LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc :

ALS vial : 6 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-BG092524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO63071.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.317 37 39 43 rVB5 10520 11600 0.48% 0.044%
2 3.722 104 108 114 rBV 69433 113850 4.74% 0.429%
3 5.979 488 492 496 rVB4 5006 8164 0.34% 0.031%
4 6.684 610 612 616 rvv2 5679 9029 0.38% 0.034%
5 6.737 617 621 622 rvv2 6655 8280 0.34% 0.031%
6 6.772 625 627 630 rVv2 5013 6352 0.26% 0.024%
7 6.807 630 633 636 rvv3 7192 8824 0.37% 0.033%
8 6.848 636 640 646 rVVv6 12205 22476 0.94% 0.085%
9 6.907 646 650 652 rvv3 8684 10839 0.45% 0.041%
106 6.936 652 655 656 rvv2 6060 6803 0.28% 0.026%
11 7.019 663 669 678 rVv2 153275 278506 11.59% 1.051%
12 7.083 678 680 686 rvB5 6815 9082 0.38% 0.034%
13 7.177 691 696 702 rBV 93876 155704 6.48% 0.587%
14 7.312 717 719 721 rBV2 6531 6617 ©0.28% 0.025%
15 7.383 725 731 740 rVB2 159595 288343 12.00%  1.088%
16 7.495 747 750 751 rBV3 6957 6398 0.27% 0.024%
17 7.665 774 779 780 rBV4 6557 9920 0.41% 0.037%
18 7.747 788 793 796 rBV5S 8341 14212 ©.59% 0.054%
19 7.771 796 797 799 rvwv2 9870 7415 0.31% 0.028%
20 7.847 801 810 818 rVV 247417 436832 18.18% 1.648%
21 7.912 818 821 829 rVW3 21076 40957 1.70% ©0.154%
22 8.041 840 843 847 rBVS5S 11014 14430 0.60% 0.054%
23 8.276 881 883 886 rBv3 5766 6938 0.29% 0.026%
24 8.382 898 901 905 rVwv5 9107 14844 0.62% 0.056%
25 8.440 909 911 915 rVB3 9122 9902 0.41% 0.037%
26 8.552 925 930 938 rVB 217928 362018 15.07%  1.366%
27 8.611 938 940 943 rBv4 11407 12735 ©.53% 0.048%
28 8.799 968 972 974 rBV3 5514 9650 0.40% 0.036%
29 8.834 974 978 985 rVB4 45859 72065 3.00% 0.272%
30 8.963 990 1000 1002 rBV6 32325 69424  2.89% 0.262%
31 8.999 1002 1006 1013 rvv2 137261 229165 9.54% 0.864%
32 9.081 1017 1020 1024 rVB3 21321 25418 1.06% 0.096%
33  9.163 1032 1034 1036 rBV2 7779 6571 0.27% 0.025%
34 9.404 1072 1075 1077 rBV4 5627 6809 0.28% 0.026%
35 9.428 1077 1079 1084 rVB4 10159 13380 0.56% 0.050%
36 9.504 1086 1092 1093 rBV4 7676 13149 0.55% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc :

ALS vial : 6 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-BG092524.MA.M
Title : SVOA CALIBRATION
37 9.563 1101 1102 1107 rVB3 13942 12003 0.50% 0.045%
38 9.633 1107 1114 1120 rVB6 14897 35113 1.46% 0.132%
39 9.721 1120 1129 1135 rBV2 140950 272165 11.33% 1.027%
40 9.927 1162 1164 1167 rVB2 8429 8338 0.35% 0.031%
41  9.992 1173 1175 1181 rVB5 8386 9889 0.41% 0.037%
42 10.050 1181 1185 1186 rBvV3 6000 6803 0.28% 0.026%
43 10.180 1201 1207 1211 rVB7 8772 16240 0.68% 0.061%
44 10.221 1211 1214 1215 rBV3 8244 7046 0.29% 0.027%
45 10.262 1215 1221 1231 rVB 254569 452978 18.85% 1.709%
46 10.632 1277 1284 1291 rVV2 888477 1528401 63.60% 5.765%
47 10.755 1297 1305 1320 rBV2 303464 785700 32.70%  2.964%
48 10.932 1329 1335 1339 rVB5 23286 38473 1.60% 0.145%
49 11.032 1347 1352 1358 rBvVS8 23723 40927 1.70% 0.154%
50 11.114 1360 1366 1369 rBV3 22118 37033 1.54% 0.140%
51 11.255 1385 1390 1395 rVB7 17959 28443 1.18% 0.107%
52 11.378 1409 1411 1414 rBv4 9330 8849 0.37% 0.033%
53 11.455 1420 1424 1425 rBv4 17061 15990 0.67% 0.060%
54 11.531 1431 1437 1440 rBV2 105988 198399 8.26% 0.748%
55 11.619 1450 1452 1456 rBV5 11997 13592 0.57% 0.051%
56 11.672 1456 1461 1465 rBV3 29188 46977 1.95% 0.177%
57 11.790 1479 1481 1484 rVB5 9344 7760 0.32% 0.029%
58 11.878 1491 1496 1501 rBV3 56485 86461 3.60% 0.326%
59 11.925 1502 1504 1506 rVB3 9136 6316 0.26% 0.024%
60 12.054 1520 1526 1532 rBv4 89207 169734 7.06%  0.640%
61 12.142 1538 1541 1546 rVB6 14682 21267 ©.89% ©0.080%
62 12.424 1587 1589 1593 rVB5 7218 7454 0.31% 0.028%
63 12.477 1596 1598 1599 rBV2 10781 10160 0.42% 0.038%
64 12.489 1599 1600 1602 rVB2 14273 7833 0.33% 0.030%
65 12.806 1652 1654 1658 rBV5 7238 77106 0.32% 0.029%
66 13.023 1688 1691 1693 rBV4 22374 24846 1.03% 0.094%
67 13.141 1709 1711 1713 rBV3 12253 9261 ©0.39% 0.035%
68 13.311 1736 1740 1746 rVB2 49308 76168 3.17% 0.287%
69 13.399 1754 1755 1757 rBV2 11423 10478 0.44% 0.040%
70 13.652 1794 1798 1803 rVB 100046 130336 5.42% 0.492%
71 13.770 1816 1818 1821 rBv4 18289 20709 0.86% 0.078%
72 13.887 1833 1838 1845 rBV 589347 878479 36.56% 3.314%
73 13.975 1849 1853 1856 rVB4 41901 58091 2.42% 0.219%
74 14.028 1856 1862 1866 rBV6 54497 101988 4.24%  0.385%
75 14.175 1881 1887 1895 rVB 645727 995290 41.42%  3.754%
76 14.257 1898 1901 1906 rVVe6 47462 58235 2.42% 0.220%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc :

ALS vial : 6 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-BG092524.MA.M
Title : SVOA CALIBRATION
77 14.386 1918 1923 1927 rBV4 94857 152693 6.35% 0.576%
78 14.428 1927 1930 1934 rVv4 87128 138269 5.75% ©.522%
79 14.486 1934 1940 1947 rVB 680020 1159131 48.24% 4.372%
80 14.692 1970 1975 1979 rBV 191616 314883 13.10% 1.188%
81 14.733 1979 1982 1986 rVB3 102290 131708 5.48% 0.497%
82 14.827 1995 1998 2005 rVB6 61149 99340 4.13% 0.375%
83 15.338 2083 2085 2091 rVB4 73903 79175 3.29% ©.299%
84 15.479 2103 2109 2115 rVB 953087 1414988 58.88% 5.337%
85 15.603 2124 2130 2143 rVB2 236451 648207 26.97%  2.445%
86 15.844 2166 2171 2176 rVB 289632 426319 17.74% 1.608%
87 16.208 2229 2233 2244 rVB4 115288 256576 10.68%  0.968%
88 16.889 2345 2349 2353 rBV2 121560 172824 7.19% 0.652%
89 16.995 2365 2367 2371 rVB2 74694 74594 3.10% 0.281%
90 17.236 2402 2408 2414 rBV 1060046 1597095 66.46% 6.024%
91 17.330 2419 2424 2430 rVB2 1186755 1748707 72.77% 6.596%
92 17.735 2490 2493 2497 rVB2 80206 98670 4.11% 0.372%
93 18.029 2541 2543 2549 rVB6 68544 81079 3.37% 0.306%
94 18.129 2557 2560 2564 rBV3 100199 134498 5.60% 0.507%
95 18.429 2609 2611 2616 rVB5 70955 72248 3.01% 0.273%
96 19.627 2810 2815 2821 rBV 1598158 2325961 96.79% 8.773%
97 21.484 3126 3131 3138 rVB2 1269878 1957170 81.45% 7.382%
98 22.248 3258 3261 3266 rVB2 125750 187983 7.82% 0.709%
99 24.316 3604 3613 3625 rVB 946975 2403025 100.00% 9.064%
100 24.528 3639 3649 3661 rVB 836133 2257460 93.94%  8.515%

Sum of corrected areas: 26511239
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG063071.D\data.ms
1600000

1400000
1200000

1000000

10.632

800000
600000
400000

200000 3722
3317 5.979

Y iz ey o =
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG063071.D\data.ms

19.627
1600000

21.484
1400000
17.330
1200000 17.2486

1000000 15.479
800000
600000

400000

200000

O

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG063071.D\data.ms

1600000
1400000
1200000
24.316
1000000 4528
800000
600000
400000

200000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 2

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

8.834 3.30 ng/ul 72065 1,4-Dichlorobenzene-d4 7.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 53
2 4-Methoxy-3-buten-2-one 100 C5H802 004652-27-1 50
3 Neopentyl isobutyl ketone 156 C10H200 040239-19-8 50
4 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 47
5 Pentanoic acid, 2-propenyl ester 142 C8H1402 006321-45-5 47
Abundance Scan 978 (8.834 min): BG063071.D\data.ms (-974) (-) m/z 85.10 100.00%

8E
5000

1533 2259 3325 4415 5185 8.60 8.80 9.00 9.20
i] m/z 57.10  77.04%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0

5000 \H\‘\HV‘\H\’\H\‘\H
8.60 8.80 9.00 9.20
0 m/z 41.10 75.62%
0‘\\“\1‘“\’\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #4159: 4-Methoxy-3-buten-2-one
85.0
R AR
860880900920
5000 m/z 81.15 61.90%
ZT'T
o‘HM“"LJHj‘Hw‘ww_m‘HH_ww_ww_
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32920: Neopentyl isobutyl ketone
57.0 8.60 8.80 9.00 9.20

m/z 58.10 60.04%

5000
“\ 156.0
O ) }\‘\\\\\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Cyclohexene, 3,5,5-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.531 2.60 ng/ul 198399  Naphthalene-d8 10.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,5,5-trimethyl- 124 C9H1e6 000933-12-0 62
2 3-Heptyne, 2,2-dimethyl- 124 C9H16 029022-29-5 53
3 1,1-Dimethyl-1-silacyclo-2,4-hex... 124 C7H12Si 052023-18-4 53
4 1,3-Heptadiene, 2,3-dimethyl- 124 C9H16 074779-65-0 52
5 p-Fluoroethylbenzene 124 C8H9F 000459-47-2 50

Abundance Scan 1437 (11.531 min): BG063071.D\data.ms (-1431) (- | m/z 109.10 100.00%

109.1
50001 43.1

“‘ ” m 182.1 296.3 375.3425.5 489 1150
‘ﬂ . NM‘H\J‘L,“H““w“‘w“‘w“‘w“‘w m/z 43.18 43.09%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #12211: Cyclohexene, 3,5,5-trimethyl-
109.0
41.0

5000
11 50

m/z 124.20  36.75%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #12174: 3-Heptyne, 2,2-dimethyl-
109.0

%

o

o

11.50
5000 m/z 68.95 22.36%
41.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #11879: 1,1-Dimethyl-1-silacyclo-2,4-hexadiene
109.0 11 50

m/z 83.10  22.20%

i kaM

m/z--> 50 100 150 200 250 300 350 400 450 11. 50

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092724\
BGO63071.D
: 27 Sep 2024 13:13
: RC/JU
: P3927-10
: 6 Sample Multiplier: 1
hod : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
le : SVOA CALIBRATION
ry : 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 Cyclohexanecarboxylic acid,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.654  2.22 ng/ul 169734 Naphthalene-ds 16.638

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexanecarboxylic acid, 4-ch... 252 C14H17Cl02 1000279-91-6 72
2 5-Amino-1-ethylpyrazole 111 C5H9N3 003528-58-3 43
3 Cyclohexanecarbonyl chloride 146 C7H11Cl0 002719-27-9 43
4 Cyclohexane carboxylic acid hydr... 142 C7H14N20 038941-47-8 38
5 3-Cyclopentylpropionic acid, 3-p... 352 C23H4402 1000293-57-4 35

Abundance Scan 1526 (12.054 min): BG063071.D\data.ms (-1520) (- | m/z 125.20 100.00%
125.2
41.0
5000 J\
AT
. 12.00
oﬂAH$\Jh\1?6§33153917509' m/z 83.10  99.02%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #137892: Cyclohexanecarboxylic acid, 4-chlorobenzyl es
125.0
55.0
5000 el :
12.00
m/z 41.05 83.55%
‘ | ‘ 252.0
O \‘\}lihl\m\‘m\L‘[‘\‘\\‘\“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #6864: 5-Amino-1-ethylpyrazole
83.0
R e
12.00
5000 ITI/Z 55.00 69.29%
0 wm‘“h“luMm_m_m_mwHWHWHWHW
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25357: Cyclohexanecarbonyl chloride P ‘
83.0 12.00
m/z 57.10 44 . 44%
5000
7.
0\uwwwﬂwﬂ%4$9\\w\u‘\H\‘H\\M\H‘\H\‘H\\M\ A
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BG@63071.D

Acqg On : 27 Sep 2024 13:13

Operator : RC/JU

Sample : P3927-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .MA.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Dihydrocoumarin, 4,4,5,7-te... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.652 2.25 ng/ul 130336  Acenaphthene-di10 14.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dihydrocoumarin, 4,4,5,7-tetrame... 204 C13H1602 040662-14-4 64
2 Coumarin, 3,4-dihydro-4,4,6,8-te... 204 C13H1602 249629-60-5 60
3 Naphthalene, 2,3,4,4a,5,6- hexahy... 204 C15H24 000473-14-3 58
4 3,4-Dihydrocoumarin, 4,4-dimethy... 204 C13H1602 029423-74-3 58
5 Benzene, 1,3,5-tris(1- methylethyl) 204 C15H24 000717-74-8 53

Abundance Scan 1798 (13.652 min): BG063071.D\data.ms (-1794) (- | m/z 189.20 100.00%
189.2
5000
91.2 La—— L —
391 ’ ‘ e 2422 489, 13.50 14.00
O b pbahobpitbill g A E3EC SO0 m/z 204.20  68.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #79900: Dihydrocoumarin, 4,4,5,7-tetramethyl-
189.0
5000 L — st loe) el
13.50 14.00
0 910 m/z 161.10  40.33%
O\\\H‘h\d\hf\“‘\m\‘llu\"‘\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #79926: Coumarin, 3,4-dihydro-4,4,6,8-tetramethyl-
204.0
13.50 14.00
5000 1470 ITI/Z 147 .05 37.91%
91.0
41.0 ‘
hmmhmmwm$‘.
Ot bbb d A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80353: Naphthalene, 2,3,4,4a,5,6-hexahydro-1,4a-dime
189.0 13.50 14.00
m/z 91.20 17.86%
105.0
50001 41.0
OMLHHW U . 7 i
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.387 2.63 ng/ul 152693  Acenaphthene-di10 14.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Pentadecane 212 C15H32 000629-62-9 83
5 Hexadecane 226 C16H34 000544-76-3 81

Abundance Scan 1923 (14.386 min): BG063071.D\data.ms (-1918) (- | m/z 57.10 100.00%
57.1

3

5000
125.1
14.00 14.50
0 H‘kLMWMJMMNmm%?%}uﬁ?gﬁ‘H?E%fﬁggéﬁzqgw m/z 43.10 88.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0
5000 — —
14.00 14.50
m/z 71.05 79.64%
| ‘ 1130 2120
O \\\\‘\“\J\‘\‘\“\“\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176385: Eicosane
57.0
“ —
14.00 14.50
5000 ITI/Z 41.10 74 .25%
0 l [ \‘\ I ‘11\3 10‘\116\9 10\2.25 0282 0
A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90191: Pentadecane — —
57.0 14.00 14.50
m/z 85.15 54.69%
5000
‘ 113.0 212.0
N — il u=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 2-Cyclohexen-1-one, 3,4-dim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.428 2.39 ng/ul 138269  Acenaphthene-di10 14.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3,4-dimethyl- 124 C8H120 1000197-00-4 52
2 2H-Azepin-2-one, hexahydro-1-(ph... 221 C12H15NOS 036452-23-0 43
3 1H-Imidazole-5-ethanamine, 1-met... 125 C6H11N3 000644-42-8 38
4 Ethylamine, 1-methyl-2-(5-methyl... 139 C7H13N3 1000316-41-3 35
5 1H-Imidazole-4-ethanamine, 2-met... 125 C6H11N3 034392-54-6 35

Abundance Scan 1930 (14.428 min): BG063071.D\data.ms (-1927) (- m/z 96.10 100.00%

96.1
5000
41.1 o

UL taom2 14.50
AL s

329.0 469.9
‘HH,Hl'vu,wJ‘e-l,l“v“w,'\Hu,‘Hw_m_mwwmw m/z 109.10  50.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12060: 2-Cyclohexen-1-one, 3,4-dimethyl-
96.0

5000 T
39.0 14.50

m/z 81.15 46.31%

\\ ‘\ \\‘L il
‘\\ff’f\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100143: 2H-Azepin-2-one, hexahydro-1-(phenylthio)-
96.0

o

o

14.50
5000 m/z 124.10 44.,92%
41.0
} 221.0
T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12305: 1H-Imidazole-5-ethanamine, 1-methyl-

96.0 14.50

m/z 95.05 27.59%

5000
30.0 MM
HA$$I

O bttt e e e :
miz—> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.844 7.36 ng/ul 426319  Acenaphthene-d10 14.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 93
2 Benzophenone 182 C13H100 000119-61-9 93
3 Benzophenone 182 C13H1e0 000119-61-9 90
4 Benzophenone 182 C13H1e0 000119-61-9 86
5 Benzoic acid, 3,4-dimethoxy- 182 C9H1004 000093-07-2 49
Abundance Scan 2171 (15.844 min): BG063071.D\data.ms (-2166) (- | m/z 105.10 100.00%
105.1 182.1
5000
51.0
- e
15.50 16.00
Obrrbodn gy b 8050 3994 4900 /7 182.10  96.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0
182.0
5000
15. 50 16 00
51.0 m/z 77.05 65.40%
O \\\\‘\\1\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
182.0 15. 50 16 00
5000 m/z 51.05 26.61%
51.0
L R S
m/z--> 50 100 150 200 250 300 350 400 450 500 _/\\M
Abundance #56926: Benzophenone
105.0 15. 50 16 00
m/z 181.10  15.25%
5000 182.0
51.0
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.208 3.21 ng/ul 256576  Phenanthrene-di10 17.236
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 83
2 Tetradecane 198 C14H30 000629-59-4 70
3 Hexacosane 366 C26H54 000630-01-3 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 2233 (16.208 min): BG063071.D\data.ms (-2229) (- | m/z 57.10 100.00%
7.1

5
5000
184.1

e —
1131 ‘ 16.00 16.50
0! ‘w‘”‘-J‘Ww'ha“;“uh“:w‘ﬁ??ﬁ“‘3‘2“3"‘4‘w‘u““‘l?{?w m/z 71.15  78.31%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
574.0
5000 1

—
16.00 16.50
m/z 43.10 63.04%

155.0
O’\\\\“\“\‘1‘“\'”‘1"!”\1Hl\W\1\‘2f2\5\-\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74004: Tetradecane
57.0

7
16.00 16.50

5000 m/z 85.20 50.48%
“1 113.0 198.0
O,HW‘\JM“H"\”\“H“‘Hu“\u\‘\\u‘uu‘uu‘uu‘uu
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275538: Hexacosane 7
57.0 16.00 16.50

m/z 41.10 41.14%

5000
113.0
L] 16902250 2950 366.0

Ly
T

O e e e —— :
miz—> 0 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63071.D

Acqg On : 27 Sep 2024 13:13
Operator : RC/JU

Sample : P3927-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92524.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|
2H-Pyran, tetra... 8.834 3.3 ng/ul 72065 1 7.847 436832 20.0
Cyclohexene, 3,... 11.531 2.6 ng/ul 198399 2 10.638 1528400 20.0
Cyclohexanecarb... 12.054 2.2 ng/ul 169734 2 10.638 1528400 20.0
Dihydrocoumarin... 13.652 2.3 ng/ul 130336 3 14.480 1159130 20.0
(DEL) Alkane: S... 14.387 2.6 ng/ul 152693 3 14.480 1159130 20.0
2-Cyclohexen-1-... 14.428 2.4 ng/ul 138269 3 14.480 1159130 20.0
Benzophenone 15.844 7.4 ng/ul 426319 3 14.480 1159130 20.0
(DEL) Alkane: S... 16.208 3.2 ng/ul 256576 4 17.236 1597100 20.0
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