 8.40 8.60 8.80 9.00
Oberrrerrrerreeen A LT mjz s7.e0 94.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9197: cis-1,2-Cyclohexanediol
57.0 70.0
5000 98.0
R AAEERERREESSAE R
42.0 83.0 8.40 8.60 8.80 9.00
29.0 116.0 m/z 98.00 53.43%
015-0f‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9248: 1,2-Cyclohexanediol, trans-
70.0
57.0 SR [T N— AW
8.40 8.60 8.80 9.00
5000 41.0 m/z 69.00 44 .81%
83.0 98.0
270 ‘ 116.0
P T A T s
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9199: cis-1,2-Cyclohexanediol e AAARaaREEES
70.0 8.40 8.60 8.80 9.00
570 m/z 43.00 42.68%
5000 29.0 o
' 83.0 93,0
15.0 ‘ ‘ ‘ ‘ 116.0
oHW‘H_M‘Hs}uw‘llum‘: T A R S < e
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@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 Cyclohexane, 1,2-dichloro-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.892 3.72 ng/ul 48867 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 74
2 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 50
3 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 50
4 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 45
5 Cyclohexane, 1,2-dichloro- 152 C6H1eC12 001121-21-7 45
Abundance Scan 988 (8.892 min): BG058211.D\data.ms (-982) (-) m/z 81.00 100.00%
81.0
5000
41.0 A AR
“‘ 9 8.60 8.80 9.00 9.20
Ob oo BT Ll 1889w se.ee  47.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29712: Cyclohexane, 1,2-dichloro-, trans-
81.0
5000 )\\H‘A\AH\‘HH‘\/\H\‘HH
8.60 8.80 9.00 9.20
39.0 m/z 79.00  23.98%
\\\‘\ \‘\\ \\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #3287: Bicyclo[2.1. O]pentane 1,4-dimethyl-
81.0
W R S A
8.60 8.80 9.00 9.20
5000 m/z 41.00 21.04%
41.0 ‘
0 m mwhHu_m_m_m,w
miz--> 20 80 100 120 140 160
Abundance #37910.Br2@ydohexen4:y
81.0 8.60 8.80 9.00 9.20
m/z 39.00 15.18%
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\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 14 unknown-©3 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.198 2.07 ng/ul 27212 1,4-Dichlorobenzene-d4 7.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.0]hex-1-yl-methanol 112 C7H120 019394-20-8 37
2 1,2-Cyclohexanediol, cyclic sulf... 162 C6H1003S 019456-18-9 33
3 Furan, tetrahydro-3-methyl-4-met... 98 C6H100 061142-01-6 12
4 Oxirane, 3-butenyl- 98 C6H100 010353-53-4 12
5 1-Allylazetidine 97 C6H11IN 1000195-02-5 9

Abundance Scan 1040 (9.198 min): BG058211.D\data.ms (-1036) (-) 41.00 100.00%

41.0 57.0
79.0
97.0
5000

‘ H H‘ 8.80 9.00 9.20 9.40 9.60
\““““\“\‘\\“““““““““‘\\\“‘ lTIZ 57.00 96.23%

miz--> 20 40 60 80 100 120 140 160
Abundance #7458: Bicyclo[2.2.0]hex-1-yl-methanol
41.0
79.0
5000 570

8.80 9.00 9.20 9.40 9.60
m/z 79.00 68.46%

97.0
O' h \‘\H\“ \1\1\3\0‘ LI B L B B B
miz--> 20 40 60 80 100 120 140 160
|

o

Abundance #38135: 1,2-Cyclohexanediol, cyclic sulfite, cis-
41.0 69.0 97.0

8.80 9.00 9.20 9.40 9.60
5000 m/z 97.00 54.29%

| 1140 14401620

0 L

e
m/z--> 20 40 60 80 100 120 140 160 ﬂ
Abundance #3694: Furan, tetrahydro-3-methyl-4-methylene- A““‘,“‘W““‘n“W“
41.0 670 83.0 8.80 9.00 9.20 9.40 9.60
’ m/z 67.00 46.96%
5000

Lo ko Ll

m/z--> 20 40 60 80 100 120 140 160 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@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 15 1,1'-Biphenyl, 2,2'-dichloro- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.790 3.07 ng/ul 100242  Acenaphthene-di10 14.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
2 1,1'-Biphenyl, 3,3'-dichloro- 222 C12H8C12 002050-67-1 97
3 1,1'-Biphenyl, 3,4'-dichloro- 222 C12H8C12 002974-90-5 97
4 1,1'-Biphenyl, 2,4'-dichloro- 222 C12H8C12 034883-43-7 96
5 1,1'-Biphenyl 2,3'-dichloro- 222 C12H8C12 025569-80-6 96

Abundance Scan 2162 (15.790 min): BG058211.D\data.ms (-2154) (- | m/z 152.00 100.00%
152.0
222.0
5000 187.0
750 T T T f T T
0 "Hu‘uJWMuw‘l‘wm_umwuw SRNBEES m/z 222.00  81.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101331: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
222.0
5000 e —
187.0 15.50 16.00
75.0 m/z 223.90  49.76%
51.0 9.0 126.0
O ‘2\7\(\)\‘\\Hff[“fff‘h‘\H\\\H“\\‘\\‘\\\\‘\\M\‘\\\\‘\w‘\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101335: 1,1'-Biphenyl, 3,3'-dichloro-
222.0
P e
152.0 15.50 16.00
5000 m/z 187.00  46.59%
186.0
0 ‘27‘9f%%‘mh_H\wﬁl‘%zﬁ’m‘_‘\\Wwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101334: 1,1'-Biphenyl, 3,4'-dichloro- T —
222.0 15.50 16.00
152.0 m/z 151.00  24.78%
5000
75.0
50.0 h 111.0 “ 186.0
NS N VIS VA | BB M i —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 18 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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.958 7.32 ng/ul 348309 Chrysene-d12 21.536
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 87
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 68

Abundance Scan 3382 (22.958 min): BG058211.D\data.ms (-3376) (- | m/z 59.00 100.00%
59.0
5000 J\\/\
97.0 0 23.00
ol ML 39001780 2491 3208 . g1 95 63.13%
m/z--> 50 100 150 200 250 300
Abundance #174777: 9-Octadecenamide, (Z)-
59.0
5000 T
23.00
126.0 m/z 55.00 53.56%
| i)y, 1840 2380 2810
0 LI \‘ ‘ “ m ‘H ” “\ \ \‘\ ‘ 1T ‘\ ‘ \‘\ T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
P
23.00
5000 ITI/Z 43.00 30.56%
e gﬁ‘ 0 14 0.0 1840 2380 2810
- T \ T T ‘ T T ‘ T \ T ‘ L
miz-> 50 100 150 200 250 300
Abundance #174776: 9-Octadecenamide, (2)- ——
59.0 23.00
m/z 41.00 28.96%
5000
126.0
I 184.0 2380 2810
0 g 2880, 28O 0 -
m/z--> 50 100 150 200 250 300 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58211.D

Acqg On : 14 Jul 2023 00:24
Operator : CG/JU

Sample : 03414-12

Misc

ALS Vvial : 18 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|
Cyclohexene 3.158 451.4 ng/ul 5937600 1 7.905 263074 20.0
Cyclopropane, e... 4.339 2.3 ng/ul 30368 1 7.905 263074 20.0
Tetrachloroethy... 4.621 2.6 ng/ul 34067 1 7.905 263074 20.0
Benzene, 1,3-di... 5.543 2.6 ng/ul 34352 1 7.905 263074 20.0
2-Cyclohexen-1-0l 5.802 16.1 ng/ul 212435 1 7.905 263074 20.0
Cyclohexene, 3-... 6.178 4.3 ng/ul 56389 1 7.905 263074 20.0
2-Cyclohexen-1-one  6.525 31.8 ng/ul 417861 1 7.905 263074 20.0
7-Oxabicyclo[4.... 7.976 2.4 ng/ul 31501 1 7.905 263074 20.0
unknown-01 8.076 4.8 ng/ul 63800 1 7.905 263074 20.0
unknown-02 8.152 6.9 ng/ul 91201 1 7.905 263074 20.0
2-Chlorocyclohe... 8.217 78.6 ng/ul 1034040 1 7.905 263074 20.0
cis-1,2-Cyclohe... 8.663 2.3 ng/ul 30090 1 7.905 263074 20.0
Cyclohexane, 1,... 8.892 3.7 ng/ul 48867 1 7.905 263074 20.0
unknown-03 9.198 2.1 ng/ul 27212 1 7.905 263074 20.0
1,1'-Biphenyl, 15.790 3.1 ng/ul 100242 3 14.539 653242 20.0
9-Octadecenamid. . 22.958 7.3 ng/ul 348309 5 21.536 952308 20.0
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