LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58276.D

Acqg On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc :

ALS Vvial : 88 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: BGO58276.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.154 5 11 40 rVB 2998869 5908343 100.00% 26.642%
2 3.995 148 154 157 rBV3 6304 10514 0.18% 0.047%
3 4.089 166 170 173 rBV2 8753 11549 0.20% 0.052%
4 4.341 208 213 219 rVB5 14921 25651 0.43% 0.116%
5 4.617 256 260 266 rVB 21541 34329 0.58% 0.155%
6 4.999 320 325 331 rVB3 4600 8148 0.14% 0.037%
7 5.358 381 386 391 rBV3 14458 24224 0.41% 0.109%
8 5.540 412 417 429 rVB3 15921 37711 0.64% 0.170%
9 5.798 450 461 466 rBv3 129669 255199 4.32% 1.151%
106 5.910 475 480 484 rBv4 6343 10393 0.18% 0.047%
11 6.180 520 526 534 rVB 37743 64263 1.09% 0.290%
12 6.521 577 584 596 rBV 275743 481955 8.16% 2.173%
13 7.068 668 677 690 rBV 126694 240539 4.07%  1.085%
14 7.226 698 704 716 rBV 91425 154419 2.61% 0.696%
15 7.432 733 739 750 rBV 117270 224363 3.80% 1.012%
16 7.520 750 754 763 rVB6 6103 11809 0.20% 0.053%
17 7.614 763 770 780 rBV2 9622 22769 0.39% 0.103%
18 7.902 807 819 826 rBV 201572 343651 5.82% 1.550%
19 7.972 826 831 836 rvB2 17959 31267 0.53% 0.141%
20 8.072 842 848 855 rVB3 32782 60140 1.02% 0.271%
21 8.154 855 862 866 rBV 53565 96056 1.63% 0.433%
22 8.219 866 873 881 rVB 671148 1170509 19.81% 5.278%
23  8.319 886 890 896 rVB3 4602 7692 0.13% 0.035%
24  8.442 905 911 915 rBvV4 4489 8011 ©0.14% 0.036%
25 8.495 915 920 923 rVW4 5392 7936 0.13% 0.036%
26 8.536 923 927 929 rWw4 5412 6595 0.11% 0.030%
27 8.607 931 939 945 rVWW2 117814 222281 3.76% 1.002%
28 8.660 945 948 953 rVW3 18027 30386 ©0.51% 0.137%
29 8.724 953 959 967 rVB2 35836 68882 1.17% 0.311%
30 8.895 982 988 992 rBV 31351 55407 0.94% 0.250%
31 9.059 1010 1016 1023 rBV 116416 208000 3.52% 0.938%
32 9.153 1028 1032 1035 rVV4 6630 11829 0.20% 0.053%
33 9.194 1035 1039 1048 rVB4 15799 29870 0.51% 0.135%
34 9.729 1124 1130 1133 rBV4 5777 9427 0.16% 0.043%
35 9.782 1133 1139 1147 rVWV 99301 178089 3.01% ©0.803%
36 9.894 1151 1158 1163 rBV5 2664 6358 0.11% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58276.D

Acqg On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc :

ALS Vvial : 88 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 9.958 1163 1169 1177 rBV7 4870 13332 0.23% 0.060%
38 10.323 1220 1231 1246 rBV2 153574 335717 5.68% 1.514%
39 10.704 1285 1296 1309 rVB 315780 595517 10.08% 2.685%
40 10.840 1312 1319 1332 rBV 71200 143663 2.43% 0.648%
41 11.245 1383 1388 1394 rBv4 3983 7105 0.12% 0.032%
42 11.410 1410 1416 1423 rVB5 3546 8933 0.15% 0.040%
43 11.515 1426 1434 1439 rW7 4469 9344 0.16% 0.042%
44 12.220 1549 1554 1560 rBV3 4119 7898 0.13% 0.036%
45 12.649 1622 1627 1633 rVB2 12520 19376 ©0.33% 0.087%
46 12.755 1638 1645 1648 rBV3 5823 10808 0.18% 0.049%
47 12.784 1648 1650 1655 rVB3 5630 8210 0.14% 0.037%
48 13.354 1740 1747 1750 rVWV 9045 13970 0.24% 0.063%
49 13.419 1753 1758 1765 rVW4 6924 12051 0.20% 0.054%
50 13.942 1841 1847 1854 rBV 288147 434429 7.35% 1.959%
51 14.018 1855 1860 1862 rVB4 4597 7642 0.13% 0.034%
52 14.059 1864 1867 1875 rVB6 3939 6578 0.11% 0.030%
53 14.177 1878 1887 1890 rBV3 19602 37764 0.64% 0.170%
54 14.230 1890 1896 1910 rVB 336426 558708 9.46% 2.519%
55 14.371 1916 1920 1927 rVB7 4175 7842 0.13% 0.035%
56 14.535 1938 1948 1957 rBV 548922 873437 14.78% 3.939%
57 14.659 1963 1969 1973 rVB 44417 63255 1.97% 0.285%
58 14.741 1978 1983 1996 rBV 71008 160816 2.72% 0.725%
59 14.888 2004 2008 2014 rVB7 11500 16393 0.28% 0.074%
60 15.317 2078 2081 2086 rBV6 5175 9742 0.16% 0.044%
61 15.375 2088 2091 2095 rVV4 5478 6803 0.12% 0.031%
62 15.528 2111 2117 2125 rBV 469243 704183 11.92% 3.175%
63 15.646 2132 2137 2148 rVB2 82202 147566  2.50% 0.665%
64 15.787 2153 2161 2168 rVB2 80540 132324  2.24% 0.597%
65 15.887 2172 2178 2185 rVWV 18699 33072 0.56% 0.149%
66 15.945 2185 2188 2192 rVB6 5641 7565 0.13% 0.034%
67 16.257 2239 2241 2246 rVB2 16617 19884 0.34% 0.090%
68 16.457 2270 2275 2279 rBV7 4826 11555 0.20% 0.052%
69 16.509 2280 2284 2287 rVvv2 17758 24024 0.41% 0.108%
70 16.621 2301 2303 2309 rVB7 6082 11736 ©0.20% 0.053%
71 16.809 2331 2335 2339 rBV5 23773 36064 0.61% 0.163%
72 16.968 2358 2362 2367 rVB2 40926 56626 0.96% 0.255%
73 17.079 2375 2381 2385 rBV3 16732 31805 0.54% 0.143%
74 17.285 2409 2416 2426 rBV 688926 1110163 18.79% 5.006%
75 17.379 2426 2432 2441 rVV2 420489 653580 11.06% 2.947%
76 17.455 2442 2445 2450 rVB8 15585 25114 0.43% 0.113%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58276.D

Acqg On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc :

ALS Vvial : 88 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 17.943 2524 2528 2533 rVB 27915 36802 0.62% 0.166%
78 18.166 2562 2566 2576 rBV9 17390 40695 0.69% 0.184%
79 18.448 2612 2614 2619 rVB5 6894 7758 0.13% 0.035%
80 18.660 2647 2650 2653 rBv4 13003 16019 0.27% ©0.072%
81 18.713 2657 2659 2662 rVVv4 7174 7330  0.12% 0.033%
82 18.965 2699 2702 2707 rVB3 15730 19951 0.34% 0.090%
83 19.112 2724 2727 2734 rVB6 25857 27846 0.47% 0.126%
84 19.582 2805 2807 2814 rVB7 14685 18988 ©.32% 0.086%
85 19.670 2816 2822 2833 rVV 628530 933406 15.80% 4.209%
86 19.770 2835 2839 2844 rVB8 14138 22833 ©0.39% 0.103%
87 20.628 2982 2985 2992 rVB5 15326 20242 0.34% 0.091%
88 20.687 2993 2995 2999 rVB4 13916 16339 0.28% 0.074%
89 20.986 3043 3046 3051 rVB5 14919 17529 0.30% 0.079%
90 21.415 3115 3119 3125 rVB 68543 88768 1.50% 0.400%
91 21.533 3133 3139 3154 rVB 698649 1172513 19.85% 5.287%
92 21.709 3166 3169 3173 rVB5 17881 26328 0.45% 0.119%
93 22.303 3266 3270 3277 rBV 26464 50740 0.86% 0.229%
94 22.955 3375 3381 3397 rBV3 176111 391439 6.63% 1.765%
95 23.748 3511 3516 3523 rVB3 41211 81636 1.38% ©0.368%
96 24.453 3627 3636 3651 rVB2 283318 792333 13.41% 3.573%
97 24.670 3662 3673 3691 rBV 489139 1433053 24.25% 6.462%
98 25.757 3850 3858 3868 rBV4 55007 178107 3.01% ©.803%
99 27.074 4072 4082 4094 rVB2 49141 179155 3.03% 0.808%
100 28.642 4342 4349 4366 rVB4 34736 143882 2.44% 0.649%
Sum of corrected areas: 22176850
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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\BGO71323\
BGO58276.D

: 16 Jul 2023 1:50

: CG/JU

: 03414-12

: 88  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

Time-->

2500000

2000000

1500000

1000000

500000

Abundance .
3000000 154 TIC: BG058276.D\data.ms

6.521 10.704

10.323

k\ 341088344.6174.99%. 358405%19180 A 9 ]Jﬁ’ $491oum505 12220 2B

O LI ‘ T T 17T ‘ T 1T ‘ \ T = \7/_'_'7 —’_Y_T "_'_'_'_'_'7 ‘!_Y_'_F T T
350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 1000 10.50 11.00 1150 12.00 12.50

Time-->

2500000

2000000

1500000

1000000

500000

Abundance .
3000000 TIC: BG058276.D\data.ms

17.285 19.670 21.533

14.535

13.9%43-230
1833529 B¥AENs PEPBURYRGH 07455 17.983166 ABSABIOC51 219 BRZ70  2B0GRED.98¢°L 3% 709 22.303

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

15.528

o

Time-->

2500000

2000000

1500000

1000000

500000

Abundance .
3000000 TIC: BG058276.D\data.ms

24.670
24.45
23.748 25.757 27.074 28.642

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

2.955
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 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.
3.154 343.86 ng/ul 5908340 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 95
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 91
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
4 Cyclohexene 82 C6H10 000110-83-8 91
5 Cyclohexene 82 C6H10 000110-83-8 91
Abundance  Scan 11 (3.154 min): BG058276.D\data.ms (-5) (-) m/z 67.00 100.00%
54.0 67.0

B

5000
39.0 82.0
| ‘ 7] 3.203.303.403.503.60
O Frrrprermprrrrrrprereprret b e m/z 54.00 87.07%
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 T T T T
41.0 82.0 3.203.303.403.503.60
27.0 m/z 81.95 41.77%

HH‘HH‘;\H‘\H\H\‘H‘\H\‘HM‘HH’HH}HH‘\H\‘HH"\ ‘H‘HH‘\}H‘HH‘HH‘\H

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

;:::::::::?

Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0 R RREREE L
3.203.303.403.503.60
5000 ITI/Z 39.00 35.43%
21.0 82.0
27.0 ‘
uu‘mWuWm,\!mmWm{m,uu}\l!\}w‘m‘,\ u‘m"uimmmw
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane R RRERE L
67.0 3.203.303.403.503.60
54.0 m/z 41.00 32.95%
82.0
5000
41.0
S| 1 S
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@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 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 Benzene, 1,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.540 2.19 ng/ul 37711 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 91
2 p-Xylene 106 C8H10 000106-42-3 91
3 o-Xylene 106 C8H10 000095-47-6 91
4 o-Xylene 106 C8H10 000095-47-6 91
5 o-Xylene 106 C8H10 000095-47-6 91
Abundance Scan 417 (5.540 min): BG058276.D\data.ms (-412) (-) m/z 91.00 100.00%
91.0
5000 106.0
 AAEEmaEE RS
39.0 51.0 gg5q 77-0 5.20 5.40 5.60 5.80
\\‘\\\\‘\\\\‘\\\\“‘\\\\“‘\‘\\\‘\‘\‘\\‘\\\‘H‘\\\\“‘\\\\‘\‘\\‘\‘\\\ m/z 166.06 39.1900
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5750: Benzene, 1,3-dimethyl-
91.0
106.0 /\
5000 \\‘\\\\m\\\\‘\\\\’\\\\‘
5.20 5.40 5.60 5.80
m/z 105.00 16.59%
39.0 51.0 @50 /70
\\‘\\\.c\)‘\Z\Z\-‘O\\\\‘\\\\i}‘\\\‘\‘f‘\\‘\f\‘f‘“\\\\‘1\\\‘\‘}\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5720: p-Xylene
91.0
 AAEEmEEE eSS
106.0 5.20 5.40 5.60 5.80
5000 m/z 77.00 10.76%
.0
39.0 510 g50 /7
250 210 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5727: 0-Xylene SN WA
91.0 5.20 5.40 5.60 5.80
m/z 39.00 9.82%
5000 106.0
20 %0 519 a0 710
| , [ 1] A Ml i L
e e e e e e e i RaRuEs ST
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@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 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 2-Cyclohexen-1-o0l Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.798 14.85 ng/ul 255199 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 95
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 80
3 2-Cyclohexen-1-0l 98 C6H100 000822-67-3 76
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 62
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 52
Abundance Scan 461 (5.798 min): BG058276.D\data.ms (-450) (-) m/z 70.00 100.00%
70.0
5000 97.0
41.0
R
‘ ‘ 5.40 5.60 5.80 6.00 6.20
\\“"M\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\z‘o\icl\g\ m/Z 83.00 45.9800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 I L L B R
39.0 97.0 5.40 5.60 5.80 6.00 6.20
m/z 55.00 40.48%
wol 4 |
[N
\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3634: 2-Methylene cyclopentanol
70.0
e A RRRAR
41.0 5.40 5.60 5.80 6.00 6.20
5000 97.0 m/z 97.00 38.30%
|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3586: 2-Cyclohexen-1-ol R RANaaEEEE
70.0 5.40 5.60 5.80 6.00 6.20
m/z 69.00 31.27%
5000 41.0
98.0
, R Y R
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 Sample Multiplier: 1

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

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

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

Peak Number 4 Cyclohexene, 3-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.180 3.74 ng/ul 64263 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 72
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64
3 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64
4 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 64
5 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 53
Abundance Scan 526 (6.180 min): BG058276.D\data.ms (-520) (-) m/z 81.00 100.00%
81.0
5000
53.0 /ASUPUENN B SRR -
‘ 116.0 5.80 6.00 6.20 6.40 6.60
HH’HH‘MH \“\h‘\\‘\‘\1‘\\‘\\\1“\H\‘HH‘H\ m/Z 79.00 46.37%
miz--> 20 40 60 80 100 120 140 160
Abundance #9428: Cyclohexene, 3-chloro-
81.0
5000 \‘H/M‘uu‘uu‘u’(‘\,\
5.80 6.00 6.20 6.40 6.60
39.0 o
‘ 116.0 m/z 80.00 26.78
\\1\5\0’\‘\”“ \6‘3\‘9\\\'&"”\\\\‘\\\“‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140 160
Abundance #36451: Cyclohexene, 3-bromo-
81.0
R R
5.80 6.00 6.20 6.40 6.60
5000 m/z 53.00 23.27%
53.0
27.0
L. H H‘M . |l 101.0119.0138.0 160.0
R e
m/z--> 20 40 60 80 100 120 140 160 /L
Abundance #36450: Cyclohexene, 3-bromo- R R N RRBRR!
81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 18.73%
5000
27.0 530
“ Il 119.0 160.0
““,““ —— R RRAmaaaEEEE SR
m/z--> 60 80 100 120 140 160 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 Sample Multiplier: 1

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

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

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

Peak Number 5 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.521  28.05 ng/ul 481955 1,4-Dichlorobenzene-d4 7.902

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 90
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 16
Abundance Scan 584 (6.521 min): BG058276.D\data.ms (-577) (-) m/z 68.00 100.00%
68.0
5000
39.0 96.0
. \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 55.0 6.20 6.40 6.60 6.80
ettt el 899 L n/z 9.0 28.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3151: 2-Cyclohexen-1-one
68.0
5000 L L R B B
39.0 96.0 6.20 6.40 6.60 6.80
270 m/z 39.00  23.82%
' ‘M o
|
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3153: 2-Cyclohexen-1-one
68.0
 EARmmmEZE SRR
6.20 6.40 6.60 6.80
5000 m/z 40.00 19.29%
96.0
40.0
27.0 ‘ 55.0
T a0 YT
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 2-Cyclohexen-1-one R
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.83%
5000
96.0
40.0
27.0 55.0
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@58276.D

Acq On : 16 Jul 2023 1:50

Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 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 6 unknown-01 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8072 3.50 ng/ul 60140  1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, (- 70 cameo éi;;é{g'é'"

2 Oxirane, [(2-propenyloxy)methyl]- 114 C6H1002 000106-9

®®-PN-I>
ON-bUJOO
(%2 BEVo JaVo RRVo Vo]

3 Propanoic acid, pentyl ester 144 C8H1602 000624-5
4 Acetonitrile, ethoxy- 85 C4H7NO 062957-6
5 Ethoxyacetylene 70 C4H60 000927-8

Abundance Scan 848 (8.072 min): BG058276.D\data.ms (-842) (-) m/z 57.00 100.00%

570 700
5000
41.0

‘ 7.80 8.00 8.20 8.40
1

95.0
g Lyl 82,9 m/z 70.00  84.53%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #610: 2-Butenal, (2)-
39.0 70.0

5000 R e
7.80 8.00 8.20 8.40

27.0 m/z 68.05 48.22%

\\‘]\-?\?‘\\1‘\“‘\\\‘!’“!‘} \5\0‘9\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8234: Oxirane, [(2-propenyloxy)methyl]-
57.0
41.0

7.80 8.00 8.20 8.40

5000 m/z 67.00 44.00%
29.0
A A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #24148: Propanoic acid, pentyl ester e a AARNETS
57.0 7.80 8.00 8.20 8.40

m/z 57.95 32.09%

70.0
5000 29.0
43.0
87.0
Nw L L | 101.0

m/z-->

10 20 30 40 50 60 70 80 90 100

7.80 8.00 8.20 8.40

SFAM-EPA-BGO70123.MA.M Mon Jul 17 02:35:40 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 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

m/z--> 20 40 100 120 140 160

Abundance #33817: Butanoic aC|d, 4-pentenyl ester
68.0

Peak Number 7 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.154 5.59 ng/ul 96056  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 38
2 Butanoic acid, 4-pentenyl ester 156 C9H1602 030563-31-6 37
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 28
4 Oxirane, propyl- 86 C5H100 001003-14-1 22
5 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 14
Abundance Scan 862 (8.154 min): BG058276.D\data.ms (-855) (-) m/z 56.95 100.00%
57.0
AR
g9 960 7.80 8.00 8.20 8.40
‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\ mz 7109 88.7900
miz--> 20 40 80 100 120 140 160
Abundance #8204: 7-Oxab|cyclo[4 1.0]heptan-2-ol
57.0
29.0
5000 \‘\\\\‘\\\\’\\\\‘\\\\’\
7.80 8.00 8.20 8.40
m/z 69.95 84.95%
79 0 96 0 ]\M
\\’\\\‘\\\\‘\\\\‘\\\\‘\

43.0

\‘\\\\‘\\\\’\V\\‘\\\\’\

7.80 8.00 8.20 8.40

5000 m z 68.00 70.13%
00 | L |, 0 mse
m/z--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl- e ‘ L ERRERE A
43.0 71.0 7.80 8.00 8.20 8.40

m/z 41.00 60.27%

5000
26.0 “\ ‘ Ly 990 1290 1550

m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

SFAM-EPA-BGO70123.MA.M Mon Jul 17 02:35:41 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 Sample Multiplier: 1

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

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

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

Peak Number 8 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.219 68.12 ng/ul 11705160 1,4-Dichlorobenzene-d4 7.902

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 94
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 83
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 83
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 64
Abundance Scan 873 (8.219 min): BG058276.D\data.ms (-866) (-) m/z 57.00 100.00%
57.0
5000
410 80.0 Raman e R

I M 98.0 116.0 134.0 7.80 8.00 8.20 8.40 8.60
HH“”“\H‘ “H“\““m}\ \w\\\ww\\\ww\‘\ mZ 79.95 22.46%

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

57.0

5000 S aama
. 7.80 8.00 8.20 8.40 8.60

41.0 m/z 81.00 15.67%

98.0 134.0
s “Q‘ . “m . \‘H‘ \‘\‘\\‘Hh m\‘ !h‘ “‘ . ‘1‘1}6"0‘ . ‘M -
mi/z--> 20 60 80 100 120 140
Abundance #17285.2—Chknocyd0hexan0
57.0

7.80 8.00 8.20 8.40 8.60

5000 m/z 44.00 14.58%
80.0
41.0 98.0
260 1l [ 550 a00 140
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 14.00%

5000
80.0

41.0
98.0

‘h“mﬂ Ll

m/z--> 60 80 100 120 140 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BGO70123.MA.M Mon Jul 17 ©2:35:42 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 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 Cyclohexane, 1,2-dichloro-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.895 3.22 ng/ul 55407 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 91
2 trans-1,4-Cyclohexanediol, bis(p... 408 C12H10F1004 1000384-30-6 56
3 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 56
4 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 56
5 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 50

Abundance Scan 988 (8.895 min): BG058276.D\data.ms (-982) (-) m/z 81.00 100.00%

81.0
5000
39.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ ‘ 8.60 8.80 9.00 9.20
H\‘\\\\”“‘\\H}‘H}|“i“{‘\‘\“\}‘\\‘\1\:!-16‘.\0\\‘\ ‘1\5\\2\.‘1\\\\‘\\\\2‘(\)\7\'\2‘\\\\‘\\\ m/Z 80.00 59.9500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29712: Cyclohexane, 1,2-dichloro-, trans-
81.0
5000 \HMAH‘HH‘\/\HWHH
8.60 8.80 9.00 9.20
39.0 m/z 79.10 21.76%
H\‘\HH“i‘\\”‘}”‘\“‘\“\\U ‘\}‘\\‘\]_\]\_}6‘.\()\\\‘1\5\\2\.9\\\‘\\\\‘\\\\‘\\\\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #306397: trans-1,4-Cyclohexanediol, bis(pentafluoroprop! A
81.0
1 O W
8.60 8.80 9.00 9.20
5000 m/z 39.00 17.13%
119.0
41.0
150, | L. 147.0 175.0 203.0  243.(
R R N RERsAsE IR Eaae s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #37912: Bi-2-cyclohexen-1-y
81.0 8.60 8.80 9.00 9.20
m/z 41.00 14.41%
5000
27.0 530
‘\ H \h‘n i I ‘ L 1170 1620 M
e e e e T e T e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20

SFAM-EPA-BGO70123.MA.M Mon Jul 17 ©2:35:43 2023

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 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 10 1,1'-Biphenyl, 2,2'-dichloro- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.787 3.03 ng/ul 132324  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 99
3 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 98
4 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 98
5 1,1'-Biphenyl, 2,4'-dichloro- 222 C12H8C12 034883-43-7 97

Abundance Scan 2161 (15.787 min): BG058276.D\data.ms (-2153) (- | m/z 152.00 100.00%
152.0

222.0
5000 187.0
- A e
? ‘ ‘ ‘ 15.50 16.00
_wm‘uM‘!w”nm“wu_”wH‘m‘w_‘lww, m/z 222.00  83.28%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101337: 1,1'-Biphenyl, 2,2'-dichloro-
150.0
5000 222.0 —— —
187.0 15.50 16.00
75.0 m/z 224.00  50.32%
sio | o | |
1l |

‘\\\\‘\\\\‘\\\\[!r\\‘\\\\‘\\\\‘\1 \‘\\\\‘\\\\‘\\\\’1\\\

miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101331: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
e o
222.0 15.50 16.00
5000 187.0 ITI/Z 187.00 48.73%
75.0
51.0 9.0 126.0
270, %1% |00
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101338: 1,1'-Biphenyl, 2,2'-dichloro- — i
152.0 15.50 16.00
2220 m/z 151.00 23.71%
187.0
5000
75.0
500 m %Owueo H ﬂ
Ll PR I |
‘H“_“w“u“u“u“_“w““‘H“H“_“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

SFAM-EPA-BGO70123.MA.M Mon Jul 17 02:35:44 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 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 13-Docosenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.955 6.68 ng/ul 391439  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
4 Palmitoleamide 253 C16H31NO 106010-22-4 80
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 78
Abundance Scan 3381 (22.955 min): BG058276.D\data.ms (-3375) (- | m/z 58.95 100.00%
59.0
5000 /\\M\
e
F 0. 23.00
Bl dldd 1981 2491 29433374 75 66 66.39%
m/z--> 50 100 150 200 250 300 350
Abundance #245083: 13-Docosenamide, (Z)-
59.0
5000 1
23.00
m/z 55.00 57.39%
f .0 337.0
15, L 43720 1840 23402760 | |
miz--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (2)-
59.0
e
23.00
5000 m/z 43.00  36.30%
126.0
337.0
Ll 1700 24002770 3970
m/z--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (2)- —
59.0 23.00
m/z 41.00 31.77%
5000
4.0 281.0
189 “H\M L 1001540 19802380 77T —
m/z--> 50 100 150 200 250 300 350 23.00

SFAM-EPA-BGO70123.MA.M Mon Jul 17 02:35:45 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.757 2.49 ng/ul 178107 Perylene-di2 24.670
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3858 (25.757 min): BG058276.D\data.ms (-3850) (- | m/z 57.00 100.00%

57.0
5000

‘ \‘ﬂ13 1831 o253 355.0 25.50 26.00

B U I o P e N m/z 71.80 64.85%

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

Abundance #194590: Heneicosane Nwwwwwwwjf\wxwwwwmw
57.0

5000 i —
25.50 26.00

m/z 85.00 49.61%

T \‘\ \ ‘ ”‘ \h‘\ h’ \“‘\d\ ‘\ }\6\9\()\ ’2\2\5\ (\)‘ T \2\9\6‘ \()\ T ‘ L ‘ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0

7 T
25.50 26.00

5000 m/z 43.00 49.36%

ﬁ16902250 309.0 365.0 436
L] 1690 2250 3000 3650 436
m/z--> 50 100 150 200 250 300 350 400

Abundance #314331: Triacontane 7 —
57.0 25.50 26.00

m/z 55.00  23.99%

- WMM

‘ T
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00

SFAM-EPA-BGO70123.MA.M Mon Jul 17 02:35:46 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27.073 2.50 ng/ul 179155  Perylene-di2 24.670
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 4082 (27.073 min): BG058276.D\data.ms (-4072) (1 m/z 57.00 100.00%
57.0
e M/\w\/\
27.00 |
41. 0183 0 281 0 .
i ““ 1141018302250 2810 3850 .71 00 57.94%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — :
27.00
m/z 43.00 49.08%
N “‘\ H | 141.0183.0225.0267.0309.0 3650
\\\\‘\ \\\\‘\T\\‘\\\\‘\\\\\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T T
27.00
5000 m/z 85.05 48.02%
9.0
15 q ‘ “\ h\ h‘ u %4% (\)1783 0225 0 296.0
i A A
m/z--> 0 100 150 200 250 300 350
Abundance #141057: Octadecane T ‘
57.0 27.00
m/z 55.00  22.54%
5000
9.0
\‘ “\ b u‘ | \4\1 91830 254.0
A S0 B 1 it et —
m/z--> 50 100 150 200 250 300 350 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acq On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS vial : 88 Sample Multiplier: 1

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

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
28.642 2.01 ng/ul 143882  Perylene-di2 24.670
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octadecane 254 C18H38 000593-45-3 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80

Abundance Scan 4349 (28.642 min): BG058276.D\data.ms (-4342) (- m/z 57.00 100.00%

57.0
5000

——

9.0 28.50 29.00
141.1 : :

h‘\\ \h \“\ n‘u H‘ | \h ‘ m‘ \ \ \ i \2\0\7 0 282.0 354.9 m/z 71.00 59.26%

m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0

5000 — .
28.50 29.00

m/z 43.00 50.54%

L h\ 14101530 2250 2670 3000366
\\\‘ \\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0

7
28.50 29.00

5000 m/z 85.00 44 ,59%
9.0
\‘ L “ [ H‘ l \ | (\) ]\'83 0 25\4'0
T ‘ T \‘ T ‘\ ‘ T : ‘ ‘ T \‘ T ‘ L ‘ L ’ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane 7 —
57.0 28.50 29.00

m/z 41.00 13.20%

e e

\‘ ‘ 141.0 183.0 225.0  282.0

7 T
m/z--> 50 100 150 200 250 300 350 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58276.D

Acqg On : 16 Jul 2023 1:50
Operator : CG/JU

Sample : 03414-12

Misc

ALS Vvial : 88 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 3.154 343.9 ng/ul 5908340 1 7.902 343651 20.0
Benzene, 1,3-di... 5.540 2.2 ng/ul 37711 1 7.902 343651 20.0
2-Cyclohexen-1-0l 5.798 14.9 ng/ul 255199 1 7.902 343651 20.0
Cyclohexene, 3-... 6.180 3.7 ng/ul 64263 1 7.902 343651 20.90
2-Cyclohexen-1-one 6.521 28.1 ng/ul 481955 1 7.902 343651 20.0
unknown-01 8.072 3.5 ng/ul 60140 1 7.902 343651 20.0
unknown-02 8.154 5.6 ng/ul 96056 1 7.902 343651 20.0
2-Chlorocyclohe... 8.219 68.1 ng/ul 1170510 1 7.902 343651 20.90
Cyclohexane, 1,... 8.895 3.2 ng/ul 55407 1 7.902 343651 20.0
1,1'-Biphenyl, ... 15.787 3.0 ng/ul 132324 3 14.535 873437 20.0
13-Docosenamide... 22.955 6.7 ng/ul 391439 5 21.533 1172510 20.0
(DEL) Alkane: S... 25.757 2.5 ng/ul 178107 6 24.670 1433050 20.90
(DEL) Alkane: S... 27.073 2.5 ng/ul 179155 6 24.670 1433050 20.0
(DEL) Alkane: S... 28.642 2.0 ng/ul 143882 6 24.670 1433050 20.0
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