LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc :

ALS Vvial : 36 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: BGO58228.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 42 rVB 5694276 12978163 100.00% 37.767%
2 3.760 109 114 121 rBV 33996 60468 0.47% 0.176%
3 4.094 165 171 176 rBvV2 14618 20326 0.16% 0.059%
4 4.341 207 213 225 rVB3 37147 72048 0.56% 0.210%
5 4.623 256 261 270 rVB 49928 89456 0.69% 0.260%
6 5.364 380 387 392 rBV 51159 85503 0.66% 0.249%
7 5.546 412 418 427 rBV 41648 94537 0.73% 0.275%
8 5.804 450 462 466 rBV 411378 771811 5.95% 2.246%
9 5.839 466 468 475 rVB 78280 114705 0.88% 0.334%
106 5.910 475 480 485 rBv4 16661 28335 0.22% 0.082%
11 6.180 520 526 538 rVB 94378 158357 1.22% 0.461%
12 6.527 577 585 601 rBvV 729558 1268714 9.78% 3.692%
13 7.067 667 677 691 rBV 88145 183327 1.41% 0.533%
14 7.232 697 705 716 rBV 75021 131760 1.02% 0.383%
15 7.438 734 740 750 rBvV2 84956 185046 1.43% 0.538%
16 7.520 750 754 763 rVB7 11437 26726 0.21% 0.078%
17 7.620 763 771 774 rBV2 20696 41683 0.32% 0.121%
18 7.902 808 819 826 rBV 226257 397822 3.07% 1.158%
19 7.978 826 832 837 rVV 56049 106374 0.82% 0.310%
20 8.025 837 840 843 rW5 12570 21213 0.16% 0.062%
21 8.078 843 849 855 rW2 76175 151961 1.17% 0.442%
22 8.154 855 862 867 rvv2 98560 186500 1.44% 0.543%
23 8.225 867 874 887 rVV 1575049 2841516 21.89%  8.269%
24 8.325 887 891 897 rV4 12608 23613 0.18% 0.069%
25 8.448 908 912 915 rVV3 10882 17797 0.14% 0.052%
26 8.495 915 920 923 rVwv4 13647 24282 0.19% 0.071%
27 8.536 924 927 931 rW3 13671 24757 0.19% 0.072%
28 8.589 931 936 944 rVW4 24869 65939 0.51% 0.192%
29 8.666 944 949 954 rVvV 41705 80325 0.62% 0.234%
30 8.730 954 960 973 rVWW3 55231 138066 1.06% 0.402%
31 8.895 982 988 999 rw 86348 177794 1.37% 0.517%
32 9.006 1002 1007 1011 rVV2 11884 18772 0.14% 0.055%
33 9.065 1011 1017 1027 rVWV 93828 182718 1.41% 0.532%
34 9.153 1028 1032 1036 rVvV3 17653 33865 0.26% 0.099%
35 9.200 1036 1040 1053 rVvB3 = 37417 74804 0.58% 0.218%
36 9.735 1124 1131 1134 rBv4 7707 15901 0.12% 0.046%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc :

ALS Vvial : 36 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 9.788 1134 1140 1152 rVB 77449 145375 1.12% 0.423%
38 9.946 1162 1167 1176 rBV4 19987 43916 ©0.34% 0.128%
39 10.087 1183 1191 1198 rBV6 26115 65012 0.50% 0.189%
40 10.328 1220 1232 1247 rBV3 109986 251314 1.94% 0.731%
41 10.563 1265 1272 1279 rBV3 11543 25486 0.20% 0.074%
42 10.704 1283 1296 1303 rBV 352361 691127 5.33% 2.011%
43 10.757 1303 1305 1312 rVV2 13824 20012 0.15% ©0.058%
44 10.840 1312 1319 1327 rVB7 8662 23820 0.18% 0.069%
45 11.239 1382 1387 1396 rVB7 11271 27073 0.21% 0.979%
46 11.409 1408 1416 1421 rVBS8 13790 28054 0.22% 0.082%
47 11.521 1421 1435 1442 rVB8 13896 39385 ©0.30% 0.115%
48 12.020 1513 1520 1525 rBV6 12434 24001 0.18% 0.070%
49 12.655 1623 1628 1635 rVB 29636 45725 0.35% 0.133%
50 12.755 1639 1645 1648 rBV2 16585 29621 0.23% 0.086%
51 12.790 1648 1651 1659 rvB4 15799 30289 0.23% 0.088%
52 13.072 1694 1699 1705 rVB 20848 30982 0.24% 0.090%
53 13.360 1737 1748 1754 rBV 25821 52976 0.41% 0.154%
54 13.942 1841 1847 1855 rBV 239874 369587 2.85% 1.076%
55 14.012 1855 1859 1863 rVB 31150 41832 0.32% 0.122%
56 14.059 1863 1867 1875 rVB8 10213 17079 0.13% 0.050%
57 14.177 1875 1887 1892 rBV2 89626 163973 1.26% 0.477%
58 14.236 1892 1897 1908 rVB 265013 426389  3.29% 1.241%
59 14.541 1938 1949 1956 rBV 606196 957732 7.38% 2.787%
60 14.747 1978 1984 1997 rBV 71833 152977 1.18% 0.445%
61 14.888 2003 2008 2012 rBvV2 32135 49178 ©.38% 0.143%
62 14.941 2012 2017 2025 rVB7 18759 43942 0.34% 0.128%
63 15.534 2111 2118 2124 rBV 366787 563695 4.34% 1.640%
64 15.652 2132 2138 2151 rVB3 87596 152027 1.17% 0.442%
65 15.787 2152 2161 2166 rBV3 37464 67641 0.52% 0.197%
66 15.892 2174 2179 2185 rVB 113378 169632 1.31% 0.494%
67 15.951 2185 2189 2193 rBV5 11358 15966 0.12% 0.046%
68 16.075 2205 2210 2220 rBV4 29484 71019 ©.55% 0.207%
69 16.192 2225 2230 2235 rBVS5S 12887 22708 0.17% 0.066%
70 16.263 2236 2242 2247 rW 64577 98261 0.76% 0.286%
71 16.398 2262 2265 2270 rVB6 9736 15248 0.12% 0.044%
72 16.456 2270 2275 2280 rBV2 34471 56960 0.44% 0.166%
73 16.509 2281 2284 2289 rVB7 13723 20395 0.16% 0.059%
74 16.592 2292 2298 2303 rVV2 22127 37482 0.29% 0.109%
75 16.644 2303 2307 2310 rBV6 12881 17641 0.14% 0.051%
76 16.815 2334 2336 2339 rBV3 14227 15191 0.12% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc :

ALS Vvial : 36 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 17.085 2377 2382 2386 rBV 44656 75344 0.58% 0.219%
78 17.162 2391 2395 2398 rBv4 15888 24387 0.19% 0.071%
79 17.285 2410 2416 2421 rBV 744547 1193413 9.20% 3.473%
80 17.326 2421 2423 2428 rW 81248 111246 0.86% 0.324%
81 17.385 2428 2433 2442 rVB2 247125 384996 2.97% 1.120%
82 17.467 2444 2447 2451 rVVeé 15399 20300 0.16% 0.059%
83 17.690 2481 2485 2490 rVB3 25771 36463 0.28% 0.106%
84 17.943 2524 2528 2535 rVB 74035 105619 ©0.81% 0.307%
85 18.166 2562 2566 2572 rBV2 114007 188866 1.46% 0.550%
86 18.360 2594 2599 2602 rBV5 20565 36106 0.28% 0.105%
87 18.666 2648 2651 2656 rVB6 19858 22749 0.18% 0.066%
88 19.077 2719 2721 2724 rBV4 19874 25253 0.19% 0.973%
89 19.118 2724 2728 2734 rVB2 71768 99831 0.77% 0.291%
90 19.341 2762 2766 2771 rVB 106983 157466 1.21% 0.458%
91 19.441 2780 2783 2787 rBV5 38281 61741 0.48% 0.180%
92 19.676 2817 2823 2827 rBV 506045 802230 6.18% 2.335%
93 21.421 3116 3120 3127 rVB 158591 231854 1.79% 0.675%
94 21.539 3133 3140 3146 rBV 743807 1291473 9.95% 3.758%
95 22.961 3376 3382 3396 rVB2 420394 869063 6.70%  2.529%
96 23.754 3514 3517 3528 rVB3 79722 166043 1.28% 0.483%
97 24.459 3631 3637 3646 rVB2 146651 376854  2.90% 1.097%
98 24.682 3666 3675 3686 rVB 517443 1429634 11.02% 4.160%
99 25.775 3854 3861 3872 rVB 93178 278686 2.15% 0.811%
100 27.085 4077 4084 4102 rVB2 104588 358734 2.76% 1.044%

Sum of corrected areas: 34364058
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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\
BGO58228.D

: 14 Jul 2023 12:53

: CG/JU

: 03418-08

: 36 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: BG058228.D\data.ms
154
5000000
4000000
3000000
2000000
8.225
1000000 6.527
5.804 0 10.704
3.7601.094344.623  5.3654653% 180 706232*@3@0 e 7@(&@7@%@@5401@9@1 12.020 12BTEE
O\\\‘\\\\‘T‘F‘W\‘y—(\\\\‘\\\’\v—[ﬁr\' \ﬁ_v*‘\‘v_v_v—[\\v_v‘\xv_r\ \‘F"F\\—[r\\fy_v_rf\“r‘v‘v—v*ﬁ_v_v_v_r‘rrwf
Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 800 8.50 900 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058228.D\data.ms
5000000
4000000
3000000
2000000
1000000 21.539
14.541 15 534 17.285 19.676
, , 21.421
8:072:360 IW AA@@& a!:‘:‘gA‘-o 346,666/ 4%
LAt By S e BB B L T R e e e L e T BT I B B e e
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: BG058228.D\data.ms
5000000
4000000
3000000
2000000
1000000
2.961 24.682
wm 24@?\ 25.775 27.085
—_— e~ —— o~ NN
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 Ethylidenecyclobutane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.154 652.46 ng/ul 12978200 1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 87
3 Cyclohexene 82 C6H10 000110-83-8 87
4 Cyclohexene 82 C6H10 000110-83-8 87
5 Cyclohexene 82 C6H10 000110-83-8 83
Abundance  Scan 11 (3.154 min): BG058228.D\data.ms (-5) (-) m/z 67.00 100.00%
54.0 67.0

-

5000 39.0 82.0
 RARABRNREEEREEE S
“ 740 3.203.303.403.503.60
Obrrmprrrrrerprreprrreperrrtbee st ettt S m/z 53,95 92.60%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
82.0
5000 TTT T T [T I T[T T T[T TT T
3.203.303.403.503.60
410 m/z 81.95 43.34%
O ”11’ ‘H‘HH‘\MM!\}\‘HH‘\H
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0 RARREEN R R
3.203.303.403.503.60
5000 ITI/Z 39.00 39.45%
210 82.0
27.0 ‘
O SO 1 D 1 .. |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1359: Cyclohexene  RRRAERNREEERREE S
67.0 3.203.303.403.503.60
54.0 m/z 41.00 36.38%
5000 410 820
27.0
0‘m_%%qwuwﬁuwm_wqmeHWLMHWH¢1MHHMHJmWHWH‘ TR
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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 1,3-Pentadiene, (Z)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.341 3.62 ng/ul 72048 1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 70
2 1,3-Pentadiene 68 C5H8 000504-60-9 58
3 2H-Pyrazole-3-carbaldehyde 96 C4H4N20 003920-50-1 53
4 Isoprene 68 C5H8 000078-79-5 52
5 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 52
Abundance Scan 213 (4.341 min): BG058228.D\data.ms (-207) (-) m/z 67.00 100.00%
67.0
39.0
96.0
5000
53.0
81.0 A A
‘ “ “ ‘ 4.00 4.20 4.40 4.60
b et bl m/z e8.00  80.40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #526: 1,3-Pentadiene, (2)-
67.0
53.0
39.0
5000 I R N R i
4.00 4.20 4.40 4.60
270 m/z 39.00  69.92%
O\\‘\\\\‘\\\‘\‘\\\‘1‘!\\\“}}\\““\1 ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #508: 1,3-Pentadiene
67.0
53.0
39.0 4.00 4.20 4.40 4.60
5000 ’ m/z 41.00 58.10%
27.0
0 H‘%QQ,HJW“ﬂ‘!H‘W:“W»!HH“_“W‘H“H‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3066: 2H-Pyrazole-3-carbaldehyde H““‘_“‘W“ﬁwxﬁﬂ}
96.0 4.00 4.20 4.40 4.60
m/z 96.00 58.04%
5000
68.0
39.0
28l0 50.0
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\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 Sample Multiplier: 1

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

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

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

Peak Number 3 Tetrachloroethylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.623 4.50 ng/ul 89456  1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 43
Abundance Scan 261 (4.623 min): BG058228.D\data.ms (-256) (-) m/z 165.75 100.00%
165.8
130.8
5000 93.8

46.9 e

‘ |60 ‘ 4.40 4.60 4.80 5.00
0““““w““H‘H“M“H,H““‘\w““‘ i m/z 163.80  78.36%

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

Abundance #39850: Tetrachloroethylene

166.0
129.0
5000 L B I L LI LN B
94.0 4.40 4.60 4.80 5.00
47.0 m/Z 130.80 73.96%
O\\\\2‘4\.\0\‘\‘\‘\‘\\"\7(\)\0\‘“ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #39852: Tetrachloroethylene
166.0
A ARREERRE S
129.0 4.40 4.60 4.80 5.00
5000 m/z 128.85 65.00%
94.0
47.0
olo2o, Lo, |l
m/z--> 20 40 60 80 100 120 140 160
Abundance #39854: Tetrachloroethylene A e
166.0 4.40 4.60 4.80 5.00
131.0 m/z 167.80 52.82%
5000
47.0 94.0
ol Lo )
(| — m_m,‘mw‘ A TR 4 SERSRSS /M SRS T S
m/z--> 20 80 100 120 140 160 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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.364 4.30 ng/ul 85503  1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzodioxol-2-one, hexahydro... 142 C7H1003 019456-20-3 37
2 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 36
3 trans-1-Methyl-2-(2'-propenyl)cy... 96 C7H12 076588-95-9 22
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 16
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 14
Abundance Scan 387 (5.364 min): BG058228.D\data.ms (-380) (-) m/z 83.00 100.00%
83.0
41.0
5000 5%.0
69.0
P
H H “ 97‘-0 5.00 5.20 5.40 5.60
0 bperreperll Bl L m/z 40.95  74.94%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22470: 1,3-Benzodioxol-2-one, hexahydro-, cis-
410
55.0
5000
69.0 5.00 5.20 5.40 5.60
m/z 42.00 73.13%
83.0
\\‘\H\‘HH‘ IH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0 55.0
83.0
PR e
5.00 5.20 5.40 5.60
5000 270 m/z 54.00 58.52%
bl 1“_9%’(9”;“:”_‘H_m_MW_WW
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #3291: trans-1-Methyl-2-(2'-propenyl)cyclopropane e A EEmaTEESs SR
54,0 5.00 5.20 5.40 5.60
m/z 55.00 49.71%
39.0 81.0 /
5000 J\
N T - N S\
m/z--> 20 30 40 50 60 70 80 90 100110120130140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 o-Xylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.546 4.75 ng/ul 94537  1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 Benzene, 1,3-dimethyl- 106 C8H1e0 000108-38-3 97
3 p-Xylene 106 C8H10 000106-42-3 97

4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 o-Xylene 106 C8H10 000095-47-6 95

Abundance Scan 418 (5.546 min): BG058228.D\data.ms (-412) (-) m/z 91.00 100.00%

91.0
5000 106.0
e e A REAEa R o
39.0 51.0 62.9 77‘-0 5.20 5.40 5.60 5.80
Obrrrrerprerrprretirsier bl el bl m/z 106,00 50.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719: o-Xylene
91.0
5000 1060 L L L L LA LA BN R I

5.20 5.40 5.60 5.80
m/z 105.00 19.35%

39.0 510 50 70 ‘
O\\‘]\_\5\‘\O‘ \Z\Z\-’O\\\\“\\\\H!“\\\[{‘\‘\\‘\!‘\‘U‘\\\f“l\\\‘\‘!‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
R e RRRAREA
5.20 5.40 5.60 5.80
5000 106.0 ITI/Z 77 .00 13.39%
39.0 77.
27.0 ‘ 510 650 ‘0 ‘
0H‘HH‘m“,‘m_m}‘JuH‘M"H‘U‘Hm‘luw‘wwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5724: p-Xylene R EE o
91.0 5.20 5.40 5.60 5.80
m/z 39.00 10.04%
5000 106.0
270 390 510 650 77.0
0H"‘H‘m‘w‘m“"H}‘JMH‘NH‘H“l“uu“1”““«““”‘ e e e
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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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-o0l Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.804 38.80 ng/ul 771811 1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 93
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 93
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 81
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 53
Abundance Scan 462 (5.804 min): BG058228.D\data.ms (-450) (-) m/z 70.00 100.00%

70.0
5000 83.0
55.0
410 97.0

“ ‘ 5.40 5.60 5.80 6.00 6.20
‘H,‘H‘_“w“u,u“mu‘wum‘ Al sz 83.e0  47.80%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 39.0 83.0

270 55.0 97.0 5.40 5.60 5.80 6.00 6.20
m/z 55.80  39.30%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3634: 2-Methylene cyclopentanol
70.0

o

o

41.0 55.0 83.0 5.40 5.60 5.80 6.00 6.20
5000 ' 97.0 m/z 97.00 37.43%
27.0
0 ,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3586: 2-Cyclohexen-1-ol R ERREE R
70.0 5.40 5.60 5.80 6.00 6.20

m/z 69.00 31.52%

5000 410 g 83.0
98.0
‘\ \‘\M R \‘m H

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53

Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 7 unknown-02 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
5.839 5.77 ng/ul 114705 1,4-Dichlorobenzene-d4 7.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 38
2 1,4-Pentadiene 68 C5H8 000591-93-5 25
3 Cyclopentene 68 C5H8 000142-29-0 23
4 3-(2-Propenyl)cyclopentene 108 C8H12 014564-97-7 9

5 Spiro[2.4]heptane 96 C7H12 000185-49-9 9

Abundance Scan 468 (5.839 min): BG058228.D\data.ms (-466) (-) m/z 67.00 100.00%
67.0
5000 96.0
A 5560550 6,00 6.20.
oo | o
oY HRBEDENSESDNSY 1 MLt HBNRATFL USSR S | NS m/z 96.00  46.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1396: 1-Butyne, 3,3-dimethyl-
67.0
5000 410 LU B L LA BN
5.60 5.80 6.00 6.20
m/z 95.00 26.03%
15.0 27‘ 0 53.0 ‘ 81.0
O\\‘\\‘\\‘\\\\‘\\\}}}\\\‘\‘\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #512: 1,4-Pentadiene
67.0
R RN RN
5.60 5.80 6.00 6.20
5000 39.0 53.0 ITI z 65.00 22.46%
27.0 ‘
0“_“‘_“w“‘wl“quu‘w‘l“‘H“H“‘H“‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #503: Cyclopentene “‘W“‘W“H,‘H“‘H
67.0 5.60 5.80 6.00 6.20
m/z 39.00 21.50%
5000
39.0 53.0
27.0 ‘ ‘
0“_“‘_“w“ww1“W“H‘wﬂk“‘u“u“‘u“u H‘W“H“H‘W“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 Cyclohexene, 3-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.180 7.96 ng/ul 158357 1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 87
2 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 64
3 Cyclohexene,3-(2-propenyl)- 122 C9H14 915232-95-8 59
4 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 56
5 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 53
Abundance Scan 526 (6.180 min): BG058228.D\data.ms (-520) (-) m/z 81.00 100.00%
81.0
5000
53.0 EARmaZEEEE
H m ‘ 116.0 207.0 5.80 6.00 6.20 6.40 6.60
bbbl bbbl b Y m/z 79.08 46.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9430: Cyclohexene, 3-chloro-
81.0
5000 L LA B B I R B B

5.80 6.00 6.20 6.40 6.60
39.0 116.0 m/z 80.00  26.17%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9436: Cyclopropane, 1-chloro-2-(1-propenyl)-

o

81.0
R R SR RRARE
5.80 6.00 6.20 6.40 6.60
5000 m/z 53.00 23.04%
270H 116.0
0 w_“mm e e R R R R R
m/z--> 20 40 0 100 120 140 160 180 200
Abundance #11443: Cyclohexene,3-(2-propenyl)- B RREaa A RaaRES
81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 17.18%
5000
| \ I 122.0
o SENERL B P S
m/z--> 20 40 60 80 100 120 140 160 180 200 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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.527 63.78 ng/ul 1268710 1,4-Dichlorobenzene-d4 7.908

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 1-Pentyn-3-amine, 3-methyl- 97 C6H11IN 018369-96-5 38
Abundance Scan 585 (6.527 min): BG058228.D\data.ms (-577) (-) m/z 68.00 100.00%
68.0
5000 A
39‘0 96.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
6.20 6.40 6.60 6.80
Ot 2070 n/z 96.00  28.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3150: 2-Cyclohexen-1-one
68.0
5000 UL L B L IR BB
39.0 6.20 6.40 6.60 6.80
96.0 m/z 39.00  24.50%
O\]-\S\-‘O\‘h\\‘ \\H\H\‘\“\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3153: 2-Cyclohexen-1-one
68.0
A e
6.20 6.40 6.60 6.80
5000 m/z 40.00 19.30%
96.0
40.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3152: 2-Cyclohexen-1-one R AR
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.68%
5000
96.0
40.0
oHW‘MH“HMum_m‘m‘,HH_m_m_m_m SSSUUEY i —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SFAM-EPA-BGO70123.MA.M Mon Jul 17 01:58:31 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 Cyclohexanone, 2-hydroxy- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.620 2.10 ng/ul 41683 1,4-Dichlorobenzene-d4 7.908

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 80
3 1,4-Pentanediamine 102 C5H14N2 000591-77-5 53
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 52
5 5-Ethyl-3H-1,3,4-oxadiazol-2-one 114 C4H6N202 037463-36-8 50
Abundance Scan 771 (7.620 mm) BG058228.D\data.ms (-763) (-) m/z 57.00 100.00%
1.0 70.0
5000
44'0 ‘\\\\‘\\\\’\\\\‘\\\\’\\
| HH ‘ 86.0 114.0 7.20 7.40 7.60 7.80 8.00
Orerrrreepremreele b WL L wiz 7e.e0 87.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8162: Cyclohexanone, 2-hydroxy-
57.0 70.0
5000 | BRI B LN L
44.0 7.20 7.40 7.60 7.80 8.00
28.0 114.0 m/z 43.95 24.44%

o

I 540 o |
\\‘\H\‘\\H‘H\\‘H\\‘\\\\’\H\ \\H‘HH‘H\\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8158: Cyclohexanone, 2-hydroxy-
570 70.0

7.20 7.40 7.60 7.80 8.00

5000 m/z 55.00 21.39%
44.0
290 114.0
o250 L .l .. 00 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4919: 1,4-Pentanediamine PP R T
70.0 7.20 7.40 7.60 7.80 8.00

m/z 42.00 19,55%

5000
200 7P 84‘0
0 H_m_m‘mw‘1Hw!‘,‘H‘U‘uwH‘:u_wwww

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.978 5.35 ng/ul 106374 1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 90
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 81
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 58
4 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 50
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 50
Abundance Scan 832 (7.978 min): BG058228.D\data.ms (-826) (-) m/z 55.00 100.00%
55.0

39.0 830 112.0 RS RRETEVASACES S

‘ ‘ H 68.0 96.0 7.60 7.80 8.00 8.20 8.40
o"_mwwm}“m‘iu‘m_wmwwa”ww m/z 57.00  20.41%

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 LA B I B I LR I
7.60 7.80 8.00 8.20 8.40
41.0 112.0 m/z 112.00 19.75%
68.0 83.0
O\\‘\\\\‘\\\\‘\\\\‘H\\\‘\\!\‘\\}‘1“\\\\‘\\\\‘9\?\(\)‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one
5:
\‘,‘\\\\\‘\\A\\’\\\\‘\\\\‘\
7.60 7.80 8.00 8.20 8.40
5000 m/z 39.00 19.12%
27.0
39.0 112.0
68 0
0 15Q il “ 1 H H\ 97.0
H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance HT247: 7- Oxablcyclo[4 1.0]heptan-2-one R A RRRRARARSRREEES
55.0 7.60 7.80 8.00 8.20 8.40
m/z 41.00 16.45%
5000
280 414 68.0 112.0
83.0
I
0"_‘H‘H‘W‘H‘JMHMNEW‘mW_‘H‘H‘W‘J‘_‘H‘H‘W‘ T P T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 unknown-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.078 7.64 ng/ul 151961 1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 47
2 2-Acetylpyrrolidine 113 C6H11NO 060026-20-2 25
3 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 22
4 4-Penten-1-o0l, propanoate 142 C8H1402 030563-30-5 17
5 cis,cis-2,7-Nonadiene 124 C9H16 036901-84-5 16
Abundance Scan 849 (8.078 min): BG058228.D\data.ms (-843) (-) m/z 57.00 100.00%

57.0
70.0
5000
41.0

HH | | 829 950 7.80 8.00 8.20 8.40
‘“HH‘HH“Hll““”““‘““””‘“‘H‘\““H\HH\HH\HH\ m/z 70.00 79.79%

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

5000 1.0 e
7.80 8.00 8.20 8.40

m/z 67.95 55.70%

20 WALl Il g sso
\\‘\\H‘}‘\\1}}\\\‘!‘\\‘\\“}}\\“i‘\”\ \‘\\‘\“‘\‘\.\\‘\\w\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7827: 2-Acetylpyrrolidine
70.0
43.0

L B L R R L B R

7.80 8.00 8.20 8.40

o

o

5000 ITI z 66.95 41.46%
o 56.0 ‘H 84.0 96,0 111.0
H“H“H“_“w“u,‘u‘,u““‘w“u“u“u“_“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1748: Acetonitrile, ethoxy- R T e
70.0 7.80 8.00 8.20 8.40

m/z 58.00  35.28%

5000
41.0
27.0
o wow w\/\
0 Al [ L. | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 unknown-04 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.154 9.38 ng/ul 186500 1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 33
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 25
3 Cyclopentanol, 3-methyl- 100 C6H120 018729-48-1 22
4 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 14
5 Heptanal 114 C7H140 000111-71-7 13
Abundance Scan 862 (8.154 min): BG058228.D\data.ms (-855) (-) m/z 57.00 100.00%
57.0 70.0
5000 41.0
AR R
‘ ‘ ‘ 83.1 96.0 7.80 8.00 8.20 8.40

0“_‘H‘H‘W‘H‘Jhuph‘quﬂ‘l‘uwmhw‘ﬂu_‘u‘u‘w‘ m/z 70.00  99.26%

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 L\‘\\\\‘\\\\’\\\\‘\\\\’\
30 7.80 8.00 8.20 8.40
m/z 71.00 55.48%
Ll g0 se0
O\\‘\\H}‘\\1}}\\\‘!‘\\\\“}‘\\\“\‘\u\\‘\\‘\“‘\‘\.\\‘\\‘\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0
R RRRARE S
7.80 8.00 8.20 8.40
5000 m/z 68.00 49.,73%
27.0 57.0
o m “ A, 85.0 114.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4383: Cyclopentanol, 3-methyl- R AR AR R
57.0 7.80 8.00 8.20 8.40
m/z 67.00 44.70%
5000 41.0 71.0
270
S S B 1
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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.225 142.85 ng/ul 2841520 1,4-Dichlorobenzene-d4 7.908

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 78
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 50
Abundance Scan 874 (8.225 min): BG058228.D\data.ms (-867) (-) m/z 57.00 100.00%
57.0
5000
410 80.0 R REEEEEEY

I “ 98.0 1160 134.0 8.00 8.20 8.40 8.60
H"HH“H‘“‘H‘\““m“ \\\\\\\\]\\\\‘\ mZ 80.00 22.37%

m/z--> 20 60 80 100 120 140
Abundance #17288.2-Chmrocydohexano
57.0

5000 R K i L
80.0 8.00 8.20 8.40 8.60

41.0 m/z 81.00 15.74%

98.0 134.0
e “Q‘ , ‘m \H‘ \‘\‘\\‘HM u\\‘ !M‘ “‘ . ‘1‘1}6.’0‘ , “{ -
mi/z--> 20 60 80 100 120 140
Abundance #17285.2—Chknocyd0hexan0
57.0

8.00 8.20 8.40 8.60

o

o

5000 m/z 44.00 14.87%
80.0
41.0 98.0
ol 250 L %00 uso 10
miz--> 20 40 60 80 100 120 140
Abundance #17287: 2-Chlorocyclohexanol o ARAREREREEE SR
57.0 8.00 8.20 8.40 8.60

m/z 41.00 14.43%

5000
410 80.0
0 589 a0 1340

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 unknown-05 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.589 3.31 ng/ul 65939 1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dichloroheptane 168 C7H14C12 000821-76-1 23
2 3,4-Dimethyl-5-hydroxy-isoxazole 113 C5H7NO2 029279-99-0 9
3 3,4-Dimethyl-isoxazol-5(4H)-one 113 C5H7NO2 015731-93-8 9
4 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-49-3 9
5 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 8

Abundance Scan 936 (8.589 min): BG058228.D\data.ms (-931) (-) m/z 55.00 100.00%

55.0
5000 J\
39lp 87.9 1319 e A
‘ ‘ ‘ 113.0 8.20 8.40 8.60 8.80 9.00
0 el ‘\wm e = U m/z 41.95 45.97%
miz--> 40 60 80 100 120 140 160
Abundance #43848: 1,7-Dichloroheptane
55.0
5000 BERREERERA AR AR
91.0 8.20 8.40 8.60 8.80 9.00
m/z 41.00 32.01%
O\ T \M\H‘ “ ‘H‘V q‘\ T \“‘ ld)‘7\0\ ‘ \1\3\2\0‘ L ‘1\6\8.\0\ ‘
miz-> 40 60 80 100 120 140 160
Abundance #7789: 3,4-Dimethyl-5-hydroxy-isoxazole
55.0
RERREREESSREE S e
8.20 8.40 8.60 8.80 9.00
5000 85.0 m/z 87.90 24.00%
113.0
SQ.f
miz--> 40 60 80 100 120 140 160
Abundance #7783 3,4-Dimethyl-isoxazol-5(4H)-one RERREEE s e
55.0 8.20 8.40 8.60 8.80 9.00

m/z 97.00  22.96%

5000 85.0
113.0
39.f
0 ‘\HH m‘\‘\ Il i I

m/z--> 40 60 80 100 120 140 160 8.20 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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 1,2-Cyclohexanediol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.666 4.04 ng/ul 80325 1,4-Dichlorobenzene-d4 7.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 95
2 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 94
3 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 94
4 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 91
5 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 91
Abundance Scan 949 (8.666 min): BG058228.D\data.ms (-944) (-) m/z 70.00 100.00%
70.0
57.0
5000
41.0 83.0 98,0 AM
R SARRREES
‘H‘ “ | | 1160 8.40 8.60 8.80 9.00
O‘H‘H‘W‘H‘_‘Hw‘m‘m‘wu“Wuwﬁm‘w‘u‘uu‘ulw‘u m/z 57.00 77.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9177: 1,2-Cyclohexanediol
70.0
57.0
5000 LB B R B R B R
41.0
830 98.0 8.40 8.60 8.80 9.00
m/z 83.00 33.05%
i W o
OH\‘\\H‘\H\“‘\\Hi\\\\‘\”}‘\\\u‘\H\‘l\\H‘\H‘\‘\\H‘H!\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9248: 1,2-Cyclohexanediol, trans-
70.0 J\“
570 S ——
8.40 8.60 8.80 9.00
5000 41.0 m/z 41.00 32.67%
83.0 98.0
2.0 ‘ 116.0
om_m_Hmm‘;m w!‘!:_”u T R S M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9199: cis-1,2-Cyclohexanediol AT
70.0 8.40 8.60 8.80 9.00
570 m/z 98.05 30.35%
5000 29.0 o
' 83.0 93,0
15.0 ‘ ‘ ‘ 116.0
oHW‘H_M‘HJ}WNH:;WH T A R S SUINDUMIY, SES A o
m/z--> 10 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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 +trans-1,4-Cyclohexanediol, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

8.895  8.94 ng/ul 177794 1,a-Dichlorobenzene-dd  7.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans-1,4-Cyclohexanediol, bis(p... 408 C12H10F1004 1000384-30-6 72

2 Cyclohexane, 1,3-dichloro-, trans- 152 C6H10Cl2 024955-62-2 72
3 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 64
4 cis-1,4-Cyclohexanediol, 0,0'-bi... 408 C12H10F1004 1000385-95-0 50
5 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 50
Abundance Scan 988 (8.895 min): BG058228.D\data.ms (-982) (-) m/z 81.00 100.00%
81.0
5000
R RRARREEE R e
4:‘|‘"0 ‘ ‘ 116.0 8.60 8.80 9.00 9.20
Ol gy 1160 2071wz se.e0  52.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #306397: trans-1,4-Cyclohexanediol, bis(pentafluoroprop!
81.0
5000 860 8.80 .00 9.20
119.0 / . 7§ 09. 15 77%
41.0 m/z . . 0
o150, | 4 0 147.0 1750 203.0  243.C
\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29710: Cyclohexane, 1,3-dichloro-, trans-
81.0
8.60 8.80 9.00 9.20
5000 m/z 41.00 16.28%
410 116.0
Obrrrprrelrett et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #37912: Bi-2-cyclohexen-1-yl R AR muE
81.0 8.60 8.80 9.00 9.20
m/z 39.00 15.45%
5000
27.0 530
Y T - Y S P ¥ 'L M VEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071323\
BGO58228.D

: 14 Jul 2023 12:53

: CG/IU

: 03418-08

: 36 Sample Multiplier: 1

Quant Title : SVOA CALIBRATION

TIC Library

¢ 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 18 unknown-06

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.200 3.76 ng/ul 74804  1,4-Dichlorobenzene-d4 7.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 3-butenyl- 98 C6H100 010353-53-4 35
2 2-Cyclohexen-1-0l, 3-methyl- 112 C7H120 021378-21-2 22
3 Oxazole, 2,4-dimethyl- 97 C5H7NO 007208-05-1 22
4 Cyclohexanone, 2-nitro- 143 C6H9ONO3 004883-67-4 16
5 Epoxyfilifolone 166 C10H1402 1000428-65-0 16
Abundance Scan 1040 (9.200 min): BG058228.D\data.ms (-1036) (-) m/z 57.00 100.00%
57.0
97.0
o M
R B AARAE
2071 8.80 9.00 9.20 9.40 9.60
0 e e m/z 41.00  88.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3592: Oxirane, 3-butenyl-
430 67.0
5000 L L L B
8.80 9.00 9.20 9.40 9.60
m/z 97.00 52.05%
e
0\\\‘\\\\‘\\‘\ “\\‘\\“‘\\\\“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7436: 2-Cyclohexen-1-ol, 3-methyl-
97.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 38.95 51.29%
41.0 go.
0 1507,,
m/z--> 20 40 60 80 100 120 140 160 180 200 pVAWM
Abundance #3328: Oxazole, 2,4-dimethyl- T R
97.0 8.80 9.00 9.20 9.40 9.60
m/z 67.00 44.46%
5000
420 680
O+ et e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

SFAM-EPA-BGO70123.MA.M Mon Jul 17 01:58:40 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 19 Bromoacetic acid, decyl ester Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
14.177 3.42 ng/ul 163973  Acenaphthene-di10 14.541
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, decyl ester 278 C12H23Bro2 005436-93-1 91
2 1-Undecanol 172 C11H240 000112-42-5 91
3 Cyclododecane 168 C12H24 000294-62-2 91
4 2-Butenedioic acid (Z)-, monodod... 284 C16H2804 002424-61-5 91
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 90

Abundance Scan 1887 (14.177 min): BG058228.D\data.ms (-1875) (- | m/z 55.00 100.00%
55.0
83.0
5000
111.1 400 a0
14.00 14.50
140.2
0 _H“i‘m ml“mhw‘ “““““,“1‘7‘7‘9”‘2‘9‘7‘9 m/z 43.00  73.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170229: Bromoacetic acid, decyl ester
5000 —r— —
97.0 14.00 14.50
123.0 m/z 41.00 72.99%
O \\‘H“‘\\“\‘\‘H\\\\‘1‘1\-5\]\"\0’\\\\1‘8\5\-\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47365: 1-Undecano
69.0
— —
43.0 14.00 14.50
5000 91.0 m/z 56.00 71.57%
126.0
‘ ‘ ‘ 154.0
ol S NP S N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43469: Cyclododecane T T
55.0 14.00 14.50
m/z 69.00 66.85%
83.0
5000 280
111.0
| ‘ 140.0 168.0
o el b b e i i bt
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 20 Benzophenone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.892 3.54 ng/ul 169632  Acenaphthene-di10 14.541
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2179 (15.892 min): BG058228.D\data.ms (-2174) (- | m/z 104.95 100.00%
105.0
77.0
5000 182.0
51.0 — A
15.50 16.00
152.0
Y SNSSRSS ARTWNT DS W 202 S m/z 77.00  67.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 - P
15.50 16.00
51.0 m/z 182.00  50.25%
0 27.0 | I 126.0 152.0
\\\‘\\\\"\\\\’\\\”\’\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
— e
77.0 15.50 16.00
5000 1820 m/z 51.00 25.79%
51.0
0 27.0 L A 126.0 15?.0
R R B
miz--> 20 40 60 80 100 120 140 160 180 /\
Abundance #56927: Benzophenone pari oy by
105.0 15.50 16.00
m/z 181.00 9.83%
77.0 182.0
5000
51.0
PSS S S R 1 DN O SRS | YN
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 21 Pentadecanoic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.166 3.17 ng/ul 188866  Phenanthrene-die 17.285
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 68
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2566 (18.166 min): BG058228.D\data.ms (-2562) (- | m/z 60.00 100.00%

60.0
5000
128.9 192.0
87.0 —— ‘

A
pad)
‘ ‘ T H 157 ‘ ‘227 1956.1 18.00 18.50
0\\WH\WLWNWM‘“HHMWMWMHNHMWMWAMUMNHMH\MHJM m/z 73.60  94.46%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0

1800 1850

43.00 87.86%

199.0
o 1L
OJ\-\\I:_)\.R‘}H‘H‘HH\H\H\‘\‘H\w\‘\““H”‘M\H\‘\\‘\H\“\\‘H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

7 —
18.00 18.50
5000 1290 m/Z 57 . 09 77 . 7700
157-0185.0213'0 256.0
oww“:‘u
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid T —
43.0 73.0 18.00 18.50
m/z 55.00 70.99%
5000
129.0 s1ag 2550
L e | ssoreso®
S 1w S Pl R N S
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 22 13-Docosenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.961 13.46 ng/ul 869063  Chrysene-di12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 78
3 Octadecanamide 283 C18H37NO 000124-26-5 64
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 59
5 Dodecanamide 199 C12H25NO 001120-16-7 59
Abundance Scan 3382 (22.961 min): BG058228.D\data.ms (-3376) (- | m/z 58.95 100.00%
59.0
5000 /L
‘ 23.00
40 0 :
ol ek, “f o 400 1841 2401 29413372 .. 7500 61.43%
miz--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 T
137.0 23.00
m/z 55.00 50.92%
337.0
ol u\‘ hfu\h Ll .1930 2400 294.0 379,
miz--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (2)-
59.0
——
23.00
5000 m/z 43.00 32.12%
114.0 281.0
o189 | L, 1491540 ssm0200 10
m/z--> 50 100 150 200 250 300 350
Abundance #177475: Octadecanamide T
59.0 23.00
m/z 41.00 27.71%
128.0 283.0
50 1L 10 o z00ZB0 L
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@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
23.754 2.32 ng/ul 166043  Perylene-di2 24.688
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Nonadecane 268 C19H40 000629-92-5 81
3 Octadecane 254 C18H38 000593-45-3 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 3517 (23.754 min): BG058228.D\data.ms (-3514) (- | m/z 57.00 100.00%
57.0
5000 WJLW
—— —
| ) 1 iss11010 2500 3172356 2359 2499
ob—pld ‘”‘WHVJ‘H\ TP T m/z 71.00 56.32%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 —r— ——
23.50 24.00
m/z 85.10 43.15%
99.
0 I | “\ H\ H‘ 1 :\1'419 183.0 268.0
\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
—— —
23.50 24.00
5000 m/z 43.00 41.56%
99.0
oL L], 14101880 s
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane T —
57.0 23.50 24.00
m/z 69.00 15.12%
5000
‘ 99.0
AR R TS o S
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071323\
BGO58228.D

: 14 Jul 2023 12:53
: CG/JU
: 03418-08

: 36

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 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 (DEL) Alkane: Straight-Chai... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
25.775 3.90 ng/ul 278686  Perylene-di2 24.688
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Hentriacontane 437 C31H64 000630-04-6 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 81

Abundance Scan 3861 (25.775 min): BG058228.D\data.ms (-3854) (- | m/z 57.00 100.00%
57.0
—— —
|| 13132 169191502611 320.1 25:50 2699
om‘u!uu“”uwm”HH_MWH_MWH m/z 71.60  61.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 —r ——
25.50 26.00
m/z 43.00 51.83%
o L h  113.0 169.0 225.0 281.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
—— —
25.50 26.00
5000 m/z 85.05 42 .39%
0 uh\ ‘h ]\1 J\ .h‘ \ ]:6\9 \0 | 2\2'\5 p - 3090 365.0 437.!
R A e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane T ——
57.0 25.50 26.00
m/z 55.00 18.61%
- WWMJ\W%
oL ‘L | 1130 160.0 2250 281.0 337.0 394.0
s H““““H““““H““““H““‘ —— —
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc

ALS vial : 36 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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.085 5.02 ng/ul 358734  Perylene-d12 24.688
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 86
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
Abundance Scan 4084 (27.085 min): BG058228.D\data.ms (-4077) (- | m/z 57.00 100.00%
57.0
5000 J\w
27.00 |
7.1 2531 :
o‘H‘J“‘Jm“-‘lﬂ«mm,m‘u‘m?’f“l‘nom_‘Hw‘_m_wm m/z 71.0  56.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — ‘
27.00
m/z 85.10  48.25%
7.0 239.0
O‘\H ‘\J\J\f‘\\J\%‘J\l\f‘\TWHL[H:I;\O‘TS\.\O\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
NN
27.00
5000 m/z 43.00 48.04%
1] 550
0“H‘w“M"“m“u","‘Wm_m"m‘mwm‘mwm‘m M]\W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T ‘
57.0 27.00
m/z 55.00  20.34%
- Mwﬁwmwwwjﬂ\Mﬂdwwmﬂvw
ol | 1 || £27:0197.0267.0337.0407.0 491.0562.0
e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.00

SFAM-EPA-BGO70123.MA.M Mon Jul 17 01:58:47 2023 Page: 29



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58228.D

Acqg On : 14 Jul 2023 12:53
Operator : CG/JU

Sample : 03418-08

Misc :

ALS Vvial : 36 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|
Ethylidenecyclo... 3.154 652.5 ng/ul 12978200 1 7.908 397822 20.0
1,3-Pentadiene,... 4.341 3.6 ng/ul 72048 1 7.908 397822 20.0
Tetrachloroethy... 4.623 4.5 ng/ul 89456 1 7.908 397822 20.0
unknown-01 5.364 4.3 ng/ul 85503 1 7.908 397822 20.0
o-Xylene 5.546 4.8 ng/ul 94537 1 7.908 397822 20.0
2-Cyclohexen-1-0l 5.804 38.8 ng/ul 771811 1 7.908 397822 20.0
unknown-02 5.839 5.8 ng/ul 114705 1 7.908 397822 20.0
Cyclohexene, 3-... 6.180 8.0 ng/ul 158357 1 7.908 397822 20.0
2-Cyclohexen-1-one 6.527 63.8 ng/ul 1268710 1 7.908 397822 20.0
Cyclohexanone, 7.620 2.1 ng/ul 41683 1 7.908 397822 20.0
7-Oxabicyclo[4.... 7.978 5.3 ng/ul 106374 1 7.908 397822 20.0
unknown-03 8.078 7.6 ng/ul 151961 1 7.908 397822 20.0
unknown-04 8.154 9.4 ng/ul 186500 1 7.908 397822 20.0
2-Chlorocyclohe... 8.225 142.8 ng/ul 2841520 1 7.908 397822 20.0
unknown-05 8.589 3.3 ng/ul 65939 1 7.908 397822 20.0
1,2-Cyclohexane... 8.666 4.0 ng/ul 80325 1 7.908 397822 20.0
trans-1,4-Cyclo... 8.895 8.9 ng/ul 177794 1 7.908 397822 20.0
unknown-06 9.200 3.8 ng/ul 74804 1 7.908 397822 20.0
Bromoacetic aci... 14.177 3.4 ng/ul 163973 3 14.541 0957732 20.0
Benzophenone 15.892 3.5 ng/ul 169632 3 14.541 957732 20.0
Pentadecanoic acid 18.166 3.2 ng/ul 188866 4 17.285 1193410 20.0
13-Docosenamide... 22.961 13.5 ng/ul 869063 5 21.539 1291470 20.0
(DEL) Alkane: S... 23.754 2.3 ng/ul 166043 6 24.688 1429630 20.0
(DEL) Alkane: S... 25.775 3.9 ng/ul 278686 6 24.688 1429630 20.0
(DEL) Alkane: S... 27.085 5.0 ng/ul 358734 6 24.688 1429630 20.0
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