LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BGO58333.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.152 5 11 39 rVV 3298185 5900731 100.00% 16.975%
2 3.340 39 43 47 rVB 19718 29494 0.50% 0.085%
3 3.745 107 112 125 rBV 263871 433080 7.34% 1.246%
4 4,333 207 212 224 rVB5 18561 36384 0.62% 0.105%
5 4.615 256 260 268 rVB2 25244 42501 0.72% 0.122%
6 5.355 381 386 391 rBv4 17933 26627 0.45% 0.077%
7 5.537 411 417 426 rBvV2 18408 45020 0.76% ©0.130%
8 5.796 452 461 466 rBV 210017 401327 6.80% 1.155%
9 5.837 466 468 475 rVB 35199 45569 0.77% 0.131%
10 6.172 520 525 534 rVB 46465 77771 1.32% 0.224%
11 6.519 577 584 594 rBV 394348 675954 11.46% 1.945%
12 7.059 668 676 688 rBvV 345546 626388 10.62% 1.802%
13 7.224 697 704 715 rBV 257436 433742 7.35% 1.248%
14 7.429 732 739 749 rBV 323466 565864 9.59% 1.628%
15 7.611 764 770 775 rBV2 11207 19760 0.33% 0.057%
16 7.899 808 819 825 rBV 156363 276132 4.68%  0.794%
17 7.970 825 831 836 rVW2 29870 57005 ©0.97% 0.164%
18 8.058 841 846 853 rVW3 17028 32752 0.56% 0.094%
19 8.211 864 872 885 rvVv 835264 1489003 25.23% 4.284%
20 8.604 931 939 945 rVW 235765 433388  7.34% 1.247%
21 8.657 945 948 953 rW 25816 46848 0.79% ©0.135%
22 8.722 954 959 967 rVB4 35624 74329 1.26% 0.214%
23 8.886 982 987 999 rvB 42816 81790 1.39% 0.235%
24  9.057 1009 1016 1028 rVV 320317 575221 9.75% 1.655%
25 9.192 1034 1039 1047 rVB3 19259 36400 0.62% 0.105%
26 9.779 1132 1139 1148 rVB 267376 476830 8.08% 1.372%
27 9.950 1161 1168 1169 rBvV2 11348 16909 0.29% 0.049%
28 10.320 1222 1231 1244 rBV 407243 762274 12.92%  2.193%
29 10.555 1261 1271 1278 rBV4 7665 17378 0.29% 0.050%
30 10.696 1284 1295 1303 rBV 251710 475944 8.07% 1.369%
31 10.831 1312 1318 1333 rBV 100891 221731 3.76% 0.638%
32 11.507 1425 1433 1441 rVB6 7983 20061 0.34% 0.058%
33 12.282 1562 1565 1572 rVB 9652 14782 0.25% 0.043%
34 12.647 1622 1627 1632 rBV3 14733 23249 0.39% 0.067%
35 13.346 1737 1746 1752 rBV2 12846 22144 0.38% 0.064%

36 13.939 1840 1847 1858 rBV 762052 1123609 19.04%  3.232%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO71723.MA.M
Title : SVOA CALIBRATION
37 14.168 1879 1886 1890 rBV2 42012 72869 1.23% 0.210%
38 14.227 1890 1896 1907 rVB 892130 1408953 23.88% 4.053%
39 14.533 1941 1948 1955 rVB 434781 708759 12.01% 2.039%
40 14.650 1963 1968 1975 rVB 51786 78900 1.34% 0.227%
41 14.738 1976 1983 1995 rBV 300818 556639 9.43% 1.601%
42 14.885 2003 2008 2014 rBv2 39313 65340 1.11% 0.188%
43 15.467 2102 2107 2110 rBV2 10360 15154 0.26% 0.044%
44 15.526 2110 2117 2124 rBV 1165587 1786841 30.28% 5.140%
45 15.643 2131 2137 2152 rVV 366834 552481 9.36% 1.589%
46 15.784 2155 2161 2167 rVV 238842 345992 5.86% 0.995%
47 15.884 2171 2178 2183 rBV 42534 67549 1.14% 0.194%
48 16.066 2203 2209 2223 rBV6 15558 43160 0.73% 0.124%
49 16.231 2232 2237 2240 rVWV4 9840 17792 0.30% 0.051%
50 16.389 2259 2264 2270 rBV2 45998 63211 1.07% 0.182%
51 16.454 2270 2275 2278 rBV4 12452 19199 0.33% 0.055%
52 16.507 2278 2284 2291 rVB 385185 523700 8.88% 1.507%
53 16.806 2330 2335 2341 rBV2 76451 115402 1.96% 0.332%
54 17.153 2389 2394 2396 rBV 58957 83525  1.42%  0.240%
55 17.188 2396 2400 2407 rVB 152333 214729 3.64% 0.618%
56 17.277 2407 2415 2421 rBV 615716 1057005 17.91% 3.041%
57 17.376 2426 2432 2440 rVV2 1009096 1571146 26.63% 4.520%
58 17.453 2440 2445 2451 rVWVW 91547 141210 2.39% 0.406%
59 17.570 2459 2465 2469 rVBS 9481 15273 0.26% 0.044%
60 17.682 2477 2484 2487 rVW4 10523 24282 0.41% 0.070%
61 17.723 2487 2491 2494 rVV2 35293 54858 ©.93% 0.158%
62 17.758 2494 2497 2501 rVB3 33464 43034 0.73% 0.124%
63 17.876 2510 2517 2522 rVB2 101724 204246 3.46% 0.588%
64 17.935 2522 2527 2531 rBV2 48786 62473 1.06% ©.180%
65 17.982 2531 2535 2543 rVB5 37976 66241 1.12% ©0.191%
66 18.158 2560 2565 2570 rBV3 81231 123748 2.10% 0.356%
67 18.264 2579 2583 2591 rVB 60357 93855 1.59% 0.270%
68 18.346 2591 2597 2601 rBV4 44400 71964 1.22% 0.207%
69 18.399 2602 2606 2610 rVB4 34164 52549 0.89% 0.151%
70 18.446 2610 2614 2619 rVB3 37523 47417 0.80% 0.136%
71 18.557 2628 2633 2639 rBV9 19687 31895 0.54% 0.092%
72 18.657 2642 2650 2655 rBV4 39444 81029 1.37% 0.233%
73 18.816 2672 2677 2682 rVB4 34015 53607 0.91% 0.154%
74 18.892 2688 2690 2695 rVB6 11537 15673 0.27% 0.045%
75 18.963 2700 2702 2706 rVB2 16868 20347 0.34% 0.059%
76 19.104 2723 2726 2730 rVB2 54548 59390 1.01% 0.171%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO71723.MA.M
Title : SVOA CALIBRATION
77 19.21@ 2738 2744 2745 rBV6 16093 27728 0.47% ©.080%
78 19.233 2745 2748 2753 rVW5 37571 61261 1.04% 0.176%
79 19.298 2756 2759 2760 rVV 26498 27347 0.46% 0.079%
80 19.333 2760 2765 2770 rVB 137452 203989 3.46% 0.587%
81 19.439 2779 2783 2786 rBV3 26628 37240 0.63% 0.107%
82 19.668 2815 2822 2835 rBV 1540362 2409056 40.83% 6.930%
83 19.768 2835 2839 2844 rVB6 13756 21856 0.37% 0.063%
84 20.191 2906 2911 2915 rVB6 29885 49187 0.83% 0.142%
85 20.908 3029 3033 3037 rBV3 19086 26068 0.44% 0.975%
86 20.978 3043 3045 3050 rVB6 15670 20247 0.34% 0.058%
87 21.172 3076 3078 3082 rBV3 25076 32783 0.56% 0.094%
88 21.342 3104 3107 3110 rBv4 19441 28419 0.48% ©0.082%
89 21.413 3114 3119 3127 rVB 109059 153848 2.61% 0.443%
90 21.524 3131 3138 3144 rBV 556335 990849 16.79%  2.851%
91 22.294 3264 3269 3274 rVB2 61048 98316 1.67% 0.283%
92 22.946 3373 3380 3394 rBV2 270104 552334 9.36% 1.589%
93 23.663 3498 3502 3509 rVV 19753 51688 0.88% 0.149%
94 23.734 3509 3514 3525 rVB2 68946 156881 2.66% 0.451%
95 24.362 3618 3621 3622 rBV3 13981 15481 0.26% 0.045%
96 24.450 3625 3636 3657 rVB2 691912 2040497 34.58% 5.870%
97 24.662 3662 3672 3691 rVB 399280 1138248 19.29%  3.275%
98 25.743 3848 3856 3867 rVB 45999 125565 2.13% 0.361%
99 27.042 4070 4077 4089 rVB4 36282 121905 2.07% 0.351%
100 28.616 4336 4345 4358 rBV5 23754 100126 1.70% ©.288%

Sum of corrected areas: 34760347
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

Abundance TIC: BG058333.D\data.ms
152

3000000
2500000
2000000
1500000

1000000 8.211

500000 6.519 10.320
3.745 5.796 7-0PF54129 8.604 2057 9779 10.696
340 | asmes 5.3553%/837.172 [L 6117/{:969 %@88 192 jb.gso 0558831 11507 12.28m2.647

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ LA L L L L A L Y LN

Time--> 350 400 450 500 550 6.00 6.50 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058333.D\data.ms

3000000

2500000

2000000
19.668
1500000
15.526

1000000 14.227
13.939

14.533
500000 1738 1 1.6%13 16.507

13.346 4.1681 67@85 15. : .8052 g 139, 76420.191

‘ it - Y
e e A AL A o B e e N e Py ““,“
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 1900 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058333.D\data.ms

3000000
2500000
2000000
1500000
1000000

500000
25.743 27.042 28.616

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 1 Cyclohexene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.152 427.38 ng/ul 5900730 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 95
2 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
3 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 91
4 Cyclohexene 82 C6H10 000110-83-8 91
5 Cyclohexene 82 C6H10 000110-83-8 91
Abundance  Scan 11 (3.152 min): BG058333.D\data.ms (-5) (-) m/z 66.95 100.00%
54.0 67.0
5000
39.0 82.0
NN o REa
‘ 3.203.303.403.503.60
o"_m_‘wmmm}‘l R L O | m/z 53.95 87.00%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1359: Cyclohexene
67.0
54.0
5000 UL R L R B R
41.0 82.0 3.203.303.403.503.60
27.0 m/z 82.00 41.79%
O\\‘?‘\5;9‘\\}‘}“\\\}‘}\\\N}‘\‘\\‘\\w\“\\\‘\“‘\‘\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
T
820 3.203.303.403.503.60
5000 ' m/z 39.00 35.15%
41.0
0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1385: Cyclobutane, ethenyl- R RREREE R
67.0 3.203.303.403.503.60
54.0 m/z 41.00 32.66%
5000
41.0 82.0
27.0
0“‘H“"HM“‘m{1‘H{HM‘W‘H‘M“JUWu“_“‘ e
m/z--> 10 20 30 40 50 60 70 80 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46

Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 2 1,3-Pentadiene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
4.333 2.64 ng/ul 36384 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene 68 C5H8 000504-60-9 74
2 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 72
3 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 64
4 Furan 68 C4H40 000110-00-9 50
5 2-Propyn-1-amine, N-methyl- 69 C4H7N 035161-71-8 49
Abundance Scan 212 (4.333 min): BG058333.D\data.ms (-207) (-) m/z 67.00 100.00%
67.0
39.0
96.0
5000
52.9 80.9 SN S WN—
“ ‘H H ‘ 4.00 4.20 4.40 4.60
0b et U e L w2 es.ee 87.33%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #511: 1,3-Pentadiene
67.0
39.0 530
5000 UL L B R I B BB
4.00 4.20 4.40 4.60
27.0 m/z 39.00 76.99%
O\\‘\\}‘1“\!‘!‘!“!\\\“}}\\"“\1\“\\\\’\\\\‘\\\\‘\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #535: Cyclopropane, ethylidene-
67.0
39.0
53.0 4.00 4.20 4.40 4.60
5000 m/z 96.00 67.23%
27.0
Ot e
miz--> 20 30 40 50 60 70 80 90 100
Abundance #534: 1,2-Dimethyl cyclopropene R AREEMAEE s
27.0 39.0 67.0 4.00 4.20 4.40 4.60
53.0 m/z 41.00 59.09%
5000
S PN 1 T SO
m/z--> 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46

Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 5 2-Cyclohexen-1-o0l Concentration Rank 4

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

5.796  29.07 ng/ul 401327 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 96
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 93
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 83
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 59

Abundance Scan 461 (5.796 min): BG058333.D\data.ms (-452) (-) m/z 70.00 100.00%
70.0

83.0
5000
390 20 97.0 K
R A RAmEREEEE
“ ‘ 5.40 5.60 5.80 6.00 6.20
om,mWm_m,mJU\H_MMH‘:}MWMW‘ m/z 83.00  48.24%
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 /\‘uu‘uu‘uu‘uu,u
270 ' 55.0 97.0 5.40 5.60 5.80 6.00 6.20
m/z 55.00 38.21%
0’150’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3586: 2-Cyclohexen-1-0
70.0
R e
5.40 5.60 5.80 6.00 6.20
5000 410 g5 83.0 m/z 97.80  37.24%
98.0
O g
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3634: 2-Methylene cyclopentanol e A RARESRREE
70.0 5.40 5.60 5.80 6.00 6.20
m/z 69.00 33.68%
41.0 550 83.0
5000 97.0
27.0
Ol el T e
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\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 6 unknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.837 3.30 ng/ul 45569 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylfuran 96 C6H80 003710-43-8 43
2 1-Cyclopenteneacetic acid, 5-oxo- 140 C7H803 022060-62-4 38
3 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 38
4 1H-Pyrazole, 1,5-dimethyl- 96 C5H8N2 000694-31-5 30
5 4-Decyne 138 C10H18 002384-86-3 28
Abundance Scan 468 (5.837 min): BG058333.D\data.ms (-466) (-) m/z 67.00 100.00%
67.0
96.0
5000
39.0 G e
‘ ‘ 206.9 5.60 5.80 6.00 6.20
ol M L wiz e6.e0 71.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3149: 2,4-Dimethylfuran
96.0
67.0
5000 UL L L I IR L
5.60 5.80 6.00 6.20
39.0 m/z 95.00 42.04%
O 15-0 “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21118: 1-Cyclopenteneacetic acid, 5-oxo-
41.0 67.0
96.0 S O W SO
5.60 5.80 6.00 6.20
5000 m/z 65.00 32.07%
H ‘ 140.0
(o} ‘“H‘_“"“uww_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 {\
Abundance #3177: 2-Cyclopenten-1-one, 2-methyl- A“H““‘_‘m“‘u““
67.0 5.60 5.80 6.00 6.20
96.0 m/z 39.00  24.98%
5000
41.0
0 AWEPSERE S VS Ao
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 7 Cyclopropane, 1l-chloro-2-et... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.172 5.63 ng/ul 77771  1,4-Dichlorobenzene-d4 7.893

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 64
3 Cyclohexene, 3-chloro- 116 C6HIC1 002441-97-6 64
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 64
5 Bicyclo[2.1.0]pentane-5-carboxyl... 154 C9H1402 074810-55-2 64
Abundance Scan 525 (6.172 min): BG058333.D\data.ms (-520) (-) m/z 80.95 100.00%
81.0
5000
53.0 VAN i VN, W
‘ ‘ 116.0 5.80 6.00 6.20 6.40
Obre el L T nyz 79.00  41.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #9437: Cyclopropane, 1-chloro-2-ethenyl-1-methyl-
81.0
5000 R R R S EEEma s
53.0 5.80 6.00 6.20 6.40
28.0 m/z 80.00  27.53%
H 116.0
0\\\\‘\\\\ \}\‘\\\\\\\\‘\\\}‘\\\\‘\\\\‘\\\
m/z--> 80 100 120 140 160
Abundance #36451.Cyd0hexene,34nomo—
81.0
B maa s L A RARR
5.80 6.00 6.20 6.40
5000 m/z 53.00 22.28%
53.0
27.0
0 L Il 101,0119.0138.0 160.0
A e e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #9428: Cyclohexene, 3-chloro- TR
81.0 5.80 6.00 6.20 6.40
m/z 38.95 14.88%
5000
39.0
‘ 116.0
150 ‘ 63
m/z--> 20 40 60 100 120 140 160 5.80 6.00 6.20 6.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:04 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 8 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.519 48.96 ng/ul 675954  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
5 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 50
Abundance Scan 584 (6.519 min): BG058333.D\data.ms (-577) (-) m/z 68.00 100.00%
68.0
5000
39.0 96.0
EAEEmaRE TS
‘ 55.0 6.20 6.40 6.60 6.80
OF ettt - 850 L m/z 96.00  28.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3151: 2-Cyclohexen-1-one
68.0
5000 L L L R IR B
39.0 96.0 6.20 6.40 6.60 6.80
270 m/z 39.00 24.51%
| ‘M o0
O\\‘\\\\|\\}1‘\\\‘1‘\\\\i‘\‘\\\‘\\‘\‘“HH‘\.\H‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3153: 2-Cyclohexen-1-one
68.0
A
6.20 6.40 6.60 6.80
5000 m/z 40.00 18.54%
96.0
40.0
27.
o250 210 L O mo |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 2-Cyclohexen-1-one R EmmaanEEESERE
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.49%
5000
96.0
40.0
27.0 H‘ 55.0
O e e e e e e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 9 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.970 4.13 ng/ul 57005 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 87
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 87
3 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 80
4 3-Ethyl-2-hexene 112 C8H16 000620-00-8 53
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 53
Abundance Scan 831 (7.970 min): BG058333.D\data.ms (-825) (-) m/z 55.00 100.00%
55.0
5000
39.0
830 112.0 P R
‘M “ 68.0 7.60 7.80 8.00 8.20

o‘Wm_m‘mww‘uwwluuwa”www m/z 57.00  26.15%

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

Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one

55.0
5000 U L R R R I B
27.0
39.0 112.0 7.60 7.80 8.00 8.20
m/z 39.00  25.53%
68.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
5!2
S RRREaEE ST L
7.60 7.80 8.00 8.20
5000 m/z 112.00 22.03%
41.0 83.0 112.0
ol P
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7551: 3-Heptene, 4-methyl- ‘@“H““““H““‘,
55.0 69.0 7.60 7.80 8.00 8.20
m/z 41.00 17.68%
41.0
5000
112.0
27.0 83.0
Ll . 57O
RS RS A L ema
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:05 2023 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 10 unknown-02 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.058 2.37 ng/ul 32752 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutanemethanol 86 C5H100 004415-82-1 12
2 2-Penten-1-0l1, (Z)- 86 C5H100 001576-95-0 9
3 Formic acid, 2-propenyl ester 86 C4H602 001838-59-1 9
4 1-Amino-3-methyl-2-butene 85 C5H11N 013822-06-5 9
5 Oxirane, [(2-propenyloxy)methyl]- 114 C6H1002 000106-92-3 9

Abundance Scan 846 (8.058 min): BG058333.D\data.ms (-841) (-) m/z 56.95 100.00%

57.0
70.0
5000
39.0
R ERRREEEE SR
‘H | H 830 94.9 7.80 8.00 8.20 8.40
Obr el b I T T w2 7e.e0 65.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1978: Cyclobutanemethanol
57.0
5000 /—\\‘\H‘HH‘HH’HH‘\H
7.80 8.00 8.20 8.40
29.0 240 m/z 58.00 34.78%
’ 68.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1979: 2-Penten-1-ol, (Z)-
57.0
e EREEEEET SR
7.80 8.00 8.20 8.40
5000 29.0 410 m/z 39.00 30.81%
68.0
ool gl e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1895: Formic acid, 2-propeny! ester o EREREANAEELE LR
7.0 7.80 8.00 8.20 8.40
m/z 41.00 19.27%
5000 30.0
27.
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:05 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 11 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.211 107.85 ng/ul 1489000 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 94
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 91
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 83
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 64
Abundance Scan 872 (8.211 min): BG058333.D\data.ms (-864) (-) m/z 57.00 100.00%
57.0
5000
410 800 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ ‘ M 98 0 116.0 134.0 7.80 8.00 8.20 8.40 8.60
0 M,HHN il I A0 1340 g0 00 23.84%
miz--> 20 60 80 100 120 140
Abundance #17288.2-Chmrocydohexano
57.0
5000 R R R
80.0 7.80 8.00 8.20 8.40 8.60
41.0 m/z 81.00 16.25%
98.0 134.0
0 “"“‘Q“‘m \H‘\‘\‘\\‘H‘Mu\‘ !h‘““ ‘1‘116"0“‘ T
miz-> 20 60 80 100 120 140
Abundance #17285.2—Chknocyd0hexan0
57.0
Rmaas A RRR R
7.80 8.00 8.20 8.40 8.60
5000 m/z 44.00 16.00%
80.0
41.0
98.0 134.0
o o0 Ll ol |20 nso 1380
miz--> 20 40 60 80 100 120 140
Abundance #17287: 2-Chlorocyclohexanol e
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 14.66%
5000
41.0 80.0
98 0
m/z--> 60 80 100 120 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 12 unknown-03 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.657 3.39 ng/ul 46848 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 59
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 40
3 1,7-Diazabicyclo[2.2.0]heptane 98 C5H10N2 000279-42-5 33
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 33
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 28
Abundance Scan 948 (8.657 min): BG058333.D\data.ms (-945) (-) m/z 69.95 100.00%
70.0
57.0
5000 83.0
44.0
98.0 T T T
‘ ‘ 8.40 8.60 8.80 9.00
ow_m_m‘m _H“_m‘ el miz s6.95  62.48%
m/z--> 20 30 40 60 70 80 90 100
Abundance #3586.2-Cyd0hexen4:o
70.0
5000 41.0 55.0 83.0 TTTT T T T T T T
8.40 8.60 8.80 9.00
98.0 m/z 82.95 40.08%
O T
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3588: 2-Cyclohexen-1-0
70.0
M e
8.40 8.60 8.80 9.00
m/z 43.95 30.98%
5000 g30 980 /
41.0 55.0
N T Y Y
0“‘H‘MH‘H““‘H;HHJ“ SEFL TR T PR | PR
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3444 1,7-Diazabicyclo[2.2.0]heptane R RE AR e
70.0 8.40 8.60 8.80 9.00
m/z 41.00 29.97%
5000 98.0
43.0
28.0
‘\\\ H 5'\5‘”(\)\ ‘ 8?\\0 il
0 b et e e T T e

m/z--> 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 13 Cyclohexane, 1,2-dichloro-,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.886 5.92 ng/ul 81790 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 72
2 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 59
3 Cyclohexane, 1,2-dichloro- 152 C6H1eC12 001121-21-7 50
4 2,3-Diazabicyclo[2.2.1]hept-2-en... 124 C7H12N2 071312-54-4 47
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 47
Abundance Scan 987 (8.886 min): BG058333.D\data.ms (-982) (-) m/z 81.00 100.00%
81.0
5000
410 \\\‘\\\\‘\\\\‘\[\\\\‘\\\\
H H 116.0 8.60 8.80 9.00 9.20
0 m_m_m”‘ L] “Mﬂmwm;'wwm‘_‘ m/z 80.00  48.71%
m/z--> 20 80 100 120 140 160
Abundance #29711. Cyclohexane, 1,2-dichloro-, trans-
81.0
5000 - H\MH‘HH‘HH‘HH
8.60 8.80 9.00 9.20
m/z 41.00 18.28%
41.0
ol250 . | 620 || wo80 MO0 1520
\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 60 80 100 120 140 160
Abundance #37910:BL2@yd0hexen4:y
81.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\/
8.60 8.80 9.00 9.20
5000 m/z 79.00 16.98%
41.0
0 I \‘ L” 1040 129.0 154.0
“w“““““u“ R A e
miz--> 20 80 100 120 140 160
Abundance #29699.Cydohexane,12—mchbro—
81.0 8.60 8.80 9.00 9.20
m/z 39.00 16.06%
5000
41.0
o‘1‘5"9“‘N“‘Hu”‘w‘ W?-‘Q??ﬁ?w‘1‘5?-‘0_‘ ol
m/z--> 20 60 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\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 14 unknown-04 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.192 2.64 ng/ul 36400 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 exo-Norbornyl alcohol 112 C7H120 000497-37-0 12
2 1-Hepten-6-yne 94 C7H1e 065939-59-5 10
3 Bicyclo[2.2.1]heptan-2-0l1, endo- 112 C7H120 000497-36-9 10
4 2-Butenal, 2-ethenyl- 96 C6H80 020521-42-0 10
5 1H-Pyrrole-2,5-dione 97 C4H3NO2 000541-59-3 9
Abundance Scan 1039 (9.192 min): BG058333.D\data.ms (-1034) (-) m/z 57.00 100.00%
57.0
41.0
5000 79.0 97.0
‘ ‘ ‘ ‘ 8.80 9.00 9.20 9.40 9.60
Ol B il AL hyz a1.ee  83.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7359: exo-Norbornyl alcohol
67.0 79.0 94.0
5000 ‘HH‘HH‘HHW‘W
41.0 8.80 9.00 9.20 9.40 9.60
270 m/z 38.95 53.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2918: 1-Hepten-6-yne
79.0
39.0
8.80 9.00 9.20 9.40 9.60
5000 27.0 54.0 m/z 79.00 51.39%
H 66.0 93.0
NI |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7462: Bicyclo[2.2. 1]heptan -2-ol, endo- L/ B G | ‘(\A‘ L .
67.0 79.0 94.0 8.80 9.00 9.20 9.40 9.60
m/z 96.95 50.46%
5000
41.0 55.0
obaso Tl M M Ml by o pl)
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 15 1-Decanol Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.168 2.06 ng/ul 72869  Acenaphthene-dile 14.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol 158 C10H220 000112-30-1 90
2 Cyclooctane, 1,2-dimethyl- 140 C1oH20 013151-94-5 89
3 Cyclodecane 140 C1eH20 000293-96-9 86
4 Cyclopropane, nonyl- 168 C12H24 074663-85-7 80
5 1-Undecanol 172 C11H240 000112-42-5 80

Abundance Scan 1886 (14.168 min): BG058333.D\data.ms (-1879) (- m/z 55.00 100.00%

55.0
83.0
5000
111.0 A ™
140.1 14.00 14.50
0! R - m/z 43.00 88.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34584: 1-Decano
70.0
43.0
5000 WM e
97.0 14.00 14.50
m/z 56.00 84.16%
o 26 ‘\ 1;“4.0 140.0157.0
\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20716: Cyclooctane, 1,2-dimethyl-
55.0
14.00 14.50
5000 ITI/Z 41.00 83.51%
29.0
B0 1m0,
0! e IR
miz--> 20 40 60 80 100 120 140 160
Abundance #20646: Cyclodecane ! 7 7
55.0 14.00 14.50
m/z 69.00 75.47%
83.0
5000
29.0 1110 1400
o H”‘HM‘_“W“‘W‘ My A
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:07 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46

Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 16 1,1'-Biphenyl, 4-chloro- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
14.650 2.23 ng/ul 78900  Acenaphthene-di1e 14.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 96
2 1,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 96
3 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 96
4 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 96
5 1,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 96

Abundance Scan 1968 (14.650 min): BG058333.D\data.ms (-1963) (- m/z 188.00 100.00%
188.0
5000 152.0
76.0 —r —
51.0 \LL 101.0 126.9 ‘ 14.50 15.00
Ol e e m/z 152,00 51.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #62871: 1,1'-Biphenyl, 4-chloro-
188.0
152.0
5000 f— —
14.50 15.00
76.0 m/z 190.00 37.45%
510 UL 1010 126.0 |
0 \H“‘HH‘”H\‘ “\”\\‘\H‘“H\”\‘\“\H‘H ‘\‘\\\\’\ ‘\\’
m/z--> 40 60 80 100 120 140 160 180
Abundance #62868: 1,1'-Biphenyl, 2-chloro-
188.0
—— —
152.0 14.50 15.00
5000 ITI/Z 153.00 21.79%
76.0
510 | 101.0 1260 |
o) Y N ek R | RS
miz--> 40 60 80 100 120 140 160 180
Abundance #62863: 3-Chlorobiphenyl PR & S S
188.0 14.50 15.00
m/z 76.00 17.47%
152.0
5000
76.0
51.0
126.0
m/z--> 40 60 80 100 120 140 160 180 14.50 15.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:08 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 17 1,1'-Biphenyl, 2,2'-dichloro- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.784 9.76 ng/ul 345992  Acenaphthene-d10 14.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
2 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
3 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 98
4 1,1'-Biphenyl, 3,3'-dichloro- 222 C12H8C12 002050-67-1 98
5 1,1'-Biphenyl, 2,4'-dichloro- 222 C12H8C12 034883-43-7 98

Abundance Scan 2161 (15.784 min): BG058333 D\data.ms (-2155) (- m/z 152.00 100.00%

2.0
222.0
187.0
5000
75.0 —— ——
510 | 990 1260 M 15.50 16.00
Ot b et M m/z 222.00  73.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101331: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
222.0
5000 — e
187.0 15.50 16.00
75.0 m/z 187.00  52.01%
51.0 9.0 126.0
O ‘2\7\\0\‘\\H\\‘H\\\“J[!HV\\H“\\‘\\‘\\\\‘1\“\‘\\\\‘\‘1‘\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101337: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
—— —
15.50 16.00
m/z 223.90 49.29%
5000 1870 2220 /
75.0
510 M 111.0 ‘ ‘
obpreriediodbetbinc bbb Mo b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101338: 1,1'-Biphenyl, 2,2'-dichloro- T —
152.0 15.50 16.00
2220 m/z 151.00  24.45%
187.0
5000
75.0
500 9.0 126.0
NS N 17 PP/ AR | NS | R - ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 18 1,1'-Biphenyl, 2,3-dichloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.507 9.91 ng/ul 523700  Phenanthrene-d10 17.276
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,3-dichloro- 222 C12H8C12 016605-91-7 99
2 1,1'-Biphenyl, 3,3'-dichloro- 222 C12H8C12 002050-67-1 99
3 1,1'-Biphenyl, 2,4-dichloro- 222 C12H8C12 033284-50-3 98
4 1,1'-Biphenyl, 2,5-dichloro- 222 C12H8C12 034883-39-1 98
5 1,1'-Biphenyl, 2,3-dichloro- 222 C12H8C12 016605-91-7 98

Abundance Scan 2284 (16.507 min): BG058333.D\data.ms (-2278) (- m/z 222.00 100.00%

222.0
152.0
5000
AL ‘
51.0 ‘ 980 1260 | 1860 16.50
O F e e e el e b ey m/z 152.00  63.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101320: 1,1'-Biphenyl, 2,3-dichloro-
222.0
152.0
5000 AL ‘
16.50
m/z 223.90 63.25%
186.0
O ‘2\7\\\‘\53-‘\9“\\\‘H‘\H\\‘\9“‘\()\‘\\]-‘2\6\\0\‘\\H\‘\‘\\\\‘\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101335: 1,1'-Biphenyl, 3,3'-dichloro-
222.0
AL ‘
152.0 16.50
5000 ITI/Z 151.00 16.60%
021009, m‘l b b
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101321: 1,1'-Biphenyl, 2,4-dichloro- : A - 0
222.0 16.50
m/z 222.90 13.57%
152.0
5000
186.0
o270 80 70 a0 | 10 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 19 1,1'-Biphenyl, 2,3',5-trich... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.807 2.18 ng/ul 115402  Phenanthrene-di10 17.276
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,3',5-trichloro- 256 C12H7C13 038444-81-4 98
2 1,1'-Biphenyl, 2,2',5-trichloro- 256 C12H7C13 037680-65-2 97
32,3',6- Tr1chlorob1phenyl 256 C12H7C13 038444-76-7 97
4 1,1'-Biphenyl, 2',3,5-trichloro- 256 C12H7C13 037680-68-5 97
5 1,1'-Biphenyl, 2,2',5-trichloro- 256 C12H7C13 037680-65-2 97

Abundance Scan 2335 (16.806 min): BG058333.D\data.ms (-2330) (-  m/z 186.00 100.00%

186.0
257.9
220.9
5000 A
T
‘ 16,50 17.00
o S ‘lu,u“‘pm m/z 257.90  69.52%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142654: 1,1'-Biphenyl, 2,3',5-trichloro-
256.0
186.0 /\ /
5000 T T T T T T
1650 17.00
750 150.0 m/z 255.90  68.74%
a0, | 100 || 200
O \\\‘\\r\\‘m\\\‘\‘\H‘\“\H‘\\\\“\‘”\\‘\\\\‘\\\\’\‘\\\‘\\\\‘1\\\’\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142649: 1,1'-Biphenyl, 2,2',5-trichloro-
186.0 /\ /
; e ;
256.0 16.50 17.00
5000 ITI/Z 220.90 54.49%
150.0 221.0
93.0 ‘
i u' \‘ L ‘MH hl il \‘ \\\
O Lot et el gl e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142615: 2,3',6-Trichlorobiphenyl — —— 5
258.0 16.50 17.00
m/z 187.90 41.44%
5000
0! — e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 16.50 17.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:08:09 2023 Page: 21



Data Path :
Data File :
Acqg On

Operator : CG/JU

Sample
Misc
ALS vial : 5

Quant Method
Quant Title

TIC Library

: 03444-13

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

Library Search Compound Report

TIC Integration Parameters:

LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
BGO58333.D
: 19 Jul 2023 18:46

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

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 1,1'-Biphenyl, 2,4,5-trichl... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.188 4.06 ng/ul 214729  Phenanthrene-die 17.276
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,4,5-trichloro- 256 C12H7C13 015862-07-4 99
2 1,1'-Biphenyl, 2,4,6-trichloro- 256 C12H7C13 035693-92-6 99
3 1,1'-Biphenyl, 2,4,4'-trichloro- 256 C12H7C13 007012-37-5 98
4 1,1'-Biphenyl, 2,3,4-trichloro- 256 C12H7C13 055702-46-0 98
5 1,1'-Biphenyl, 3,4',5-trichloro- 256 C12H7C13 038444-88-1 97

Abundance Scan 2400 (17.188 min): BG058333.D\data.ms (-2396) (-  m/z 186.00 100.00%

186.0
255.9
5000
220.9
150.0
e M
720 1100 | 17.00 17.50
0 HWwu‘m”J“ww‘ﬁ”_“‘HmH_mHH,w‘mww;nmw m/z 255.90  76.42%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142631: 1,1'-Biphenyl, 2,4,5-trichloro-
186.0 256.0
5000 150.0 A — T A e
17.00 17.50
75.0 1100 m/z 257.85 71.68%
50.0 220.0
O,
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142628: 1,1'-Biphenyl, 2,4,6-trichloro-
186.0 256.0 )\ A
P
17.00 17.50
5000 m/z 188.00  35.58%
150.0
750 1100
0l L o
0l H‘MHPNNMMH IO (SR SR S—
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142657: 1,1'-Biphenyl, 2,4,4'-trichloro- T =T
186.0 256.0 17.00 17.50
m/z 220.90 35.17%
5000
(] —r— A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 21 1,1'-Biphenyl, 2,3,6-trichl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.453 2.67 ng/ul 141210  Phenanthrene-di10 17.276
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,3,6-trichloro- 256 C12H7C13 055702-45-9 99
2 1,1'-Biphenyl, 2,4,5-trichloro- 256 C12H7C13 015862-07-4 98
3 2,3',6-Trichlorobiphenyl 256 C12H7C13 038444-76-7 98
4 1,1'-Biphenyl, 2,3',4-trichloro- 256 C12H7C13 055712-37-3 97
5 1,1'-Biphenyl, 2,4,6-trichloro- 256 C12H7C13 035693-92-6 97

Abundance Scan 2445 (17.453 min): BG058333.D\data.ms (-2440) (-  m/z 255.90 100.00%

256.9
186.0
5000
150.0 ‘ /\

75.0
T BT G O S
0 byt e pic bbb sl v plbor e bl m/z 257.90 87.21%
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142626: 1,1'-Biphenyl, 2,3,6-trichloro-
186.0 255.0
5000 150.0 e ﬂ\
17.50

75.0 110.0 m/z 186.00  70.59%

O,
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142632: 1,1'-Biphenyl, 2,4,5-trichloro-

258.0
W
17.50
5000 ITI/Z 259.90 32.17%

0,

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 /\/\

Abundance #142615: 2,3',6-Trichlorobiphenyl A
17.50

m/z 150.00  25.04%

/j\/\f\MA

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 17.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 22 1,1'-Biphenyl, 2,4,4'-trich... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.876 3.86 ng/ul 204246  Phenanthrene-die 17.276
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,4,4'-trichloro- 256 C12H7C13 007012-37-5 99
2 1,1'-Biphenyl, 2',3,4-trichloro- 256 C12H7C13 038444-86-9 99
3 1,1'-Biphenyl, 2,4',5-trichloro- 256 C12H7C13 016606-02-3 99
4 1,1'-Biphenyl, 2,3',5-trichloro- 256 C12H7C13 038444-81-4 99
5 1,1'-Biphenyl, 2',3,5-trichloro- 256 C12H7C13 037680-68-5 99

Abundance Scan 2517 (17.876 min): BG058333.D\data.ms (-2510) (- m/z 255.90 100.00%

255.9
186.0
5000
150.0 : /\/\ Lo
. 75‘ 9 1100 H ‘ 2100 | 17.50 18.00
YIS VUL VI RPVRIDF PRI Do ‘pm m/z 257.90  89.21%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142656: 1,1'-Biphenyl, 2,4,4'-trichloro-
256.0
186.0
5000 . M LA
17.50 18.00
75.0 150.0 m/z 186.00  68.40%
110.0 H ‘ 220.0
O %7\‘\\‘\\‘\\\‘\‘\\\\H‘\\\\“\w\\‘\\\\‘\\\\‘\“\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142644: 1,1'-Biphenyl, 2',3,4-trichloro-
258.0
A
17.50 18.00
5000 186.0 m/z 259.90  31.84%
150.0
75.0
110.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 /\/\
Abundance #142636: 1,1'-Biphenyl, 2,4',5-trichloro- A
186.0 256.0 17.50 18.00
m/z 188.00 22.57%
5000 75.0 150.0
110.0
%0 4 Lol 200
0“M‘ﬂW‘H1MWwyumpwuu‘uq‘u‘m‘uw‘u‘u‘W‘u — —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 23 n-Hexadecanoic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
18.158 2.34 ng/ul 123748  Phenanthrene-di10 17.276
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50

Abundance Scan 2565 (18.158 min): BG058333.D\data.ms (-2560) (-  m/z 60.00 100.00%
60.0

5000

129.0

—

=N o

T
| 18.00 18.50
Ol m/z 73.00  92.19%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
A ot

5000 129.0 A
18.00 18.50

m/z 43.00 90.97%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0

— —
18.00 18.50
5000 129.0 m/z 57.00 77.78%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —— —
43.0 ,73.0 18.00 18.50
m/z 55.00 68.66%
5000 129.0
199.0
s W
o%ﬁgk“JﬂNWwWWAWWMMMWHJMJHJHWH‘WHHMH‘_ — —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 24 13-Docosenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.946  11.15 ng/ul 552334  Chrysene-d12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
5 Tetradecanamide 227 C14H29NO 000638-58-4 78

Abundance Scan 3380 (22.946 min): BG058333.D\data.ms (-3373) (- m/z 59.00 100.00%

59.0
5000
23.00
0. “‘f by 0021841 254129413372 . 75 60 59.24%
m/z--> 50 100 150 200 250 300 350
Abundance #245083: 13-Docosenamide, (Z)-
59.0
5000 LA
23.00
m/z 55.00 52.88%
F .0 337.0
ols. L1200 1840 23402760 | |
m/z--> 50 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
—r
23.00
5000 ITI/Z 43.00 31.86%
o8 Qﬁ‘ 01400 1840 2380 2810
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (2)- 7
59.0 23.00
m/z 41.00 30.08%
5000
137.0
3310
ol LUWETLLL 1990 200 2ss0 70 =
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\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.734 2.76 ng/ul 156881 Perylene-di2 24.662
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 3514 (23.734 min): BG058333.D\data.ms (-3509) (-  m/z 57.00 100.00%
57.0
990 —— —
23.50 24.00
145.0 2111 264.9 .
obd il da50 2L 2649 sl 700 ae se.e7%
miz-> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — ——
23.50 24.00
m/z 43.00 52.27%
99.0
0 1L, \‘H\ L H‘ Il :\L4\10‘ 183.0 268.0
L ‘ 1T ‘ T ’ T T T ‘ L ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo-
57.0
‘ ——
23.50 24.00
5000 m/z 85.10 44.10%
99.0 155.0
o 0 N -
miz--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo- 7 T
57.0 23.50 24.00
m/z 55.00 22.66%
w WW\MN\/WW
99.0 155.0 225.0
ol b b S
m/z--> 50 100 150 200 250 300 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

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

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

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
25.743 2.21 ng/ul 125565  Perylene-di2 24.662
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 86
Abundance Scan 3856 (25.743 min): BG058333.D\data.ms (-3848) (- m/z 57.00 100.00%
57.0
2000 MJ\‘\W
9.0 —— ——
25.50 26.00
155.1 207.9 i
ol i \‘ how L ETER 2820 3410 400000 7100 59.22%
mlz--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane
57.0
5000 —— —
25.50 26.00
9.0 m/z 43.00 47.92%
L4 1001830 2300 3100
O\\\“‘ ‘\h\h’\“\\\"‘\‘\\‘\’\\\\‘\\\\“\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
—— —
25.50 26.00
5000 m/z 85.05 46.21%
9.0
i “‘ R e R L e e
miz--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl- T —
57.0 25.50 26.00
m/z 55.00 22.93%
h WWJJ\WW
.0
oL L1 14101830 #0961 03230
e s R e AR P —
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\BGO71823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
27.041 2.14 ng/ul 121905 Perylene-d12 24.662
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 86
3 Tricosane 324 C23H48 000638-67-5 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 4077 (27.042 min): BG058333.D\data.ms (-4070) (- m/z 57.00 100.00%
57.0
5000 \AJ\ﬂ»J\M
T \
99.0 1411
bl s, as0s s
ob—A b bl e TP T m/z 71.85 62.61%
miz--> 50 100 150 200 250 300
Abundance #212282: Docosane
57.0
5000 — ‘
27.00
99.0 m/z 43.00 54.25%
LLdg) 140830 aae0 2100
Ob— \“‘ I ‘\‘ \‘h‘\h‘ iy }‘ "‘\ L \‘\“ {1 T 1 T
miz-> 50 100 150 200 250 300
Abundance #204361: Pentadecane, 7-(bromomethyl)-
57.0
T \
27.00
5000 m/z 85.10 46.57%
99.0
41.0 225.0
ol L B gm0 250
miz--> 50 100 150 200 250 300
Abundance #229645: Tricosane T
57.0 27.00
m/z 55.00 21.42%
. WMMM/\MWMN
99.0
m/z--> 50 100 150 200 250 300 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58333.D

Acqg On : 19 Jul 2023 18:46
Operator : CG/JU

Sample : 03444-13

Misc :

ALS vial : 5 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexene 3.152 427.4 ng/ul 5900730 1 7.893 276132 20.0
1,3-Pentadiene 4.333 2.6 ng/ul 36384 1 7.893 276132 20.0
2-Cyclohexen-1-0l 5.796 29.1 ng/ul 401327 1 7.893 276132 20.0
unknown-01 5.837 3.3 ng/ul 45569 1 7.893 276132 20.0
Cyclopropane, 1... 6.172 5.6 ng/ul 77771 1 7.893 276132 20.0
2-Cyclohexen-1-one 6.519 49.0 ng/ul 675954 1 7.893 276132 20.0
7-Oxabicyclo[4.... 7.970 4.1 ng/ul 57005 1 7.893 276132 20.0
unknown-02 8.058 2.4 ng/ul 32752 1 7.893 276132 20.0
2-Chlorocyclohe... 8.211 107.8 ng/ul 1489000 1 7.893 276132 20.0
unknown-03 8.657 3.4 ng/ul 46848 1 7.893 276132 20.0
Cyclohexane, 1,... 8.886 5.9 ng/ul 81790 1 7.893 276132 20.0
unknown-04 9.192 2.6 ng/ul 36400 1 7.893 276132 20.0
1-Decanol 14.168 2.1 ng/ul 72869 3 14.533 708759 20.0
1,1'-Biphenyl, 14.650 2.2 ng/ul 78900 3 14.533 708759 20.0
1,1'-Biphenyl, 15.784 9.8 ng/ul 345992 3 14.533 708759 20.0
1,1'-Biphenyl, 16.507 9.9 ng/ul 523700 4 17.276 1057010 20.0
1,1'-Biphenyl, 16.807 2.2 ng/ul 115402 4 17.276 1057010 20.0
1,1'-Biphenyl, 17.188 4.1 ng/ul 214729 4 17.276 1057010 20.0
1,1'-Biphenyl, 17.453 2.7 ng/ul 141210 4 17.276 1057010 20.0
1,1'-Biphenyl, 17.876 3.9 ng/ul 204246 4 17.276 1057010 20.0
n-Hexadecanoic ... 18.158 2.3 ng/ul 123748 4 17.276 1057010 20.0
13-Docosenamide... 22.946 11.2 ng/ul 552334 5 21.525 990849 20.0
(DEL) Alkane: S... 23.734 2.8 ng/ul 156881 6 24.662 1138250 20.0
(DEL) Alkane: S... 25.743 2.2 ng/ul 125565 6 24.662 1138250 20.0
(DEL) Alkane: S... 27.041 2.1 ng/ul 121905 6 24.662 1138250 20.0
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