LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 ©00:08
Operator : CG/JU

Sample : 03414-15

Misc :

ALS Vvial : 51 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: BGO58242.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.153 6 11 42 rVB 2818562 5858181 100.00% 27.751%
2 3.758 110 114 124 rBV 18745 36741 0.63% 0.174%
3 3.987 150 153 158 rVB3 5981 7878 0.13% 0.037%
4 4.093 167 171 177 rvVB3 7569 12757 0.22% 0.060%
5 4.246 192 197 202 rBV3 4063 7839 0.13% 0.037%
6 4.340 208 213 220 rVB2 14540 25447 0.43% 0.121%
7 4.622 256 261 270 rVB2 20388 34608 ©0.59% 0.164%
8 5.362 382 387 392 rBV2 15165 24932 0.43% 0.118%
9 5.539 412 417 429 rVB2 16248 38931 0.66% 0.184%
106 5.803 452 462 467 rBV3 129586 269786 4.61% 1.278%
11 5.915 476 481 485 rVB3 5880 8136 ©0.14% 0.039%
12 6.179 519 526 534 rVB 38703 64727 1.10% 0.307%
13 6.526 578 585 598 rBV 273822 468568 8.00%  2.220%
14 7.066 669 677 687 rBV 94700 190972 3.26% 0.905%
15 7.231 698 705 713 rBV 75996 131937 2.25% 0.625%
16 7.436 733 740 749 rBV2 97368 193556 3.30% 0.917%
17 7.519 749 754 760 rVB7 5681 10300 0.18% 0.049%
18 7.613 764 770 776 rBV3 8591 18092 0.31% ©0.086%
19 7.900 809 819 826 rBV 192600 335970 5.74% 1.592%
20 7.977 826 832 838 rW 20888 40931 0.70% 0.194%
21 8.071 842 848 854 rW 46138 90033 1.54% 0.427%
22 8.153 854 862 866 rvv2 60577 110910 1.89% 0.525%
23 8.218 866 873 886 rVWW 666354 1171093 19.99% 5.548%
24 8.606 932 939 945 rVv2 85581 164142 2.80% 0.778%
25 8.664 945 949 954 rVW2 22045 41161 0.70% ©.195%
26 8.723 954 959 972 rVB2 44863 95833 1.64% 0.454%
27 8.893 982 988 1000 rVB2 33661 71291  1.22% ©.338%
28 9.064 1010 1017 1028 rVV 98129 183192 3.13% 0.868%
29 9.152 1028 1032 1035 rVV4 6931 12549 0.21% 0.059%
30 9.193 1035 1039 1049 rVvB4 15905 32717 ©.56% 0.155%
31 9.493 1084 1090 1096 rBV6 3461 8910 0.15% 0.042%
32 9.734 1123 1131 1133 rBV6 4793 8601 0.15% 0.041%
33 9.786 1133 1140 1149 rVB 75425 142609 2.43% 0.676%
34 9.951 1163 1168 1177 rBV5 8715 20030 0.34% 0.095%
35 10.327 1224 1232 1245 rBV2 124464 272133  4.65% 1.289%
36 10.568 1264 1273 1276 rBV6 4248 10435 0.18% 0.049%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 ©00:08
Operator : CG/JU

Sample : 03414-15

Misc :

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 10.703 1286 1296 1310 rVV 309330 570683 9.74% 2.703%
38 10.838 1313 1319 1336 rvB2 53151 111199 1.90% ©.527%
39 11.244 1382 1388 1395 rVBS8 5909 12256 0.21% 0.058%
40 11.408 1411 1416 1422 rVB4 3862 7402 0.13% 0.035%
41 11.514 1425 1434 1441 rVV8 7144 17613 ©0.30% 0.083%
42 12.654 1624 1628 1633 rVB2 11425 17281 0.29% 0.082%
43 12.754 1640 1645 1648 rBV3 5939 9369 0.16% 0.044%
44 12.789 1648 1651 1657 rVB4 6573 9126 0.16% 0.043%
45 13.353 1741 1747 1752 rBV 10085 13098 0.22% 0.062%
46 13.418 1752 1758 1765 rVB5 4090 8141 0.14% 0.039%
47 13.940 1840 1847 1857 rBV 248670 364621 6.22% 1.727%
48 14.175 1879 1887 1890 rBvV2 29510 49065 0.84% 0.232%
49 14.234 1890 1897 1906 rVB 268605 465687 7.95% 2.206%
50 14.540 1942 1949 1959 rVB 524819 824268 14.07% 3.905%
51 14.739 1977 1983 1996 rBV2 46722 111465 1.90% 0.528%
52 14.892 2004 2009 2013 rBvV3 11031 17185 0.29% 0.081%
53 15.527 2111 2117 2127 rVV 373470 586116 10.01% 2.777%
54 15.650 2132 2138 2149 rVB2 59019 98131 1.68% 0.465%
55 15.891 2173 2179 2185 rBV2 22472 33611 ©.57% 0.159%
56 16.073 2203 2210 2219 rBV5 11791 29311 0.50% 0.139%
57 16.814 2331 2336 2344 rBV4 6338 9177 0.16% 0.043%
58 16.972 2358 2363 2367 rvV 54579 75621 1.29% ©.358%
59 17.284 2409 2416 2426 rBV 682928 1036665 17.70% 4.911%
60 17.383 2426 2433 2444 rVB 346103 545481 9.31% 2.584%
61 17.942 2521 2528 2536 rVB2 28799 36085 0.62% 0.171%
62 18.047 2540 2546 2549 rBVS5S 4486 8613 0.15% 0.041%
63 18.165 2561 2566 2572 rBV3 26434 43588 0.74% 0.206%
64 18.271 2580 2584 2591 rVB4 6921 12071 0.21% 0.057%
65 18.500 2618 2623 2630 rVB5 4809 8330 0.14% 0.039%
66 18.664 2647 2651 2656 rVB5 11626 17978 0.31% 0.085%
67 18.717 2656 2660 2662 rBV 9504 13453 0.23% 0.064%
68 18.747 2662 2665 2670 rVB 8001 10699 0.18% 0.051%
69 18.899 2687 2691 2694 rBVS5 4819 8487 0.14% 0.040%
70 18.970 2698 2703 2707 rBV2 17258 25879 0.44% 0.123%
71 19.111 2719 2727 2731 rBv4 28283 40533 0.69% 0.192%
72 19.246 2742 2750 2757 rVB8 16616 36592 0.62% 0.173%
73 19.340 2762 2766 2771 rVB 10716 16885 0.29% 0.080%
74 19.446 2779 2784 2787 rBV5S 7217 14855 ©0.25% 0.070%
75 19.587 2805 2808 2814 rVV7 10021 13670 0.23% 0.065%

76 19.669 2814 2822 2834 rVV2 529253 802080 13.69%  3.800%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 ©00:08
Operator : CG/JU

Sample : 03414-15

Misc :

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
77 19.769 2835 2839 2844 rVB7 8397 13351 ©0.23% 0.063%
78 19.834 2844 2850 2853 rBV6 6752 11908 ©0.20% 0.056%
79 19.892 2857 2860 2868 rvV3 11912 19637 0.34% 0.093%
80 20.192 2907 2911 2915 rBV2 14611 20915 0.36% 0.099%
81 20.627 2981 2985 2988 rBV2 19109 24716  0.42% ©.117%
82 20.691 2993 2996 2999 rvv2 17184 23011 0.39% 0.109%
83 20.909 3031 3033 3036 rVB2 10093 10005 ©0.17% ©0.047%
84 20.985 3042 3046 3051 rBV 23794 33448 ©0.57% 0.158%
85 21.185 3076 3080 3084 rBV2 28798 43819 ©.75% 0.208%
86 21.414 3115 3119 3129 rVB 59000 82940 1.42% 0.393%
87 21.532 3132 3139 3150 rBV2 663021 1119258 19.11% 5.302%
88 21.643 3155 3158 3163 rBV7 8101 12920 0.22% 0.061%
89 22.301 3264 3270 3277 rBV 94888 167635 2.86% 0.794%
90 22.665 3330 3332 3338 rVBS 9237 11364 ©0.19% 0.054%
91 22.959 3375 3382 3393 rBV2 207456 465956  7.95% 2.207%
92 23.312 3438 3442 3447 rBV5 18710 33314 0.57% 0.158%
93 23.752 3510 3517 3525 rVB 121507 238134 4.06% 1.128%
94 24.458 3627 3637 3651 rVB2 236995 664787 11.35%  3.149%
95 24.675 3664 3674 3690 rVB 413903 1230736 21.01% 5.830%
96 25.174 3752 3759 3772 rVB6 50215 140419 2.40% 0.665%
97 25.762 3851 3859 3871 rBV3 54323 172593 2.95% ©.818%
98 27.072 4075 4082 4092 rVBS 30149 103859 1.77% ©.492%
99 28.647 4343 4350 4365 rVB4 27218 105687 1.80% 0.501%
100 30.333 4633 4637 4640 rBV5 5401 10763 ©0.18% 0.051%
Sum of corrected areas: 21109473
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG058242.D\data.ms
153
2500000
2000000
1500000
1000000
8.218
500000
6.526 10 703
5.803 %53
3.75MEPBA80622  5.383395,016179 | %937 M 4@%7@551 5, 1838 1 pyna 4 12858
O\\\‘\\\\‘\\\\‘\\\\‘\\\"v—[\‘rﬁxv—rr ‘/_Y_Y_Y_[\\T_\‘ﬁ_r/\m V_/\T\\‘Y_F“Yi\\ /Q_ \—’_Y_Tif\”T T
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: BG058242.D\data.ms
2500000
2000000
1500000
1000000
17.284 21.532
500000 14.540 19669
15.527 17.383
13.944.234
1 5 4 22.303.
1833588 |14.175 14173802 G073 1618137 ) TREREY , 0. 643 2.66
O"_Y_Y_r\"_Y_Y_Y_\ \\‘\\\\‘\\ \\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BG058242.D\data.ms
2500000
2000000
1500000
1000000
500000 24.675
2 959 24.45
23.752
23317 I\ J| 25174 25762 21072 28.647 30.333
0 \‘\\\\‘\\\v_\—T‘\‘T\—\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ﬁm\\‘\\\\‘\\\\‘\\\ﬁ‘—\ﬁﬁh\ﬁ

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\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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.
3.153 348.73 ng/ul 5858180 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 95
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 94
3 Cyclohexene 82 C6H10 000110-83-8 91

4 Cyclohexene 82 C6H10 000110-83-8 91
5 Ethylidenecyclobutane 82 C6H10 001528-21-8 91

Abundance  Scan 11 (3.153 min): BG058242.D\data.ms (-6) (-) m/z 67.00 100.00%

540 67.0

—

5000
39.0 82.0
e
H 740 3.203.303.403.503.60
Ol e b m/z 54,00 87.28%
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
41.0 82.0 3.203.303.403.503.60
270 m/z 81.95 41.20%

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 SN SRR AR
3.203.303.403.503.60
5000 ITI/Z 39.00 35.25%
41.0 82.0
27.0
HwHw””ww!‘wHH\H“WHWHMMWWH‘V wm'\”‘l\!*“w”w
mlz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1358: Cyclohexene T T T
67.0 3.203.303.403.503.60
54.0 m/z 41.00 32.59%
5000 82.0
41.0
27.0 ‘
””\””\””\””!‘!”\””\”“i“‘”!””H‘!‘i””w”i‘ ‘”\m'\qw”w”w SRR SRR AR
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@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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 Tetrachloroethylene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.622 2.06 ng/ul 34608 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 96
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 95
5 2,4-Dichloro-6-fluoropyrimidine 166 C4HC12FN2 003833-57-6 35
Abundance Scan 261 (4.622 min): BG058242.D\data.ms (-256) (-) m/z 165.80 100.00%
165.8
128.8
5000
93.9
47.0 \
R RANERRREE
‘ ‘ 4.20 4.40 4.60 4.80 5.00
\\\\‘\\\\‘\1‘\\"‘\\\\“‘\‘\\\’\\\\‘\\\‘\‘\\\\‘\\‘\\‘ m/2163o86 75.2500
m/z--> 20 40 60 80 100 120 140 160
Abundance #39854: Tetrachloroethylene
166.0
131.0
5000 ‘\\\\‘\\\\‘\"\\\‘\\\\‘\\\
470 94.0 4.20 4.40 4.60 4.80 5.00
' m/z 128.80  70.20%
20| |, | |
\\\\‘\\\‘\\\\’\\\\‘ \"\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 80 100 120 140 160
Abundance #39850:TenachknoethWene
166.0
129.0 Raman e R s
4.20 4.40 4.60 4.80 5.00
5000 m/z 130.90 68.85%
94.0
47.0
240, | Lm0 L,
m/z--> 20 40 60 80 100 120 140 160
Abundance #39852: Tetrachloroethylene e
166.0 4.20 4.40 4.60 4.80 5.00
1290 m/z 167.80  50.53%
5000
94.0
47.0
m/z--> 20 40 60 80 100 120 140 160 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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 p-Xylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.539 2.32 ng/ul 38931 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 91
2 Benzene, 1,3-dimethyl- 106 C8H1e0 000108-38-3 91
3 p-Xylene 106 C8H10 000106-42-3 91
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 91
5 p-Xylene 106 C8H10 000106-42-3 91
Abundance Scan 417 (5.539 min): BG058242.D\data.ms (-412) (-) m/z 91.00 100.00%
91.0
106.0
5000
 RRAREE
39.0 57-9 62.9 77‘-0 5.20 5.40 5.60 5.80
\\‘\\\\‘\\\\’\\\\“‘\\\‘\“1‘\\\‘\‘\‘\\‘\}\“‘\}\\‘1\‘\\‘\‘\\‘\‘\\\ m/z 166.06 54.7600
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5718: p-Xylene
91.0
106.0 [\
5000 LB L B I IR B B
5.20 5.40 5.60 5.80
m/z 105.00  19.74%
270 39.0 510 g5 /70
\\‘\\\.(\)‘\\\‘\.’\\\\“\\\\H!“\\\‘\‘\‘\\‘\!\‘U‘\\\\‘1\\\‘\‘!‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5750: Benzene, 1,3-dimethyl-
91.0
106.0 R RAREREEEEEEm
5.20 5.40 5.60 5.80
5000 m/z 50.90 14 .06%

39.0 51.0 g59 /70

O e e el
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5721: p-Xylene T T T
91.0 5.20 5.40 5.60 5.80
m/z 77.00 13.80%
106.0
5000
27.0 390 510 450 770 /”\
‘w"”\”“‘y"”‘\“‘”U“‘w““”\”“U\‘”wl”w“““w”‘ H\H‘A‘\”HH\HHMA‘A“!
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@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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 2-Cyclohexen-1-o0l Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.803 16.06 ng/ul 269786 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 96
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 91
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 90
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 70
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 64
Abundance Scan 462 (5.803 min): BG058242.D\data.ms (-452) (-) m/z 70.00 100.00%

70.0
83.0
5000 55.0 97.0
39.0

“ ‘ 5.40 5.60 5.80 6.00 6.20
‘H,‘H‘_“w“m;u“wu‘wnm‘ i m/z 83.e0  48.55%

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

70.0

5000 390 83.0 “‘H“H‘_“w“u“
oo T 580 97.0 5.40 5.60 5.80 6.00 6.20

m/z 55.00 41.26%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3634: 2-Methylene cyclopentanol

70.0
IANVOUPUINIY 2L 2L N PRIV
41.0 55.0 83.0 5.40 5.60 5.80 6.00 6.20
5000 ' 97.0 m/z 97.00 38.89%
27.0
,

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3586: 2-Cyclohexen-1-ol Raaas A REmaE BERE
70.0 5.40 5.60 5.80 6.00 6.20

m/z 69.00 32.11%

5000 410 o g 83.0
98.0
L HNM‘ Al \M ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 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@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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 Cyclopropane, 1l-chloro-2-et... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.179 3.85 ng/ul 64727 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-chloro-2-ethenyl... 116 C6H9C1 062337-93-3 72
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 72
3 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 64
4 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64
5 Bicyclo[2.1.0]pentane-5-carboxyl... 154 C9H1402 074810-55-2 50
Abundance Scan 526 (6.179 min): BG058242.D\data.ms (-519) (-) m/z 81.00 100.00%
81.0
5000
53.0 i CNRN  N—
‘ 116.0 5.80 6.00 6.20 6.40 6.60
““‘J“WM‘Jw‘u‘M\“““k““““‘ ——— m/z 79.00 47.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #9437: Cyclopropane, 1-chloro-2-ethenyl-1-methyl-
81.0
5000 \‘\\/}A\‘\\\\‘\\\\‘\\\\‘\
53.0 5.80 6.00 6.20 6.40 6.60
28.0 m/z 80.00  22.27%
T \‘!‘\ \‘1“\ “\“‘\ \‘\‘“\ \\g?.‘ow \1\1‘\6.‘0\ L B B
miz--> 20 40 60 80 100 120 140 160
Abundance #36451: Cyclohexene, 3-bromo-
81.0
LWL/ PERRRR—
5.80 6.00 6.20 6.40 6.60
5000 m/z 53.00 20.79%
27 0
H H‘” llL 980 119.0 138.0 160.0
“““‘““‘““““““““““““
m/z--> 20 60 80 100 120 140 160 /\/\
Abundance #9436.Cyd0propane,l—chkwo—Z{]:propenyD— e e
81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 18.91%
5000
27 0 H 116.0
m/z--> 20 40 60 O 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@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 Sample Multiplier: 1

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

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

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

Peak Number 6 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.526 27.89 ng/ul 468568 1,4-Dichlorobenzene-d4 7.900

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 585 (6.526 min): BG058242.D\data.ms (-578) (-) m/z 68.00 100.00%
68.0
5000
96.0
R R REE
‘ 55.0 6.20 6.40 6.60 6.80

et b el 8RO L m/z 96.00  29.00%

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

Abundance #3151: 2-Cyclohexen-1-one

68.0
5000 UL L B L A B LR
39.0 96.0 6.20 6.40 6.60 6.80
270 m/z 39.00 22.59%
) ‘M o
|
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 2-Cyclohexen-1-one
68.0
o RAREmEELE LR
6.20 6.40 6.60 6.80
5000 m/z 40.00 19.41%
96.0
40.0
70 B0 | st
H“‘H,“H“‘H“‘H“‘H“““‘H“‘H“‘H“‘H
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3153: 2-Cyclohexen-1-one EEEmmaEE RS
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.93%
5000
96.0
40.0
i
1 . .
‘w“u“u‘_“w“u‘u“_““H“H“_‘H“H‘ R RARmEEL T
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@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 Sample Multiplier: 1

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

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

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

Peak Number 7 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.977 2.44 ng/ul 40931 1,4-Dichlorobenzene-d4 7.900

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-Ethyl-3-hexene 112 C8H16 016789-51-8 72
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 72
4 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 59
5 3-Ethyl-2-hexene 112 C8H16 000620-00-8 50
Abundance Scan 832 (7.977 min): BG058242.D\data.ms (-826) (-) m/z 54.95 100.00%
55.0
- /\AAA
390 1120 L L B BN L R
M “ ss0 o0 7.60 7.80 8.00 8.20
H‘H‘W‘H‘_‘H‘M‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ m/z 57.80 25.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 L L AL B R B
7.60 7.80 8.00 8.20
41.0 112.0 ITI/Z 39.00 22.26%
83.0
\\‘\\\\‘\\\\‘\\\\‘H\\\‘\\!‘\‘\\6\8\‘()\\\\‘\\\\‘9\\5\(\)‘\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7522: 3-Ethyl-3-hexene
55.0
e R AmaEEa R
7.60 7.80 8.00 8.20
5000 83.0 m/z 112.00 19.15%
41.0 112.0
27.0 ‘ 69.0
‘“]"‘5(9_”‘1“””‘11“‘“‘M“HHH}HH‘M“_9‘7‘?””‘””_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7244: 7-Oxabicyclo[4.1.0]heptan-2-one e AMRmEES S
55.0 7.60 7.80 8.00 8.20
m/z 83.00 17.09%
5000
27.0
390 112.0
‘ 83.0
68.0
150 S TREEEEEN L . N1 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071323\
BGO58242.D

: 15 Jul 2023 ©0:08

: CG/IU

: 03414-15

: 51  Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 7

R.T. EstConc Area Relative to ISTD R.T.
8.071 5.36 ng/ul 90033  1,4-Dichlorobenzene-d4 7.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 40
2 4-Penten-1-0l, propanoate 142 C8H1402 030563-30-5 32
3 Methacrolein 70 C4H60 000078-85-3 30
4 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 22
5 Cyclobutane, methylene- 68 C5H8 001120-56-5 22
Abundance Scan 848 (8.071 min): BG058242 D\data.ms (-842) (-) m/z 56.95 100.00%
70 70,0
5000
o RRREEEEE L
83.0 96.0 7.80 8.00 8.20 8.40
\H‘HH‘\H\’\\\‘\}\!Hi‘\‘\‘\\‘\\w\‘\H\‘\H\‘\\H‘H\\‘H\\‘\ m/z 69.95 85.0900
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 v\\‘\\\\‘\\\\’\\\\‘\\\\
7.80 8.00 8.20 8.40
m/z 68.00 61.09%
90 LU ss0 seo
\H‘HH‘\H\’\\H‘\\H‘H\\‘H\\ \H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #22664: 4-Penten-1-ol, propanoate
57.0
AM\\\‘\\\\‘\\\\’\\\\‘\\\\/
7.80 8.00 8.20 8.40
5000 29.0 m/z 67.00 56.00%
IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #600: Methacrolein R R RRE
41.0 70.0 7.80 8.00 8.20 8.40
m/z 58.00 32.72%
5000
270 H 550
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 Sample Multiplier: 1

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

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

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

Peak Number 9 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.153 6.60 ng/ul 110910 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 43
2 Butanoic acid, 4-pentenyl ester 156 C9H1602 030563-31-6 32
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 25
4 Oxirane, butyl- 100 C6H120 001436-34-6 17
5 Oxirane, pentyl- 114 C7H140 005063-65-0 10
Abundance Scan 862 (8.153 min): BG058242.D\data.ms (-854) (-) m/z 57.00 100.00%
57.0
71.0
5000 41.0
A A
H ‘ 96.0 7.80 8.00 8.20 8.40
H‘\H\‘HH‘\H\}\“H“‘\‘\}\‘H‘M‘1\H“\‘\‘H‘H‘!\‘HH‘HH‘HH‘H\ m/Z 70.00 89.4800
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0
29.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
0 7.80 8.00 8.20 8.40
' 71.0 m/z 71.80  75.33%
50 Ll eso
H‘HM\‘HM}H\MHH“\{H‘H‘H HH“‘\‘H\‘Hw\‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #33817: Butanoic acid, 4-pentenyl ester
68.0
43.0 SSN\Y L VAR
7.80 8.00 8.20 8.40
5000 m/z 68.00 59.03%
27.0
89.0
Voo S0 1280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8656: Hexane, 2,3-dimethyl- : ‘_“ﬁ“‘W“‘W‘«‘/ﬁ
43.0 70.0 7.80 8.00 8.20 8.40
m/z 41.00 51.21%
5000
27.0
M‘ ‘w \w 850 114.0
A Raans L R e AARA A R e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 Sample Multiplier: 1

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

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

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

Peak Number 10 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.218 69.71 ng/ul 1171096 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 91
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 87
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 83

4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 59
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 52

Abundance Scan 873 (8.218 min): BG058242.D\data.ms (-866) (-) m/z 57.00 100.00%

57.0
5000
80.0
41.0 T T T T T

H M 980 116.0 134.0 7.80 8.00 8.20 8.40 8.60
HH“”“\H‘ “H“\““m}w ‘\\\\\\\\\\\\ m/Z 80.00 23.29%

m/z--> 20 60 80 100 120 140
Abundance #17288. 2-Chlorocyclohexanol
57.0
5000 DL R R B N
80.0 7.80 8.00 8.20 8.40 8.60
41.0 m/z 81.00 15.84%
98.0 134.0
s “Q‘ . “m . \‘H‘ \‘\‘\\‘Hh m\‘ !h‘ “‘ . ‘1‘1}6"0‘ . ‘M -
m/z--> 20 60 80 100 120 140
Abundance #17285. 2-Chlorocyclohexanol
57.0
e e
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 14.11%
80.0
41.0
98.0 1340
80 [0 s 2300
m/z--> 20 40 60 80 100 120 140
Abundance #17286: 2-Chlorocyclohexanol R e e R
57.0 7.80 8.00 8.20 8.40 8.60
m/z 44.00 13.61%
5000
41.0 800
98.0
h116-°13“-°
m/z--> 60 80 100 120 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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 1,2-Cyclohexanediol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.664 2.45 ng/ul 41161 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 59
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 52
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 50
4 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 50
5 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 45
Abundance Scan 949 (8.664 min): BG058242.D\data.ms (-945) (-) m/z 70.00 100.00%
57.0 70Q.0
5000 41.0
83.0
R R AR RRR
H ‘ | 98‘ 0 e 8.40 8.60 8.80 9.00
el bl 1181 5760 89.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9184: 1,2-Cyclohexanediol
70.0
57.0
5000 L RN RN R
98.0 8.40 8.60 8.80 9.00
83.0
27.0 m/z 41.00 44.79%
I ) \ L
\\‘\\\\“\\\\’\\\\‘\!!}‘\\\‘\ ‘\\\\‘l\\\\‘\\\\‘\\\\‘\\!\‘\\\
miz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #3588: 2-Cyclohexen-1-0
70.0
R RARER AR
8.40 8.60 8.80 9.00
m/z 44.00 42.07%
5000 g30 980 /
41.0 55.0
H‘H‘W‘HJMMHNNMW ‘JM‘NWN‘W‘H‘_‘H‘H‘W‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #3585: 2-Cyclohexen-1-ol R RN R
70.0 8.40 8.60 8.80 9.00
m/z 83.00 32.45%
27.0 55.0 83.0 98.0
, ,/\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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 Cyclohexane, 1,2-dichloro-,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.893 4.24 ng/ul 71291 1,4-Dichlorobenzene-d4 7.900

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 83
2 Cyclohexane, 1,2-dichloro- 152 C6H1eC12 001121-21-7 72
3 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 64
4 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 64
5 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 64
Abundance Scan 988 (8.893 min): BG058242.D\data.ms (-982) (-) m/z 81.00 100.00%
81.0
5000
S AN i G\ PO
41‘ 0 o0 8.60 8.80 9.00 9.20
\\\‘\\\\“\\‘mm\‘\‘\\“\‘ 1W\\‘\\\\‘.\\\\‘\\\\’\\ m/Z 80.00 50.07%
m/z--> 20 60 80 100 120 140 160
Abundance #29712. Cyclohexane, 1,2-dichloro-, trans-
81.0
5000 HM"“\/L\H,HH‘{\HWHH
8.60 8.80 9.00 9.20
39.0 m/z 79.00 19.95%
H \“‘H L” I 11\6.0 152.0
\\\‘\\ \‘\\ \\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 20 60 80 100 120 140 160
Abundance #29699.0ycbhexane,12—mchbro—
81.0
8.60 8.80 9.00 9.20
5000 m/z 40.95 14.81%
41.0
150 | w\ 82 hu L9080 1150 1520
e e RS
m/z--> 20 60 80 100 120 140 160
Abundance #37910.BL2@ydohexen4:y
81.0 8.60 8.80 9.00 9.20
m/z 53.00 12.88%
5000
41.0
I \‘ | L” 104.0 129.0 154.0 /\ (\(\A Mﬂm
“““““““““ S B P
m/z--> 20 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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.
22.301 3.00 ng/ul 167635  Chrysene-di12 21.532
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 4-Methylheneicosane 310 C22H46 025117-29-7 86
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 3270 (22.301 min): BG058242.D\data.ms (-3264) (1 m/z 57.00 100.00%
57.0
9.0 — —
\ ‘ \ \ 1411 1971 266.8 355.0 22.00 22:50
A e 9N 2068 8990 sz 71.00 57.32%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 i —
22.00 22.50
m/z 43.00 49.95%
iy H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
22.00 22.50
5000 m/z 85.05 41.45%
9.0
(L0141 1410183.0225.0267.0300.0 367.0
A e e T
m/z--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane —— —
57.0 22.00 22.50
m/z 55.00 20.34%
5000
‘ 267.0
il “wk (110 370 | gwoo T
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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 13-Docosenamide, (Z)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.959 8.33 ng/ul 465956  Chrysene-di12 21.532
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 95
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 86
5 Tetradecanamide 227 C14H29NO 000638-58-4 78

Abundance Scan 3382 (22.959 min): BG058242.D\data.ms (-3375) (- | m/z 59.00 100.00%
59.0
5000 j\\ﬂk
=
7.0 23.00
u“ﬁu 400 207.02492 29413373 . 25 ap  6o.65%
m/z--> 50 100 150 200 250 300 350
Abundance #245083: 13-Docosenamide, (Z)-
59.0
5000 T
23.00
m/z 55.00 53.31%
f .0 337.0
15, L 43720 1840 23402760 | |
miz--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (2)-
59.0
——
23.00
5000 ITI/Z 43.00 34.55%
4.0 281.0
178‘(\?‘ \“\““m ‘u‘ H\ MM H \H ]"5‘4‘0‘ ‘1‘98“0‘2“?’8‘?‘ . “ e
m/z--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (Z)- —
59.0 23.00
m/z 41.00 30.48%
5000
137.0
3370
- u\‘ h u\h w‘w‘m . 1930 2400 2040 17 S
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 Sample Multiplier: 1

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

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.752 3.87 ng/ul 238134  Perylene-di2 24.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 3517 (23.752 min): BG058242.D\data.ms (-3510) (- | m/z 57.00 100.00%

57.0
5000

=
2350 24.00

411
“‘¢‘ Mh‘”ﬂ 141118312252 2810 ./, 71.e8  59.06%

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 == —
23.50 24.00

m/z 43.00 55.77%

L M | 141018302250 267.0309.0 367
\ T \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 2000 250 300 350
Abundance #194590: Heneicosane
57.0

—
23.50 24.00

5000 m/z 85.00 45 ,54%
9.0
15.0 ‘L L4 h‘ | 141018302250 2960
P A e
m/z--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo- e ]
57.0 23.50 24.00

m/z 55.00  23.36%

- jW/\/W\N\/\
LJM ¥ 1550 1970 253.0

7 7
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 Sample Multiplier: 1

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

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

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

Peak Number 16 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
25.174 2.28 ng/ul 140419  Perylene-di2 24.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
5 Eicosanal- 296 C20H400 002400-66-0 87

Abundance Scan 3759 (25.174 min): BG058242.D\data.ms (-3752) (- m/z 57.00 100.00%
57.0

96.0
5000

-

L L —
| HL ‘37'0 1909  264.0 25.00 2550
‘ T

9 T Pt 385 w/z 43.e5 88.38%

m/z--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
43

5000 .
\‘“\ |
L ‘ L

24.0 m/z 82.00 69.96%
166.0 211.0250.0

m/z--> 50 100 150 200 250 300 350
Abundance #158567: Octadecana
43.0 82.0
Moy A Ve e

5000 m/z 96.00 56.87%

24.0 250.0
‘ H 194.0 ‘
ST DY WO SO
m/z--> 50 100 150 200 250 300 350

Abundance #158569: Octadecanal T —
43.0 82.0 25.00 25.50
m/z 55.00 55.93%

5000

-

T ‘
m/z--> 50 100 150 200 250 300 350 25.00 25.50

23.0
LA RAALL 1660 2270 peeo
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 Sample Multiplier: 1

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

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.762 2.80 ng/ul 172593  Perylene-di2 24.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylheneicosane 310 C22H46 025117-29-7 87
2 Docosane 310 C22H46 000629-97-0 72
3 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 3859 (25.762 min): BG058242.D\data.ms (-3851) (- | m/z 57.00 100.00%

57.0
5000

99.0 L ]
25.50 26.00
141.1 . |
T ‘\L‘ |“ T ‘h‘ \“h‘\ ‘L‘i M‘ T M\ ‘i‘ T L \2‘?‘7\‘ (\) T ‘2?6\(\) T \35“4\ m/Z 71.00 54.34%
m/z--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane
57.0

5000 i —

25.50 26.00
m/z 85.00  48.85%

‘ 99.0 267.0
T “\ \‘ “‘ T h‘ \“‘ T ““ \h‘ T i \4\‘1--‘0‘\ ‘\ \]‘-\97.\0‘ LI ‘ T “‘\ T \3‘1\0.\0\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane

57.0

T —
25.50 26.00

5000 m/z 43.00 45.62%
99.0
|4 ) 1410 1830 2250 2670 3100
Pl e A e
m/z--> 50 100 150 200 250 300 350
Abundance #126398: Tridecanol, 2-ethyl-2-methyl- —— ——
57.0 25.50 26.00

m/z 99.00  19.55%

5000
‘ 99.0 211.0
141.0 .
I \h\ “\\‘ \“ ‘\‘ [ | M\ ‘ — Al

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

E
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58242.D

Acqg On : 15 Jul 2023 ©00:08
Operator : CG/JU

Sample : 03414-15

Misc

ALS vial : 51 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 3.153 348.7 ng/ul 5858180 1 7.900 335970 20.0
Tetrachloroethy... 4.622 2.1 ng/ul 34608 1 7.900 335970 20.0
p-Xylene 5.539 2.3 ng/ul 38931 1 7.900 335970 20.0
2-Cyclohexen-1-0l 5.803 16.1 ng/ul 269786 1 7.900 335970 20.0
Cyclopropane, 1... 6.179 3.9 ng/ul 64727 1 7.900 335970 20.0
2-Cyclohexen-1-one 6.526 27.9 ng/ul 468568 1 7.900 335970 20.0
7-Oxabicyclo[4.... 7.977 2.4 ng/ul 40931 1 7.900 335970 20.0
unknown-01 8.071 5.4 ng/ul 90033 1 7.900 335970 20.0
unknown-02 8.153 6.6 ng/ul 110910 1 7.900 335970 20.0
2-Chlorocyclohe... 8.218 69.7 ng/ul 117109 1 7.900 335970 20.0
1,2-Cyclohexane... 8.664 2.5 ng/ul 41161 1 7.900 335970 20.0
Cyclohexane, 1,... 8.893 4.2 ng/ul 71291 1 7.900 335970 20.0
(DEL) Alkane: S... 22.301 3.0 ng/ul 167635 5 21.532 1119260 20.0
13-Docosenamide... 22.959 8.3 ng/ul 465956 5 21.532 1119260 20.0
(DEL) Alkane: S... 23.752 3.9 ng/ul 238134 6 24.675 1230740 20.0
Oxirane, hexade.. 25.174 2.3 ng/ul 140419 6 24.675 1230740 20.0
(DEL) Alkane: S... 25.762 2.8 ng/ul 172593 6 24.675 1230740 20.0
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