LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc :

ALS vial : 8 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-BG090924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62795.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.926 477 483 493 rVB2 828797 1329700 2.08% 0.606%
2 6.902 645 649 654 rVB2 445252 733247 1.15% 0.334%
3 6.960 654 659 662 rBV 535881 781066 1.22%  0.356%
4 6.996 662 665 670 rVB 480893 721437 1.13% 0.329%
5 7.066 670 677 683 rBv4 841278 1781583 2.79% 0.812%
6 7.295 709 716 719 rBV2 351846 643136 1.01% 0.293%
7 7.331 719 722 727 rVB 777665 1042047 1.63% 0.475%
8 7.536 751 757 766 rBV2 3174210 5918592 9.27% 2.697%
9 7.830 796 807 811 rBV5 229995 694047 1.09% 0.316%
106 7.889 811 817 823 rVB2 910733 1620483 2.54% 0.738%
11  7.971 823 831 836 rBV 1725181 3040268 4.76% 1.385%
12 8.024 836 840 848 rVB3 422382 742656 1.16% 0.338%
13 8.124 848 857 862 rBv2 945960 1979723 3.10% 0.902%
14 8.194 866 869 876 rVB3 352780 636863 1.00%  0.290%
15 8.329 887 892 897 rBV 867226 1514471 2.37% 0.690%
16 8.441 906 911 917 rVB2 634564 1199487 1.88% 0.546%
17 8.500 917 921 924 rBV 447969 541384 ©.85% 0.247%
18 8.547 924 929 930 rBV 726979 929434  1.46% 0.423%
19 8.676 945 951 954 rBV 753211 1264054 1.98% 0.576%
20 8.711 954 957 966 rVB2 499393 891767 1.40% 0.406%
21 8.858 977 982 985 rBV 385903 585890 ©.92% 0.267%
22 8.905 985 990 998 rVB2 466842 944928 1.48% 0.431%
23 9.011 998 1008 1013 rBV3 743090 1737773 2.72% 0.792%
24  9.140 1020 1030 1039 rVB 3877566 6519270 10.21% 2.970%
25 9.258 1039 1050 1056 rBV7 724251 2497572 3.91% 1.138%
26 9.334 1057 1063 1066 rBV3 489501 1029328 1.61% 0.469%
27 9.692 1117 1124 1130 rVB2 343919 763103 1.19% 0.348%
28 9.786 1130 1140 1144 rBV4 439107 1194269 1.87% 0.544%
29 9.839 1144 1149 1164 rVV6 636379 2509160 3.93% 1.143%
30 9.980 1164 1173 1178 rVV2 626150 1546013 2.42% 0.704%
31 10.051 1178 1185 1189 rvVv3 430235 738600 1.16% 0.337%
32 10.127 1189 1198 1202 rVV3 522190 1367450 2.14% 0.623%
33 10.233 1209 1216 1221 rVV2 373181 797559 1.25% 0.363%
34 10.392 1238 1243 1248 rBV2 419301 703236 1.10% 0.320%
35 10.586 1268 1276 1281 rBV8 205739 658013 1.03% 0.300%

36 10.691 1284 1294 1300 rVV3 3636101 8503027 13.31% 3.874%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc :

ALS vial : 8 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-BG090924.MA.M
Title : SVOA CALIBRATION
37 10.750 1301 1304 1310 rVvV2 461875 829512 1.30% 0.378%
38 10.815 1310 1315 1321 rVV3 1475254 2765736 4.33% 1.260%
39 10.862 1321 1323 1328 rVvV 423683 581267 0.91% 0.265%
40 10.973 1337 1342 1353 rVB5 304736 816248 1.28% 0.372%
41 11.079 1353 1360 1369 rBV 1629167 2785798 4.36% 1.269%
42 11.202 1372 1381 1388 rBV 1395914 2563406 4.01% 1.168%
43 11.614 1442 1451 1456 rBv4 473481 1158464 1.81% 0.528%
44 11.725 1465 1470 1475 rBV 1370780 2172759  3.40% 0.990%
45 11.796 1478 1482 1489 rVB2 584219 1037883 1.62% 0.473%
46 11.960 1501 1510 1519 rBV 1120009 2004539 3.14% 0.913%
47 12.125 1530 1538 1541 rBV 1686974 2937418 4.60% 1.338%
48 12.154 1541 1543 1549 rVV 960457 1271493 1.99% 0.579%
49 12.254 1553 1560 1563 rVV5 240006 617104 0.97% 0.281%
50 12.366 1572 1579 1588 rVB2 1730571 3017953 4.72% 1.375%
51 12.524 1601 1606 1611 rVV4 764331 1430482 2.24% 0.652%
52 12.571 1611 1614 1624 rVB2 391256 815408 1.28% 0.371%
53 12.789 1642 1651 1654 rBV5 199631 606326 ©.95% 0.276%
54 12.947 1671 1678 1686 rVB3 377538 928196 1.45% 0.423%
55 13.077 1696 1700 1703 rBV 451850 670457 1.05% ©.305%
56 13.282 1731 1735 1740 rVB 566899 813076 1.27% 0.370%
57 13.365 1743 1749 1755 rVV 2045017 3099362 4.85% 1.412%
58 13.494 1767 1771 1780 rVB2 524714 980098 1.53% 0.447%
59 13.582 1780 1786 1793 rVB5 550844 1232500 1.93% 0.562%
60 13.717 1799 1809 1813 rBV5 625401 1497244 2.34% 0.682%
61 13.794 1817 1822 1828 rBV 920418 1452683 2.27% 0.662%
62 13.858 1828 1833 1839 rBV5 505019 1357252 2.12% 0.618%
63 14.023 1853 1861 1865 rBV3 789260 1509909 2.36% ©0.688%
64 14.164 1882 1885 1893 rBV5 472492 894548 1.40% 0.408%
65 14.440 1927 1932 1936 rBV 2611349 3415775 5.35% 1.556%
66 14.534 1944 1948 1954 rVB 579766 937720 1.47% 0.427%
67 14.604 1955 1960 1967 rVB5 743588 1241053 1.94% 0.565%
68 14.675 1967 1972 1979 rBV 855728 1299749 2.03% 0.592%
69 14.739 1979 1983 1987 rBV4 487086 844455 1.32% 0.385%
70 14.927 2012 2015 2020 rVB4 541387 955013 1.50% 0.435%
71 15.004 2021 2028 2032 rBV2 284480 634614 ©.99% 0.289%
72 15.057 2033 2037 2040 rBV3 404511 778996 1.22% 0.355%
73 15.168 2051 2056 2062 rVB 4015483 6194238 9.70%  2.822%
74 15.292 2073 2077 2086 rVV3 982848 1999175 3.13% 0.911%
75 15.386 2086 2093 2098 rVB2 2064049 3227442 5.05% 1.470%
76 15.527 2113 2117 2122 rVB 582043 808753 1.27% 0.368%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc :

ALS vial : 8 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-BG090924.MA.M
Title : SVOA CALIBRATION
77 15.638 2130 2136 2138 rBV4 612149 1071809 1.68% 0.488%
78 15.662 2138 2140 2151 rVB 853184 1280713 2.00% 0.583%
79 15.797 2158 2163 2171 rVB2 834519 1799320 2.82% 0.820%
80 15.891 2174 2179 2185 rBV2 664944 1089480 1.71% 0.496%
81 16.161 2222 2225 2230 rVB2 461442 627528 ©0.98% 0.286%
82 16.249 2235 2240 2243 rBV 2061062 3017931 4.72% 1.375%
83 16.373 2256 2261 2265 rBv4 335501 669342 1.05% 0.305%
84 16.984 2351 2365 2369 rBV 22739368 63878329 100.00% 29.103%
85 17.043 2369 2375 2379 rVV 1812967 2617728 4.10% 1.193%
86 17.096 2380 2384 2393 rVB2 916179 1624735 2.54% 0.740%
87 17.289 2412 2417 2421 rBV 897019 1400842 2.19% 0.638%
88 17.383 2429 2433 2437 rVV2 815727 1309906 2.05% 0.597%
89 17.577 2460 2466 2471 rBV4 434538 807452 1.26% 0.368%
990 17.777 2496 2500 2506 rVB 1496336 1955984 3.06% 0.891%
91 17.947 2525 2529 2534 rVB 945923 1216561 1.90% ©.554%
92 18.470 2614 2618 2624 rVB 1066228 1261173 1.97% 0.575%
93 19.099 2721 2725 2727 rBV2 738722 1008050 1.58% 0.459%
94 19.669 2817 2822 2828 rBV2 1156934 1811993 2.84% 0.826%
95 20.210 2910 2914 2921 rBV2 492310 633057 ©0.99% 0.288%
96 21.191 3077 3081 3094 rVB2 735009 1139639 1.78% 0.519%
97 21.520 3132 3137 3143 rVB2 860313 1294011 2.03% 0.590%
98 22.295 3264 3269 3276 rVB2 394772 706472 1.11% 0.322%
99 24.375 3615 3623 3636 rVB 500696 1331370 2.08% 0.607%
100 24.581 3650 3658 3672 rVB 554710 1653040 2.59% 0.753%

Sum of corrected areas: 219491205
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062795.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
5.926 16.41 ng/ul 1329700 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 87
2 Nonane 128 C9H20 000111-84-2 80
3 Nonane 128 C9H20 000111-84-2 80
4 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 59
5 Octane 114 C8H18 000111-65-9 53
Abundance Scan 483 (5.926 min): BG062795.D\data.ms (-477) (-) m/z 43.10 100.00%
43.1
57.1
5000
e 5 Thosheoen
‘ 106.1 .60 5.80 6.00 6.
128.1

o“‘H‘H‘JH‘,“ m/z 57.18  77.35%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #14522: Nonane

43.0
57.0
5000
5.60 5.80 6.00 6.20
0.0 710 850 m/z 41.10 47.81%
1 ‘ H ‘ 99.0 128.0
OH‘\H\‘\\H‘HH“\H\‘\\‘H‘HH‘\H\‘\1\\‘HH‘HH’HH‘H\M\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
PP O e T
57.0 5.60 5.80 6.00 6.20
5000 m/z 85.10 25.29%
29.0
71.0 85.0
150 | || 0 180
c e el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane R e
43.0 5.60 5.80 6.00 6.20
570 m/z 71.10 18.97%
5000
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
6.902 9.05 ng/ul 733247 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 80
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 72
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
4 Nonane, 2-methyl- 142 C1eH22 000871-83-0 53
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
Abundance Scan 649 (6.902 min): BG062795.D\data.ms (-645) (-) m/z 57.10 100.00%
57.1
5000
411
S RREEEEE e L
‘ ‘ 0 98.0 1271142.2 6.60 6.80 7.00 7.20
Ol v prrp b B TR m/z 43.10  56.93%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22083: Nonane, 4-methyl-
57.0
5000 IR R R R
6.60 6.80 7.00 7.20
41,0 m/z 71.10 34.96%
98.0
0l 260 | |l 720 | 1130 1420
HH‘HH‘\\H‘\H\‘HH’\\H‘\H\‘\H\‘HH‘HH‘HH‘HH’HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
N RRARESE R
6.60 6.80 7.00 7.20
5000 m/z 41.10 29.88%
41,0
‘ 99.0
0\\u‘?\6\"\?\\\\“1m\‘u‘l1,\\z‘1'\9\‘\\\\‘\uU‘uu‘\m‘\m,\m‘uu‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14599: Pentane, 2,2,3,3-tetramethyl- R RARRREEE R
57.0 6.60 6.80 7.00 7.20
m/z 70.10  27.72%
5000
41,0
99.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
6.960 9.64 ng/ul 781066 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 90
2 Nonane, 2-methyl- 142 C10H22 000871-83-0 72
3 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 72
4 Decane, 2-methyl- 156 C11H24 006975-98-0 59
5 Octane, 2-methyl- 128 C9H20 003221-61-2 59
Abundance Scan 659 (6.960 min): BG062795.D\data.ms (-654) (-) m/z 57.10 100.00%
57.1
85.1 TR e
39‘ H 10011271 6.60 6.80 7.00 7.20
0 ‘,HH‘HHMMMHH“,Hu‘um_”wm m/z 43.10  98.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L IR LN L I BN B
710 6.60 6.80 7.00 7.20
m/z 41.10 48.60%
98.0
O \’2\6‘1\L)\\“\\\‘!“\\“\\‘\‘\\\M’\\\\]‘-\ZZ.\()\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22074: Nonane, 2-methyl-
43.0
T
6.60 6.80 7.00 7.20
5000 m/z 71.10 35.16%
71.0
98.0
0 ,ZQL,””
m/z--> 20 40 60 80 100 120 140 160
Abundance #61053: 1-Decanol, 2-ethyl- L ERAAEaEENEaRES
57.0 6.60 6.80 7.00 7.20
m/z 42.10 26.18%
5000
29.0 83.0
ol b bl Lm0 o g Uil L
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
6.996 8.90 ng/ul 721437 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 665 (6.996 min): BG062795.D\data.ms (-662) (-) m/z 105.10 100.00%
105.
5000
120.1
R REamE L
39.1 7.0 6.60 6.80 7.00 7.20 7.40
tou820 ol 140.2 g
O v g e et e SRS m/z 120.10 31.61%
miz-> 20 40 60 80 100 120 140
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘\\\\‘\]\\\\‘\\\\‘\\\\‘\\
6.60 6.80 7.00 7.20 7.40
770 120.0 m/z 91.10  13.22%
270 S0 L) ‘
O\\\‘\‘i\\‘\\‘V\“\\\‘i‘\\‘}\“\\\‘\”"\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.05 13.06%
120.0
39.0 77.0
500
0 H““‘ e H‘ww‘““‘ - “1“ e A
m/iz--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene e T T
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.10 9.92%
120.0
5000
77.0
39.0 59.0 | ‘
o S R P MR S N ERMVE S S A S T
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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, 1l-ethyl-2-methyl- Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
7.295 7.94 ng/ul 643136 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 716 (7.295 min): BG062795.D\data.ms (-709) (-) m/z 105.10 100.00%
105.1
5000 \
39.1 7.1 | 7.00 7.20 7.40 7.60

o"‘_H“‘uuhuwu‘M‘um‘U‘nw‘ml‘f‘?;?"_H‘_H?‘QT:l‘ m/z 120.10  30.22%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #10724: Benzene, 1-ethyl-2-methyl-

105.0
5000
7.00 7.20 7.40 7.60
77.0 m/Z 91.10 13.33%
270 510 | | | ‘
O\\\‘\‘H\‘\\‘V\“\H‘i‘\H\“H\‘\“‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.10 13.12%
77.0
oo 10,
0\\\‘Hm\“\H‘M“Um“\H\‘u‘\Hﬂ“um‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl- S ARRREEREEESEEEEEY
105.0 7.00 7.20 7.40 7.60
m/z 79.10 12.36%
5000
39.0 77.0
0H““H“‘HH‘;u”““u““““m“1“uu‘uH“Hu‘m“uwm\ P TR T T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:10:52 2024

Page: 9



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\

BGO62795.D

: 13 Sep 2024 19:38
JU/RC

: P3898-10

: 8 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 6 2-Heptanone, 4,6-dimethyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
7.330  12.86 ng/ul 1042050 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 83
2 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 64
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 50
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 50
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 47
Abundance Scan 722 (7.330 min): BG062795.D\data.ms (-719) (-) m/z 43.10 100.00%
3.1
5000
69.1
7.00 7.20 7.40 7.60
109.1
0 ol 1401 2069 n/z 58.1e 49.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
85.0 7.00 7.20 7.40 7.60
m/z 69.10  29.66%
120, I i
O \\\‘\\\\i}\\‘ ‘\‘\‘\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0
EAREaamasEE
7.00 7.20 7.40 7.60
5000 m/z 85.10 27.43%
69.0
SN [ DO 0L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8504: 2-Hexanone, 5-methyl-
43.0 7.00 7.20 7.40 7.60
m/z 41.10 25.91%
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:10:54 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.536 73.05 ng/ul 5918590 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Decane 142 C10H22 000124-18-5 78
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
Abundance Scan 757 (7.536 min): BG062795.D\data.ms (-751) (-) m/z 43.10 100.00%
43.%
5000
5.1
| ‘ ‘ 1422 7.20 7.40 7.60 7.80
0 MuwmH“nm_m_m_m_m m/z 57.18  95.98%
miz--> 50 100 150 200 250 300 350
Abundance #33078: Undecane
43.0
5000
7.20 7.40 7.60 7.80
5.0 m/z 41.18 52.00%
L] asso
O\\\"\‘\‘\‘\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #22067: Decane
43.0
ST T
7.20 7.40 7.60 7.80
5000 m/z 71.10 32.15%
5.0
‘ ‘ 142.0
Y N
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl- R RS RREREESRLS
57.0 7.20 7.40 7.60 7.80
m/z 85.10 20.72%
5000
ok cJ Ll % | %10 189.0231.0273. 03150 386.(
e e S T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:10:55 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 49
R.T. EstConc Area Relative to ISTD R.T.
7.830 8.57 ng/ul 694047 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 64
2 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 53
3 Nonane, 2,5-dimethyl- 156 C1l1H24 017302-27-1 53
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
5 Nonane 128 C9H20 000111-84-2 47

Abundance Scan 807 (7.830 min): BG062795.D\data.ms (-796) (-) m/z 57.10 100.00%

57.1
5000
5.0 7.60 7.80 8.00 8.20
180, 1301 283, ;
0 e m/z 43.10 69.50%
miz--> 50 100 150 200 250
Abundance #22115: Heptane, 2,4,6-trimethyl-
43.0
85.0
7.60 7.80 8.00 8.20
m/z 41.10 37.72%
iy e
O T T ‘\ 1 " T ‘\ \“\ “ T T T \‘ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #163270: Oxalic acid, heptyl isohexyl ester
57.0
N ARmawEEEE
7.60 7.80 8.00 8.20
5000 m/z 85.10 21.68%
98.0
oL 240 1 %0 1m0 2200
m/iz--> 50 100 150 200 250
Abundance #33096: Nonane, 2,5-dimethyl-
57.0 7.60 7.80 8.00 8.20
m/z 56.10 20.20%
5000
27.
el \‘ 1560
A L e S L
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:10:56 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 1-Isobutoxy-2-ethylhexane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.971  37.52 ng/ul 3040270 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 831 (7.971 min): BG062795.D\data.ms (-823) (-) m/z 57.10 100.00%

57.1
5000
39 “ﬂ | 87'1 7.60 7.80 8.00 8.20
bl b0 2122 13811561 py, 41,10 41.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
5000 LA B LI L LI LN B
7.60 7.80 8.00 8.20
29.0 -
m/z 43.10  38.81%
83.0 112.0
O' ‘\\‘H}\““\\\‘\\1\‘\\\%?3\9\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY’
7.60 7.80 8.00 8.20
5000 m/z 55.10 28.75%
83.0
29.0 ‘ ‘
o“~'1300
miz--> 20 40 60 100 120 140 160
Abundance #lSGQl.l—HexanoLZ—eﬂwL R ARRE e
57.0 7.60 7.80 8.00 8.20
m/z 56.10 20.96%
5000
29.0
83.0
I L L ueo
omw ‘ ‘mwmwm‘mWm_ R s ke e
m/z--> 60 100 120 140 160 7.60 7.80 8.00 8.20

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:10:57 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Benzene, 1,2,3-trimethyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
8.024 9.17 ng/ul 742656 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 87
4 Mesitylene 120 C9H12 000108-67-8 87
5 Mesitylene 120 CS9H12 000108-67-8 87
Abundance Scan 840 (8.024 min): BG062795.D\data.ms (-836) (-) m/z 105.10 100.00%
105.1
5000
39 831 7.80 8.00 8.20 8.40
1 63.0 00 6.9 6.29 S.

] S v ““‘ ‘ Lol ﬂ > B4l g 126,10 40.46%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #10707: Benzene, 1,2,3-trimethyl-

105.0
5000 LU B B I B R
7.80 8.00 8.20 8.40
m/z 83.10 17.36%
39.0 77.0
O \1\5\.(‘)\‘} T \“‘\ \““\ “‘\‘\ T \M‘ T \‘\ T ‘U\ \‘\““\ TTT ‘ T 1T ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10692: Mesitylene
105.0
R e B R R
7.80 8.00 8.20 8.40
5000 m/z 77.10 14.67%
77.0
51.0
0 H“2‘7"9“_“‘1“”““‘ ‘ ““‘H‘H“1‘”‘““‘”H‘HH‘HH_H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10715: Benzene, 1,2,3-trimethyl- R e e aanay
105.0 7.80 8.00 8.20 8.40
m/z 119.10 13.81%
5000
39.0 77.0
YL SRR O Y I — e e A
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:10:58 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 1,1-Hexylenedioxybutane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.124  24.43 ng/ul 1979720 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Hexylenedioxybutane 172 C1eH2002 1000249-77-4 50
2 Oxalic acid, cyclohexyl hexyl ester 256 C14H2404 1000309-30-8 50
3 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 50
4 Hexanal ethyl cis-3-hexenyl acetal 228 C14H2802 1000431-42-9 42
5 Hexanal ethyl trans-2-hexenyl ac... 228 C14H2802 1000431-42-6 42
Abundance Scan 857 (8.124 min): BG062795.D\data.ms (-848) (-) m/z 83.10 100.00%
=T M
129.1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ %d) 1711 7.80 8.00 8.20 8.40
Ob 8020y 1001 | ThS m/z 43.10 47.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #46991: 1,1-Hexylenedioxybutane
83.0
43.0
5000 L L R I B
7.80 8.00 8.20 8.40
129.0 m/z 55.10 26.10%
0 260 || ‘JJ-O‘M , 1000 | 171.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #142972: Oxalic acid, cyclohexyl hexyl ester
83.0
e AREamass TR
7.80 8.00 8.20 8.40
5000 55.0 m/z 41.10 18.77%
2%0 H | I 129.0
o————————r—
m/z--> 20 40 60 80 100 120 140 160
Abundance #142989: Oxalic acid, cyclohexyl isohexyl ester o AARaEma e
83.0 7.80 8.00 8.20 8.40
m/z 129.05 17.10%
5000 55.0
27\\0 \H\ I MJ 129.0
ot AN AR SRR
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:10:59 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Cyclic8.194 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
8.194 7.86 ng/ul 636863 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 78
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 72
Abundance Scan 869 (8.194 min): BG062795.D\data.ms (-866) (-) m/z 83.10 100.00%
55.1 83.1
5000
RERAREEEEE S
‘ m e 140.2 7.80 8.00 8.20 8.40 8.60
0 Hwm“Mm‘wHMwpmw_um_MHWHWH_ m/z 55.10  93.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 DL B LN B I
7.80 8.00 8.20 8.40 8.60
29.0 140.0 m/Z 82.10 70.66%
0 \\\‘\H\\‘i”\\\“!“\‘1“\\“‘\\\\“]\-J\-:\L.\o‘\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71755: Cyclohexane, octyl-
83.0
RERREEE S R
55.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 67.10 25.84%
29.0
bl 1120 1390 1680 196.0
e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13260: Cyclohexane, (1-methylethyl)- R e R
83.0 7.80 8.00 8.20 8.40 8.60
55.0 m/z 41.10  20.77%
5000
270 M 126.0
0 Hw‘U"Nm“!“m‘p‘mwHW‘HWHH‘HHWH_ ALATAR Adca
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:11:00 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.329 18.69 ng/ul 1514476  1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 53
Abundance Scan 892 (8.329 min): BG062795.D\data.ms (-887) (-) m/z 83.10 100.00%
83.1

N

5000
41.
140.0 L AL B
‘ ‘ 8.00 8.20 8.40 8.60
(- 1““““ bbb I 398 Tz 69.10 50.11%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 U L R R B B
8.00 8.20 8.40 8.60
411 140.0 m/z 55.10  47.70%
O \\H\L““‘\w\‘\‘h‘\\‘\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
e e e
8.00 8.20 8.40 8.60
5000, 41.0 m/z 56.18  40@.89%
‘ 140.0
0 ‘u“‘m“““ww‘H“!_m_m_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- R ARBARE manE R
83.0 8.00 8.20 8.40 8.60
m/z 41.10 35.78%
50001 41.0
‘ 140.0
m/z--> 0 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.441 14.80 ng/ul 1199496 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
2 Nonane 128 C9H20 000111-84-2 53
3 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53
4 Decane, 5-methyl- 156 C1l1H24 013151-35-4 50
5 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 50
Abundance Scan 911 (8.441 min): BG062795.D\data.ms (-906) (-) m/z 57.10 100.00%
57.1
5000 105.1
85.1
e AARAERREN RS
39‘ 1 H ‘ | 1341 o, 8.20 8.40 8.60 8.80
L e m/z 43.18 70.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45495: Undecane, 5-methyl-
43.0
5000 71.0 T T T T T T T
8.20 8.40 8.60 8.80
m/z 105.10 49.58%
‘ | H 112.0
O \\\‘\‘\ T \“‘\ T \‘\“ T \Hi T “\‘\ T ‘ T 1‘\ ‘ \\\]_\4?.\()\\\‘]\-7\0\.\0
miz--> 20 40 60 80 100 120 140 160
Abundance #14523: Nonane
43.0
8.20 8.40 8.60 8.80
5000 m/z 41.10 35.86%
85.0
lso | | [ [ o
m/z--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl- R R
57.0 8.20 8.40 8.60 8.80
m/z 85.10 32.17%
5000
84.0
omw?ﬁu”_w\\wUH»"1‘1‘%-?””‘1‘59-9”‘H
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
8.500 6.68 ng/ul 541384 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 78
3 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 72
4 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 72
5 Octane, 2,6,6-trimethyl- 156 C11H24 054166-32-4 64

Abundance Scan 921 (8.500 min): BG062795.D\data.ms (-917) (-) m/z 43.10 100.00%

43.1 711
5000
CoT T
| | 1121 8.20 8.40 8.60 8.80
0br et e b 258wz 71.10 91.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 L B B L BN R
8.20 8.40 8.60 8.80
m/z 57.10 77.33%
112.0
O \\\‘\‘\‘\\“‘\\\h‘\f!‘\“f“\\\’\\L‘\’\\\\’\]\_5\\6’.(\)\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate
43.0 71.0
RN AR RREEREEEE
8.20 8.40 8.60 8.80
5000 m/z 41.10 38.28%
119.0
‘H‘H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u“u‘_
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #22112: Heptane, 2,5,5-trimethyl- e R RRaEES
43.0 71.0 8.20 8.40 8.60 8.80
m/z 70.10 30.20%
5000
‘ ‘ 113.0
0 ‘H‘“H““H“1‘_M‘_M",HJ‘,‘m,HH,HHWHWHM T EEES s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38

Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 16 Benzene, 1,4-diethyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
8.547 11.47 ng/ul 929434  1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 929 (8.547 min): BG062795.D\data.ms (-924) (-) m/z 119.10 100.00%
119.1
91.1
5000
39.1 65.1 ‘ ‘ 8.20 8.40 8.60 8.80
N Y N S 1 e =S Y P T JE T- T WP
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 8.20 8.40 8.60 8.80
m/z 91.10 57.95%
41.0 65.0 ‘ ‘
O\‘\\\\‘\‘\‘\\“‘\\“\\“\‘\\\“‘\\‘}‘\‘ \\‘i‘l\\\‘\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 134.05 46.10%
91.0
39.0 65.0
VO N P R Y ) Y NS
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17067: Benzene, 1,2,4,5-tetramethyl- \ A
119.0 8.20 8.40 8.60 8.80
m/z 77.05 18.51%
5000
39.0 65.0 91.0
0 \‘\\H‘\‘\H“‘H‘;M“i“u\““H‘H“Nm‘i“l\u“wHH‘\ T T
m/z--> 0 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:11:03 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #59031: Nonane, 5-butyl- e EBREREEEEENAR
43.0 71.0 8.40 8.60 8.80 9.00

m/z 85.10  43.25%

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
8.676 15.60 ng/ul 1264050 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 93
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 50

Abundance Scan 951 (8.676 min): BG062795.D\data.ms (-945) (-) m/z 57.10 100.00%

57.1
5000 85.1
126.1 8.40 8.60 8.80 9.00
o 38k bl 3050 ) 1562 0 up 43,18 69.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
5000
20.0 85.0 8.40 8.60 8.80 9.00
m/z 71.10 64.01%
127.0
O\‘\‘\\\“‘\\\“‘\‘\‘H\“}\\\H‘\\\\‘\‘\\\‘\\1\5\6.‘0\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45498: Undecane, 3-methyl-
57.0
8.40 8.60 8.80 9.00
5000 m/z 41.10 53.43%
85.0
29.0
0 \‘ “‘ L L 1120 1410 4700
et e

5000 126.0

oo L0 1850 1840

m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Benzene, (1-methylpropyl)- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
8.711 11.01 ng/ul 891767 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 91
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
Abundance Scan 957 (8.711 min): BG062795.D\data.ms (-954) (-) m/z 105.10 100.00%
105.1
5000
57.1 134.1
i 8.40 8.60 8.80 9.00
0 0t Lo b b L1552 s qe 0,318
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ . . 0
m/z--> 20 40 60 80 100 120 140 160
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
5000
8.40 8.60 8.80 9.00
134.0 m/z 134.05 19.96%
\\\\‘\\\\“\\\\‘\‘\\\“\\\\‘}\\\“\\\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
e
8.40 8.60 8.80 9.00
5000 m/z 77.10 13.98%
134.0
27.0 510 77"‘0 ‘ |
B N RN,
m/z--> 20 40 60 80 100 120 140 160
Abundance #17054: Benzene, 1-methyl-4-propyl- e AREREANE L
105.0 8.40 8.60 8.80 9.00
m/z 91.10 10.56%
5000
134.0
270 5109 770
LSS I St PSS A M “1“ Ceed
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\

BG062795.D

: 13 Sep 2024 19:38

JU/RC

. P3898-10

: 8 Sample Multiplier: 1

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M

: SVOA CALIBRATION

¢ 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 Benzene, 4-ethyl-1,2-dimethyl-

Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.
8.858 7.23 ng/ul 585890 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 o-Cymene 134 C1leH14 000527-84-4 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 982 (8.858 min): BG062795.D\data.ms (-977) (-) m/z 119.10 100.00%
119.1
5000 $
91.1
511 ‘ | 8.60 8.80 9.00 9.20
Y O P PN S Y 1 2= S m/z 134.00  29.61%
m/z--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20
91.0 m/z 91.10 20.03%
65.0 ‘
0 \1\5\‘0‘ = \3\9‘“9 \“\‘\ "i‘\ T \‘H‘ T “H“\ \Ml T T
miz-> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 105.10 14.71%
91.0
39.0 65.0 ‘ ‘
X O 1
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 77.05 10.35%
5000
410 91.0 4
. 65.0
0 \\\‘H\\JJ\N\WMJ\\W‘\WV\ﬁP\WWl\éwgp\\\\ R R masmw T
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:11:05 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38

Operator JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 20 o-Cymene Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
8.905 11.66 ng/ul 944928 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 p-Cymene 134 C1eH14 000099-87-6 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 990 (8.905 min): BG062795.D\data.ms (-985) (-) m/z 119.10 100.00%
119.1
5000 \
91.1
41.1 ] 8.60 8.80 9.00 9.20
Ol ettt i b L 3812 7 134 05 22.60%
miz-> 20 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0
8.60 8.80 9.00 9.20
91.0 m/z 91.10 17.48%
41.0 65.0 J
O T i “\“ \‘\ \H“\‘\ T \‘”‘ T ‘W\ \‘iw T \1\‘\6-‘0\ T
miz-> 20 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
8.60 8.80 9.00 9.20
5000 m/z 120.10 9.93%
91.0
150 390 450 |
ol bl " bl 1360
m/z--> 20 60 80 100 120 140 160
Abundance #16998: 0-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 41.10 9.52%
5000
91.0 J
m/z--> 20 40 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\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.140  80.46 ng/ul 6519270 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Undecane 156 C11H24 001120-21-4 91
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
4 Undecane 156 C11H24 001120-21-4 78
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1030 (9.140 min): BG062795.D\data.ms (-1020) (-) m/z 57.10 100.00%

57.1
5000
85.1
‘ ‘ 113.2 1562 8.80 9.00 9.20 9.40
Ol 2182 1562 2068 n/; 43.10  96.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
5000 U B R R
71.0 8.80 9.00 9.20 9.40
m/z 41.10 50.85%
O \“‘\ T \H!“ T \“i T ‘ 1‘\\9\%‘.9\ \‘\]-‘2\?;0\‘ \]\-\5}6‘.\0\ TT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane
57.0
ST
8.80 9.00 9.20 9.40
5000 m/z 71.10 43.34%
29.0 850
‘ H 113.0 156.0
0 \‘\‘\\\“‘h\\“\\“u‘1\\\”‘\\1‘\‘m\‘ml,\m‘\m‘\m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0 8.80 9.00 9.20 9.40
m/z 85.10 23.72%
5000
85.0
29.0
ol il h ‘h‘ M10 1540 1820  227¢
R o B i e R Ea e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.258 30.82 ng/ul 2497570  1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 25
2 Benzene, (2-methoxy-2-propenyl)- 148 C10H120 026473-60-9 18
3 Benzene, 1l-methyl-4-(2-methylpro... 148 C1l1H16 005161-04-6 15
4 3-Buten-2-o0l, 4-phenyl-, (E)- 148 C10H120 1000163-70-9 15
5 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 15

Abundance Scan 1050 (9.258 min): BG062795.D\data.ms (-1039) (-) m/z 57.10 100.00%

57.1
105.1
5000 881
39 148.1 SNEPNVR VLS RV S
‘ ‘ ‘ 9.00 9.20 9.40 9.60
ok et bl bl B L /7 1es.10  66.71%
miz--> 20 40 60 80 100 120 140 160
Abundance #26206: 2-Butanone, 4-phenyl-
105.0 148.0
5000 43.0
9.00 9.20 9.40 9.60
7.0 m/z 41.10  63.85%
L b
O\\\\‘\\\\‘\\}\“\\\\‘\\\ \\‘\‘\\‘\\‘\‘\\‘\
m/z--> 20 40 100 120 140 160
Abundance #26265: Benzene, (Zrnethoxy 2[ﬂ0penyD
105. 148.0
T T
9.00 9.20 9.40 9.60
5000 m/z 43.10 50.67%
77.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)- R A ARARRA
105.0 9.00 9.20 9.40 9.60
m/z 55.10 49.22%
5000
148.0
51.0 o ‘
B o 0 N P A VY
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 (DEL) Alkane: Cyclic9.839 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
9.839 5.90 ng/ul 2509160 Naphthalene-d8 10.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 50
2 2-Ethylthiolane, S,S-dioxide 148 C6H1202S 010178-59-3 47
3 Cyclopropane, 1-methyl-2-(1-meth... 140 C1l0H20 062238-06-6 35
4 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 35
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 35
Abundance Scan 1149 (9.839 min): BG062795.D\data.ms (-1144) (-) m/z 56.10 100.00%
56.1
L 133.1 = i
9.50 10.00
05.1 ‘ 54.2
osﬂmﬁﬂm Dok 3042 18520 5510 61.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
5000 — —
83.0 9.50 10.00
27.0 m/z 41.10 47.83%
O!
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26560: 2-Ethylthiolane, S,S-dioxide
56.0
P e
63.0 9.50 10.00
5000 ' m/z 83.10 42.41%
0 il | 121.0 148'0
e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #20778: Cyclopropane, 1-methyl-2-(1-methylpentyl)- — —
56.0 9.50 10.00
m/z 97.10 35.56%
5000
20.0 ‘ 98.0
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:11:09 2024 Page: 27



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 60
R.T. EstConc Area Relative to ISTD R.T.
9.980 3.64 ng/ul 1546010 Naphthalene-d8 10.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 81
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 59
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 50
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 50
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 50

Abundance Scan 1173 (9.980 min): BG062795.D\data.ms (-1164) (-) m/z 57.10 100.00%

57.1
- WWM\W
85.1 —
H \ M21 4701704 1000
O ettt bl b 2ATOLTOL 0 mjz 43.10 55.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45495: Undecane, 5-methyl-
43.0
5000 71.0 T
10.00
m/z 41.10 36.78%
o \‘ L H % 1400 1700
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
e
10.00
5000 m/z 71.10 36.21%
85.0
20 1120 1400
Ot L M0 1680 2m10
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester T
57.0 10.00
m/z 85.10 17.13%
5000
85.0 113.0
o I I W
Y P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 62
R.T. EstConc Area Relative to ISTD R.T.
10.127 3.22 ng/ul 1367450  Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 87
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Hentriacontane 437 C31He64 000630-04-6 64
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 64
Abundance Scan 1198 (10.127 min): BG062795.D\data.ms (-1189) (- | m/z 43.10 100.00%
5000
51 WM/\J\/L/W
—— —
6.1 10.00 10.50
I Wm‘uul‘?‘?‘l‘_‘wHH_MWH m/z 57.10 80.80%
miz--> 50 100 150 200 250 300 350
Abundance #45487: Undecane, 2-methyl-
43.0
5000 e —
5.0 10.00 10.50
m/z 41.10 48.75%
127.0
0\\“\“‘ “‘\“‘\““\‘\“\\‘1\79\0\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #45492: Undecane, 2-methyl-
43.0
— —
10.00 10.50
5000 m/z 71.10 45.09%
5.0
27.0
oLl 0o
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 10.00 10.50
m/z 85.10 35.72%
h \/\J\Whﬁ
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e “““‘ T e — —
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38

Operator JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 56

R.T. EstConc Area Relative to ISTD R.T.
11.202 6.03 ng/ul 2563410  Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 47
2 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 47
3 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 43
4 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 42
5 Decane, 4-methyl- 156 C11H24 002847-72-5 42

Abundance Scan 1381 (11.202 min): BG062795.D\data.ms (-1372) (- | m/z 43.10 100.00%
43.1
T —
‘ ‘ 1121 11.00 11.50
obr b L 270 38515350071 10 60.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13226: 1-Hexene, 3,4,5-trimethyl-
43.0
5000 Eash AAN
11.00 11.50
m/z 57.10 34.30%
0‘\\”\‘\‘“\‘\H_H-\J_\.(\)\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163313: Oxalic acid, 2-ethylhexyl pentyl ester
71.0
— —
11.00 11.50
5000 m/z 70.10 29.10%
| } \ ‘1510
O A SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13220: 2,4,4-Trimethyl-1-hexene = T
43.0 11.00 11.50
m/z 41.10 26.93%
h MM
O e L Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
12.125 6.91 ng/ul 2937420  Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 1538 (12.125 min): BG062795.D\data.ms (-1530) (- | m/z 57.10 100.00%
57.1
5000
85.1
= =
12.00 12.50
125.1
0 "m"WH‘W”:WHHumHH‘HH_1‘5”5‘?”1‘?‘4”2“””_”‘ m/z 43.10  85.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
5000 L =
85.0 12.00 12.50
290 m/z 71.10 49.60%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
e =
12.00 12.50
m/z 41.10 48.05%
5000 85.0 /
29.0 141.0
O bbb T30 1690
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T —
57.0 12.00 12.50
m/z 85.10 30.42%
5000
85.0
29.0
0 ‘\ “ L M‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 34 (DEL) Alkane: Cyclicl2.154 Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
12.154 2.99 ng/ul 1271496  Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 12
2 Succinic anhydride 100 C4H403 000108-30-5 12
3 1,3-Butylene glycol dimethacrylate 226 C12H1804 001189-08-8 10
4 1,5-Heptadiene, 3,4-dimethyl- 124 C9H1e6 1000061-77-9 9
5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 9

Abundance Scan 1543 (12.154 min): BG062795.D\data.ms (-1541) (- | m/z 56.10 100.00%

56.1
5000
1111

1571 12‘06 iz‘sd
) 199.1 259.:

w,ww“mwuM;mw:m“mww‘wwww:: m/z 55.10  94.02%

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #20772: Cyclohexane, 1-ethyl-1,3-dimethyl-, cis-
69.0
111.0

5000 T —
41.0 12.00 12.50

m/z 69.10 76.87%

o

O‘”WAMNMMMNNM‘”M”‘M”W”‘W””\””M‘”M”W‘”W”
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #4038: Succinic anhydride
28.0
1200 1550
5000 56.0 m/z 73.10 67 .20%
0 v‘H“\H\\m\OO\\\\\\\\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #106400: 1,3-Butylene glycol dimethacrylate L
69.0 12.00 12.50

m/z 41.10 36.01%

- ] jM/\U\J\«
141.0
L “ . 11107 1720 226.0

O v e er b e BT e e . ma—
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 36 unknown-02 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.789 12.93 ng/ul 606326  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrazol-4-amine, 1,5-dimethyl- 111 C5HSN3 121983-36-6 30
2 Carbonic acid, allyl isohexyl ester 186 C10H1803 1000314-65-0 27
3 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 27
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 27
5 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 22
Abundance Scan 1651 (12.789 min): BG062795.D\data.ms (-1642) (1 m/z 43.10 100.00%
43.1 85.1
1111
5000
159.1 1 T
182.2 12.50 13.00
(o} : m/z 85.10  95.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6869: Pyrazol-4-amine, 1,5-dimethyl-
111.0
42.0
5000 e ——
12.50 13.00
84.0 m/z 111.10 82.86%
O\\\‘\\\\“!w\‘ ‘3\-\0\\“!\\\’\\‘1\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60447: Carbonic acid, allyl isohexyl ester
4110
85.0 T ‘ T T ‘ T
12.50 13.00
5000 m/z 41.10 73.42%
143.0
S m— “;‘! - 3'4’ ‘ “MM . ,“ uso | 1870
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61062: Hexane, 1,1'-oxybis- ‘ ‘ —
43.0 12.50 13.00
85.0 m/z 56.10 58.76%
- W
ol15:0 H Ll 1150 1430 1860
L AR e —r— —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

BGO

. 13
Ju/

: P38

. 8

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\

62795.D

Sep 2024 19:38

RC

98-10

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 37 Butanoic acid, butyl ester Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.282  17.34 ng/ul 813076 Acenaphtheme-dio 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 cais02 000109-21-7 53

002349-13-5 38
002349-13-5 38
002639-63-6 37
000077-68-9 37

2 Propanoic acid, 2-methyl-, hepty... 186 C11H2202
3 Propanoic acid, 2-methyl-, hepty... 186 C11H2202
4 Butanoic acid, hexyl ester 172 C1eH2002
5 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403

Abundance Scan 1735 (13.282 min): BG062795.D\data.ms (-1731) (- | m/z 56.10 100.00%
56.1
89.1
5000
1300 13.50
143.0 173.1 : :
oWw\w‘”‘\H‘w“mmHﬁ-h“mn_Hu‘““_“‘2“29-‘2“2“5‘7‘-“ m/z 43.10  67.40%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #24133: Butanoic acid, butyl ester
71.0
43.0
5000 A SRS
13.00 13.50
m/z 89.10 64.90%
H ‘ 01.0
O]\-ﬁ.‘o\}\\‘i‘}‘\\‘\l‘\\l‘\‘\l‘\\“\\\}‘\\\]-\4‘.\4.\.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #60835: Propanoic acid, 2-methyl-, heptyl ester
43.0 89.0
4 M
13.00 13.50
5000 ITI/Z 71.10 54.85%
015'0“ L‘\ i | \“116'014‘3'0
R A aa R R MARRRARRRsea TS
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #60826: Propanoic acid, 2-methyl-, heptyl ester r .
43.0 89.0 13.00 13.50
m/z 41.10 26.99%
h MWJ\_AM
0 1430 M N
m/z--> 20 40 60 80 100120140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\

Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 38 Propanoic acid, 2-methyl-, Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.494  20.90 ng/ul 980098  Acenaphthene-dile 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
2 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 64
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 64
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 59
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53

Abundance Scan 1771 (13.494 min): BG062795.D\data.ms (-1767) (- m/z 71.10 100.00%
71.1
‘ 13.50
121.1159.1 i '
(- ““ A ““m““ Setiop19e0 0 38380 /7 s6.18 65.57%
m/z--> 50 100 150 200 300
Abundance #24132: Butanoic acid, butyl ester
71.0
5000 LN
13.50
29.0 m/z 43.10  65.17%
04160 L B B
miz-> 50 100 150 200 300
Abundance #24239: Propanoic acid, 2-methyl-, butyl ester
430 890
—
13.50
5000 ITI/Z 41.10 32.94%
0 T ——
miz--> 50 100 150 200 300
Abundance #24237: Propanoic acid, 2-methyl-, butyl ester —
43.0 13.50
m/z 55.10 30.69%
89.0
5000
0 R Eaana e —
m/z--> 50 100 150 200 300 13.50

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:11:15 2024

Page: 35



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 39 unknown-03 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.582  26.29 ng/ul 1232500  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 38
2 Cyclopentane, (2-methylbutylidene)- 138 C1@H18 053366-54-4 35
3 N-Methyl-4-(5-methyl-4H-1,2,4-tr... 180 C6H8N60 1000459-91-7 27
4 Acetaminophen 151 C8HINO2 000103-90-2 27
5 Phenol, o-amino- 109 C6H7NO 000095-55-6 27
Abundance Scan 1786 (13.582 min): BG062795.D\data.ms (-1780) (- | m/z 109.10 100.00%
109.1
82.1
5000 55.1
38.1 T I
170.0 13.50
0l 2081 'm/z 82.10 59.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6233: 2,3-Pyridinediamine
109.0
5000 —— :
82.0 13.50
55.0 m/z 55.10 40.79%
28.0 AL ‘
0 H\‘\!‘H“imu ‘ih\H“\\}\‘\i‘\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19499: Cyclopentane, (2-methylbutylidene)-
109.0
67.0 L — T
13.50
5000 ITI/Z 83.10 36.53%
41.0
138.0
0 m‘\m\ \‘,‘“1 \‘1“1“ Al \“‘}“\ mns w‘\ i \“‘ R S EEEmEEe
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55276: N-Methyl-4-(5-methyl-4H-1,2,4-triazol-3-yl)-1,2,5 e ‘
109.0 13.50
42.0 m/z 41.10 34.44%
5000
180.0
e 1810
O bl e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 40 Naphthalene, 1,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.717  31.93 ng/ul 1497240  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 87
Abundance Scan 1809 (13.717 min): BG062795.D\data.ms (-1799) (- | m/z 156.10 100.00%
156.1
72.1
43.1 ‘ ‘A\‘ e
13.50 14.00
199.2229.2
0 Lo ohf2292 2710 ) 141,05  68.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000
13.50 14.00
115.0 ITI/Z 109.10 51.25%
39.0 77.0
O' ’\H\‘HH‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33130: Naphthalene, 2,7-dimethyl-
156.0
— —
13.50 14.00
5000 ITI/Z 155.10 37.31%
39.0 770 127.0
o! R A e N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33164: Naphthalene, 1,6-dimethyl- = =
156.0 13.50 14.00
m/z 72.10  29.89%
5000
115.0
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 41 unknown-04 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.794  30.98 ng/ul 1452680  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 37
2 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35
3 2,4-Dimethyl-5-hexanolide 142 C8H1402 1000360-40-9 35
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 35
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35
Abundance Scan 1822 (13.794 min): BG062795.D\data.ms (-1817) (- | m/z 56.10 100.00%
56.1
89.1
5000
1350  14.00
143.1 . .
173.1
Obr b 2262773 22012570 T 0 62,04
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #24239: Propanoic acid, 2-methyl-, butyl ester
43.0 71.0
5000 AL ——
13.50 14.00
m/z 89.10 60.39%
015-001'0
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #3740: 1-Hexene, 2-methyl-
56.0
M= i
13.50 14.00
5000 m/z 43.10 51.22%
27.0
‘\ ‘\ | | 980
Ol bbbl e e e e
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #22661: 2,4-Dimethyl-5-hexanolide — ——
56.0 13.50 14.00
m/z 55.10 26.39%
5000
98.0
27.0‘
m/z--> 20 40 60 80 100120140160 180 200220240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 42 Naphthalene, 1,3-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.858  28.95 ng/ul 1357250  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93

Abundance Scan 1833 (13.858 min): BG062795.D\data.ms (-1828) (- | m/z 156.10 100.00%
156.1
5000
84.1 1281
57.1 ‘ ‘ ‘ 13.50 14.00
o SV N PR O ‘M\Hml‘?? 12151 2511 4z 141.05  90.36Y%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
5000 = A
13.50 14.00
m/z 155.10 31.16%
115.0
O \H‘\\3\\9‘9\\‘\\7\61‘“(\)\\\‘\\\‘\‘\‘1‘\\“‘ ‘\H\‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
- =
13.50 14.00
5000 m/z 128.05  26.60%
39 %
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #33161: Naphthalene, 1,4-dimethyl- — ——
156.0 13.50 14.00
m/z 115.10 20.37%
5000
115.0
w1
L N — —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.023  32.20 ng/ul 1509910  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 78
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 72
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 58
4 Decane 142 C10H22 000124-18-5 53
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 52
Abundance Scan 1861 (14.023 min): BG062795.D\data.ms (-1853) (- | m/z 57.10 100.00%
57.1
- o WWJ\/
14.00 |
159.1 :
0 H_‘HWHH_Wuwmﬂ_m‘_uwhuﬁ‘mw%9ﬁ?‘wu‘wu‘wuu m/z 43.10  93.27%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 e :
85.0 14.00
113.0 m/z 71.10 88.93%
183.0
O T \‘2\%.\(\)‘“1 T \“‘ \‘WH\ \M‘\ \‘\“‘ \‘\ ‘H\ “\“‘\ \‘\ “]\.ﬁ\s‘\o\ T "‘\ \ TT ‘ \ \2\\2‘2\\\0\ ’ TT \\2‘6\\8\ \(
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0 s :
14.00
5000 m/z 41.10 42.99%
127.0
0 990 asso
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #33097: Nonane, 3,7-dimethyl- — ‘
57.0 14.00
m/z 55.10 41.61%
5000
290 85.0
‘ 27.0
m/z--> 20 40 60 80 100120140160 180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 44 unknown-@5 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.164 19.08 ng/ul 894548  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4,5,6,7,8-0ctahydro-1-meth... 200 C15H20 1000080-19-4 38
2 4-Methylcyclohexylamine, N-trime... 185 C10OH23NSi 1000454-14-0 35
3 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 25
4 4-Chlorophenol, TMS derivative 200 C9H13Cl0Si 017005-59-3 11
5 m-Fluorothiophenol 128 C6H5FS 002557-77-9 10

Abundance Scan 1885 (14 164 min): BG062795.D\data.ms (-1882) (- m/z 72.10 100.00%

2.1
1281 185.1
5000
43.1
S —
229.2 14.00 14.50
o‘F me‘uwu‘wHH?Z%f m/z 98.16  99.24%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthrene
185.0
5000 EEA i
14.00 14.50
143.0 m/z 185.05 86.25%
115.
0 \\\‘\\\\‘\\\\‘\\7\7‘(\)\\\‘\\\\‘ﬂ‘\\‘ML\\\h‘\\‘1\“\‘\‘1}‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59816: 4-Methylcyclohexylamine, N-trimethylsilyl- (stere
128.0
14.00 14.50
5000 ITI/Z 128.05 80.72%

o

73.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance :

#76095: 9-Methyl-S-octahydroanthracene T —
185.0 14.00 14.50

m/z 170.05 66.17%

5000

143.0
410 77,0 1150 ‘ | |
0 T \h\ H‘\ all ‘

m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:11:20 2024 Page: 41



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.440  72.85 ng/ul 3415780  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tetradecane 198 C14H30 000629-59-4 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
Abundance Scan 1932 (14.440 min): BG062795.D\data.ms (-1927) (- | m/z 57.10 100.00%
57.1
- \JAAJVx\AAAANxJ\¢wAWfV
1450
99.1 :
ol b b LT 1411 18202122 m/z 43.10  74.12%
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 LN
14.50
m/z 71.10 60.55%
o h | ‘ 1301430 1830 2530 296,
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
—=
14.50
5000 m/z 41.10 42.41%
o 27‘\'0“\ | “‘9?'0‘ 1410 1830 2260
e e i et
m/iz--> 50 100 150 200 250
Abundance #158598: Nonadecane —
57.0 14.50
m/z 85.10 26.69%
5000
99.0
0L LL U7 a0 a0 20 I
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 46 Cyclopropane, 1l-methoxy-2,2... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.675 27.72 ng/ul 1299750  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methoxy-2,2-dime... 200 C14H160 1000271-83-0 64
2 6-tert-Butylquinoline 185 C13H15N 068141-13-9 50
3 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 200 C13H16N2 1000261-34-8 46
4 6-Fluoro-2,4-pyrimidinediamine, TMS 200 C7H13FN4Si 1000472-66-9 43
5 2,3-Dihydro-8-methylfuro(2,3-b)q... 185 C12H11NO 064124-82-9 38
Abundance Scan 1972 (14.675 min): BG062795.D\data.ms (-1967) (- | m/z 185.10 100.00%
185.1
5000 K
\
155.1 o s
128.1 14.50 15.00
39.1 77.1 m
SR & LA .22 E TN 0 “m“‘““WWZ‘??? m/z 170.10  65.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76082: Cyclopropane, 1-methoxy-2,2- dlmethyl -3-(2-phe
185.0
115.0 \
5000 —d AV
14.50 15.00
m/z 200.10 30.77%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59994: 6-tert-Butylquinoline
170.0
14.50 15.00
5000 m/z 155.10 19.10%
142.0
oso MO TIO MO L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75975: 1H-Pyrazole, 5-(t-butyl)-3-phenyl- e —
185.0 14.50 15.00
m/z 186.10  15.52%
5000
41.0
‘ 128.0 158.0
0“W‘H‘MHM‘W‘N‘NMN‘ﬂMWMWWH‘M‘H‘“‘W‘H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

SFAM-EPA-BGO90924.MA.M Sat Sep 14 07:11:22 2024 Page: 43



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 47 Naphthalene, 1,6,7-trimethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
14.928 20.37 ng/ul 955013  Acenaphthene-d1e 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90

Abundance Scan 2015 (14.927 min): BG062795.D\data.ms (-2012) (- | m/z 170.10 100.00%
1

170.
50001 43.1
85.1

128.1 | | 1994 2240 15.00
0 ol L 272230 nyz 155,10 90.50%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 T
15.00

m/z 43.10 41.26%

128.0
\\\“\5\]‘-\.\0“‘}\?‘\‘6‘“.‘(“)“\\]-\()‘2\-\0\‘\‘\‘!‘\\““\\M‘\“\M\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0

o

15.00
5000 m/z 57.10 36.00%
128.0
63.0 ‘
pa00, 00 | ||

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Naphthalene, 1,4,6-trimethyl- —
170.0 15.00

m/z 85.10  26.31%

5000
510 840 128.0 |

(T Bt b i VN | N — I
miz--> 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 48 Naphthalene, 2,3,6-trimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
15.004 13.54 ng/ul 634614  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96

Abundance Scan 2028 (15.004 min): BG062795.D\data.ms (-2021) (- | m/z 170.10 100.00%
170.1
5000
71.1
' \‘ 102 ‘12?0 H 218.1 1590
0 m_m\“ b g 2024 b el 228z 155,10 89.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 —
15.00
m/z 153.00 22.62%
180 510 76010501280 |
\\\‘\\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
T
15.00
5000 m/z 169.10 18.90%
84.0 128.0
0 u\‘u\\E\]?'\O‘Wwh\““‘”u\‘\\\‘\‘\‘!‘\H“\Hm“M‘\Wm‘\m‘mwu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl- 5 ‘
155.0 15.00
m/z 71.10 18.71%
5000
128.0
o 63.0 g9 ‘M
- ‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
15.057 16.61 ng/ul 778996  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 60
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 58
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 58
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 58
5 Decane, 5-propyl- 184 C13H28 017312-62-8 53
Abundance Scan 2037 (15.057 min): BG062795.D\data.ms (-2033) (- | m/z 43.10 100.00%
3.1
71.1
5000
T \
99.1 161.0 15.00
231.8 :
Obrrrprrrelio bl bl b L L 1972 m/z 57.1 95.99%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59040: Dodecane, 4-methyl-
430 710
5000 e :
15.00
m/z 71.10 72.17%
99.0 141.0
O]\-\S\.‘()\‘\‘\\"}\\h‘\\\\“1‘\\\‘\H\‘\\\\”\H\]‘_\62\9\H\‘\\\\‘\H\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #158608: Octadecane, 2-methyl-
57.0
T \
15.00
5000 85.0 m/z 41.10 52.85%
29.0
0 H‘ \‘\ il H‘ h\ ‘113 0 141 O 169 0 197 0 22\‘5 0 253 (
SRS O T S A Y it s LY M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #206621: Sulfurous acid, 2-propy! tridecyl ester — ‘
43.0 15.00
m/z 55.10 48.907%
h I W
N %0 121015401820 5170
“W‘H‘M‘H‘H‘W‘H“H‘W‘H‘“H‘H‘W‘H“H‘W‘H‘_‘H‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00

SFAM-EPA-BGO90924 .MA.M Sat Sep 14 07:11:24 2024 Page: 46



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 50 3,4-Dimethyl(1H)pyrrole, 2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.292 42.64 ng/ul 1999180  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 87
2 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 50
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 50
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 46
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 45
Abundance Scan 2077 (15.292 min): BG062795.D\data.ms (-2073) (- | m/z 185.10 100.00%
185.1
- JJ\
—4 —
1.1 ‘ ‘ 15.00 15.50
ol iy Wi ﬂ“ W M‘”w” 2222 2788 3670 | n/7 170.16  85.09%
miz--> 50 100 150 200 250 300 350
Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-py
185.0
5000
15.00 15.50
m/z 200.10 32.23%
00 70 o]
0\\‘\“‘\‘\‘\‘\“”‘ }‘\‘“‘“H\“‘\‘\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #45526: 4,6,8-Trimethylazulene
170.0
—= =
15.00 15.50
5000 m/z 155.10 25.66%
a0 7007 |
\\‘\“\‘\‘h\‘”\‘\“\““\H\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #45533: Naphthalene, 1,6,7-trimethyl- — —
170.0 15.00 15.50
m/z 186.05 15.86%
128.0
o700 ONL el
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.386 68.84 ng/ul 3227440  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2093 (15.386 min): BG062795.D\data.ms (-2086) (- | m/z 57.10 100.00%
57.1
o MM\J/\‘/L
— —
109.1 15.00 15.50
ol A i) 14511822 22622618 338 .., 43,10  80.23%
miz--> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
5000 — —
15.00 15.50
m/z 71.10 56.05%
99.0
ATEE O S WMEUEELTES LN
miz-> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
— —
15.00 15.50
5000 m/z 41.10 42 .36%
99.0
0 [ ‘H\ H\ H‘ I :!'410 183.0 268.0
e 7
m/iz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane “ —
57.0 15.00 15.50
m/z 85.10 37.60%
) WLL
ol Jw ‘\M 20 08302080 S nons
m/z--> 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 52 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.797  38.38 ng/ul 1799320  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 50
3 Octane, 4-ethyl- 142 C1leH22 015869-86-0 49
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 47
5 Hexadecane 226 C16H34 000544-76-3 47
Abundance Scan 2163 (15.797 min): BG062795.D\data.ms (-2158) (- | m/z 57.10 100.00%
57.1
o J\/\‘/\\NJ\\
169.1 LT L
851 131 15.50 16.00
| \H\ 1411 2011 2393 .
O L e L e A I e R R ANe N m/z 43.10  45.18%
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
5000 — —
15.50 16.00
m/z 71.10 31.76%
29.0
O\H\‘\‘\‘H“\H‘!‘H“H’\‘\H‘\\1‘\‘HJ-\%’]T\C\)\]_‘\GR\(‘)HH’\H\‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
— —
15.50 16.00
5000 ITI/Z 41.10 25.69%
29.0 85.0
0 \‘ ‘ I ‘ ‘1130 15501840
A e e RAARARAsaEATEa T
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #22072: Octane, 4-ethyl- T —
57.0 15.50 16.00
m/z 55.10 19.04%
5000
29.0
8 0
m/z--> 20 40 60 80 100120140160 180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 53 Benzophenone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.891  23.24 ng/ul 1089480  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 94
3 Benzophenone 182 C13H1e0 000119-61-9 89
4 Benzophenone 182 C13H1e0 000119-61-9 76
5 Benzophenone 182 C13H1e0 000119-61-9 64
Abundance Scan 2179 (15.891 min): BG062795.D\data.ms (-2174) (- | m/z 105.00 100.00%
105.0
182.0
5000
51.0
= — =
218.1 15.50 16.00
oL l““ AL LT 888 s 7710 73.03%
miz-> 50 100 150 200 250 300
Abundance #56925: Benzophenone
105.0
182.0
5000 = —
15.50 16.00
510 m/z 182.00  60.08%
0 \\‘\‘\}\\“M\\“\\\\“‘\\\H\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #56927: Benzophenone
105.0
= =
182.0 15.50 16.00
5000 ' m/z 51.05 30.91%
51.0
ot
miz--> 50 100 150 200 250 300
Abundance #56924: Benzophenone e —T
105.0 15.50 16.00
m/z 43.10 28.86%
51.0
5000
182.0
oy = -
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 54 unknown-06 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
16.161 8.96 ng/ul 627528  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylidenehydrazono-3-methyl-... 225 C9H8CIN3S 1000147-91-5 49
2 2-Fluoro-9-formylacridine 225 C14H8FNO 024986-45-6 46
3 Naphtho[2,3-b]furan-4,9-dione, 2... 240 C15H1203 013019-43-7 43
4 (3-Isopropyl-5-methylamino-2,4,6... 225 C14H15N3 014204-00-3 38
5 4-Amino-4'-methoxystilbene 225 C15H15NO 007570-37-8 38

Abundance Scan 2225 (16.161 min): BG062795.D\data.ms (-2222) (- | m/z 225.10 100.00%

225.1
5000

16.00 16.50

0 2656 m/z 240.10  38.33%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #105987: 2-Methylidenehydrazono-3-methyl-6-chloro-2,3

225.0

5000 o4 o
197.0 16.00 16.50

m/z 197.10  35.63%

148
30 1080 ‘
0"M”‘M‘HN‘H\HHWNH\H”W“”M”NWWHM‘H‘M”‘M”‘M‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #105641: 2-Fluoro-9-formylacridine
197.0225.0
1&00 léSO
5000 ITI/Z 183.10 35.44%
169.0
s1.0 %80 ‘
0 ‘“‘H“HHH\‘HH‘H“\M‘ h H}\“\ u\'(‘)h”u‘\!‘\‘lh e LARESEEES
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123521: Naphtho[2,3-b]furan-4,9-dione, 2- |sopropy|— ST e
225. 16.00 16.50

m/z 169.10  31.30%

5000
197.0
36.0 76.0 1150
. 1600

Oy b e ey e e e e e e — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.250 43.09 ng/ul 3017930  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 86
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 76
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72

Abundance Scan 2240 (16.249 min): BG062795.D\data.ms (-2235) (- | m/z 57.10 100.00%

57.1
5000

7 —
16.00 16.50

113.1 169.1
ob b b 2402 ATL mjz 43.10 80.28%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74005: Tetradecane
57.0
5000 U L
16.00 16.50

m/z 71.10 56.34%

\“ |30 1980
O\\\\‘\\‘\‘\“f‘\“\i‘\\\\‘]\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0

7 T
16.00 16.50

5000 m/z 41.10 39.96%
3.0
0 \‘ ! | ”\ J\‘ ﬂl \\ w\ng 0 225.0 296.0
el T e e
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #193302: Dodecane, 1-iodo- —— —
57.0 16.00 16.50

m/z 85.10  39.48%

“ | 113 0 169.0 206.0

[

: T
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 56 unknown-07 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.

16.373 9.56 ng/ul 669342  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hydroxy-6-(3-isopropenyl-cyclo... 222 C14H2202 1010189-14-9 30
2 Methyl 4-hydroxy-3-(3-methylbuta... 236 C13H1604 343323-37-5 15
3 9H-Fluorene, 9-butyl-9-methyl- 236 C18H20 042348-92-5 15
4 1H-1,2,3,4-Tetrazole-1,5-diamine... 220 C9H12N60 1000349-95-9 14
5 4-Propoxybenzaldehyde 164 C10H1202 005736-85-6 14

Abundance Scan 2261 (16.373 min): BG062795.D\data.ms (-2256) (- | m/z 179.10 100.00%

121.1 179.1
43.1
5000
- ——
| H M 2ﬁs.1 - 16.00 16.50
0 Wbl e m/z 121,10 89.56%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #101769: 1-Hydroxy-6(3|sopr0penylcydoprop].enyDE
121.
5000 = e
16.00 16.50
l m/z 43.10  66.13%
O “‘ ‘\ l\JM‘\ll “ ‘1-\7\].\(\)‘2\2\2\\0‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #118192: Methyl 4-hydroxy-3-(3-methylbutanoyl)benzoat
179.0
— —r—
16.00 16.50
5000 m/z 55.10 63.72%
36.0
630 119. 1 ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #118893: 9H-Fluorene, 9-butyl-9-methyl- — —
179.0 16.00 16.50
m/z 97.10 58.62%
- \/\/WWMW
236.0
5410 | |
\\\‘\\\\‘\\\\i\‘\‘\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T L —
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 57 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.043  37.37 ng/ul 2617730  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 80
Abundance Scan 2375 (17.043 min): BG062795.D\data.ms (-2369) (- | m/z 57.10 100.00%
57.1
o JNNAAJKAVMAA&NNAJWKAA
T
99.1 1410 17.00
Obrerrrrefbdi e e o2 L2 | 2542 0 wsz 43.10 76.45%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158602: Tridecane, 7-hexyl-
57.0
5000 —r— :
17.00
182.0 m/z 71.10  57.15%
.0
oo Ll LT ae10 H 211.0240.0269.0
H\‘HH[ \H‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH’HH‘HH’HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
T
17.00
5000 m/z 85.10 40.23%
D700 a0 e
r e b e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane 7 ‘
57.0 17.00
m/z 41.10 37.92%
B MJM
H\‘HH‘\H\‘HH‘\‘H\‘HH‘\H\‘HH‘\H\‘HH‘HH’HH‘HH’HH‘ T ‘ T
m/z--> 20 40 60 80 100120140160180200220240260 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 58 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.096  23.20 ng/ul 1624740  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tridecane 184 C13H28 000629-50-5 83
3 Tetradecane 198 C14H30 000629-59-4 76
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 2384 (17.096 min): BG062795.D\data.ms (-2380) (- | m/z 57.10 100.00%
57.1

%

5000
99.1 184 17.00
ol “u L i Ca oy 2072799 343 7110 69.10%
miz--> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
5000 SR :

17.00
m/z 43.10 57.25%

99.0 141.0 184.0

20 bh‘\J‘m

O L ‘ T ‘ \‘\‘\ \ ‘ T \ T ‘ T T T T ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #59027: Tridecane
57.0
T
17.00
5000 m/z 85.10 40.41%

‘ 99.0 1470 184.0
om‘m‘!u“‘ T

=

m/z--> 50 100 150 200 250 300
Abundance #74006: Tetradecane
57.0 17.00
m/z 41.10 29.63%
- VW\J\/\\N\A
L1520 a0 asso
0 “‘uphm‘““ﬂ““ 0 L —
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 59 2-Amino-5-isopropyl-8-methy... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.

17.577 11.53 ng/ul 807452  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-5-isopropyl-8-methyl-1-a... 224 C15H16N2 093946-48-6 95
2 1,5,6,7-Tetramethyl-3-phenylbicy... 224 C17H20 126584-00-7 60
3 1H-1,3-Benzimidazole, 5-methoxy-... 224 C14H12N20 1000350-62-4 50
4 Silane, dimethyl(3-ethylphenoxy)... 224 C12H2002Si 1000347-46-1 49
5 7-Methyl-6,8-bis(methylthio)pyrr... 224 C1@H12N2S2 084201-40-1 43

Abundance Scan 2466 (17.577 min): BG062795.D\data.ms (-2460) (- | m/z 57.10 100.00%
57.1

224.1
5000
98.1 179.0
T T
17.50
oL ; H ‘\u \‘H‘H\ ’ %“‘3%\:’%\ Mﬂ h”‘”“ m\!\ ol ‘m“\ ‘2‘6‘5"2‘ ITI/Z 224.10 76.79"0
miz--> 50 100 150 200 250
Abundance #104507: 2-Amino-5-isopropyl-8-methyl-1-azulenecarbon
224.0
5000 _—— :
17.50
194.0 m/z 43.10 69.32%
oL 390 770 150 150 | | |
T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #104631: 1,5,6,7-Tetramethyl-3-phenylbicyclo[3.2.0]hept
209.0
e
17.50
5000 ITI/Z 209.10 63.19%
179.0
a0 OO 1280 ‘ ‘
oL ‘\ ‘H Al “u‘u h‘\‘\‘\‘u‘ L \\\ | \’\H‘ ‘m ‘U “H‘ I ‘H‘ e
miz--> 50 100 150 200 250
Abundance #104278: 1H-1,3-Benzimidazole, 5-methoxy-2-phenyl- —
224.0 17.50
m/z 41.10 54.76%
5000
181.0
77.0
wo 70 w0
o RERNAN At SIS SN M T S S —r
miz--> 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 60 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.777  27.93 ng/ul 1955980  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heptadecane 240 C17H36 000629-78-7 97
3 Heptadecane 240 C17H36 000629-78-7 96
4 Heptadecane 240 C17H36 000629-78-7 96
5 Hexadecane 226 C16H34 000544-76-3 95
Abundance Scan 2500 (17.777 min): BG062795.D\data.ms (-2496) (- | m/z 57.10 100.00%
57.1
e lfwijkﬂjkﬂ\Afvav
99.1 5.7‘56 ELB‘O(;
71411 183.1 2251 ; : :
ol dohd [y 2402 1831 2250 2681 3340 ., 43,10 79.99%
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 — ——
17.50 18.00
m/z 71.10 60.23%
99.0
oL L0 Ly [T 1410 1830 5250 2680
T T I ‘ T T 1T 1T T T T T T T T
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
—— —
17.50 18.00
5000 m/z 85.10 42.48%
99.0
olso L |11 110 m0 200
miz--> 50 100 150 200 250 300
Abundance #123961: Heptadecane T —
57.0 17.50 18.00
m/z 41.10 38.44%
- V\/\/\/M
. 1L %0 10 1m0 200
el —— ——
m/z--> 50 100 150 200 250 300 17.50 18.00
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Data Path

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\
Data File :

Library Search Compound Report

BGO62795.D
: 13 Sep 2024 19:38
JU/RC
: P3898-10
: 8 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 61 Tridecanoic acid, methyl ester Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
17.948 17.37 ng/ul 1216560  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87

Abundance Scan 2529 (17.947 min): BG062795.D\data.ms (-2525) (- | m/z 74.10 100.00%
74.1
5000
143.1 227.1 Cann
om‘m“h“mk‘_m_m‘_m_m_”c‘ m/z 87.10  73.97%
m/z--> 100 150 200 250 300 350
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 T
18.00
m/z 43.10 41.19%
143.0
T P B i X
O\\\‘\\‘\H\"‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 100 150 200 250 300 350
Abundance #161236.PeMadecamﬂcacm,144nemyh,meﬂwlemer
74.0
——
18.00
5000 m/z 55.10 31.93%
oL \‘ | h\ ‘\ by 1430185022702700 Mm
“‘“‘,““““““““““““““‘
m/z--> 100 150 200 250 300 350
Abundance #161212:Hexadecanok:add,nunhyleﬂer ——
74.0 18.00
m/z 41.10 30.81%
5000
143.0
‘ m | 185022702700
o et 0 s —
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
18.470 18.01 ng/ul 1261176  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 94
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 2618 (18.470 min): BG062795.D\data.ms (-2614) (- | m/z 57.10 100.00%
57.1
2000 J\N\/\J;M
9.1 18.50
1412 :
ol J i 242 1971 24312821 356. ., 43.19 75.35%
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 1
18.50
m/z 71.10 60.38%
9.0 140.0
182.0
O\\\\‘H\“‘“‘“\‘\‘\h‘\\\‘\‘\22\6\.(\)‘\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
—
18.50
5000 m/z 85.10 41.69%
9.0
e e e S S
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane T
57.0 18.50
m/z 41.10 34.32%
5000
9.0
OlsJ Il HH\ \H\ h‘ |7 141 0 183 0225.0 296.0
e R i B e L e
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 63 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
19.099 14.39 ng/ul 1008050  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Hexadecane 226 C1l6H34 000544-76-3 96
3 Heneicosane 296 C21H44 000629-94-7 93
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 93
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 93

Abundance Scan 2725 (19.099 min): BG062795.D\data.ms (-2721) (- | m/z 57.10 100.00%

57.1
5000

19.00 19.50

211.0
N— Wﬁj‘d‘ 160,177 26803161 44l n/z 43.10  74.35%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane
57.0
5000 —r— —
19.00 19.50

m/z 71.10 62.39%

‘\ ‘ | ‘ 113.0 169.0 226.0
\\\\‘ \\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0

19.00 19.50

o

5000 m/z 85.10 41.56%
13.0
o L 3000 280
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane T —
57.0 19.00 19.50

m/z 41.10 34.42%

- M/\Akbw
15vuni
‘ Ll

1 \‘\\\902250 296.0
0 \\Hw‘\ I8 S e S — :
m/z--> 0 50 100 150 200 250 300 350 400 19.00 19.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091324\

Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 64 (DEL) Alkane: Straight-Chai... Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
20.209 9.78 ng/ul 633057 Chrysene-di2 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2914 (20.210 min): BG062795.D\data.ms (-2910) (- | m/z 57.10 100.00%

57.1
5000

T I —
\.“wk‘ﬂ 1, 169-2 223.1267.1 3230 4022

20.00 20.50
Al i gad s seed 4022 m/z 43.18 73.25%

m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0

5000 — e
20.00 20.50

m/z 71.10 61.57%

o JH“M%¥?‘MQOZEO 281.0 337.0380.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107221: Tridecane, 7-propyl-

43.0

T —
20.00 20.50

5000 m/z 85.10  44.28%

140.0
oL L LBe | M0
m/z--> 50 100 150 200 250 300 350 400

o

Abundance #298427: Octacosane T —
57.0 20.00 20.50
m/z 41.10  31.99%
o MNWMNMJMWAWwJ\vﬂﬂwf
‘ 1130 169.0
ol 1L L0 1690 2250 2010 337.0 3940 R
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 65 Oxalic acid, 2-ethylhexyl t... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
21.191 17.61 ng/ul 1139640  Chrysene-d12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 72
2 4-Methylheneicosane 310 C22H46 025117-29-7 70
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 58
5 Tetratetracontane 619 C44H90 007098-22-8 52

Abundance Scan 3081 (21.191 min): BG062795.D\data.ms (-3077) (- | m/z 57.10 100.00%
7.1

5
5000

s 2 sesommna 2100 2150
Ottt e e m/z 43.10 71.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester QmWANAN\/A\MMWWAJwW
57.0
5000 T —
21.00 21.50

m/z 71.10 60.23%

L ss0 20
HFI“TH\“HH‘H\I‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #212284: 4-Methylheneicosane
57.0

T
21.00 21.50

o

5000 ITI/Z 41.10 34.42%
267.0
e
0‘AW””‘M”JWMWH‘”W‘”h‘”\””!”‘W”‘W‘”W‘”‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane — —
57.0 21.00 21.50

m/z 55.10  32.24%

| tMJLW

J1247\9 197.0 267.0 337.0 463.0 561.0

O A o T A TR TR e T e S — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091324\

Data File : BG@62795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .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 66 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
22.295 10.92 ng/ul 706472  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 50
2 Nonane 128 C9H20 000111-84-2 46
3 Hexacosane 366 C26H54 000630-01-3 46
4 Tridecane 184 C13H28 000629-50-5 46
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 43
Abundance Scan 3269 (22.295 min): BG062795.D\data.ms (-3264) (- | m/z 57.10 100.00%
57.1
—— —
13.1 22.00 22.50
284.1
- A M‘ bipp 2251 20013383 4041 5000 ./, 43,10 63.88%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0
5000 —r ——
22.00 22.50
m/z 71.10 59.91%
0 L .‘1.‘13-0 169.0 226.0
TTT ‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14522: Nonane
43.0
—— —
22.00 22.50
5000 ITI/Z 171.00 38.84%
9.0
OHH}
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane T ==
57.0 22.00 22.50
m/z 85.10 32.57%
B v/MWW”WWMJ\MMM\MM¢yw
113.0
0 ‘ \L |‘\ Ii\ ‘\‘ J\l i 1116\9"0 225.0 295.0 367.0
e e e e —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062795.D

Acqg On : 13 Sep 2024 19:38
Operator : JU/RC

Sample : P3898-10

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@90924.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|
(DEL) Alkane: S.. 5.926 16.4 ng/ul 1329700 1 7.906 1620480 20.0
(DEL) Alkane: S.. 6.902 9.1 ng/ul 733247 1 7.906 1620480 20.0
(DEL) Alkane: S.. 6.960 9.6 ng/ul 781066 1 7.906 1620480 20.0
Benzene, 1-ethy... 6.996 8.9 ng/ul 721437 1 7.906 1620480 20.0
Benzene, 1-ethy... 7.295 7.9 ng/ul 643136 1 7.906 1620480 20.0
2-Heptanone, 4,... 7.330 12.9 ng/ul 1042050 1 7.906 1620480 20.0
(DEL) Alkane: S... 7.536 73.0 ng/ul 5918590 1 7.906 1620480 20.0
(DEL) Alkane: S... 7.830 8.6 ng/ul 694047 1 7.906 1620480 20.0
1-Isobutoxy-2-e... 7.971 37.5 ng/ul 3040270 1 7.906 1620480 20.0
Benzene, 1,2,3-... 8.024 9.2 ng/ul 742656 1 7.906 1620480 20.0
1,1-Hexylenedio... 8.124 24.4 ng/ul 1979720 1 7.906 1620480 20.0
(DEL) Alkane: C... 8.194 7.9 ng/ul 636863 1 7.906 1620480 20.0
Cyclohexanone, ... 8.329 18.7 ng/ul 1514470 1 7.906 1620480 20.0
(DEL) Alkane: S... 8.441 14.8 ng/ul 1199499 1 7.906 1620480 20.0
(DEL) Alkane: S... 8.500 6.7 ng/ul 541384 1 7.906 1620480 20.0
Benzene, 1,4-di... 8.547 11.5 ng/ul 929434 1 7.906 1620480 20.0
(DEL) Alkane: S... 8.676 15.6 ng/ul 1264050 1 7.906 1620480 20.0
Benzene, (1-met... 8.711 11.0 ng/ul 891767 1 7.906 1620480 20.0
Benzene, 4-ethy... 8.858 7.2 ng/ul 585890 1 7.906 1620480 20.0
o-Cymene 8.905 11.7 ng/ul 944928 1 7.906 1620480 20.0
(DEL) Alkane: S... 9.140 80.5 ng/ul 6519270 1 7.906 1620480 20.0
unknown-01 9.258 30.8 ng/ul 2497570 1 7.906 1620480 20.0
(DEL) Alkane: C.. 9.839 5.9 ng/ul 2509160 2 10.697 8503030 20.0
(DEL) Alkane: S.. 9.980 3.6 ng/ul 1546010 2 10.697 8503030 20.0
(DEL) Alkane: S.. 10.127 3.2 ng/ul 1367450 2 10.697 8503030 20.0
(DEL) Alkane: S.. 11.202 6.0 ng/ul 2563410 2 10.697 8503030 20.0
(DEL) Alkane: S.. 12.125 6.9 ng/ul 2937420 2 10.697 8503030 20.0
(DEL) Alkane: C.. 12.154 3.0 ng/ul 1271490 2 10.697 8503030 20.0
unknown-02 12.789 12.9 ng/ul 606326 3 14.534 937720 20.0
Butanoic acid, 13.282 17.3 ng/ul 813076 3 14.534 937720 20.0
Propanoic acid,... 13.494 20.9 ng/ul 980098 3 14.534 937720 20.0
unknown-03 13.582 26.3 ng/ul 1232500 3 14.534 937720 20.0
Naphthalene, 1,... 13.717 31.9 ng/ul 1497240 3 14.534 937720 20.0
unknown-04 13.794 31.0 ng/ul 1452680 3 14.534 937720 20.0
Naphthalene, 1,... 13.858 28.9 ng/ul 1357250 3 14.534 937720 20.0
(DEL) Alkane: S... 14.023 32.2 ng/ul 1509910 3 14.534 937720 20.0
unknown-05 14.164 19.1 ng/ul 894548 3 14.534 937720 20.0
(DEL) Alkane: S... 14.440 72.8 ng/ul 3415780 3 14.534 937720 20.0
Cyclopropane, 1... 14.675 27.7 ng/ul 1299750 3 14.534 937720 20.0
Naphthalene, 1,... 14.928 20.4 ng/ul 955013 3 14.534 937720 20.0
Naphthalene, 2,... 15.004 13.5 ng/ul 634614 3 14.534 937720 20.0
(DEL) Alkane: S... 15.057 16.6 ng/ul 778996 3 14.534 937720 20.0
3,4-Dimethyl(1H... 15.292 42.6 ng/ul 1999180 3 14.534 937720 20.0
(DEL) Alkane: S... 15.386 68.8 ng/ul 3227440 3 14.534 937720 20.90
(DEL) Alkane: S... 15.797 38.4 ng/ul 1799320 3 14.534 937720 20.0
Benzophenone 15.891 23.2 ng/ul 1089480 3 14.534 937720 20.0
unknown-06 16.161 9.0 ng/ul 627528 4 17.289 1400840 20.0
(DEL) Alkane: S... 16.250 43.1 ng/ul 3017930 4 17.289 1400840 20.0
unknown-07 16.373 9.6 ng/ul 669342 4 17.289 1400840 20.0
(DEL) Alkane: S... 17.043 37.4 ng/ul 2617730 4 17.289 1400840 20.0
(DEL) Alkane: S... 17.096 23.2 ng/ul 1624740 4 17.289 1400840 20.0
2-Amino-5-isopr... 17.577 11.5 ng/ul 807452 4 17.289 1400840 20.0
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(DEL) Alkane: S... 17
Tridecanoic aci... 17
(DEL) Alkane: S... 18.
(DEL) Alkane: S... 19.
(DEL) Alkane: S... 20.
Oxalic acid, 2-... 21.
(DEL) Alkane: S... 22.

777
.948

470
099
209
191
295

27.
17.
18.
14.

17.
10.

[(oJie) e I S O I S o]

ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul

1955980
1216560
1261170
1008050

633057
1139640

706472
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17.
17.

17

21

289
289

.289
17.
21.
21.

289
520
520

.520

1400840
1400840
1400840
1400840
1294010
1294010
1294010
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