LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acqg On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc :

ALS Vvial : 31 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO71723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58320.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.149 4 10 40 rVB 6315134 12191957 100.00% 43.797%
2 3.754 109 113 121 rBV 17832 29559 0.24% 0.106%
3 4.089 166 170 178 rVB 19387 31145 0.26% 0.112%
4 4,336 207 212 223 rVB2 32416 59213 0.49% 0.213%
5 4.612 254 259 267 rVB 48246 79672 0.65% 0.286%
6 5.352 380 385 390 rBV3 30931 52200 0.43% 0.188%
7 5.405 390 394 400 rVB2 13655 20118 0.17% 0.072%
8 5.534 411 416 425 rVB 35279 78144 0.64% 0.281%
9 5.793 451 460 466 rBV 331303 607532 4.98% 2.182%
10 5.834 466 467 473 rVW2 38466 44722 0.37% 0.161%
11 5.904 473 479 493 rVB6 18988 50305 0.41% 0.181%
12 6.175 518 525 536 rVB 77704 123504 1.01% 0.444%
13 6.521 576 584 596 rBV 585026 991040 8.13%  3.560%
14 7.062 667 676 685 rBV 58485 117643 0.96% 0.423%
15 7.220 697 703 710 rBV 44446 75358 0.62% 0.271%
16 7.432 732 739 747 rBV2 52584 105123 0.86% 0.378%
17 7.608 762 769 773 rBV3 15258 29725 0.24% 0.107%
18 7.896 806 818 825 rBV 159390 276017 2.26% 0.992%
19 7.972 825 831 835 rvv2 39528 70387 0.58% 0.253%
20 8.066 841 847 854 rVW3 41647 80965 0.66% 0.291%
21 8.149 854 861 865 rVw2 52463 98836 0.81% ©.355%
22 8.213 865 872 884 rVV 1252769 2176062 17.85% 7.817%
23 8.384 895 901 906 rBV 50440 78387 0.64% 0.282%
24 8.536 922 927 931 rVvV2 31881 56078 0.46% 0.201%
25 8.589 931 936 943 rV4 23017 63103 0.52% 0.227%
26 8.654 943 947 953 rVW3 22816 43134 0.35% 0.155%
27 8.719 953 958 967 rVB3 37028 73417 0.60% 0.264%
28 8.889 982 987 991 rBV 59581 111798 ©.92% 0.402%
29 9.054 1009 1015 1022 rBV 53554 98218 0.81% 0.353%
30 9.148 1027 1031 1034 rVv4 13000 21461 0.18% 0.077%
31 9.189 1034 1038 1051 rVvB2 32322 62016 0.51% 0.223%
32 9.494 1082 1090 1094 rBV7 8188 22730 0.19% 0.082%
33 9.782 1132 1139 1145 rVB 42951 79435 0.65% 0.285%
34 9.947 1161 1167 1176 rBV6 16510 39647 0.33% 0.142%
35 10.082 1181 1190 1197 rBV8 30468 78685 0.65% 0.283%

36 10.317 1223 1230 1243 rVB2 72649 148687 1.22% 0.534%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acqg On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc :

ALS Vvial : 31 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO71723.MA.M
Title : SVOA CALIBRATION
37 10.558 1261 1271 1276 rBV4 13354 30139 0.25% 0.108%
38 10.699 1283 1295 1302 rBV 244837 462582 3.79% 1.662%
39 11.245 1379 1388 1397 rVBS8 7881 19458 0.16% 0.070%
40 11.509 1425 1433 1444 rVB5 9792 23333 0.19% 0.084%
41 12.015 1512 1519 1524 rBV6 9064 17242 0.14% 0.062%
42 12.649 1622 1627 1632 rBv2 20817 30481 0.25% 0.109%
43 12.749 1639 1644 1647 rBV 11278 18728 0.15% 0.067%
44 12.779 1647 1649 1656 rVB2 10189 16917 ©0.14% 0.061%
45 13.349 1740 1746 1752 rBV 16295 26890 0.22% 0.097%
46 13.936 1838 1846 1854 rBV 144220 217505 1.78% 0.781%
47 14.171 1879 1886 1890 rBV 47523 83937 0.69% 0.302%
48 14.230 1890 1896 1908 rVB 154974 266569 2.19% 0.958%
49 14.535 1941 1948 1954 rVB 435306 670815 5.50% 2.410%
50 14.653 1963 1968 1974 rVB2 19348 29056 0.24% 0.104%
51 14.741 1977 1983 1994 rBV3 38467 87000 0.71% 0.313%
52 14.882 2002 2007 2011 rBvV3 19883 30224 0.25% 0.109%
53 15.522 2110 2116 2122 rVV 235440 349956 2.87% 1.257%
54 15.646 2132 2137 2148 rVB2 53628 93603 0.77% 0.336%
55 15.781 2151 2160 2167 rVB 86292 130033 1.07% 0.467%
56 15.887 2171 2178 2185 rVWV 68244 106663 ©.87% 0.383%
57 16.063 2203 2208 2224 rVB7 16169 42504 0.35% ©0.153%
58 16.257 2232 2241 2245 rVB8 9161 19830 0.16% 0.071%
59 16.386 2259 2263 2269 rBV5 12952 20562 0.17% 0.074%
60 16.451 2269 2274 2279 rVV2 16131 24480 0.20% 0.088%
61 16.504 2279 2283 2290 rVB 64046 91926 0.75% 0.330%
62 16.809 2330 2335 2339 rVB4 17980 26085 0.21% 0.094%
63 17.150 2389 2393 2397 rBV2 26253 37840 0.31% 0.136%
64 17.185 2397 2399 2405 rVB4 21955 28627 ©0.23% 0.103%
65 17.279 2408 2415 2419 rBV 590326 919952  7.55%  3.305%
66 17.320 2419 2422 2427 rVV 116540 171296 1.40% 0.615%
67 17.373 2427 2431 2440 rVV 139045 230237 1.89% 0.827%
68 17.450 2440 2444 2449 rVB3 19194 28798 0.24% 0.103%
69 17.679 2476 2483 2487 rBV2 13441 26251 0.22% 0.094%
70 17.726 2487 2491 2494 rVV5 16176 26541 0.22% 0.095%
71 17.761 2494 2497 2501 rVB4 14330 17439 0.14% 0.063%
72 17.873 2509 2516 2522 rVB2 43742 90166 0.74% 0.324%
73 17.937 2522 2527 2532 rBV 58471 74331 0.61% 0.267%
74 18.161 2559 2565 2569 rBV3 46693 75523  0.62% 0.271%
75 18.202 2569 2572 2579 rVB2 23301 36760 0.30% 0.132%
76 18.343 2591 2596 2602 rBV3 39593 73339  0.60% 0.263%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acqg On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc :

ALS Vvial : 31 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO71723.MA.M
Title : SVOA CALIBRATION
77 18.448 2610 2614 2618 rVB5S 17883 21150 0.17% 0.076%
78 18.501 2619 2623 2627 rVV6 12684 17061 ©0.14% 0.061%
79 18.654 2646 2649 2652 rvv4 19121 28708 0.24% 0.103%
80 18.707 2654 2658 2661 rVv2 14712 21750 ©0.18% 0.078%
81 18.895 2686 2690 2696 rVB6 11299 20208 ©0.17% 0.073%
82 18.965 2697 2702 2708 rVB3 19881 34222 0.28% 0.123%
83 19.106 2723 2726 2733 rVB2 68029 84063 0.69% 0.302%
84 19.330 2756 2764 2770 rBV 200625 298258 2.45% 1.071%
85 19.665 2815 2821 2824 rBV2 361814 547838 4.49%  1.968%
86 19.694 2824 2826 2834 rVV 169078 224168 1.84% 0.805%
87 19.765 2834 2838 2845 rVB2 34584 56804 0.47% 0.204%
88 20.135 2897 2901 2905 rBVS5 31178 50623 ©0.42% 0.182%
89 20.188 2906 2910 2915 rvVB2 34912 56187 0.46% 0.202%
990 20.481 2958 2960 2964 rBV3 11023 17489 0.14% 0.063%
91 20.687 2992 2995 2999 rBV3 15435 21541 0.18% 0©.077%
92 21.410 3114 3118 3124 rVB 94089 126667 1.04% 0.455%
93 21.527 3130 3138 3143 rBV 554711 1013796 8.32% 3.642%
94 22.297 3266 3269 3276 rVB4 35681 60496 0.50% 0.217%
95 22.655 3327 3330 3336 rVB3 29381 47316 ©0.39% 0.170%
96 22.949 3374 3380 3392 rVB2 291227 587908 4.82% 2.112%
97 23.666 3496 3502 3509 rBV 37402 114473 0.94% 0.411%
98 24.365 3616 3621 3625 rBV2 25252 54789 ©.45% ©.197%
99 24.441 3627 3634 3641 rVB2 78068 200806 1.65% 0.721%
100 24.659 3662 3671 3684 rBV 361288 991181 8.13% 3.561%
Sum of corrected areas: 27837143
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

Abundance TIC: BG058320.D\data.ms
60000001142

5000000
4000000
3000000
2000000

8.213
1000000

6.521
5.793
3.754.089336.612 5@&35@9@175A 7.0622013806748

0.699
558  11.2UK509 12.015 12BFER

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\-‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058320.D\data.ms

6000000

5000000

4000000

3000000

2000000

1000000

21.527

13.349 13%%%@@882 "y e rpetavens som e @ﬁ@@mwu@

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: BG058320.D\data.ms

6000000

o

5000000
4000000
3000000
2000000

1000000

0.949 24.659
23.666 234641

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49

Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 1 Ethylidenecyclobutane Concentration Rank 1

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

3.149 883.42 ng/ul 12192000 1,4-Dichlorobenzene-d4 7.896
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylidenecyclobutane 82 C6H10 001528-21-8 94
2 Cyclohexene 82 C6H10 000110-83-8 90
3 Cyclohexene 82 C6H10 000110-83-8 87
4 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 87
5 Cyclohexene 82 C6H10 000110-83-8 83

Abundance  Scan 10 (3.149 min): BG058320.D\data.ms (-4) (-) m/z 67.00 100.00%
54.0 67.0
5000 39.0 82.1
 RRRAREE R AR
‘ ‘ 3.203.303.403.503.60
Ot el L 950 s 54,00 93.50%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
82.0
5000 TTT T T[T T T T[T T T[T Tt
3.203.303.403.503.60
41.0 m/z 82.10  44.86%
O ‘1‘1
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1356: Cyclohexene
67.0
e
54.0 3.203.303.403.503.60
5000 39.0 m/z 39.00 39.98%
82.0
27.0
0 ‘“1‘4:?‘0‘_‘:‘uwumW_m‘HJMHWW
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1359: Cyclohexene T
67.0 3.203.303.403.503.60
54.0 m/z 41.00 37.65%
5000 410 820
27.0
0 H‘%ﬁq‘HJM_“ui‘HNJM“HHEM‘NMM‘H“H“H T e
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\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 3 Bicyclo[3.1.0]hexan-3-one Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.336 4.29 ng/ul 59213 1,4-Dichlorobenzene-d4 7.896
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-3-one 96 C6H80 001755-04-0 64
2 1,3-Pentadiene 68 C5H8 000504-60-9 58
3 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 58

4 1,3-Pentadiene 68 C5H8 000504-60-9 58
5 1,3-Pentadiene 68 C5H8 000504-60-9 53

Abundance Scan 212 (4.336 min): BG058320.D\data.ms (-207) (-) m/z 67.00 100.00%

670
39.0
5000 96.0
53.0
81.0

“ H “ 4.00 4.20 4.40 4.60
A L1

0t B L T myz 68,00 92.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3167: Bicyclo[3.1.0]hexan-3-one
68.0
390 53.0
5000 960 LB L B L I R B

4.00 4.20 4.40 4.60
m/z 39.00 59.86%

27.0
| “ 81.0
\\‘\\\\‘\\}\‘\\\\‘\\\\“\\‘\\‘\‘\H‘\\\\“\\\\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #508: 1,3-Pentadiene
67.0
53.0

4.00 4.20 4.40 4.60

o

39.0
5000 m/z 41.00 51.29%
27.0
oboaso Lol bl
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #526: 1,3-Pentadiene, (2)-
67.0 4.00 4.20 4.40 4.60
53.0 m/z 96.00  49.35%
39.0
5000
27.0
o“&§9_‘m‘wuhy‘¢u_‘mu!‘HH‘H‘W‘H‘_H SRR N -
m/z--> 10 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\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 5 Aziridine, 1-(1-propenyl)-,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.352 3.78 ng/ul 52200 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 59
2 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 32
3 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 32
4 2-Pentyn-1-ol 84 C5H80 006261-22-9 27
5 Isopropylcyclobutane 98 C7H14 000872-56-0 23
Abundance Scan 385 (5.352 min): BG058320.D\data.ms (-380) (-) m/z 83.00 100.00%
41.0 83.0
54.0
5000
69.0
T
“ H H | 97‘-0 5.00 5.20 5.40 5.60
Ol U e L w2 a1.0e  86.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0 58.0 83.0
28.0 '
5000 \‘Hu‘\ﬁ/\\ruu‘uu‘\
5.00 5.20 5.40 5.60
68.0 m/z 42.00  75.87%
O‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #661: Cyclopropane, 1,1-dimethyl-
%80 700
R R
290 420 5.00 5.20 5.40 5.60
5000 m/z 39.00 55.92%
0 ,
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1484: Pyridine, 2,3,4,5-tetrahydro- “‘H“‘HAW‘H“H“‘
55.0 5.00 5.20 5.40 5.60
m/z 54.00 54.92%
28.0 83.0
5000 41.0
o | Lo
T R PR SMSUSUSMEE § RSB
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\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 6 Benzene, 1,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.534 5.66 ng/ul 78144  1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
2 p-Xylene 106 C8H10 000106-42-3 94
3 o-Xylene 106 C8H10 000095-47-6 94
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 94
5 p-Xylene 106 C8H10 000106-42-3 94
Abundance Scan 416 (5.534 min): BG058320.D\data.ms (-411) (-) m/z 90.95 100.00%
91.0
5000 106.0
AAEmmEER R
39.0 51‘-0 64.9 77"0 5.20 5.40 5.60 5.80
N MO T AU | NS N m/z 106.00  48.24%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 R N S NRRE R
5.20 5.40 5.60 5.80
390 770 m/z 105.00  23.19%
27.0 ‘ 51.0 65.0 ‘
O\‘\\\‘\‘\\\}‘\\\\}M‘\\\’H\‘\\‘\\\H‘\\\\“1\\\‘\‘{\‘\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene
91.0
AAEmmEEE T
5.20 5.40 5.60 5.80
106.0
5000 m/z 77.00 14.71%
39.0 510 454 770 ‘
L O P Y SO Y
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #5729: o-Xylene “w“‘ﬂ‘u“‘u“‘ﬁ“
91.0 5.20 5.40 5.60 5.80
m/z 50.95 13.36%
5000 106.0
39.0 51.0 65.0 77.0
0\‘\\ZZ\.(‘)H\1“\H\m‘\\\’}‘\‘\\‘\1\‘“‘\\\\“1\\\‘\‘\\‘\‘\\\ T T
m/z--> 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\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 7 2-Cyclohexen-1-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.793 44.02 ng/ul 607532 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 94
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 70
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 68
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 64
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 60
Abundance Scan 460 (5.793 min): BG058320.D\data.ms (-451) (-) m/z 70.00 100.00%

70.0
5000 83.0
410 290 97.0

H " ‘ ‘ 5.40 5.60 5.80 6.00 6.20
el il Wl L1109 83 00 45.33%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3586: 2-Cyclohexen-1-0
70.0
5000 410 550 83.0

5.40 5.60 5.80 6.00 6.20
’ m/z 55.00 37.13%

”
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3579: 2-Cyclohexen-1-0
70.0

5.40 5.60 5.80 6.00 6.20

o

o

5000 39.0 83.0 m/z 97.00 34.64%
55.0 97.0
0 130}” m‘i” ﬂ
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3587: 2-Cyclohexen-1-ol Rmaas A BaR T o
70.0 5.40 5.60 5.80 6.00 6.20

m/z 69.00  32.20%

5000
41.0 550 83.0 98.0 J\
0 H\ MHJ JH w‘ |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:42 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 8 unknown-01 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
5.834 3.24 ng/ul 44722  1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 2-ethyl- 82 C6H1e0 003404-63-5 35
2 Cyclohexene 82 C6H10 000110-83-8 35
3 trans-1,4-Hexadiene 82 C6H10 007319-00-8 35
4 1,4-Hexadiene, (Z)- 82 C6H10 007318-67-4 27
5 Cyclopropane, 1,2-dimethyl-3-met... 82 C6H10 062338-02-7 25
Abundance Scan 467 (5.834 min): BG058320.D\data.ms (-466) (-) m/z 67.00 100.00%
67.0
96.0
5000 42.0

530 )V\HH‘HH‘HH‘H\‘\/\‘H\

‘ \‘ “ 81-0‘ 5.60 5.80 6.00 6.20
oH‘mWM,HM‘\‘u“”H_Hl_w“www m/z 96.08  55.04%

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

Abundance #1395: 1,3-Butadiene, 2-ethyl-

67.0
5000 41.0 HH‘HH’A‘H‘H‘HH‘\H
27.0 82.0 5.60 5.80 6.00 6.20
53.0 m/z 42.00 42.89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1356: Cyclohexene
67.0 /\
S RARANSERE R
54.0 5.60 5.80 6.00 6.20
5000 39.0 m/z 39.00 38.68%
82.0
27.0
o“‘1‘4:‘10‘_m‘u,m‘um‘}W_m_HWMWW
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1376: trans-1,4-Hexadiene AAH“‘H““H“‘H“‘H
67.0 5.60 5.80 6.00 6.20
m/z 66.00 20.71%
5000 39.0
82.0
21.0 53.0
ob220 S N O V N |
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:42 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 9 unknown-02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.904 3.65 ng/ul 50305 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 22
2 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 20
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 18
4 o-Xylene 106 C8H10 000095-47-6 18
5 o-Xylene 106 C8H10 000095-47-6 18
Abundance Scan 479 (5.904 min): BG058320.D\data.ms (-473) (-) m/z 91.00 100.00%
91.0
5000 \
540 207.0 A VOO A VR
‘ ‘ 147.0 ‘ ‘ 280.9 5.60 5.80 6.00 6.20
ol M ST w/z 106,16 37.39%
m/z--> 100 150 200 250 300
Abundance #239592 2, 3-D|phenylcyclopropyl)methyl phenyl sulfoxic
91.0 129.
5000 \ LB B B L B |
5.60 5.80 6.00 6.20
207.0 m/z 80.00  32.45%
Ot ‘\5]““\0‘\ “\ A “ t L‘\“ T 16‘5\? ‘\“ LA B ‘3:!-6\(\) T
miz--> 50 100 150 200 250 300
Abundance #5765: 1,3-Cyclopentadiene, 5-(1-methylethylidene)-
91.0
R A
5.60 5.80 6.00 6.20
5000 m/z 72.90 24.22%
39.0
NNV TV N T
miz--> 100 150 200 250 300 WJ
Abundance #5749: Benzene, 1,3-dimethyl- ‘W“Hm“‘W“‘W“‘W
91.0 5.60 5.80 6.00 6.20
m/z 54.00 23.25%
5000
39.0 ‘
o+ | “‘w”“”‘ M SN Bt U L TN
m/z--> 50 100 150 200 250 300 5.60 5.80 6.00 6.20

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:43 2023 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 10 Cyclohexene, 3-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.175 8.95 ng/ul 123504 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 80
2 Cyclopropane, 1-chloro-2-ethenyl... 116 C6H9C1 062337-93-3 64
3 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 59
4 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 56
5 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 53
Abundance Scan 525 (6.175 min): BG058320.D\data.ms (-518) (-) m/z 81.00 100.00%
81.0
5000
53.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ w ‘ 116.0 5.80 6.00 6.20 6.40
O el il e 2980 myz 79.00  43.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9430: Cyclohexene, 3-chloro-
81.0
5000 \‘\\/\\\\‘\\\\‘\\\\‘\\\\‘\
5.80 6.00 6.20 6.40
39.0 116.0 m/z 80.00  24.89%

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

Abundance  #9437: Cyclopropane, 1-chloro-2-ethenyl-1-methyl-
81.0

o

5.80 6.00 6.20 6.40

5000 m/z 53.00 24.65%
53.0
28.0
Ly e
O el el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9436: Cyclopropane, 1-chloro-2-(1-propenyl)- T
81.0 5.80 6.00 6.20 6.40

m/z 39.00 17.92%

5000

53.0
B
L \“\

m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40

o

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:43 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 11 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.521 71.81 ng/ul 991040 1,4-Dichlorobenzene-d4 7.896

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 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 36
Abundance Scan 584 (6.521 min): BG058320.D\data.ms (-576) (-) m/z 68.00 100.00%
68.0
5000 /\
96.0
39.0 S A SRR
‘ 55.0 6.20 6.40 6.60 6.80
b ettt 8EO L myz 96.00  28.58%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000 L L LR B B
96.0 6.20 6.40 6.60 6.80
40.0 ' m/z 39.00  23.47%
O\\‘\\\\‘\\2\7‘\(‘)\\\\‘!‘1\\\‘??\0\‘\\\ ‘\\\\8‘1-\.0\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3151: 2-Cyclohexen-1-one
68.0
A
6.20 6.40 6.60 6.80
5000 m/z 40.00 19.09%
96.0
0,55081-0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3153: 2-Cyclohexen-1-one R AAEEmEREEESE
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.83%
5000
96.0
40.0
|y 530
oH_"Wm‘uH‘HH‘MWH R AR R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:44 2023 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 12 Cyclohexanone, 2-hydroxy- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.608 2.15 ng/ul 29725 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-hydroxy- 114 C6H1002 000533-60-8 80
2 Cyclohexanone, 2-hydroxy- 114 C6H1002 000533-60-8 72
3 L-Prolinamide 114 C5H10N20 007531-52-4 53
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 50
5 1,7-Diazabicyclo[2.2.0]heptane 98 C5H16N2 000279-42-5 45
Abundance Scan 769 (7.608 min): BG058320.D\data.ms (-762) (-) m/z 57.00 100.00%
57.0
70.0
5000
44.0 GH‘W‘AW‘H‘W4H‘H
‘ w 82.9 114.0 7.20 7.40 7.60 7.80 8.00
Ot bl 25wz 7e.00  77.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8162: Cyclohexanone, 2-hydroxy-
57.0 70.0
5000 B L NS B
44.0 7.20 7.40 7.60 7.80 8.00
28.0 114.0 m/z 43.95 22.08%
O\\‘\H\‘\\\‘!“H\\‘}‘H\\\‘\‘1‘}!’\H”“\\H‘Bﬂ.:{()\‘\\9\81-‘()\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8158: Cyclohexanone, 2-hydroxy-
57.0 70.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 39.00 19.92%
44.0
290 114.0
T .- A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8043: L-Prolinamide
70.0 7.20 7.40 7.60 7.80 8.00
m/z 41.00 18.73%
5000
44.0
0 .. 570 | 840 g79 1140
A R B e e M RAARRRR SIS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:44 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 13 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.972 5.10 ng/ul 70387 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 91
2 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 80
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 80
4 4-Octene, (E)- 112 C8H16 014850-23-8 53
5 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 53
Abundance Scan 831 (7.972 min): BG058320.D\data.ms (-825) (-) m/z 55.00 100.00%
55.0
5000
39.0 112.0
‘ | M 68.0 83"0 ‘ 7.60 7.80 8.00 8.20
Ol prrerrrerr et il il b m/z 57.00 25.46%
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 U L R R L I B
7.60 7.80 8.00 8.20
41.0 112.0 m/z 112.00 23.05%
83.0
O\\‘\\\\‘\\\\‘\\\\‘H\\\‘\\!‘\‘\\6}‘81“0\\\\‘\\\\‘9\\5\(\)‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7551: 3-Heptene, 4-methyl-
55.0 69.0
G e
210 7.60 7.80 8.00 8.20
5000 ’ m/z 39.00 21.36%
112.0
27.0 83.0
- I
o N A 1 Y S O ' A R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7244: 7- Oxablcyclo[4 1.0]heptan-2-one R ARAEARSEEEEES
55.0 7.60 7.80 8.00 8.20
m/z 41.00 17.44%
5000
27.0
68.0
0 150 il M 1 H HM H\ 97.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:44 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 14 unknown-@3 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.066 5.87 ng/ul 80965 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 12

2 1,4-Pentadiene 68 C5H8 000591-93-5 12

3 Cyclobutane, 1,2-dicyclopropyl- 136 C1@H16 061141-62-6 10

4 Pent-4-en-1-yl propyl carbonate 172 C9H1603 1000372-91-0 10

5 Propanoic acid, pentyl ester 144 C8H1602 000624-54-4 10

Abundance Scan 847 (8.066 min): BG058320.D\data.ms (-841) (-) m/z 56.95 100.00%

57.0 70.0
5000
41.0

MH \‘ T 7.80 8.00 8.20 8.40
e S Sy m/Zz 70.00 98.92%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1748: Acetonitrile, ethoxy-
70.0

5000 s AL
41.0 7.80 8.00 8.20 8.40

m/z 68.00 53.12%

‘M ll, 20 | 850
\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #516: 1,4-Pentadiene
68.0

780800820840

o

o

39.0 53.0
27.0
0H_H‘WH‘\‘!‘H{‘HHNM R N AT
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #18097: Cyclobutane, 1,2-dicyclopropyl- R ARAREET IR R

68.0 7.80 8.00 8.20 8.40
m/z 66.95 39.79%

5000
41.0
27.0 530
' 80.0 93.0
0 ‘H ‘\ M‘H \‘ Ll in 1Q§01210

m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:45 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

sk 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 7-Oxabicyclo[4.1.0]heptan-2-0l1 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.149 7.16 ng/ul 98836 1,4-Dichlorobenzene-d4 7.896
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 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 23
3 2-Acetylpyrrolidine 113 C6H11NO 060026-20-2 12
4 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 10
5 Cyclopentanol, 3-methyl- 100 C6H120 018729-48-1 10
Abundance Scan 861 (8.149 min): BG058320.D\data.ms (-854) (-) m/z 57.00 100.00%
57.0 70.0
5000 41.0
AR e
I ‘ |, es0 96.0 7.80 8.00 8.20 8.40
oH‘W_MW_\WH el m/z 70.00  92.36%
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
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
30 7.80 8.00 8.20 8.40
m/z 71.00 57.67%
Ll g0 w60
O\\‘\\H}‘\\!}}\\\‘!‘\\\\“}‘\\\“\‘\u\\‘\\‘\“‘\‘\.\\‘\\w\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0
Pl e ey
7.80 8.00 8.20 8.40
5000 m/z 41.00 45.14%
27.0 57.0
0 ‘\‘ ‘ ‘\ ol \‘ 850 1140
coe o e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7827: 2-Acetylpyrrolidine o ARRARAREEESEEy S
70.0 7.80 8.00 8.20 8.40
43.0 m/z 68.00 41.96%
5000
o 56.0 ‘H 84.0 111.0
H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H R EaAEaaamEaEE e
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\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 16 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.213 157.68 ng/ul 2176060 1,4-Dichlorobenzene-d4 7.896

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 83
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 78
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 59
Abundance Scan 872 (8.213 min): BG058320.D\data.ms (-865) (-) m/z 57.00 100.00%
57.0
5000

4o 80.0 ISNSNSPN s G—

i M 980 1160 1340 7.80 8.00 8.20 8.40 8.60
om‘_‘H“”Hu”‘w‘uww Lo e m/z 80.00  23.65%

miz--> 20 60 80 100 120 140

Abundance #17285.2-Chmrocydohexano

57.0
5000
80.0 7.80 8.00 8.20 8.40 8.60

41.0 m/z 81.80 15.63%

98.0 134.0
S ‘2‘6\‘9‘ ‘w m‘”“‘u‘“““ m\‘ !\“ “\‘ ‘ ‘1‘19‘0‘ L
m/z--> 20 40 60 80 100 120 140

o

Abundance #17288: 2-Chlorocyclohexanol
57.0

7.80 8.00 8.20 8.40 8.60

5000 m/z 43.95 14.83%
80.0
41.0
98.0 134.0

[o ) N ‘2‘6\‘9‘ : ‘m \H‘ Lyt \‘HH \‘u\“ i !h‘ “‘ : ‘1‘1(‘3 ‘0‘ L -

miz--> 20 40 60 80 100 120 140
Abundance #17286: 2-Chlorocyclohexanol T
57.0 7.80 8.00 8.20 8.40 8.60

m/z 41.00 14.29%

5000
41.0 800
98.0
0 ‘h‘ \HH‘ \H‘\ \\“H‘ Ll ‘\ ‘\ ‘ 116'0 13\4.0

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\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 17 Benzene, 1,3-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.384 5.68 ng/ul 78387 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 94
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
Abundance Scan 901 (8.384 min): BG058320.D\data.ms (-895) (-) m/z 105.00 100.00%
105.
5000 134.1 }k /\\A
770 /‘\\\\\{\\\\\‘\\\\‘\\\\‘\\
39.0 61 ‘ ‘ ‘ 8.00 8.20 8.40 8.60 8.80
Ot e L nyz 119,00 88.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 1340 ‘\\\\‘\\\\‘\\\\‘\\\\‘/\p
8.00 8.20 8.40 8.60 8.80
91.0 m/z 134.05 42.58%
39.0 65.0 ‘
0 \\‘H\\‘\H‘\“HH"‘HHi‘“u‘i’\‘i‘\\‘\H‘H‘H\\"i\HH‘H\’HwilHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
e e e
8.00 8.20 8.40 8.60 8.80
5000 134.0 m/z 90.95 25.10%
91.0
39.0 65.0
LTy N P |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0 8.00 8.20 8.40 8.60 8.80
m/z 77.00 17.13%
5000
134.0
39.0 65.0 91‘-0
0 "‘H‘W‘“"H‘“,“‘Hi‘;‘u‘,HMWH‘:“H","H‘“1‘1“,‘““‘luum‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 18 Benzene, 1,2-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.536 4.06 ng/ul 56078 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 91
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91
Abundance Scan 927 (8.536 min): BG058320.D\data.ms (-922) (-) m/z 118.95 100.00%
119.0
134.0
5000 91.0 A
T EREERGET R L
39.0 65‘-0 ‘ | 8.20 8.40 8.60 8.80
0berrmprrmrrroere bt el myz 104,95 98.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 /k
5000 1340 \\{\\\\\‘\\\\’\\\\‘\\\\‘
910 8.20 8.40 8.60 8.80
' m/z 134.00 52.38%
39.0 65.0
O \\‘:L\?\.\()‘\H‘\“H\\"‘\\Hi‘“\\‘\’\‘\‘\\‘\H‘H‘H\\‘H‘\\\‘\‘H\’\\M‘}l\\\\‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
A A o an A
8.20 8.40 8.60 8.80
5000 1340 m/Z 91.09 49.28%
91.0
39.0 65.0 ‘ ‘
0 \\‘u\\‘\\Mu\\‘,‘\\ui‘l‘m,\‘w‘\\‘\uU‘u\\‘,1\u‘M\,u‘;‘\l\m‘u‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.00 20.34%
5000 134.0
91.0
41.0 65.0
Qb 280 i e M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49

Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 19 1,2-Cyclohexanediol, trans- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
8.654 3.13 ng/ul 43134  1,4-Dichlorobenzene-d4 7.896
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 87
2 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 83
3 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 83
4 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 64
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 59
Abundance Scan 947 (8.654 min): BG058320.D\data.ms (-943) (-) m/z 70.00 100.00%
70.0
57.0
5000
41.0 83.0 Jb\\
98.0 T Sr AL N REAW
M “ ‘ ‘ " 8.40 8.60 8.80 9.00
om_m_mw:;HW“!HMM‘um‘lumm“_m_‘\wm m/z 57.00 81.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9250: 1,2-Cyclohexanediol, trans-
70.0
57.0
5000 41.0 T T T T T
2710 83.0 gg0 8.40 8.60 8.80 9.00
m/z 83.00 41.36%
M 116.0
O\\\‘\\\\‘\\\\}\\\\l\\‘\\“\‘!\\‘\\\u‘\\\\‘}\\\\‘\\\‘\‘\\\\‘\\1\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9199: cis-1,2-Cyclohexanediol
70.0
R R L R LR
57.0 8.40 8.60 8.80 9.00
5000 29.0 m/z 41.00  34.93%
4.0
83.0 98,0
15.0 ‘ ‘ 116.0
ouw‘w‘1‘}””‘“”“u‘!!um‘:Mm}um,m“_m_‘!‘w
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9197: cis-1,2-Cyclohexanediol R N R AR e
57.0 70.0 8.40 8.60 8.80 9.00
m/z 42.90 27.92%
98.0
5000 42,0 83.0
29.0 116.0
SIECLIN VI o
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.40 8.60 8.80 9.00

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:47 2023

Page:

21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 20 Cyclohexane, 1,2-dichloro-,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.889 8.10 ng/ul 111798 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 86
2 Benzene, [(cyclohex-1-en-3-yl)me... 172 C13H16 004714-10-7 59
3 trans-1,4-Cyclohexanediol, bis(h... 508 C14H10F1404 1000384-30-5 56
4 Cyclohexane,1,2-dibromo-,trans- 240 C6H10Br2 007429-37-0 53
5 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 50

Abundance Scan 987 (8.889 min): BG058320.D\data.ms (-982) (-) m/z 81.00 100.00%

81.0
5000
0 '8.60 8.80 9.00 9.20
119.0 ’ : ’ ’
0 “‘kkwwﬂﬂhw‘ TR m/z 80.00  51.21%
miz-> 50 100 150 200 250
Abundance #29712: Cyclohexane, 1,2-dichloro-, trans-
81.0
5000 L L R B L LA L

8.60 8.80 9.00 9.20
390 m/z 46.95  20.14%

T \‘H\ M ‘M\‘““\H‘ t ‘1:\L‘6\0\ :!-5‘2\0\ LB I B B B B
miz--> 50 100 150 200 250
Abundance #47474: Benzene, [(cyclohex-1-en-3-yl)methyl]-
81.0

\\\‘\\\\‘\\\\’\V\\‘\\\\

8.60 8.80 9.00 9.20

o

5000 m/Z 79.00 18.80%
41.0
L) wus0 1720
04 US| I AL S
miz--> 100 150 200 250 &wﬂw
Abundance #339136: trans-1,4-Cyclohexanediol, bis(heptafluorobuty! ARy M, b
81.0 8.60 8.80 9.00 9.20

m/z 39.00 17.94%

5000
41.0 169.0
oL || 1100 225.0 293.(

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

m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 21 unknown-04 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.189 4.49 ng/ul 62016 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,2'-(1,4-butanediyl)bis- 142 C8H1402 002426-07-5 37
2 1-Pentene, 5-nitro- 115 C5H9NO2 023542-51-0 23
3 2-Cyclohexen-1-0l, 3-bromo- 176 C6H9BroO 108585-64-4 22
4 19,19-Dimethyl-eicosa-8,11-dieno... 336 C22H4002 1000297-01-9 17
5 1,2-Cyclohexanediol, cyclic sulf... 162 C6H1003S 019456-19-0 16
Abundance Scan 1038 (9.189 min): BG058320.D\data.ms (-1034) (-) m/z 57.00 100.00%
57.0
97.0
5000
‘ 206.9 8.80 9.00 9.20 9.40 9.60
0! Al e m/z 41.00 84.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22780: Oxirane, 2,2'-(1,4-butanediyl)bis-
41.0
5000 L R R R
67.0 8.80 9.00 9.20 9.40 9.60
m/z 97.00 56.85%
15.0
) [EZy
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8756: 1-Pentene, 5-nitro-
41.0
‘\\\\‘\\\\’\\A\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 m/z 67.00 47.78%
67.0
okl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51193: 2-Cyclohexen-1-ol, 3-bromo-
97.0 8.80 9.00 9.20 9.40 9.60
m/z 39.00 47.70%
5000
41.0 69.0
oo ho il ) m00 1980 w150
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49

Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 22 unknown-©5 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
lo.082 3.4 ng/ul 78685 Naphthalene-ds 10.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 2'-Hydroxypropiophenone, TMS der... 222 Cl2H18025i  @33342-87-9 38

2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 35
3 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 35
4 2-tert-Butylphenol, tert-butyldi... 264 C16H280Si 860465-21-0 14
5 5-Amino-1,3-dimethyl-1H-pyrazole... 208 C9H16N4Si 1000479-00-2 14

Abundance Scan 1190 (10.082 min): BG058320.D\data.ms (-1181) (- m/z 73.00 100.00%

73.0
207.0
5000
147.0 280.9 e A‘M/\A‘ . ‘
: 355.0 415.1 4752 10.00
0 m/z 207.00 63.09%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance  #101289: 2'-Hydroxypropiophenone, TMS derivative
207.0
5000 WAL AL A e i
10.00
750 m/z 193.00  40.95%
151.0
0 H\d“”\”\\l“\l“\‘\‘\l\”“‘muw \‘\“‘\ \‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0
_—_ W
10.00
5000 207.0 m/z 147.00 28.43%
133.0 281.0 355.0
SEY S SR VSN VL P
miz--> 50 100 150 200 250 300 350 400 450 m
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester Co i |
207.0 10.00
m/z 221.00 22.41%
5000
281.0
73.0 133.0 \ ‘
m/z--> 50 100 150 200 250 300 350 400 450 10.00

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:02:48 2023 Page: 24



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 23 Decyl trifluoroacetate Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.171 2.50 ng/ul 83937  Acenaphthene-dile 14.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 91
2 Cyclododecane 168 C12H24 000294-62-2 91
3 Formic acid, dodecyl ester 214 C13H2602 028303-42-6 91
4 Cyclopropane, nonyl- 168 C12H24 074663-85-7 91
5 2-Butenedioic acid (Z)-, monodod... 284 C16H2804 002424-61-5 91

Abundance Scan 1886 (14 171 min): BG058320.D\data.ms (-1879) (- m/z 55.00 100.00%

83.0
5000
1111 LN i
“ l ‘ 1401 2070 14.00 14.50
0! e e e e M/z 56.00 88.98%

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #140082: Decyl trifluoroacetate
55.
83.0
5000
14.00 14.50
29.0 111.0 m/z 69.00 84.56%
0 L ‘ | 1400 1850
\H‘\\\\‘\\\ \\’\\\\‘\\\\’\\\\’H\\’H\\‘H\\‘H\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43469: Cyclododecane
55.0
83.0 14.00 14.50
5000 28.0 m/z 43.00 82.19%
111.0
Ot ) N i —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92097: Formic acid, dodecyl ester ALl AT T
55.0 14.00 14.50
m/z 41.00 80.84%
29.0 3.0
5000
111.0
AT 00 e
(RN i H P — i A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 24 1,1'-Biphenyl, 2,2'-dichloro- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.781 3.88 ng/ul 130033  Acenaphthene-di10 14.535
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, 2,2'-dichloro- 222 C12H8C12 013029-08-8 98
3 1,1'-Biphenyl, 3,4'-dichloro- 222 C12H8C12 002974-90-5 98
4 1,1'-Biphenyl, 3,5-dichloro- 222 C12H8C12 034883-41-5 98
5 1,1'-Biphenyl, 2,4-dichloro- 222 C12H8C12 033284-50-3 97

Abundance Scan 2160 (15.781 min): BG058320 D\data.ms (-2151) (- m/z 152.00 100.00%

2.0
222.0
5000 187.0
Ce b
51.0 H 110.9 H ‘ 15.50 16.00
(SR A0 S O A NN | N m/z 222.00  71.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101337: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
5000 187.0 222.0 — T A
: 15.50 16.00
5.0 m/z 187.00  51.09%
510 111.0 ‘ ‘
O [1’1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101331: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
—r— —
222.0 15.50 16.00
5000 187.0 ITI/Z 223.90 46.99%
75.0
RE I W v il IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101334: 1,1'-Biphenyl, 3,4'-dichloro- 7 ——A
222.0 15.50 16.00
1520 m/z 151.00  23.88%
5000
75.0
50.0 ‘ 111.0 | 186.0
o I IR POV Wi | RN A S Y, S
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\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 25 Benzophenone Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.887 3.18 ng/ul 106663  Acenaphthene-di10 14.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2178 (15.887 min): BG058320.D\data.ms (-2171) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
— o
15.50 16.00
152.0
Ot il b b e b 2000 m/z 77.00 66.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 P e
15.50 16.00
51.0 o
m/z 182.00  54.04%
o 2o | ) 12701520 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56924: Benzophenone
77.0 105.0
BV W\
51.0 15.50 16.00
5000 m/z 51.00 29.84%
182.0
0 2?.0 R 1 | 127.0 15?'0 1l
R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0 15.50 16.00
m/z 181.00 10.15%
77.0 182.0
5000
51.0
8 IS N W .1 1. CN N — | L1
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58320.D

Acq On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc

ALS vial : 31 Sample Multiplier: 1

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

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

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

Peak Number 26 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.949 11.60 ng/ul 587908 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 87
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Hexadecanamide 255 C16H33NO 000629-54-9 72
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 70

Abundance Scan 3380 (22.949 min): BG058320.D\data.ms (-3374) (- m/z 59.00 100.00%
59.0

5000 /\¥
o
97.0 23.00
0. u“““w“h‘} Adi00 19812401 29413373 ., 71 95 58.18%
m/z--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 T
23.00
m/z 55.00 50.66%
281.0
NELN BN MM 1401540 198.0238.0 ]
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (2)-
59.0
e
23.00
5000 m/z 43.00 30.80%
137.0
f7 0 337.0
b LU L 1900 2000 2000 3579
miz--> 50 100 150 200 250 300 350
Abundance #142060: Hexadecanamide —
59.0 23.00
m/z 41.00 28.92%
- ‘/JL
A mana E  aa —
m/z--> 50 100 150 200 250 300 350 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58320.D

Acqg On : 19 Jul 2023 4:49
Operator : CG/JU

Sample : 03444-22

Misc :

ALS Vvial : 31 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethylidenecyclo... 3.149 883.4 ng/ul 12192000 1 7.896 276017 20.0
Bicyclo[3.1.0]h... 4.336 4.3 ng/ul 59213 1 7.896 276017 20.0
Aziridine, 1-(1... 5.352 3.8 ng/ul 52200 1 7.896 276017 20.0
Benzene, 1,3-di... 5.534 5.7 ng/ul 78144 1 7.896 276017 20.0
2-Cyclohexen-1-0l 5.793 44.0 ng/ul 607532 1 7.896 276017 20.0
unknown-01 5.834 3.2 ng/ul 44722 1 7.896 276017 20.0
unknown-02 5.904 3.6 ng/ul 50305 1 7.896 276017 20.0
Cyclohexene, 3-... 6.175 8.9 ng/ul 123504 1 7.896 276017 20.0
2-Cyclohexen-1-one 6.521 71.8 ng/ul 991040 1 7.896 276017 20.0
Cyclohexanone, 7.608 2.1 ng/ul 29725 1 7.896 276017 20.0
7-Oxabicyclo[4.... 7.972 5.1 ng/ul 70387 1 7.896 276017 20.0
unknown-03 8.066 5.9 ng/ul 80965 1 7.896 276017 20.0
7-Oxabicyclo[4.... 8.149 7.2 ng/ul 98836 1 7.896 276017 20.0
2-Chlorocyclohe... 8.213 157.7 ng/ul 2176060 1 7.896 276017 20.0
Benzene, 1,3-di... 8.384 5.7 ng/ul 78387 1 7.896 276017 20.0
Benzene, 1,2-di... 8.536 4.1 ng/ul 56078 1 7.896 276017 20.0
1,2-Cyclohexane... 8.654 3.1 ng/ul 43134 1 7.896 276017 20.0
Cyclohexane, 1,... 8.889 8.1 ng/ul 111798 1 7.896 276017 20.0
unknown-04 9.189 4.5 ng/ul 62016 1 7.896 276017 20.0
unknown-05 10.082 3.4 ng/ul 78685 2 10.699 462582 20.0
Decyl trifluoro... 14.171 2.5 ng/ul 83937 3 14.535 670815 20.0
1,1'-Biphenyl, 15.781 3.9 ng/ul 130033 3 14.535 670815 20.0
Benzophenone 15.887 3.2 ng/ul 106663 3 14.535 670815 20.0
9-Octadecenamid. . 22.949 11.6 ng/ul 587908 5 21.527 1013800 20.0
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