LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acqg On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc :

ALS Vvial : 92 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: BGO58280.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.156 5 11 48 rVB 4364576 9397471 100.00% 37.319%
2 3.761 109 114 124 rVB2 19859 39171 0.42% 0.156%
3 4.337 207 212 220 rVB5 21725 38263 0.41% 0.152%
4 4.619 255 260 271 rVvB2 31723 53613 ©.57% 0.213%
5 5.359 379 386 392 rBV2 34627 60200 0.64% 0.239%
6 5.547 411 418 428 rBV3 24434 61612 0.66% 0.245%
7 5.800 451 461 466 rBV 254858 493813 5.25% 1.961%
8 5.912 475 480 484 rBV4 9573 16349 0.17% 0.065%
9 6.182 519 526 535 rBV 56262 100043 1.06% 0.397%
106 6.523 577 584 597 rBV 488346 854870 9.10%  3.395%
11 7.063 667 676 686 rBV 71455 143454 1.53% 0.570%
12 7.228 696 704 715 rBV 56097 97126 1.03% 0.386%
13 7.433 733 739 750 rBvV2 68272 147745 1.57% 0.587%
14 7.616 765 770 774 rBV 13421 25140 0.27% 0.100%
15 7.898 809 818 825 rBV 159014 283857 3.02% 1.127%
16 7.974 825 831 836 rVW2 36257 65040 0.69% 0.258%
17 8.021 836 839 842 rVW4 6648 11065 0.12% 0.044%
18 8.074 842 848 854 rVWW3 47843 96570 1.03% 0.383%
19 8.150 854 861 866 rvv2 67023 125647 1.34% 0.499%
20 8.221 866 873 886 rVV 1045576 1858961 19.78%  7.382%
21 8.326 886 891 895 rVB4 7113 12726 0.14% 0.051%
22 8.538 923 927 930 rVWV3 6668 11005 0.12% 0.044%
23 8.603 930 938 944 rVWW2 44290 98869 1.05% ©.393%
24 8.661 944 948 953 rVW2 20286 36380 0.39% 0.144%
25 8.726 953 959 966 rVB4 27905 58034 0.62% 0.230%
26 8.896 982 988 999 rvB2 55529 118507 1.26% 0.471%
27 9.061 1009 1016 1022 rBV2 71606 131097 1.40% 0.521%
28 9.149 1028 1031 1035 rBV4 6407 11090 0.12% 0.044%
29 9.196 1035 1039 1048 rVB2 23798 44618 0.47% 0.177%
30 9.502 1085 1091 1101 rwv7 6789 22511 0.24% 0.089%
31  9.731 1124 1130 1133 rBV4 5890 11908 0.13% 0.047%
32 9.784 1133 1139 1146 rVB2 56066 106609 1.13% 0.423%
33 9.948 1161 1167 1173 rBV6 8039 16881 0.18% 0.067%
34 10.324 1222 1231 1244 rBV 89770 185641 1.98% 0.737%
35 10.547 1260 1269 1277 rBV5 5695 16555 0.18% 0.066%

36 10.700 1284 1295 1302 rBV 265947 500018 5.32% 1.986%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acqg On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc :

ALS Vvial : 92 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 10.841 1310 1319 1329 rBV2 28943 58786 ©0.63% 0.233%
38 11.247 1381 1388 1395 rVvB7 5872 12671 0.13% 0.050%
39 11.411 1410 1416 1421 rBv4 6237 11681 0.12% 0.046%
40 11.511 1427 1433 1441 rVB7 7445 16111 0.17% 0.064%
41 12.657 1623 1628 1632 rBvV 18726 28059 ©0.30% 0.111%
42 12.757 1639 1645 1648 rBv2 9464 17113 0.18% 0.068%
43 12.786 1648 1650 1657 rVB2 9619 11967 0.13% 0.048%
44 13.350 1740 1746 1751 rBV 12877 20440 0.22% 0.081%
45 13.420 1753 1758 1765 rVB3 7842 14737 ©0.16% 0.059%
46 13.938 1840 1846 1852 rBV 186698 270059 2.87% 1.072%
47 14.173 1875 1886 1891 rBV3 30950 66920 0.71% 0.266%
48 14.231 1891 1896 1909 rVB 211330 352817 3.75% 1.401%
49 14.537 1942 1948 1956 rVB 458795 717777 7.64% 2.850%
50 14.742 1976 1983 1997 rBv2 34802 93158 0.99% 0.370%
51 14.883 2002 2007 2012 rVV5 16659 31776  0.34% 0.126%
52 15.530 2110 2117 2125 rVB 279502 433719 4.62% 1.722%
53 15.647 2131 2137 2147 rVB3 43682 78298 0.83% 0.311%
54 15.888 2169 2178 2184 rBV 21935 38696 0.41% 0.154%
55 16.076 2205 2210 2216 rBV6 8631 23876  0.25% 0.095%
56 16.188 2224 2229 2233 rVB6 7814 12548 0.13% 0.050%
57 16.969 2358 2362 2369 rvv3 22786 33636 ©0.36% 0.134%
58 17.281 2409 2415 2426 rBV 575885 906512 9.65%  3.600%
59 17.381 2426 2432 2441 rVB2 233787 360549 3.84% 1.432%
60 17.939 2522 2527 2534 rVB 44689 58110 0.62% 0.231%
61 18.168 2559 2566 2569 rBV3 25532 39026 0.42% 0.155%
62 18.661 2646 2650 2655 rVB4 14378 19339 0.21% 0.077%
63 18.720 2655 2660 2662 rVV 9792 13467 ©0.14% 0.053%
64 18.973 2699 2703 2707 rVW4 14140 18123 0.19% 0.072%
65 19.084 2716 2722 2723 rBV3 9566 13952 0.15% 0.055%
66 19.114 2723 2727 2730 rW 43552 53072 0.56% 0.211%
67 19.243 2745 2749 2756 rVB3 15524 22744  0.24%  0.090%
68 19.337 2756 2765 2770 rVB2 25997 54094 ©0.58% 0.215%
69 19.443 2779 2783 2786 rBV4 10929 17173 0.18% 0.068%
70 19.590 2804 2808 2814 rVB6 13305 18436 0.20% 0.073%
71 19.672 2814 2822 2834 rBV 401479 624563 6.65%  2.480%
72 19.772 2835 2839 2843 rVB7 8287 12098 0.13% 0.048%
73 19.895 2857 2860 2865 rVB2 13286 18994 0.20% 0.075%
74 20.060 2885 2888 2893 rVB4 9615 12939 0.14% 0.051%
75 20.136 2893 2901 2905 rBV7 16372 28422 ©0.30% 0.113%
76 20.195 2908 2911 2915 rVB3 16708 21336 0.23% 0.085%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acqg On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc :

ALS Vvial : 92 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 20.624 2982 2984 2986 rBV2 11633 13563 ©0.14% 0.054%
78 20.647 2986 2988 2991 rVVW3 15643 14023 0.15% 0.056%
79 20.688 2992 2995 2999 rvv4 19382 26869 0.29% 0.107%
80 20.912 3029 3033 3037 rBvV2 11982 15495 0.16% 0.062%
81 20.988 3043 3046 3050 rBV2 11809 16050 ©0.17% 0.064%
82 21.182 3073 3079 3082 rBv4 23119 37391 0.40% 0.148%
83 21.211 3082 3084 3091 rVB7 14179 23477 0.25% 0.093%
84 21.417 3114 3119 3124 rVB 86568 114849 1.22% 0.456%
85 21.535 3132 3139 3153 rVB 568556 970961 10.33% 3.856%
86 21.646 3155 3158 3162 rBV5 13497 17663 ©0.19% 0.070%
87 21.952 3206 3210 3214 rBVS 17075 27771 ©0.30% ©.110%
88 22.304 3265 3270 3274 rBV2 65935 102483 1.09% 0.407%
89 22.956 3374 3381 3394 rBvV2 253639 560968 5.97% 2.228%
90 23.086 3401 3403 3411 rVB8 11633 17091 0.18% ©0.068%
91 23.309 3436 3441 3447 rBV2 45968 88739 0.94% 0.352%
92 23.750 3509 3516 3526 rVB 148785 325489 3.46% 1.293%
93 24.455 3627 3636 3647 rBV 154281 409866 4.36% 1.628%
94 24.672 3661 3673 3687 rBV 376642 1146050 12.20% 4.551%
95 25.177 3750 3759 3773 rBV3 98627 277294  2.95% 1.101%
96 25.765 3849 3859 3870 rBV2 131754 404070 4.30% 1.605%
97 27.069 4072 4081 4093 rVB4 41176 140379 1.49% ©.557%
98 27.839 4202 4212 4226 rVB4 50411 192313 2.05% 0.764%
99 28.650 4341 4350 4363 rVB4 31139 129413 1.38% 0.514%
100 30.571 4665 4677 4691 rVB7 20005 98983 1.05% ©.393%
Sum of corrected areas: 25181503
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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\
BGO58280.D

: 16 Jul 2023 4:36

: CG/JU

: 03418-15

: 92  Sample Multiplier: 1

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

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

Time-->

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

Abundance TIC: BG058280.D\data.ms

156

8.221

6.523
5.800
3761 4.33.619 5359473915182 ﬂ 7.063283316 Glgss sl %@% 5&7;@945}0 ié”szy@ 8411m511 1 1B

O\\\‘\\\\‘\\\\‘\\\\‘\\\'ﬁ\‘r\\ ‘V_Y_Y_Y_[\\W_\r"'_r\‘\\\ﬁ\ ‘—V_\\‘T V_'_Y_T T
350 4.00 450 5.00 550 6.00 650 700 750 8.00 850 900 9.50 10.00 1050 11.00 1150 12.00 12.50

Time-->

4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000 14-537

Abundance TIC: BG058280.D\data.ms

17.281 21.535
13,9362 15530
20

17.381 .
18335 73 4124233 47880168 16.969 17.939168 il : > 54 /626.9522-304
O "_Y_Y_T"T"_Y_Y_Y_Y T ‘ T 1 17T T ‘ T 1 17T ‘ 1 T 71 ‘ T 1 171 ‘ T 1 17T ‘ T T 17T ‘ T T 7 ‘ ‘ T T ‘ T 1 17T ‘ T 1 171 ‘ T 1T 171 ‘ T T T 71 ‘ T 1 171 ‘ T 1 1

13.00 13.50 1400 1450 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

Time-->

4000000

3500000

3000000

2500000

2000000

1500000

1000000

Abundance TIC: BG058280.D\data.ms

500000% g56 24.672

88630573750 24859 25.177 25.765 27069 27.839 28,650 30.571

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 Sample Multiplier: 1

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

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

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

Peak Number 1 Cyclohexene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.156 662.13 ng/ul 9397470  1,4-Dichlorobenzene-d4  7.903
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexeme 82 CeHto 000110-83-8 91

2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 91
3 Cyclohexene 82 C6H10 000110-83-8 91
4 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
5 Cyclohexene 82 C6H10 000110-83-8 91
Abundance  Scan 11 (3.156 min): BG058280.D\data.ms (-5) (-) m/z 67.00 100.00%
540 67.0
5000
39.0 82.0
e RRRARRRE AR
‘ 3.203.303.403.503.60
oH_m,HH_H:;:m}‘! e myz s4.e0 88.28%
m/z--> 10 20 30 40 50 60 70 90
Abundance #1359: Cyclohexene
67.0
54.0
5000 T T T [T T T T[T T[T ITT[TT
41.0 82.0 3.203.303.403.503.60
27.0 m/z 81.95 41.86%
\\‘\J-\\I:_)?q’\\{“\‘\\\{"\\\\“}‘\‘\\‘\\‘\}’\\\‘\“\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0 T
3.203.303.403.503.60
5000 m/z 39.00 36.55%
410 82.0
27.0 ‘
H““‘,‘“M‘“‘;}1“‘HHN““H‘l,“JUNm“,“
m/iz--> 10 30 40 50 60 70 80 90
Abundance #1357: Cyclohexene ARARENEEEEE R
67.0 3.203.303.403.503.60
54.0 m/z 41.00 33.78%
5000
41.0 82.0
27.0
““H‘,“Jw‘u‘i;;“ﬁMMM“‘Ml,“JHHm“,“ I iRamsanarsceassiey
m/z--> 10 20 30 40 50 60 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@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 3,4-dimethylfuran Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.337 2.70 ng/ul 38263 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-dimethylfuran 96 C6H80 1000458-50-4 52
2 2,4-Dimethylfuran 96 C6H80 003710-43-8 49
3 2,4-Dimethylfuran 96 C6H80 003710-43-8 47
4 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 43
5 1,4-Pentadiene 68 C5H8 000591-93-5 43

Abundance Scan 212 (4.337 min): BG058280.D\data.ms (-207) (-) m/z 67.00 100.00%

67.0
39.0
96.0 ]\
5000
53.0 N

81.0 e e
‘ ‘ 4.00 4.20 4.40 4.60
‘w“u“‘u“u“l‘ﬂﬂlu‘lh‘w“ﬂ“m“u e m/z 39.00  72.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3146: 3,4-dimethylfuran
96.0
5000 67.0
4.00 4.20 4.40 4.60
410 53.0 m/z 68.00  68.82%
' 81.0
\\‘\\\\‘\\2\7\(‘)\\\\“‘\\\\‘\\\\‘\\M}‘\\\\“\\\\‘\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3149: 2,4-Dimethylfuran
96.0
e e
67.0 4.00 4.20 4.40 4.60
5000 ITI/Z 96.00 57.40%
53.0
39.0 ‘ 81.0
150 270
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3144: 2,4-Dimethylfuran et e
96.0 4.00 4.20 4.40 4.60
m/z 41.00  52.50%
67.0
5000
390 °30 81.0
‘ Mmmwmu“u“u
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@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 16
R.T. EstConc Area Relative to ISTD R.T.
4.619 3.78 ng/ul 53613 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 46
Abundance Scan 260 (4.619 min): BG058280.D\data.ms (-255) (-) m/z 165.80 100.00%
165.8
130.8
5000
93.9
R RARRaRRET
ﬁg‘ ‘ ‘ 4.20 4.40 4.60 4.80 5.00
e e gz 163,80 76.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39854: Tetrachloroethylene
166.0
131.0
5000 I L B L I
470 94.0 4.20 4.40 4.60 4.80 5.00
' m/z 130.80 68.07%
\\\\2‘4\0\‘\‘\\\\"‘\\\\“ ’
m/z--> 20 80 100 120 140 160
Abundance #39850:TenachknoethWene
166.0
129.0 R RRARARRET
4.20 4.40 4.60 4.80 5.00
5000 m/z 128.80 64.35%
94.0
47.0
200, | 1m0 |
m/z--> 20 40 60 80 100 120 140 160
Abundance #39853: Tetrachloroethylene T
166.0 4.20 4.40 4.60 4.80 5.00
129.0 m/z 167.80  46.56%
5000 94.0
47.0
24.0 ‘ ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 Aziridine, 1-(1-propenyl)-,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.359 4.24 ng/ul 60200 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 58
2 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 43
3 1-Oxetan-2-one, 4-methyl-3-methy... 98 C5H602 1000142-17-3 38
4 N-(Piperidin-3-yl)acetamide 142 C7H14N20 005810-55-9 37
5 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 35

Abundance Scan 386 (5.359 min): BG058280.D\data.ms (-379) (-) m/z 83.00 100.00%

83.0
41.0
55.0
5000
69.0
R e R
H | ‘ ‘ 97.0 5.00 5.20 5.40 5.60
\\\‘\\\\’\\\\‘\\\1l\\\\“}\\\‘\\\”“\\\‘\‘H\‘\\\‘\\\‘\‘\\\\ m/z 41.09 89.0800
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0 55.0 -
28.0 '
5000 \‘\\\\‘\JM\\\‘\\\\’\
5.00 5.20 5.40 5.60
68.0 m/z 42.00  68.84%
’1
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1484: Pyridine, 2,3,4,5-tetrahydro-
55.0
PP
m/z . . 0
5000 41.0
15.0 \‘ L ‘\ ‘ ] 68\'0 Ay
A A T e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3515: 1-Oxetan-2-one, 4-methyl-3-methylene-  ERAREmEE S
54.0 5.00 5.20 5.40 5.60
m/z 55.00 55.00%
5000 39.0
83.0
\\u\‘m 70.0 97.0
A e R SR RR R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 Benzene, 1,3-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.547 4.34 ng/ul 61612 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 94
2 p-Xylene 106 C8H10 000106-42-3 94
3 p-Xylene 106 C8H10 000106-42-3 94
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 91
5 p-Xylene 106 C8H10 000106-42-3 91
Abundance Scan 418 (5.547 min): BG058280.D\data.ms (-411) (-) m/z 91.00 100.00%
91.0
5000 106.0 j\ /\
EmmanEEE
39.0 510 g3 '° ‘ 5.20 5.40 5.60 5.80
H‘HH‘\H\’\H‘\‘i‘\‘}u‘m‘\\\“1‘\‘\\“\\\‘1“\\\\“1\\\‘\‘\\‘\‘\\\ m/Z 106.00 51.0400
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 \‘uu‘uu‘uu‘\/\u‘\
5.20 5.40 5.60 5.80
390 770 m/z 105.00 21.05%
zo ) W0 e |
| 1] | , L1l
\\‘\\\\‘\\\\’\\\\‘\\\\‘f\\\[\\\\‘\f\\‘\\\f‘\\\\‘\f\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5718: p-Xylene
91.0
SN U O I 1 W
106.0 5.20 5.40 5.60 5.80
5000 m/z 77.00 15.76%
39.0 51.0 ggg /-0
A0 2T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5721: p-Xylene R ¥4 NE T Va T
91.0 5.20 5.40 5.60 5.80
m/z 50.95 11.55%
106.0
5000
o W00 o 0
| . 1] | il
R AT R RaE o R AREEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80

SFAM-EPA-BGO70123.MA.M Mon Jul 17 02:37:44 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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.
5.800 34.79 ng/ul 493813 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 87
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 87
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 80
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 76
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 38
Abundance Scan 461 (5.800 min): BG058280.D\data.ms (-451) (-) m/z 70.00 100.00%

70.0
5000 83.0
390 550 97.0

“ ‘ ‘ ‘ 5.40 5.60 5.80 6.00 6.20
et bl Ll 31L0 s g3 00 46.88%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 39.0 83.0

55.0 97.0 5.40 5.60 5.80 6.00 6.20
} m/z 97.00 38.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3586: 2-Cyclohexen-1-0
70.0
R B
5.40 5.60 5.80 6.00 6.20
5000 410 559 83.0 m/z 55.00  37.71%
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3634: 2-Methylene cyclopentanol _“W“H“‘H,‘H“H
70.0 5.40 5.60 5.80 6.00 6.20

m/z 39.00 31.88%

41.0 55.0 83.0
5000 97.0
27.0
\M\ \ ‘\ ! m“ \ “M | ‘

‘ |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 Sample Multiplier: 1

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

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

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

Peak Number 7 Cyclohexene, 3-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.182 7.05 ng/ul 100043 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 74
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 56
3 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 53
4 Cyclohexane, 1,3-dichloro- 152 C6H1eCl2 055887-78-0 47
5 Cyclohexane, 1,4-dichloro-, cis- 152 C6H1eC12 016749-11-4 47
Abundance Scan 526 (6.182 min): BG058280.D\data.ms (-519) (-) m/z 81.00 100.00%
81.0
5000
53.0 e
‘ ‘ 116.0 5.80 6.00 6.20 6.40 6.60
\H‘\H\“\\HH\“\‘“\\‘\‘\1‘\\‘\\\1"\\\\‘\\\\’\\\ m/Z 79.00 45.7200
m/z--> 20 40 60 80 100 120 140 160
Abundance #9430: Cyclohexene, 3-chloro-
81.0
e RERERREEE S
5000 5.80 6.00 6.20 6.40 6.60
39.0 116.0 m/z 80.00  26.28%
\\\‘\\\\“\\\‘\\\\\}\\‘\\\\"\\\\‘\\\\’\\\
miz--> 20 80 100 120 140 160
Abundance #36451.Cyd0hexene,34nomo—
81.0
e
5.80 6.00 6.20 6.40 6.60
5000 m/z 53.00 22.37%
27 0
H H“‘ 101.0119.0 138.0 160.0
“““““““““ B e
miz--> 60 80 100 120 140 160
Abundance #3269.2A=DwneﬂwllA=paﬂadmne R e Rmana naL e
81.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 18.41%
5000
39.0
w0 | L o N e L
m/z--> 20 40 60 80 100 120 140 160 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 Sample Multiplier: 1

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

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

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

Peak Number 8 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.523 60.23 ng/ul 854870 1,4-Dichlorobenzene-d4 7.903

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 33
Abundance Scan 584 (6.523 min): BG058280.D\data.ms (-577) (-) m/z 68.00 100.00%
68.0
5000
96.0
AR R
‘ 55.0 6.20 6.40 6.60 6.80

el 8L L m/z 96.00  28.62%

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

Abundance #3153: 2-Cyclohexen-1-one

68.0
5000 LB L B R IR B B |
96.0 6.20 6.40 6.60 6.80
40.0 ' m/z 39.00  23.26%
S
1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 2-Cyclohexen-1-one
68.0
A
6.20 6.40 6.60 6.80
5000 m/z 39.95 18.88%
96.0
40.0
70 [ B0 | o
“_‘H,‘H“H‘w“u“u‘_““‘H‘H“_“W‘H
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3151: 2-Cyclohexen-1-one  E AERAaEEEE A
68.0 6.20 6.40 6.60 6.80

m/z 42.00 9.22%

5000
39.0 96.0
27.0 ‘
55.0
Lol 810

m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.974 4.58 ng/ul 65040 1,4-Dichlorobenzene-d4 7.903

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 64
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 64
4 3-Heptene, 3-methyl- 112 C8H16 007300-03-0 53
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 50
Abundance Scan 831 (7.974 min): BG058280.D\data.ms (-825) (-) m/z 55.00 100.00%
55.0
39.0 112.0 TP T
‘ “ “ 67.9 83 0 7.60 7.80 8.00 8.20
H‘H‘W‘H‘_‘H‘H‘WJH‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ m/z 57.00  24.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 L L R R B B B I
7.60 7.80 8.00 8.20
41.0 112.0 ITI/Z 39.00 22.69%
83.0
\\‘\\\\‘\\\\‘\\\\‘H\\\‘\\!‘\‘\\6\8\3\\\‘\\\\‘9\\5\(\)‘\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one
5:
R A SARARAEEEEE
7.60 7.80 8.00 8.20
5000 ITI/Z 112.00 19.58%
27.0
39.0 112.0
68.0
L -7
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7247: 7-Oxabicyclo[4.1.0]heptan-2-one : ‘A‘ R A AREARRaAT
55.0 7.60 7.80 8.00 8.20
m/z 41.00 17.09%
5000
280 414 68.0 112.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.074 6.80 ng/ul 96570  1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclopropylpropan-1-amine 99 C6H13N 1000436-93-8 25
2 1-Amino-3-methyl-2-butene 85 C5H11N 013822-06-5 25
3 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 22
4 2,6-Cyclooctadien-1-o0l 124 C8H120 010017-18-2 17
5 2-Acetylpyrrolidine 113 C6H11NO 060026-20-2 17

Abundance Scan 848 (8.074 min): BG058280.D\data.ms (-842) (-) m/z 56.95 100.00%

57.0
70.0
5000
41.0

‘\ | 830 949 7.80 8.00 8.20 8.40
"““"‘“"\‘”‘WH\MMHMmwmmmm m/z 70.00  78.97%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3998: 1-Cyclopropylpropan-1-amine
70.0
28.0 43.0 /\\

5000 R A
s8.0 7.80 8.00 8.20 8.40

m/z 68.00 53.03%

150 “‘321.‘()‘“‘28{.‘()‘“‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1780: 1-Amino-3-methyl-2-butene
70.0

7.80 8.00 8.20 8.40

5000 30.0 m/z 67.00 47.32%
41.0
‘ 53.0 84.0
"“‘H"HM‘Hw‘“M_‘“1‘mwlmw_m
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1748: Acetonitrile, ethoxy- R A RARREEEREE
70.0 7.80 8.00 8.20 8.40

m/z 58.00 34.99%

5000
41.0
27.0
|l 570 es0 M/t

m/z--> 10 20 30 40 50 60 70 80 90 100 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@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.150 8.85 ng/ul 125647 1,4-Dichlorobenzene-d4 7.903

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 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
3 Carbonic acid, isobutyl 2-methyl... 188 C10H2003 1000331-39-8 32
4 Octane, 4,5-dimethyl- 142 C1eH22 015869-96-2 23
5 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 22

Abundance Scan 861 (8.150 min): BG058280.D\data.ms (-854) (-) m/z 57.00 100.00%

57.0
71.0
5000 41.0
e ARARERmREEs R
95.9 7.80 8.00 8.20 8.40

H‘\H\‘\H\‘\\\1”‘“\\“‘\‘}‘1\‘\‘\}\!‘\H‘HH‘H‘E\‘\\H‘HH‘HH‘HH‘\ mz 79 ee 88 920

Il
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0
29.0

5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
0 7.80 8.00 8.20 8.40
' 71.0 m/z 71.80 62.80%
150 I Wl LIl eso
H‘H}\‘\HHHH‘\H\‘HH‘HH HH‘\‘\H‘HH‘\\H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0
e e ey
7.80 8.00 8.20 8.40
5000 m/z 68.00 57.27%
27.0
“‘ “\ ‘\‘ I 8‘5\.0 11\4.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #62417: Carbonic acid, isobutyl 2-methylbutyl ester

57.0 71.0 7.80 8.00 8.20 8.40
m/z 41.00 46.17%

43.0
5000
29.0
“ Ul ‘ | | 870 10?011801320

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.221 130.98 ng/ul 1858960 1,4-Dichlorobenzene-d4 7.903

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 91
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 64
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 47
Abundance Scan 873 (8.221 min): BG058280.D\data.ms (-866) (-) m/z 57.00 100.00%
57.0
5000
800 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
41“0 M %0 1160 1340 7.80 8.00 8.20 8.40 8.60
\\\’\\\\“H\ “H“‘\‘\m}‘\ \\\‘\\\\’\\\\‘\ mZ 80.00 24.11%
miz--> 20 60 80 100 120 140
Abundance #17288.2-Chmrocydohexano
57.0
5000 L L B R R
80.0 7.80 8.00 8.20 8.40 8.60
41.0 m/z 81.00 15.50%
98.0 134.0
1 “Q‘ . “m : \H‘ \‘\‘\\‘HM m\‘ !M‘ “‘ . ‘1‘1}6"0‘ . ‘M -
miz--> 20 60 80 100 120 140
Abundance #17285.2—Chknocyd0hexan0
57.0
REaaaE s
7.80 8.00 8.20 8.40 8.60
5000 m/z 44.00 15.32%
80.0
41.0
98.0 134.0
2o Wl |71 180 1350
miz--> 20 40 60 80 100 120 140
Abundance #17287: 2-Chlorocyclohexanol T
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 14.07%
5000
41.0 80.0
0. i 59 a0 1340

m/z--> 60 80 100 120 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 Cyclopentane, 1,3-dimethyl-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.661 2.56 ng/ul 36380 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 72
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 50
3 R(-)-2-Methyl-pyrrolidine 85 C5H11N 1010144-17-1 49
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 43
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 35

Abundance Scan 948 (8.661 min): BG058280.D\data.ms (-944) (-) m/z 70.00 100.00%

70.0
57.0
5000 83.0
‘ ‘ 8.40 8.60 8.80 9.00
el W L mjz s7.e8 76.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3586: 2-Cyclohexen-1-0
70.0
5000 41.0 55.0 83.0 T T T T T T T
8.40 8.60 8.80 9.00
98.0 m/z 83.00  45.54%
‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0 e
8.40 8.60 8.80 9.00
5000 m/z 42.00 34.44%
27.0 83.0
15.0 M ‘ | 98.0
SN | SR YR 1 S NSO NS S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1781: R(-)-2-Methyl-pyrrolidine R e RN a
70.0 8.40 8.60 8.80 9.00
m/z 41.10 32.88%
5000 57.0
30.0 42.0
85.0
"‘m""‘“‘HH‘MHMH‘WH‘MWHHWHWH T TR e
m/z--> 10 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\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 Cyclohexane, 1,2-dichloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.896 8.35 ng/ul 118507 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro- 152 C6H1eCl2 001121-21-7 81
2 trans-1,4-Cyclohexanediol, bis(p... 408 C12H10F1004 1000384-30-6 72
3 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 64
4 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 55
5 Cyclohexane, 1,2-dichloro-, cis- 152 C6H1eC12 010498-35-8 53

Abundance Scan 988 (8.896 min): BG058280.D\data.ms (-982) (-) m/z 81.00 100.00%

81.0
5000
410 LI L L L I L L R
‘ ‘ 8.60 8.80 9.00 9.20
H\‘\\H‘i\\“1”‘\“\“\\“\‘ ‘\“\‘\H\‘:!_ﬁzwl.‘]\_\u‘uH|HH2‘OH7\.\1‘HH‘\H m/Z 80.00 53.9900
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29699: Cyclohexane, 1,2-dichloro-

81.0

5000 Pt e
8.60 8.80 9.00 9.20

m/z 79.00 19.76%

41.0
H\‘\‘HM“\\‘\H‘\“\‘HU“\}‘\\‘\]-\]\.16‘.?\\‘:L\S\\z\.‘()\\H‘HH‘H\\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #306397: trans-1,4-Cyclohexanediol, bis(pentafluoroprop!
81.0

8.60 8.80 9.00 9.20

5000 m/z 41.00 18.21%
119.0
41.0
50, b by 7017502030 23
m/z--> 2‘0 4b 6‘0 80 160 1&0 14‘10 léO léO 260 22‘0 24‘10
Abundance #29711: Cyclohexane, 1,2-dichloro-, trans- e AARaRmaEE A Uit
81.0 8.60 8.80 9.00 9.20

m/z 39.00 13.69%

5000
41.0 116.0
150, |l W i 1520 e

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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-@3 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.196 3.14 ng/ul 44618 1,4-Dichlorobenzene-d4 7.903

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrrole-2,5-dione 97 C4H3NO2 000541-59-3 22
2 Oxirane, 3-butenyl- 98 C6H100 010353-53-4 16
3 2-Penten-1-0l, 4-methyl- 100 C6H120 005362-55-0 10
4 Bicyclo[2.2.0]hex-1-yl-methanol 112 C7H120 019394-20-8 10

5 Methylacrylonitrile 67 C4H5N 000126-98-7 9
Abundance Scan 1039 (9.196 min): BG058280.D\data.ms (-1035) (-) m/z 57.00 100.00%

57.0
41.0
5000 67.0 97.0
79.0

‘ ‘ H 8.80 9.00 9.20 9.40 9.60
mWwmH!m\m‘mw‘sl‘ Wbl m/z a1.e0  69.51%

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

Abundance #3303: 1H-Pyrrole-2,5-dione

26.0
97.0
5000 54.0
8.80 9.00 9.20 9.40 9.60
69.0 m/z 97.00  45.21%
43.0 ‘ ‘
\\\‘\\“\‘\\\}}w‘\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3592: Oxirane, 3-butenyl-
41.0 67.0 mw
e e
54.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 67.05 42 .49%
- ‘\ \ 97.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\‘ “\\\\‘\\\\‘\\\
miz--> 20 30 40 80 90 100
Abundance #4364: 2—Penten—1—o|, 4—methyl—
41.0 8.80 9.00 9.20 9.40 9.60
67.0 m/z 79.00  33.65%
5000
27.0 57.0 820
o Lon
m/z--> 40 50 60 70 80 90 100 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\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 Eicosane, 1-iodo- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
22.304 2.11 ng/ul 102483  Chrysene-di12 21.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87
Abundance Scan 3270 (22.304 min): BG058280.D\data.ms (-3265) (- | m/z 57.00 100.00%
57.0
2000 \JW
0.0 — —
22.00 22.50
m“ u“ L4y 35071950 24212820 3411 m/z 71.00  64.42%
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 — e
22.00 22.50
. m/z 85.05 52.56%
155.0 281.0
\“\ \‘\‘\ \“‘\‘\\]‘-\97‘9\2\3\9‘()\\\‘\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
22.00 22.50
5000 m/z 43.00 50.77%
iy H | 141 0183.0225.0 281.0 337.0 394.
““‘“““““““‘““““““‘,““‘
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- “ T
57.0 22.00 22.50
m/z 55.00 16.01%
- W
141 0
oy mL |40 21002630 3090 660 I
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 13-Docosenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.956  11.55 ng/ul 560968 Chrysene-d12 21.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 74
4 Hexadecanamide 255 C16H33NO 000629-54-9 64
5 Palmitoleamide 253 C16H31NO 106010-22-4 59

Abundance Scan 3381 (22.956 min): BG058280.D\data.ms (-3374) (- | m/z 58.95 100.00%
59.0

%

5000
‘ 40.0 . 23.00
_— 1y ““ﬂ L HED0 1841 2402 2943 337 L., 75 09  59.32%
miz--> 50 100 150 200 250 300
Abundance #245083: 13-Docosenamide, (Z)- j\\J\
59.0
5000 L
23.00
m/z 55.00 52.25%
337.C
gﬁdrﬂjﬂj H‘}§f? 2340 2760 ‘q‘k‘
miz--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (2)-
59.0
23.00
5000 m/z 43.00  34.08%
137.0
97.0
AL a9a0 2a00 29a0 357
miz--> 50 100 150 200 250 300
Abundance #174773: 9-Octadecenamide, (2)- ——
59.0 23.00
m/z 41.00 30.87%
h “JL
160 | |, 403540 10002380 10 -
miz--> 50 100 150 200 250 300 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.750 5.68 ng/ul 325489  Perylene-d12 24.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3516 (23.750 min): BG058280.D\data.ms (-3509) (- | m/z 57.00 100.00%

57.0
5000

9.1 N T
|

23.50 24.00
MH (341118319241 2820
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

: e e~ m/z 71.00 61.94%
5000 == =

23.50 24.00
m/z 43.80  56.24%
|

| N‘MM M}4}91830225026703090 367.0
L ‘ =T ‘ T ‘ LI ‘ L ‘ L ‘ LI ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

T T
23.50 24.00

5000 m/z 85.05 46.71%
| L ‘ L F |, 141.0183.0225.0267.0 323.0 380.(
e e e e e T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T T
57.0 23.50 24.00

m/z 55.00 21.73%

5000
‘ 9.0
1.
150 | | | md J% 0183.02250  296.0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 19 Eicosanal- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.177 4.84 ng/ul 277294  Perylene-di2 24.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanal- 296 C20H400 002400-66-0 94
2 Hexadecanal 240 C16H320 000629-80-1 90
3 Octadecanal 268 C18H360 000638-66-4 87
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 83
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83

Abundance Scan 3759 (25.177 min): BG058280.D\data.ms (-3750) (- | m/z 57.00 100.00%

57.0
5000 96.0
I “Hu ‘\\\‘37.1 190.9 264.1 341,
‘ 1 T

25.00 25.50
miz--> 50 100 150 200 250 300
Abundance #194557: Eicosanal-
82.0
43.0

m/z 43.00  73.49%
5000 — —

25.00 25.50
m/z 82.00 67.94%

24.0
| ““‘w 1) M | 16602080 27RO
m/z--> 50 100 150 200 250 300
Abundance #123917: Hexadecanal
43.0, 82.0
W*wm/vvw\m

2&00 2&50
5000 ITI/Z 83.00 51.68%
W230 N
WA bhy, B0 200
m/z--> 50 100 150 200 250 300
Abundance #158569: Octadecanal
43.0 82.0 25.00 25.50

m/z 55.00  48.99%

5000
280 222.0
||| 1660 0 2680

e ‘ T
m/z--> 50 100 150 200 250 300 25.00 25.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071323\

BGO58280.D
: 16 Jul 2023 4:36
: CG/JU
: 03418-15
: 92  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 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 20 Dotriacontane, 1-iodo- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
25.765  7.05 ng/ul 404070 Perylene-dl2 2.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32HeST 1000406-32-4 91
2 Heneicosane 296 C21H44 000629-94-7 90

3 Tetracosane, 1l-iodo- 464 C24H491 1000406-32-0 90

4 Octadecane 254 C18H38 000593-45-3 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3859 (25.765 min): BG058280.D\data.ms (-3849) (- | m/z 57.00 100.00%
57.0
5000 WMMNMMJ/\VN\VV%«
T —
‘ 13.0 25.50 26.00
. LTI, 18312892 3850 7100 62.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 T —
25.50 26.00
m/z 43.00 51.99%
\\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
— —
25.50 26.00
5000 ITI/Z 85.10 47 .45%
3.0
\‘ | “\ ”\ J\ I‘ 1‘ 169 0 225 o 296 0
s o e AL LS i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #330025: Tetracosane, 1-iodo- T —
57.0 25.50 26.00
m/z 55.00 21.77%
B wwwwmwwwv/\VWMwwwwwm
U ]T || 1690 2250 2810 3370
H““““H‘,‘H““H“‘H“‘H““w“‘w‘ —— —
m/z--> 50 100 150 200 250 300 350 400 450 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS vial : 92

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 21

(DEL) Alkane: Straight-Chai...

Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
27.069 2.45 ng/ul 140379  Perylene-di2 24.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 90
2 Pentacosane 352 (C25H52 000629-99-2 83
3 Triacontane 422 C30H62 000638-68-6 83
4 Tetracosane 338 (C24H50 000646-31-1 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 4081 (27.069 min): BG058280.D\data.ms (-4072) (- | m/z 57.00 100.00%
57.0
2000 M,\//\/\/—
T
183.1 340.9 27.00
ik M h‘w et 2880 SRS m/z 71.60  55.63%
miz--> 50 lOO 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 —— ‘
27.00
m/z 43.00 47.39%
A h‘ | .\ ‘1690 2250  309.0 365.0 436.l
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
T
27.00
5000 m/z 85.00 43.33%
! L ‘ h\ ‘h h‘ \ | 16\9\0\2250 281.0 352.0
b A
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane 7
57.0 27.00
m/z 55.00 22.89%
- MVWJ(\WWN‘A
e """""""““““““““““““ ——
m/z--> 50 100 150 200 250 300 350 400 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 1,19-Eicosadiene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
27.839 3.36 ng/ul 192313  Perylene-di2 24.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 93
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 83
3 Octadecanal 268 C18H360 000638-66-4 81
4 17-Octadecenal 266 C18H340 056554-86-0 72
5 13-Octadecenal 266 C18H340 056554-90-6 72
Abundance Scan 4212 (27.839 min): BG058280.D\data.ms (-4202) (- | m/z 57.00 100.00%
57.0
2000 7 W/\WWV
2070 2150 2800
137.0 : . .
el wh“ | O - ‘2‘8“‘1"0, - 3?5' m/z 82.00 61.22%
miz--> 50 100 150 200 250 300 350
Abundance #171303: 1,19-Eicosadiene
558.0
5000
96.0 27.50 28.00
m/z 55.00 55.03%
\‘ LA bk ‘ | 1380 1800 236.0 278.0
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
— —
27.50 28.00
5000 m/z 43.00 54.98%
24.0
il b “\ I :!'66'0 222.0 26\4'0
e B an o S
m/z--> 50 100 150 200 250 300 350
Abundance #158569: Octadecanal — —
43.0, 82.0 27.50 28.00
m/z 96.00 46.65%
5000
MZ&O 2220
LAl ge80 %7 ses0 A
m/z--> 50 100 150 200 250 300 350 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acq On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc

ALS Vvial : 92 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 22
R.T. EstConc Area Relative to ISTD R.T.
28.650 2.26 ng/ul 129413  Perylene-di2 24.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane 282 C20H42 000112-95-8 87
3 Octadecane 254 C18H38 000593-45-3 80
4 Docosane 310 C22H46 000629-97-0 80
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 4350 (28.650 min): BG058280.D\data.ms (-4341) (- | m/z 57.00 100.00%
57.0
99.0 —— ——
‘ ‘ ‘ ‘ 135.0 169.1 207.0 267.1 28.50 29.00
\’\\H‘H‘HMHH‘\“MH\‘i\‘\W‘\“\“\\‘\“‘H\‘\"\}‘H‘\\H‘\‘}‘H“HH‘HH‘HH’\H m/z 71.06 57.3200
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176384: Eicosane
57.0
5000 —r— —
28.50 29.00
99.0 m/z 43.00 48.92%
141 0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
—— —
28.50 29.00
5000 m/z 85.00 39.84%
99.0
h | 1410 1830 2250  282(
‘“Hw‘HwH‘wHH‘HH_‘H_H‘VHW‘HWH‘WHH‘HH_‘HVH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141058: Octadecane T —
57.0 28.50 29.00
m/z 55.00 18.39%
5000
990 141.0
210 | | L4 M0 m0 asease0
m/z--> 20 40 60 80 100120140160180200220240260280 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58280.D

Acqg On : 16 Jul 2023 4:36
Operator : CG/JU

Sample : 03418-15

Misc :

ALS Vvial : 92 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@70123.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexene 3.156 662.1 ng/ul 9397470 1 7.903 283857 20.0
3,4-dimethylfuran 4.337 2.7 ng/ul 38263 1 7.903 283857 20.0
Tetrachloroethy... 4.619 3.8 ng/ul 53613 1 7.903 283857 20.0
Aziridine, 1-(1... 5.359 4.2 ng/ul 60200 1 7.903 283857 20.90
Benzene, 1,3-di... 5.547 4.3 ng/ul 61612 1 7.903 283857 20.0
2-Cyclohexen-1-0l 5.800 34.8 ng/ul 493813 1 7.903 283857 20.0
Cyclohexene, 3-... 6.182 7.0 ng/ul 100043 1 7.903 283857 20.0
2-Cyclohexen-1-one  6.523 60.2 ng/ul 854870 1 7.903 283857 20.90
7-Oxabicyclo[4.... 7.974 4.6 ng/ul 65040 1 7.903 283857 20.0
unknown-01 8.074 6.8 ng/ul 965706 1 7.903 283857 20.0
unknown-02 8.150 8.8 ng/ul 125647 1 7.903 283857 20.0
2-Chlorocyclohe... 8.221 131.0 ng/ul 1858960 1 7.903 283857 20.90
Cyclopentane, 1... 8.661 2.6 ng/ul 36380 1 7.903 283857 20.0
Cyclohexane, 1,... 8.896 8.3 ng/ul 118507 1 7.903 283857 20.0
unknown-03 9.196 3.1 ng/ul 44618 1 7.903 283857 20.0
Eicosane, 1-iodo- 22.304 2.1 ng/ul 102483 5 21.535 970961 20.0
13-Docosenamide... 22.956 11.6 ng/ul 560968 5 21.535 970961 20.0
(DEL) Alkane: S... 23.750 5.7 ng/ul 325489 6 24.672 1146050 20.0
Eicosanal- 25.177 4.8 ng/ul 277294 6 24.672 1146050 20.0
Dotriacontane, 25.765 7.0 ng/ul 404070 6 24.672 1146050 20.0
(DEL) Alkane: S... 27.069 2.5 ng/ul 140379 6 24.672 1146050 20.0
1,19-Eicosadiene 27.839 3.4 ng/ul 192313 6 24.672 1146050 20.0
(DEL) Alkane: S... 28.650 2.3 ng/ul 129413 6 24.672 1146050 20.0
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