LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc :

ALS Vvial : 10 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-BG091023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59007.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.431 667 671 682 rVB4 47629 101349 0.88% 0.067%
2 7.643 700 707 714 rBV 121652 234066 2.04% 0.155%
3 8.219 798 805 809 rVB7 33186 73456 0.64%  0.049%
4 8.324 815 823 832 rBV 393794 710178 6.18% 0.471%
5 8.830 905 909 918 rBV7 40353 69530 0.61% 0.046%
6 9.006 932 939 948 rBVe 117772 268139 2.33% 0.178%
7 9.165 957 966 974 rBV5 94803 243446  2.12% 0.161%
8 9.394 1000 1005 1011 rVB7 59439 129381 1.13% ©0.086%
9 9.488 1014 1021 1024 rBV2 292950 525657 4.58% 0.348%
10 9.517 1024 1026 1032 rVB 159704 205246 1.79% 0.136%
11  9.611 1036 1042 1045 rBV7 36706 71278 0.62% 0.047%
12 9.646 1045 1048 1054 rVB7 43954 79249 0.69% 0.053%
13 9.734 1056 1063 1073 rBV7 80266 184050 1.60% 0.122%
14  9.905 1085 1092 1096 rBV3 107916 212950 1.85% 0.141%
15 9.999 1104 1108 1109 rBV3 54796 68816 0.60% 0.046%
16 10.034 1110 1114 1121 rVB6 115751 214426 1.87% 0.142%
17 10.134 1126 1131 1136 rBv4 70849 129216 1.12% ©0.086%
18 10.216 1138 1145 1153 rVB5 143380 351054 3.06% 0.233%
19 10.310 1153 1161 1172 rVB6 273326 792605 6.90% 0.525%
20 10.410 1172 1178 1182 rBV3 172841 316914 2.76% 0.210%
21 10.492 1182 1192 1196 rBV3 189540 378325 3.29% 0.251%
22 10.598 1203 1210 1214 rVB4 186006 343996 2.99% 0.228%
23 10.675 1218 1223 1224 rBV5 56764 79338 0.69% 0.053%
24 10.792 1233 1243 1253 rBV5 114165 462436 4.03% 0.306%
25 10.874 1253 1257 1259 rBv4 54414 85314 0.74% 0.057%

26 10.945 1265 1269 1273 rBV6 95268 155089  1.35%
27 10.986 1273 1276 1280 rBvV2 112478 175217  1.53%
28 11.045 1280 1286 1292 rBV 1768430 2700632 23.51%

PORPROO®
~N
00
o]
R

29 11.168 1298 1307 1312 rBV 661648 1404608 12.23% 931%
30 11.227 1312 1317 1323 rVB 1163722 1912883 16.65% 267%
31 11.309 1324 1331 1336 rBv4 286138 733415 6.38% ©0.486%
32 11.550 1367 1372 1373 rBV5 87084 133278 1.16% ©.088%
33 11.591 1375 1379 1383 rVB3 191687 292894  2.55%  0.194%
34 11.732 1399 1403 1406 rBv4 100468 172228 1.50% ©0.114%
35 11.803 1409 1415 1426 rVB3 710148 1670496 14.54% 1.107%
36 11.908 1428 1433 1438 rBV2 331942 592911 5.16% ©.393%

SFAM-EPA-BGO91023.MA.M Sat Sep 16 08:01:28 2023 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc :

ALS Vvial : 10 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-BG091023.MA.M
Title : SVOA CALIBRATION
37 11.991 1443 1447 1458 rVV3 496784 923141 8.04% 0.612%
38 12.085 1458 1463 1468 rVV 1964489 2854639 24.85% 1.891%
39 12.143 1469 1473 1481 rVB5 249608 532180 4.63% 0.353%
40 12.302 1496 1500 1505 rBVv4 192521 322131 2.80% 0.213%
41 12.367 1505 1511 1517 rVB5 347621 659641 5.74% 0.437%
42 12.437 1517 1523 1526 rBv4 349507 823842 7.17% 0.546%
43 12.484 1526 1531 1539 rVB 5618825 8024762 69.86% 5.317%
44 12.555 1539 1543 1549 rBV9 245632 569653 4.96% 0.377%
45 12.690 1560 1566 1573 rVB 790652 1523444 13.26% 1.009%
46 12.796 1579 1584 1588 rBV2 308668 538366 4.69% 0.357%
47 12.901 1596 1602 1608 rBV5 342399 1004996 8.75% 0.666%
48 13.013 1617 1621 1625 rBV3 329653 533325 4.64% 0.353%
49 13.101 1632 1636 1639 rBv2 585056 963490 8.39% 0.638%
50 13.136 1639 1642 1645 rVV2 502403 677612 5.90%  0.449%
51 13.189 1645 1651 1659 rVB4 752603 2143375 18.66% 1.420%
52 13.277 1661 1666 1673 rBV 999636 1598649 13.92% 1.059%
53 13.365 1677 1681 1685 rVV 808404 1112027 9.68% 0.737%
54 13.412 1685 1689 1697 rVB 2659969 3724888 32.43% 2.468%
55 13.624 1721 1725 1729 rBV5 126525 226957 1.98% 0.150%
56 13.712 1733 1740 1744 rBV 7529387 11486671 100.00% 7.611%
57 13.753 1744 1747 1749 rBV 186927 218174 1.90%  0.145%
58 13.859 1762 1765 1768 rVB3 248872 316837 2.76% 0.210%
59 13.941 1775 1779 1785 rBV8 248669 576265 5.02% 0.382%
60 14.106 1801 1807 1816 rBV5 497460 1571597 13.68% 1.041%
61 14.223 1823 1827 1830 rBV2 280925 425004 3.70%  0.282%
62 14.264 1830 1834 1839 rVB3 1017779 1616759 14.08% 1.071%
63 14.347 1840 1848 1852 rBV2 3640515 6771076 58.95% 4.486%
64 14.394 1854 1856 1863 rVB 946110 1336806 11.64% ©0.886%
65 14.470 1866 1869 1872 rBV 519709 560412 4.88% 0.371%
66 14.652 1895 1900 1905 rBv4 791691 1276836 11.12% 0.846%
67 14.770 1915 1920 1928 rVB 7274428 10418005 90.70% 6.903%
68 14.852 1928 1934 1937 rBV4 408580 856045 7.45% 0.567%
69 14.952 1946 1951 1959 rVB2 794823 1565018 13.62% 1.037%
70 15.022 1959 1963 1965 rBV5 194113 317759 2.77% 0.211%
71 15.099 1973 1976 1979 rBV3 200203 269950 2.35% 0.179%
72 15.210 1991 1995 1996 rBV3 311578 420242 3.66% 0.278%
73 15.257 2000 2003 2008 rVB 676081 870764  7.58% 0.577%
74 15.322 2008 2014 2018 rBV3 785879 1197265 10.42% 0.793%
75 15.381 2019 2024 2027 rBV 1289594 1996182 17.38% 1.323%
76 15.451 2033 2036 2041 rVB 521145 678384 5.91% 0.449%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc :

ALS Vvial : 10 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-BG091023.MA.M
Title : SVOA CALIBRATION
77 15.604 2057 2062 2068 rVB5 617746 1120472 9.75% 0.742%
78 15.716 2074 2081 2086 rBV 5566833 7754290 67.51% 5.138%
79 15.769 2086 2090 2094 rVB2 397222 624075 5.43% 0.413%
80 15.939 2114 2119 2127 rVB3 627719 1413111 12.30% 0.936%
81 16.115 2142 2149 2154 rBV 2010839 3473890 30.24% 2.302%
82 16.215 2163 2166 2172 rVB5 294256 378851 3.30% 0.251%
83 16.268 2172 2175 2178 rBV2 435714 617679 5.38% 0.409%
84 16.344 2183 2188 2194 rBV2 504438 874915 7.62% 0©.580%
85 16.579 2223 2228 2235 rBV 4609187 8598072 74.85% 5.697%
86 17.085 2311 2314 2321 rVB3 367304 472798 4.12% 0.313%
87 17.149 2322 2325 2329 rBV3 382260 525075 4.57% 0.348%
88 17.373 2359 2363 2366 rBV 2610225 3015699 26.25% 1.998%
89 17.414 2366 2370 2375 rVB 1603375 2407521 20.96% 1.595%
90 17.702 2415 2419 2423 rVB 1011713 1435434 12.50% 0.951%
91 17.796 2432 2435 2439 rBV 656657 816519 7.11% 0.541%
92 18.001 2467 2470 2471 rBV2 392830 458747 3.99% 0.304%
93 18.119 2485 2490 2494 rBV 3118082 4033446 35.11% 2.672%
94 18.559 2562 2565 2569 rBV3 693165 1066739 9.29% 0.707%
95 18.806 2603 2607 2611 rVB 3323672 4060117 35.35% 2.690%
96 19.206 2672 2675 2679 rBV 741961 1080152 9.40% 0.716%
97 19.429 2709 2713 2717 rBV 3580030 4069105 35.42% 2.696%
98 19.999 2806 2810 2815 rBV2 3357298 4769925 41.53% 3.160%
99 20.539 2898 2902 2905 rBV3 2353509 3782739 32.93% 2.506%
100 20.710 2928 2931 2937 rBV2 2805798 4304182 37.47% 2.852%

Sum of corrected areas: 150930788
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059007.D\data.ms

le+07

8000000

12.484

6000000

4000000

2000000

743643 8576% 5 saonoeddiifiam

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘T\\‘\\\A\A‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG059007.D\data.ms

20.710

le+07 20.53 5

19.999

13.712
8000000 14.770 19.429

15.716
6000000 16.579 18.806

18.119

14.347 q
17.373 19.2 h‘

18.559
171434 707
17.78%01

4000000
13.412

2000000

O

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG059007.D\data.ms

le+07

8000000

6000000

4000000

2000000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 1 Pyrrolidine, 1-(1-oxobutyl)- Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
8.219 2.07 ng/ul 73456  1,4-Dichlorobenzene-d4 8.324

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrrolidine, 1-(1-oxobutyl)- 141 C8H15NO 033527-93-4 59
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 49
3 Propanoic acid, 2-hydroxy-, pent... 160 C8H1603 006382-06-5 47
4 Pentane, 3-chloro- 106 C5H11C1l 000616-20-6 47
5 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 47
Abundance Scan 805 (8.219 min): BG059007.D\data.ms (-798) (-) m/z 43.10 100.00%
43.1
5000
113.2

VAR Uk LIS

‘ | ‘ 1807 2985  41sg 535 | 780 8.008.20 8.40 8.60
bl PO S 23 m/z 57.05  81.68%

miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #21946: Pyrrolidine, 1-(1-oxobutyl)-
43.0

113.0

5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
7.80 8.00 8.20 8.40 8.60

m/z 70.10  69.80%

’H‘JJ‘M‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #8633: Heptane, 4-methyl-
43.0

-

7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 60.45%

”‘\H14D

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #36707: Propanoic acid, 2-hydroxy-, pentyl ester R RN EN
43.0 7.80 8.00 8.20 8.40 8.60

m/z 71.10 47.79%

=

5000

\WNL‘ 122.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

E

7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 unknown-01 Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
9.394 3.64 ng/ul 129381 1,4-Dichlorobenzene-d4 8.324

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,3,3-Tetramethylcyclopropanec... 238 C15H2602 1010221-97-5 43
2 1H-Pyrrole-2,5-dione 97 C4H3NO02 000541-59-3 38
3 7-Tridecanol 200 C13H280 000927-45-7 38
4 2-Fluoropyridine 97 C5H4AFN 000372-48-5 38
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 38

Abundance Scan 1005 (9.394 min): BG059007.D\data.ms (-1000) (-) m/z 55.10 100.00%
55.1

5000

=

9.00 9.20 9.40 9.60 9.80
m/z 97.10 98.84%

192.1 294.6 376.3 487 544

| 1\

‘\\\‘\ ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121133: 2,2,3,3-Tetramethylcyclopropanecarboxylic aci

=

97.0
5000 )\W\‘\\\\‘\\\\’\\\\‘\\\\’\\
9.00 9.20 9.40 9.60 9.80
m/z 119.10  46.60%
29.T) \
‘\\“LU‘H\”\\A\“\\\‘\\‘\\\\%\2\3\.9\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3300: 1H-Pyrrole-2,5-dione
26.0
9.00 9.20 9.40 9.60 9.80
m/z 83.15 35.00%
5000 97.0
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #76024: 7-Tridecanol R A R A
55.0 9.00 9.20 9.40 9.60 9.80
m/z 43.20 31.27%
115.0
5000
182.0
L
rrre e e e e e R ARARRRRRT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 Cycloheptanol, 2-methylene Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
9.611 2.01 ng/ul 71278 1,4-Dichlorobenzene-d4 8.324

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 53
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 38
3 Cyclohexanone, 3,3,5,5-tetramethyl- 154 C10H180 014376-79-5 35
4 Fumaric acid, hexadecyl propargy... 378 C23H3804 1000330-53-7 32
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 27

Abundance Scan 1042 (9.611 min): BG059007.D\data.ms (-1036) (-) m/z 83.10 100.00%

5000

£

— —
9.50 10.00
m/z 41.05 69.08%

286.6
12072 381.9 533.3

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13054: Cycloheptanol, 2-methylene
83.0
5000 ‘

I —
9.50 10.00
m/z 69.00 49.66%

ik

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29427: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a

3

83.0
—— ——
9.50 10.00
5000 ITI/Z 97.15 41.94%
152.0

L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31140: Cyclohexanone, 3,3,5,5-tetramethyl- 1 —
83.0 9.50 10.00

m/z 82.00 32.57%

5000
‘ 154.0
Eean | A

‘\\\\‘\\\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T T T ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
BGO59007.D

: 12 Sep 2023 8:32
: MA/JU
: 04235-11

. 10

hod
le

ry

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 4 unknown-02 Concentration Rank 73

R.T. EstConc Area Relative to ISTD R.T.
9.646 2.23 ng/ul 79249 1,4-Dichlorobenzene-d4 8.324
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Fumaric acid, cyclohexylmethyl u... 366 C22H3804 1000345-05-4 35
2 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13BrO 021690-26-6 35
3 1H-Imidazol, 1-methyl-2-amino- 97 C4H7N3 006646-51-1 35
4 [3-(Hydroxymethyl)oxetan-3-yl]lme... 310 C9H8F605 1000507-80-6 35
5 1,1'-Bicyclohexyl, 2-methyl-, tr... 180 C13H24 050991-09-8 35

Abundance Scan 1048 (9.646 min): BG059007.D\data.ms (-1045) (-) m/z 97.10 100.00%
97.1
5000
39' 1 4 3 T T T ‘ T
2295 301 3580 4197 4887 9.50 10.00
1 i S T miz 96.10 88.73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275337: Fumaric acid, cyclohexylmethyl undecyl ester A%M\AHMMN
96.0
5000
9. 50 10 00
m/z 69.10 83.51%
111 IO
\\1‘\1‘!'\ \1"\\\‘m\‘\\\‘l’\\\\z\s‘%\o\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80773: 6-Bromo-2,2-dimethylcyclohexanone
97.0
—r —
9.50 10.00
m/z 105.10 73.01%
5000 41.0
204.0
WMW\JHWJH‘\H\,H\w\\u‘\u\_\\w\\u‘\u\_\\w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3317: 1H-Imidazol, 1-methyl-2-amino- st ﬁJXNJFJPWT
97.0 9.50 10.00
m/z 55.10 54.27%
42.0
5000
M“,,, R AR,
m/z--> 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 Oxalic acid, hexyl tetradec... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
9.734 5.18 ng/ul 184050 1,4-Dichlorobenzene-d4 8.324

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, hexyl tetradecyl ester 370 C22H4204 1000309-24-8 59
2 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 50
3 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 50
4 Dodecane, 5-methyl- 184 C13H28 017453-93-9 50
5 Oxalic acid, 6-ethyloct-3-yl pro... 272 C15H2804 1000309-34-0 50

Abundance Scan 1063 (9.734 min): BG059007.D\data.ms (-1056) (-) m/z 57.10 100.00%

57.1
5000
19.1 \ \

T ]
| J\m | 2001 268.6 347.3 4184 498.9 9-50 10.00 -
‘Mq‘HJWJMW‘H“MNuwuhmq‘H‘wmeu‘u“w“w“‘ m/z 43.10 82.60%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #279286: Oxalic acid, hexyl tetradecyl ester
43.0

5000 S A
9.50 10.00

m/z 41.10 67.70%

7.0
241.0
\J‘\“I\\J‘\\\l\\‘]-\7\6\\0‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #279342: Oxalic acid, bis(6-ethyloct-3-yl) ester
57.0

Fe e
9.50 10.00
5000 m/z 85.20 63.38%
141.0
JMM\ “\‘,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234378: Oxalic acid, 6-ethyloct-3-yl heptyl ester s ——
57.0 9.50 10.00

m/z 71.10 62.54%

5000
111.0
J‘ e \‘ l ——

m/z--> 50 100 150 200 250 300 350 400 450 500 9.50 10.00

SFAM-EPA-BG@91023.MA.M Sat Sep 16 ©8:01:37 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
9.905 3.03 ng/ul 212950 Naphthalene-d8 11.168

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 53
3 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 53
4 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 53
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 46

Abundance Scan 1092 (9.905 min): BG059007.D\data.ms (-1085) (-) m/z 71.10 100.00%
71.1

5000

-

—
10.00
m/z 43.10  88.59%

I 1413 22042781 37574348 517.

e T e R R R R B
\ SRR I \ I I I \

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #163313: Oxalic acid, 2-ethylhexyl pentyl ester —
71.0 10.00

m/z 85.05 49.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
5000 T
10.00
m/z 57.15 86.83%
9.0
\\"\J‘\4\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0
—
10.00
5000 ITI/Z 41.10 53.21%
126.0
\‘ L

5000

-

T e

1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00

SFAM-EPA-BG@91023.MA.M Sat Sep 16 ©8:01:38 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 7 Naphthalene, decahydro-2-me... Concentration Rank 68

R.T. EstConc Area Relative to ISTD R.T.
16.634  3.05 ng/ul 214426 Naphthalene-ds 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 CliWze 002958-76-1 9
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 87

077954-13-3 86
005948-04-9 78

3 Benzofuran, octahydro-6-methyl-3... 152 C10H160
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160

5 Bicyclo[5.4.0]undecane (trans) 152 C11H20 021394-30-9 70
Abundance Scan 1114 (10.034 min): BG059007.D\data.ms (-1110) (- | m/z 81.10 100.00%
81.1
5000 152.2 wameWAJNVWMjkaM
‘ ' 10.00 |
TTT “'\ “"‘\“ l'\ \“\J“\ “\‘\ TT ‘2\2\5\ \7‘ T \ T \“ \‘ \:3\4\.‘8\]\-\\4"]-\:3\ \7\ ‘4\.\8\()\‘6\5\3\,?‘ m/z 67.19 79.6800
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #29507: Naphthalene, decahydro-2-methyl-
810 1520
5000 e :
10.00
m/z 95.10 69.24%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #29490: trans-Decalin, 2-methyl-
81.0
T T
152.0 10.00
5000 m/z 152.15  51.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #29290: Benzofuran, octahydro-6-methyl-3-methylene-
81.0 10.00
m/z 55.10 45.64%
5000 152.0 Amkww}vwvfmﬁ/\f\ﬂhh
sHTI o
m/z--> 50 100 150 200 250 300 350 400 450 500 10.00

SFAM-EPA-BG@91023.MA.M Sat Sep 16 ©8:01:39 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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: Cyclic1@.216 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
10.216 5.00 ng/ul 351054 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 80
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 80
4 4-Methylthiomorpholine-1,1-dioxide 149 C5H11NO2S 025343-91-3 72
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72

Abundance Scan 1145 (10.216 min): BG059007.D\data.ms (-1138) (- m/z 83.15 100.00%

83.2
5000

« 149.2 T R

10.00 10.50
232.9 362.1 430.2 :
,H‘\w‘wmwwbwu‘wuuw‘H3ﬂ%}u,m‘”“m‘m‘w§?§‘ m/z 55.10  88.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7532: Cyclohexane, ethyl-
83.0

5000 — e
10.00 10.50

m/z 82.10 66.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31430: Cyclohexane, pentyl-
55.0

i T
10.00 10.50

5000 m/z 41.10 43.83%
154.0
ku“$m*ﬁ**HJ*H*\H**w**w**wv*w*vw**w**w*‘ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31433: Cyclohexane, pentyl- e e
83.0 10.00 10.50

m/z 69.10  38.55%

5000
JD 154.0
260 |

\\\\‘\\\\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘ ‘ T

’ T T I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50

SFAM-EPA-BGO91023.MA.M Sat Sep 16 ©08:01:41 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 unknown-03 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
10.310  11.29 ng/ul 792605 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-6-methyleneoct-7-en-4-one 152 C10H160 019860-68-5 22
2 Carbonic acid, butyl heptyl ester 216 C12H2403 1000314-63-4 22
3 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 14
4 Undec-10-ynoic acid, heptyl ester 280 C18H3202 1000406-16-0 14
5 Cyclohexanol, 4-chloro-, trans- 134 C6H11Cl10 029538-77-0 14

Abundance Scan 1161 (10.310 min): BG059007.D\data.ms (-1153) (- | m/z 57.15 100.00%
57.1

5000

3

119.2

“\\“ m h 19202499 32173782 4607 10.00 1059
AL | 1920 249.9 32173782 460.7 sz 43,10 32.54%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #29224: 2-Methyl-6-methyleneoct-7-en-4-one
57.0
5000 — —
10.00 10.50
m/z 41.10 29.08%
152.0

\\‘ - ‘

m/z--> 0 50 100 150 200 250 300 350 400 450

1

Abundance #94104: Carbonic acid, butyl heptyl ester
57.0
10.00 10.50
5000 ITI/Z 119.15 24.21%
LTS o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3733: 1-Hexene, 4-methyl- \ e Al
57.0 10.00 10.50
m/z 55.10 23.50%
h W/\MMMN
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00 10.50

SFAM-EPA-BGO91023.MA.M Sat Sep 16 ©08:01:42 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
10.410 4.51 ng/ul 316914 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 70
2 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 62
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
4 Decane, 5-propyl- 184 C13H28 017312-62-8 46
5 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 38

Abundance Scan 1178 (10.410 min): BG059007.D\data.ms (-1172) (- | m/z 43.15 100.00%

9.

m/z--> 0 50 100 150 200 250 300 350 400 450

& s
308 8 : :
- M “H‘* u“‘\‘ o ‘2‘?7“0‘ S A041  AB3Ihsz 71.15 90.51%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59040: Dodecane, 4-methyl-
43.0
5000 1
10.50
m/z 57.10 71.74%
9.0
\\“\““\ \"\J‘\‘l\\l{}s‘s\.p\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #90196: Tetradecane, 4-methyl-
43.0
—r
10.50
5000 ITI/Z 41.05 59.61%
9.0 169.0
‘H\ i |\Ju “
—r

Abundance #59044: Dodecane, 4-methyl-
43.0 10.50
m/z 55.10 48.54%
5000
d 1400
I Il J |
it “H‘“‘H“"w““W““H““H““H““‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 10.50

SFAM-EPA-BG@91023.MA.M Sat Sep 16 ©8:01:43 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
10.492 5.39 ng/ul 378325 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 78
2 Tridecane 184 C13H28 000629-50-5 72
3 1-Iodoundecane 282 C11H23I 004282-44-4 68
4 Eicosane 282 C20H42 000112-95-8 68
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 1192 (10.492 min): BG059007.D\data.ms (-1182) (- | m/z 57.10 100.00%
57.1

5000

2

12r.0 276.4 3541 4420 1050
L[5 2183 515 n/z 43.18  88.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298430: Docosane, 7-hexyl-
43.0
5000 U
10.50
182.0 309.0 m/z 71.10 68.46%
10, L zsmo | s
\\\‘\\II‘T\\1‘\\\1‘1\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59027: Tridecane
57.0
—

10.50
5000 m/z 41.10 57.17%

I

=

||| a0 1840
A I 1y
R e R R EARSE RN RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175097: 1-lodoundecane
57.0 10.50
m/z 85.10 48.97%
5000
155.0
Llgo ] 2110 282.0
T A e T T T T T T T T T T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50

SFAM-EPA-BGO91023.MA.M Sat Sep 16 ©08:01:44 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
16.508  4.90 ng/ul 34399 Naphthalene-ds 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 1226 001002-43-3 78

001002-43-3 78
1000309-17-7 72
017301-24-5 72
1000101-47-9 64

2 Undecane, 3-methyl- 170 C12H26

3 Sulfurous acid, butyl decyl ester 278 C14H3003S
4 Undecane, 2,7-dimethyl- 184 C13H28

5 1-Iodo-2-methylnonane 268 C10OH21I

Abundance Scan 1210 (10.598 min): BG059007.D\data.ms (-1203) (- | m/z 57.10 100.00%

57.1
5000

W,
[ L2403 2379 3371 4552 1090 —
R RY : : 2 944wz 43.10  63.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45498: Undecane, 3-methyl-
57.0

5000 1
10.50 11.00
m/z 71.05 51.21%

| J14|1.0
h ol
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45490: Undecane, 3-methyl-
57.0

=
10.50 11.00

5000 ITI/Z 41.10 47 .74%
‘ 141.0
\HLM*“WM*J\H*w*H*w*H\H*W*H*M*H\H*W*H*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #170573: Sulfurous acid, butyl decyl ester e .
57.0 10.50 11.00

m/z 85.20 47.54%

141.0
‘\J |1y 2P 205.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00

SFAM-EPA-BG@91023.MA.M Sat Sep 16 ©8:01:45 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
10.792 6.58 ng/ul 462436  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 55
2 Tetracosane 338 C24H50 000646-31-1 52
3 2-Methylhexacosane 380 C27H56 001561-02-0 50
4 Dodecane, 5-methyl- 184 C13H28 017453-93-9 50
5 Decane, 3-ethyl-3-methyl- 184 C13H28 017312-66-2 50
Abundance Scan 1243 (10.792 min): BG059007.D\data.ms (-1233) (1 m/z 43.10 100.00%
43.1
- Mm/d/\\/j\/
’ 1050  11.00
338.2 :
HWM WERA . 2TAs T A5 S 7 s7.18 95.27%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0
5000 Lt e
10.50 11.00
m/z 85.10 64.44%
3.0
\\\‘\\\\‘f\\!‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246480: Tetracosane
57.0
e =
10.50 11.00
5000 m/z 71.15 58.72%
113.0
“ i ‘ ‘ J J‘ I Alﬂ6\g \0L2|2l|5 10282 0338 0
e e S S e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287978: 2-Methylhexacosane e =
57.0 10.50 11.00
m/z 41.05 57.88%
5000
30
H“H“_“w“u“u“H“M“w“u“u“u“_“w‘ e —
m/z--> 50 100 150 200 250 300 350 400 450 500 10.50 11.00

SFAM-EPA-BG@91023.MA.M Sat Sep 16 ©08:01:46 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 74
R.T. EstConc Area Relative to ISTD R.T.
10.945 2.21 ng/ul 155089  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Undecene, 3-methyl-, (E)- 168 C12H24 074630-59-4 43
2 2-Methylhept-6-en-3-one 126 C8H140 1000424-30-2 38
3 trans-3-Nonen-2-one 140 C9H160 018402-83-0 38
4 4-Undecene, 3-methyl-, (Z)- 168 C12H24 074645-87-7 38
5 Eicosyl methyl ether 312 C21H440 1000406-29-4 27

Abundance Scan 1269 (10.945 min): BG059007.D\data.ms (-1265) (- | m/z 55.10 100.00%

53.1
5000
% 11.00
‘ TT “‘m‘ \ \“M\‘ ’”\“J\ \ T ‘ T \\2\5‘4\’ \8\\ ‘ T 34\.‘7\9\\ T ‘ \ T \4.\5‘5\’ \7\\ ‘ \5\\4\1‘ m/Z 83. 16 71.4900
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43542: 4-Undecene, 3-methyl-, (E)-
55.0
5000 T T

11.00
m/z 69.10 52.21%

HH

‘\\\\‘\\M‘T“f\\\1’6\?\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13005: 2-Methylhept-6-en-3-one
55.0
——
11.00
5000 m/z 71.10  42.99%
126.0
I 1
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21501: trans-3-Nonen-2-one =
55.0 11.00
m/z 97.20  37.45%
5000 125.0 wawkwamfﬂwA/wamv
H\M, e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 1-Methyl-3-piperidinamine, ... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.

10.986 2.49 ng/ul 175217  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-3-piperidinamine, N-hep... 310 C1OH13F7N20 1000469-35-8 59
2 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 53
3 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 53
4 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 50
5 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 47

Abundance Scan 1276 (10.986 min): BG059007.D\data.ms (-1273) (- | m/z 97.10 100.00%
97.1

5000

=

41

' [
‘ H 162.2 11.00

226.3 301.6 428.7488.2 o
‘\\\‘\“‘\“IU\‘H“J\W‘\“\“\i‘“\‘”\u‘u‘\\’\\‘\\‘\\H‘HH’H‘H‘HH‘HH‘ m/Z 55.10 63.86%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210871: 1-Methyl-3-piperidinamine, N-heptafluorobutyry

=

97.0
5000 ‘11\00‘
m/z 41.10 28.20%
40| 1|  169.0 480309.0
‘\\\\‘WWT\IW\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43587: Cyclohexane, 1-methyl-2-pentyl-
97.0
—
11.00
5000{ 41 m/z 96.15 24 .45%

L)
w**wwuwk**wwww*\w**w**w*‘ww*w*vw**w**w**ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #318197: Sulfurous acid, cyclohexylmethyl octadecyl este T
97.0 11.00
m/z 81.10 21.93%

3

5000

F

a1,
w.\ || 1550 2530

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.045  38.45 ng/ul 2700630  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
2 2,6-Dimethyldecane 170 C12H26 013150-81-7 74
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
4 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 72
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 64
Abundance Scan 1286 (11.045 min): BG059007.D\data.ms (-1280) (- | m/z 57.10 100.00%
57.1
- m
T \
1 113.1170.2 11.00
ob At L (1311702 2425 317.2374.7 4546 521.6 ./, 43,10 74.67%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000 el :
11.00
m/z 71.10 54.38%
’ 113.0
\\L “\‘\‘\”\“\‘l\\4][\7\()\.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45485: 2,6-Dimethyldecane
43.0
T i
11.00
5000 m/z 41.10 44.67%
113.0
LT 100
e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl- T I
57.0 11.00
m/z 85.10 32.02%
5000
L2210 2810
R R o P
m/z--> 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.227  27.24 ng/ul 1912880  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
2 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59

Abundance Scan 1317 (11.227 min): BG059007.D\data.ms (-1312) (1 | m/z 57.10 100.00%
7.1

5
5000

e
|| s 11.00 11.50
L ALLLE71692 2579 3386 4361 5284 ;0 71 19 47.29%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59069: Undecane, 2,6-dimethyl-
57.0

5000

m/z 43.10 46.89%

113.0
\\“\\“‘\'\\“\“‘\l\\\‘\]_\8\4\.‘()\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
mi/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59084: Decane, 2,5,9-trimethyl-
57.0

5000 m/z 41.10 27 .65%
\ | Jl\\]-?'o
R e B R R R R
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #59062: Undecane, 3,5-dimethyl- T —
57.0 11.00 11.50

m/z 56.10 17.40%

h J\J\J\/LJ\V
| \ | | 112.0169.0

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091023\

Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 18 (DEL) Alkane: Cyclic11.591 Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.
11.591 4.17 ng/ul 292894  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 64

2 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 52
3 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 52
4 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 52
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 52
Abundance Scan 1379 (11.591 min): BG059007.D\data.ms (-1375) (- | m/z 69.10 100.00%
69.1
5000 W
182.3 1150 |
11.50
ol | Ll J“ ‘ et | 2035 4729 8481 s5ie 69.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56982: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
5000 - :
11.50
} 182.0 m/Z 83.10 56.79%
L ‘J\l“\"\lli‘.‘\“\J“\”\‘\“\i“\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7547 3-Heptene, 2-methyl-
69.0
T \
11.50
5000 ITI/Z 70.10 55.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl- P ‘
69.0 11.50
m/z 56.10 51.38%
5000
} 182.0
B0 N o)
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 unknown-04 Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
11.732 2.45 ng/ul 172228 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Norbornanethione, 1,3,3-trimet... 168 C10H16S 000875-06-9 49
2 2-Hexen-1-0l, 2-ethyl- 128 C8H160 050639-00-4 38
3 Eicosane 282 C20H42 000112-95-8 38
4 2-Hexen-1-o0l, 2-ethyl- 128 C8H160 050639-00-4 27
5 N-Cyano-N'-(1,1-dimethylpropyl)g... 154 C7H14N4 001113-10-6 25

Abundance Scan 1403 (11.732 min): BG059007.D\data.ms (-1399) (- | m/z 57.10 100.00%

57.1
5000

rg.l — e
9.4 306.8 373.4 4374 5216 11.50 12.00
A “ M ‘JL : ' m/z 43.10 89.88%

5000 - —
11.50 12.00

m/z 55.10  73.11%

\\““‘TI‘TI\ \\f‘\‘f‘\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14382: 2-Hexen-1-ol, 2-ethyl-
53.0

T —
11.50 12.00

71.15 60.68%

5000 m/z
Dise
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane

= .
57.0 11.50 12.00

m/z 85.10 60.63%

h \ﬁAJMMNAhA/AJ\AuAMk
127.0
‘ ‘\ J\ J‘ Jﬁ |1 1197'0 28\2.0

\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 11.50 12.00

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43280: 2-Norbornanethione, 1,3,3-trimethyl-
85.0  168.0
M\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 (DEL) Alkane: Cyclicl1.803 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.803  23.79 ng/ul 1670500 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-cyclohexyl- 252 C18H36 013151-83-2 64
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 53
3 Cyclohexane, hexyl- 168 C12H24 004292-75-5 43
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 43
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 43

Abundance Scan 1415 (11.803 min): BG059007.D\data.ms (-1409) (- | m/z 57.10 100.00%
57.1

5000

3

137.2 11.50 12.00

“\"1 i) 42000 27743380 42564881 ./, g3.16 87.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138532: Dodecane, 3-cyclohexyl-
83.0
5000 Sl e
11.50 12.00
m/z 55.10 62.60%
‘ ‘ \ 168.0
‘\z\q\.\‘\f“\\‘\‘\\\‘\T\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
P e
11.50 12.00
5000 ITI/Z 82.10 59.12%

ZG-JM ||, 1680

et

m/z--> 0 50 100 150 200 250 300 350 400 450 500

:

Abundance #43498: Cyclohexane, hexyl-
83.0 11.50 12.00
m/z 41.10 57.59%
5000
¢H 168.0
L
T —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 43
R.T. EstConc Area Relative to ISTD R.T.
11.908 8.44 ng/ul 592911 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 96
2 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 78
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 78
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
5 Decane, 5-propyl- 184 C13H28 017312-62-8 60

Abundance Scan 1433 (11.908 min): BG059007.D\data.ms (-1428) (- | m/z 71.10 100.00%
71.1

5000

-

T
12.00
m/z 43.15 85.45%

140.2
LT 2174 297.0 380.9442.5 547

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59040: Dodecane, 4-methyl-
43.0
5000 U
12.00
m/z 57.10 79.24%
141.0
\‘ ‘\‘ ) ll i |

m/z--> 0 50 100 150 200 250 300 350 400 450 500

=

‘\\\\‘\\\‘\l‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #59073: Undecane, 4,8-dimethyl-
43.0
1
12.00
5000 m/z 85.10 51.63%
1 1 141.0
Ly [,

Abundance #8638: Hexane, 3,3-dimethyl- —
43.0 12.00
m/z 41.10 48.69%
h W
| ‘,“ o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.991 13.14 ng/ul 923141  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 72
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 72
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 64
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 58
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 58

Abundance Scan 1447 (11.991 min): BG059007.D\data.ms (-1443) (- | m/z 57.10 100.00%
57.1

-

5000
12.00
141.1 :
- Mn'u"\‘e\m4\“‘%9?:9‘Wmﬁ’??:““““““3‘1"‘7““99"?’”‘ m/z 43.10  94.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0
5000 T

12.00
m/z 71.10 64.39%

[ 20169.05050 3380

[T ‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

N

Abundance #107221: Tridecane, 7-propyl-
43.0
==
12.00
5000 ITI/Z 85.10 61.24%
140.0
5 J“ léo 1‘5015350 250 300 350 400 450 500
m/z-->
Abundance #287349: Octadecane, 1-iodo- ‘ ‘A<A%\/}j\m
57.0 12.00
m/z 41.10 46.51%
5000
e e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.085 40.65 ng/ul 2854640  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
3 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 72
4 Heptacosane 380 C27H56 000593-49-7 59
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 59
Abundance Scan 1463 (12.085 min): BG059007.D\data.ms (-1458) (- | m/z 57.10 100.00%
57.1
- M_#VA\AJ\J\Mgﬁ,/kP
T
P13i 183.2 12.00
ol Abblyl 1832 2666 3356 4064 4869 ./, 71.10 76.84%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 SSs ‘
12.00
m/z 43.10 52.58%
113.0
\\J\‘\“\J\‘\“\“‘\ﬂ\“\\]‘-cilg\.(\)‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
]
12.00
5000 m/z 41.10 32.69%
‘ 127.0
‘ J Iy ‘\
A e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33093: Nonane, 2,6-dimethyl- T ‘
43.0 12.00
m/z 56.10 22.47%
5000
113.0
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
12.143 7.58 ng/ul 532180 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptene, 2,2,3,5,6-pentamethyl- 168 C12H24 116164-06-8 53
2 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 53
3 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 50
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 50
5 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-1 50

Abundance Scan 1473 (12.143 min): BG059007.D\data.ms (-1469) (- | m/z 69.10 100.00%

69.1
5000 1252

I —
H ‘ \ 12.00 12.50
80.3
TTT ‘\“ “‘\J ‘\h\“‘\‘\l‘\“\“u:lﬁ'\ f7 T \\254\7\ BERR \3‘\79\.\6‘ T ‘4\>\8\]-\.(‘)\ T T m/Z 83.10 57.6400

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43594: 3-Heptene, 2,2,3,5,6-pentamethyl-
69.0
125.0

5000 ]
12.00 12.50
m/z 125.15 51.68%

\\"\L“l\““\\\JIN‘V‘\\\\‘\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0

T
12.00 12.50

m/z 55.10 40.56%
5000 125.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #31470: Cyclohexane, 1,2-diethyl-3-methyl- —— ——
69.0 12.00 12.50

m/z 41.10 39.97%

dhjwlu‘\
it

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 unknown-@5 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
12.302 4.59 ng/ul 322131 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyl-7-oxo0-4,7-dihydro-t... 165 C6H7N50 061402-40-2 42
2 8-Thiabicyclo[4.3.0]nonane S-oxide 158 C8H140S 1010215-10-0 35
3 4-Methyl-1-prop-1-ynyl-cyclohexanol 152 C10H160 1000362-94-7 30
4 .alpha.-Santoline alcohol 154 C10H180 090823-36-2 30
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 22
Abundance Scan 1500 (12.302 min): BG059007.D\data.ms (-1496) (- | m/z 95.10 100.00%
95.1 165.2
5000
3 1 “ 12.00 12:50
291.8 353.1 . : : :
| JM \H“‘J”\"\ Pt 42228 S0 L ATS3530.0 7 165.20  97.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #40661: 1,4-Dimethyl-7-oxo-4,7-dihydro-triazolo(3,4-c)trie
165.0
67.0
. —
5000 12.00 12.50
m/z 81.10  79.69%
\\\‘I\\\‘l\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #35221: 8-Thiabicyclo[4.3.0]nonane S-oxide
95.0
—— —
12.00 12.50
5000 m/z 109.10 65.23%
158.0
|”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #29236: 4-Methyl-1-prop-1-ynyl-cyclohexanol —— —
95.0 12.00 12.50
m/z 69.10 60.15%
5000
39.0 \
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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: Cyclicl2.367 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
12.367 9.39 ng/ul 659641 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 68
2 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 64
3 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 55
4 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 55
5 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 52

Abundance Scan 1511 (12.367 min): BG059007.D\data.ms (-1505) (- | m/z 69.10 100.00%
69.1

5000

3

262
‘N “‘ 196.1 12.00 12.50
‘ N

0 l'\ b 20363072 4478 njz s5.10  61.22%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.

1 M\/\M\J\N‘A/\
5000 - S
12.00 12.50
‘ 1260 m/z 56.10  46.21%
miz—> 0 100 150 200 250 300 350 400 450
Abundance #56975: Cyclopentane, 1-pentyl-2-propyl-
69.0
= —
12.00 12.50
5000 ITI/Z 41.10 45.96%
| ‘ 139.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71750: 7-Tetradecene, (2)- e T
55.0 12.00 12.50
m/z 83.10 44 .63%
5000
}%110 196.0
B - —_—
m/z--> 0 50 100 150 200 250 300 350 400 450 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 27 Phenol, p-tert-butyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.437 11.73 ng/ul 823842  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 59
2 Phenol, 5-ethenyl-2-methoxy- 150 C9H1e02 000621-58-9 58
3 3-Methoxyacetophenone 150 C9H1002 000586-37-8 46
4 1-n-Pentyladamantane 206 C15H26 050782-11-1 35
5 ortho-Methoxyacetophenone 150 CS9H1e02 000579-74-8 35
Abundance Scan 1523 (12.437 min): BG059007.D\data.ms (-1517) (- m/z 135.05 100.00%
135.1
=
M‘h \M‘ ﬂ ‘ U 2375  330.8384.8 440.8 12.50
by e S D e e e m/z 107.00  45.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #27476: Phenol, p-tert-butyl-
135.0
5000 T
12.50
41.0 m/z 41.16  41.83%
IHWT”’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #28346: Phenol, 5-ethenyl-2-methoxy-
135.0
T
12.50
5000 m/z 55.10  38.13%
77.0
T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #28285: 3-Methoxyacetophenone T
135.0 12.50
m/z 57.15 37.75%
5000
77.0
2‘7‘"?!“]““‘\HH“HH‘HH‘HH,‘H“HH,HH‘HH ==
m/z--> 50 100 150 200 250 300 350 400 450 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.484 114.26 ng/ul 8024760  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Nonadecane 268 C19H40 000629-92-5 86
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 1531 (12.484 min): BG059007.D\data.ms (-1526) (- | m/z 57.10 100.00%
57.1

N

5000
==
3.2 1843 12.50
ol il 32 1843 2619 32503801 4559517 ./, 43,16  77.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59029: Tridecane
57.0
5000 R
12.50
m/z 71.10 60.50%
L[| 20 180
\\\1‘\\f\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane
57.0
==
12.50
5000 m/Z 41.10 46.69%

[} A301600 2680

m/z--> 0 50 100 150 200 250 300 350 400 450 500

=

Abundance #59049: Undecane, 2,3-dimethyl- T
43.0 12.50
m/z 85.10 39.08%
5000
140.0
‘NL‘Mbhﬂéu!“H"H‘“H“M“‘M“W“‘W“H““ ijm‘ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\

Library Search Compound Report

Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
12.555  8.11 ng/ul 569653 Naphthalene-ds 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 206 C21Haa 060629-94-7 38

002050-77-3 38
019656-75-8 35
021129-27-1 35
1000406-38-3 35

2 Decane, 1-iodo- 268 C1OH21I
3 Diaziridinone, bis(1,1-dimethylp... 198 C11H22N20
4 Cyclohexanol, 1-methyl-4-(1-meth... 156 C10H200
5 Decyl octyl ether 270 C18H380

Abundance Scan 1543 (12.555 min): BG059007.D\data.ms (-1539) (- | m/z 43.10 100.00%

5000

N

T
12.50
m/z 55.10 92.79%

i 08.9 281.8344.7401.9 489.2
‘ TTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #194590: Heneicosane
57.0

N

5000 ]
12.50
m/z 71.10 87.76%

J ‘ Ll Jlf [0 1070 2060

‘\\\\“\‘\H‘\\\‘\HM‘H‘\‘H\\‘\\\\‘\\\\‘\\\\‘\\H‘\\H‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

N

Abundance #157264: Decane, 1-iodo-
57.0
T [
12.50
5000 m/z 57.10 82.83%
155.0
‘ il 268.0
— e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #73432: Diaziridinone, bis(1,1-dimethylpropyl)- S
71.0 12.50

m/z 85.10 68.72%

5000

128.0
w\ |, | 1980

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50

N
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091023\

Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.690  21.69 ng/ul 1523440  Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 74
2 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 72
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
4 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 64
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64

Abundance Scan 1566 (12.690 min): BG059007.D\data.ms (-1560) (- | m/z 57.10 100.00%

57.1
5000
e

‘ - 12.50 13.00
AL AT 198.1288.0315.5 38424418 5420 ., 71 19 45.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59076: Undecane, 2,6-dimethyl-
57.0

5000 — —~
12.50 13.00

‘ m/z 43.10 38.87%
Ll f

‘\\\‘\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74022: Dodecane, 2,5-dimethyl-
57.0
=

12.50 13.00
5000 m/z 41.10 31.55%
‘ "12&0
\‘w‘W‘”t”MW‘}9%9”\”‘W‘”‘W‘”\”‘W‘”‘W‘”\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59062: Undecane, 3,5-dimethyl- T —
57.0 12.50 13.00

m/z 85.10  25.27%

) JLMJ
J‘ ‘ J‘ l ‘ 155 0 =1 =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 31 Cyclohexane, 1,1'-(1-methyl... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.901 14.31 ng/ul 1005000 Naphthalene-d8 11.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 50
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 43
4 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 38
5 2-Propanamine, N,N'-1,2-ethanedi... 140 C8H16N2 024764-90-7 22
Abundance Scan 1602 (12.901 min): BG059007.D\data.ms (-1596) (- | m/z 69.10 100.00%
69.1
125.2
5000
‘ 1250 1300
94.3 ! : :
Al 043 273133103043 834 T oy 10 97,714

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #85373: Cyclohexane, 1,1'-(1-methylethylidene)bis-
69.0

.

5000 = ==
12.50 13.00
m/z 41.10  91.40%

126.0

H |

‘\\\\‘\1\‘\\\\‘\\\\"\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20770: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
125.0

8

- —T
41.0 12.50 13.00 ;
5000 m/z 125.15 78.26%

H“M“H

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis- — ——
69.0 12.50 13.00
m/z 55.10 69.71%

3

5000

126.0

3

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.101 12.31 ng/ul 963490  Acenaphthene-dile 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 50
5 Dodecane 170 C12H26 000112-40-3 49

Abundance Scan 1636 (13.101 min): BG059007.D\data.ms (-1632) (- | m/z 57.10 100.00%

57.1
5000

—
‘ \1126.21 13.00 13.50
bbbl hii 1833 252.5812.9 389.1447.0 8192 /7 71.10  54.68%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #74011: Tridecane, 6-methyl-
57.0
5000 e, =
13.00 13.50

‘ m/z 43.10 43.54%

126.0

\\“\J’J\J\‘\“\J“\l\l\\‘J\-\8\3\.’c}\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘

m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

—
13.00 13.50

5000 m/z 41.10 34.06%
113.0
‘ “\ I \l {1 183.0239.0296.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90208: Dodecane, 2,6,11-trimethyl- — —
57.0 13.00 13.50

m/z 55.10  27.88%

- w
L1 301690

| bl g

T
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 42
R.T. EstConc Area Relative to ISTD R.T.
13.136 8.66 ng/ul 677612  Acenaphthene-di10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-3-methylheptadecane 282 C20H42 1000360-42-4 59
2 2,4-Dimethyldodecane 198 C14H30 006117-99-3 53
3 Sulfurous acid, decyl hexyl ester 306 C16H3403S 1000309-13-2 53
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 53
5 2H-Pyran, tetrahydro-2-[(tetrahy... 186 C10H1803 000710-14-5 53

Abundance Scan 1642 (13.136 min): BG059007.D\data.ms (-1639) (- | m/z 43.10 100.00%

43.1
5000
137.2 ‘ ‘

I
’ | 2161 322.8 402.4 466.8523. 13.00 13.50
LU 2160 3228 4024 4668523, g5 59 87.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176401: 3-Ethyl-3-methylheptadecane
85.0

5000 - -
13.00 13.50

l m/z 57.10 68.20%

253.0
| 1410197.0
’\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74010: 2,4-Dimethyldodecane
43.0
—

13.00 13.50
5000 m/z 71.10 40.13%
9.0
vJ“1P50vv J\MAf\wJMJMNAANNW
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #206616: Sulfurous acid, decyl hexyl ester e —
85.0 13.00 13.50

m/z 84.10 37.70%

h MM/J\/\M/\W
0111110 050

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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: Cyclic13.189 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.189  27.39 ng/ul 2143380  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonylcyclohexane 210 C15H30 002883-02-5 72
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 64
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64

Abundance Scan 1651 (13.189 min): BG059007.D\data.ms (-1645) (- | m/z 83.10 100.00%

83.1
5000

—
‘ 1891 13.00 13.50
mMu"H"_"w‘“2‘?7”37‘3‘1?‘9““‘4‘1‘1:9““79:5‘ m/z 82.10  65.31%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #87655: n-Nonylcyclohexane
83.0

5000 7 —
13.00 13.50
# m/z 55.10 60.55%
210.0
\l‘\‘\““\“\'\\“\]\_\3\9‘(\)\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400 450
Abundance #71755: Cyclohexane, octyl-
83.0
— —
13.00 13.50
5000 m/z 41.10 31.63%
29.
1)), 139.0196.0
A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13251: Cyclohexane, (1-methylethyl)- 7 —
55.0 13.00 13.50

m/z 67.10 22.70%

. W/L\N\/\WW
126.0

“ “J\‘ |

7 T
m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.277  20.43 ng/ul 1598650  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-butyl- 366 C26H54 055282-15-0 86
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 74
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72

Abundance Scan 1666 (13.277 min): BG059007.D\data.ms (-1661) (- | m/z 57.10 100.00%
57.1

5000

-

) =
13.00 13.50

| Lh3-2 176.1 2829 367.3426.8  527.0 m/z 43.10  88.339
T ‘ . . (]

Ml
s :

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #275541: Docosane, 7-butyl-
43.0

N

5000 — e
13.00 13.50
m/z 71.18  56.70%

154.0
M‘“\“LLMMWHMH%%%QW“E?%9W"H!H“M‘H!H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74012: 3,5-Dimethyldodecane
57.0

=t
13.00 13.50

5000 m/z 41.10 41.97%
I A L
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #228591: Tetradecane, 1-iodo- T — T
57.0 13.00 13.50
m/z 85.15 40.44%
5000

Lk H?TO 1930 ‘N,\AAfNAJkAAK
I [

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.366 14.21 ng/ul 1112030  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 87
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 76
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 72
4 Decane, 1-bromo-2-methyl- 234 C11H23Br 127839-47-8 68
5 Heptacosane 380 C27H56 000593-49-7 68

Abundance Scan 1681 (13.365 min): BG059007.D\data.ms (-1677) (- | m/z 57.10 100.00%
57.1

5000
1300 13.50
3.1169.2 . :
ol ALGEETI02 2574 ssa4arp7arar 750400 45 g3y
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74018: Tridecane, 3-methyl-
I /R,JMJUKAA
5000 T T T T T T T
13.00 13.50
m/z 43.10 44 ,31%
|| sorso0
Lol L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74014: Tridecane, 3-methyl-
57.0
= e
13.00 13.50
5000 ITI/Z 41.10 38.29%
169.0
WL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74012:; 3,5-Dimethyldodecane =% —T
57.0 13.00 13.50
m/z 85.10 34.31%
5000
\‘. |, 11301690 M

=4 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00

13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.413 47.60 ng/ul 3724890  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1689 (13.412 min): BG059007.D\data.ms (-1685) (- | m/z 57.10 100.00%
57.1
- \mAAxAJkAANJkﬂVV
P
1132 1833 1350
ob AL 188323972001 3502 407.2 4797 ./, 71 19  83.18%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 T
13.50
‘ m/z 43.10 51.21%
113.0
\J"\‘\“\!‘\”‘\“\‘\“\f‘\:l-\8\3\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350 400 450
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
P
13.50
5000 m/z 41.10 35.88%
113.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #90205: Dodecane, 2,6,11-trimethyl- —
43.C 13.50
m/z 85.10 35.13%
5000
e AN
m/z--> 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 (DEL) Alkane: Cyclicl3.624 Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
13.624 2.90 ng/ul 226957  Acenaphthene-di10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonylcycloheptane 224 C16H32 1000371-47-7 47
2 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 43
3 Chloromethyl 7-chlorododecanoate 282 C13H24C1202 080419-03-0 43
4 1-Cyclohexyl-1-(4-methylcyclohex... 208 C15H28 002027-12-5 43
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 42
Abundance Scan 1725 (13.624 min): BG059007.D\data.ms (-1721) (- | m/z 55.10 100.00%
55.1
w0 MJK
111.2
—— —
13.50 14.00
Al Mu‘w ptP3D | 287.93460 41804814540 oo o5 g5 oy
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104598: 1-Nonylcycloheptane
55.0
5000 — —
13.50 14.00
m/z 41.10 67.54%
JPER
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-
55.0
—T= =
13.50 14.00
5000 m/z 69.10 60.40%
M\,lm.o”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175333: Chloromethyl 7-chlorododecanoate —— ——
55.0 13.50 14.00
m/z 67.10 44.43%
5000
1 L S
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.712 146.79 ng/ul 11486700  Acenaphthene-di1e 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 91
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 78
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 64
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 1740 (13.712 min): BG059007.D\data.ms (-1733) (- | m/z 57.10 100.00%

57.1
5000

113.2
o AL 1132 19832554 3287 4307 SO7. ., 43.19  73.93%
mi/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0
5000 == =
13.50 14.00

m/z 71.10 62.70%

J‘ ‘ ‘ | 1\1\1,?'10\1,69'.0 225.0281.0 338.0
\\\\‘\\\f‘f\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0

=
13.50 14.00

5000 m/z 41.10  46.18%
113.0
HAMMLL\L‘W‘”‘\”‘W‘”‘\”‘W‘”‘\”‘W‘”‘\”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane P T
57.0 13.50 14.00

m/z 85.10 42.16%

5000
J‘ ‘ L ”‘1113-0 169.0 226.0

= R
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
13.859 4.05 ng/ul 316837  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 52
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 50
3 Vinyl 2-ethyl-2,5-dimethylhexanoate 198 C12H2202 1000498-24-9 50
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 49
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 46
Abundance Scan 1765 (13.859 min): BG059007.D\data.ms (-1762) (- | m/z 57.10 100.00%
57.1
— =
| Hl‘l.z 661 9371 Je1a 13.50 14.00
A 305 2871 sa12 42554812 - To) io g5 gy
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59040: Dodecane, 4-methyl-
43.0 J\
5000 — N
13.50 14.00
m/z 43.10 76.75%
9.0
\\l‘\“i\ \“\J‘\‘h\\llﬁ‘s\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59038: Dodecane, 2-methyl-
43.0
— =
13.50 14.00
5000 m/z 41.10 63.24%
9.0
|%Jmo‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73643: Vinyl 2-ethyl-2,5-dimethylhexanoate = T
71.0 13.50 14.00
127.0 m/z 85.10 42.72%
h L/
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 Carbonic acid, decyl dodecy... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
13.941 7.36 ng/ul 576265  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl dodecyl ester 370 C23H4603 1000383-16-1 53
2 1-Bromodocosane 388 C22H45Br 006938-66-5 52
3 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 50
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 43
5 4-Methyldocosane 324 (C23H48 025117-30-0 43
Abundance Scan 1779 (13.941 min): BG059007.D\data.ms (-1775) (- | m/z 57.10 100.00%
57.1
|22 14.00
bbb ]y 2205 2890 3711 434.94887 43 1g 75.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #279616: Carbonic acid, decyl dodecyl ester
57.0
5000 ]
m/z 55.10 55.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #294055: 1-Bromodocosane
57.0
—
14.00
5000 135.0 m/z 41.10 55.14%
L] ‘ ‘ h |l ] 191.0 253.0309.0
B L e A AAAmmamamss T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #148416: Hexadecane, 1-chloro- T
57.0 14.00
m/z 71.20 52.19%
5000
\‘ ‘ H\m L 175.0 260.0
H“‘H“‘H“‘H‘“H“‘H“‘H‘“H“‘H“‘H““ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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, 2,7-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.106 20.08 ng/ul 1571600  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94

Abundance Scan 1807 (14.106 min): BG059007.D\data.ms (-1801) (- | m/z 156.10 100.00%

156.1
5000 j\\
A, —

59.1 H | 14.00 14.50
HM.M,H..MH 221.4280.9 358.9 429.1 S470 m/z 141.85  67.59%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
e, =

5000
14.00 14.50
m/z 155.10  40.48%

77.0
||\ [ 4y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #33153: Naphthalene, 2,6-dimethyl-
ettt P
14.00 14.50
5000 ITI/Z 115.05 18.88%
77.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33150: Naphthalene, 2,3-dimethyl- — :
156.0 14.00 14.50
m/z 128.05 16.12%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 54
R.T. EstConc Area Relative to ISTD R.T.
14.223 5.43 ng/ul 425004  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 68
2 5-Ethyldecane 170 C12H26 017302-36-2 64
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 64
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53

Abundance Scan 1827 (14.223 min): BG059007.D\data.ms (-1823) (- | m/z 57.10 100.00%
7.1

5
5000

140.2
- 197.3 264132713906 5197 ./, 71.10  41.88%

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74019: Tridecane, 6-methyl-

57.0

5000

m/z 43.10 34.62%

‘ “ 126.0
‘\\“\‘\‘}\J\‘\‘\J‘\\‘\\\‘]\_\8\3\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45482: 5-Ethyldecane

57.0

5000 m/z 41.10 33.02%

“ 140.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #284588: Sulfurous acid, butyl heptadecyl ester ——
57.0 14.00 14.50
m/z 85.10 24.00%

) LAWKJ»/VxJAAJL\AfAMAA
| ‘ ‘ ‘ 127.0  239.0 3930

L |
LA LA LA L L L B B L L L BN B AL B T

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 Naphthalene, 1,4-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.264 20.66 ng/ul 1616760  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93

Abundance Scan 1834 (14.264 min): BG059007.D\data.ms (-1830) (- | m/z 156.10 100.00%

NILBY!

14.00 14.50
m/z 141.05 78.87%

5000 85.2

—

217.6 303.4 407.4 521.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
5000 L S
14.00 14.50
m/z 85.20 42.25%
77.0
‘\\\\’\\m\‘\‘\‘k‘\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
e o
14.00 14.50
5000 ITI/Z 43.10 37.82%
77.0
150 ik Ll e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33137: Naphthalene, 1,6-dimethyl- =G s
156.0 14.00 14.50
m/z 155.10 32.59%
5000

~
~
o

1-‘5-9\ Ll \ b At

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

SFAM-EPA-BGO91023.MA.M Sat Sep 16 ©08:02:24 2023 Page: 48



Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\

Library Search Compound Report

Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 45 Octadecane, 1-iodo- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
14.394 17.08 ng/ul 1336810  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 78
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Eicosane, 1-iodo- 408 (C20H411I 1000406-31-8 72
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 1856 (14.394 min): BG059007.D\data.ms (-1854) (- | m/z 57.10 100.00%
57.1

.

5000
=5 s
169.2 14.00 14.50
bk it 2399 3095 4356 S35 nm/z 43.10  93.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287349: Octadecane, 1-iodo-
57.0
5000 = s
14.00 14.50

m/z 71.10 63.48%
\‘\ | P70184,0 2530

’\\11‘\11\‘\\\\‘\1\\‘!\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

.

Abundance #107220: Hexadecane
57.0
= m
14.00 14.50
5000 m/z 85.15 50.14%
Ul zro 2290
’\\\\“\l\\‘\‘\‘\”\\“\\\\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane 4 =
57.0 14.00 14.50
m/z 41.10 31.96%
5000

-

| 2270 1970 281.0 394.0

1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091023\

Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.MA.M
: SVOA CALIBRATION

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

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
14.470 7.16 ng/ul 560412  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 58

Abundance Scan 1869 (14.470 min): BG059007.D\data.ms (-1866) (- | m/z 57.10 100.00%

57.1

5000

1151 18332453 32463893 4995

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance

5000

]

57.

#59059: Undecane, 2,9-dimethyl-
0

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance

5000

\\

57.

#132769: 2-Bromo dodecane

169.0
Ll 2480

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance

5000

57.

#141076: Pentadecane, 2,6,10-trimethyl-
0

: J 4270 2110

.

.
14.50

m/z 71.10  45.75%

-

T
14.50

m/z 43.10 42.24%

.

I
14.50

m/z 85.10  32.60%

.

T
14.50

m/z 41.10 32.15%

-

1

m/z--> 0 50 100 150 200 250 300 350 400 450 500

R EE R

—
14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.776 133.14 ng/ul 10418666  Acenaphthene-die 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentadecane 22 c1sHz2 060629-62-9 96

2 Nonadecane 268 C19H40 000629-92-5 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 1920 (14.770 min): BG059007.D\data.ms (-1915) (- | m/z 57.10 100.00%
7.1

5
5000

272 2123 .
L Adlifer2 2123 3008 4203 5186 ;43,19 78.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0

5000 1
14.50 15.00
m/z 71.10 64.74%

\‘ \‘\ b .111\2?]0. 21.20
‘\\\\‘\\\\I\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane
57.0

o

1450 1&00
5000 m/z 41.10 44.48%
Moo meo
m/z--> 6 Sb 160 1%0 260 2%0 360 3%0 460 4%0 560 |
Abundance #59029: Tridecane T T
57.0 14.50 15.00

m/z 85.15 41.25%

5000
“ \‘\ I Ilu2\7'0184'0

N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 48 Sulfurous acid, cyclohexylm... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
14.852 10.94 ng/ul 856045  Acenaphthene-di10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 53
2 Succinic acid, cyclohexylmethyl ... 326 C19H3404 1000389-56-3 53
3 Cyclohexane, 1l-ethyl-1-methyl- 126 CO9H18 004926-90-3 47
4 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 47
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 47

Abundance Scan 1934 (14.852 min): BG059007.D\data.ms (-1928) (- | m/z 97.10 100.00%
97.1

5000

3

— —
14.50 15.00

— “‘wﬂh‘w“ 117922303 3092 4140472 ., 5519 67.27%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est
97.0

-

5000
14.50 15.00

m/z 57.15 46.94%

| ” || 1550 2250

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #231808: Succinic acid, cyclohexylmethyl 4-octyl ester
97.0

-

14.50 15.00
5000 m/z 43.10  32.35%

41 % ‘ 197.0
Il U l N ‘\ |

|
R L A e e e R R N NN

m/z--> 0 50 100 150 200 250 300 350 400 450

%

Abundance #13268: Cyclohexane, 1-ethyl-1-methyl-
97.0 14.50 15.00
m/z 41.10 30.68%
5000
41.
"M‘”“‘MWJ"w""""‘_M,HH_HWHH_H - =
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 64
R.T. EstConc Area Relative to ISTD R.T.
15.022 4.06 ng/ul 317759  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyldodecane 198 C14H30 006117-98-2 47
2 Tetracosane 338 C24H50 000646-31-1 43
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 43
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 38
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 38

Abundance Scan 1963 (15.022 min): BG059007.D\data.ms (-1959) (- | m/z 71.10 100.00%
71.1

168.1

5000

?

15.00
2650 3409  439.1497.3
“‘:"“‘Mmf’??_m_m‘ww‘_m_ m/z 43.10  75.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74007: 2,3-Dimethyldodecane
43.0
5000 =T ;
15.00
154.0 m/z 41.10 74.23%

d ‘ uwhlh

frTT ‘HH‘H\r‘\H\’\\H‘\\H‘\\H‘H\\‘\H\‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246479: Tetracosane

.

15.00
5000 m/z 168.10  68.81%

1 ,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0 15.00

m/z 85.10 66.01%

'1%1\ L I 97:0 267.0 338.0

B

5000

| 1270 2110 296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 Carbonic acid, hexadecyl pr... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
15.099 3.45 ng/ul 269950  Acenaphthene-di10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 72
2 Tetratetracontane 619 C44H90 007098-22-8 50
3 9-Methylheneicosane 310 C22H46 070475-51-3 50
4 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 50
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 49

Abundance Scan 1976 (15.099 min): BG059007.D\data.ms (-1973) (- | m/z 57.10 100.00%

57.1
5000

I T
i 15.00 15.50
|

3.2 197.2
oA gt 28988572 4789 w/z 71.18  54.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

5000 e .
15.00 15.50

m/z 41.10 45.66%

| M?f’olgaozsgo
‘HTT‘ IH 1\\T‘H\\’\\\\‘H\\‘\\H‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0

15.00 15.50

5000 m/z 43.10 42.52%
‘”‘JJ%%191970267033704070 491.0 562.0
P b e S PR e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #212285: 9-Methylheneicosane == ‘
57.0 15.00 15.50

m/z 85.20 36.01%

5000
140.0
L] 2110 2850

‘\\\\‘\\\\‘H\\‘\\\\’\\H‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
BGO59007.D

: 12 Sep 2023 8:32

: MA/JU

: 04235-11

: 10 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
15.210 5.37 ng/ul 420242  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 52
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 52
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 50
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 50
5 Dodecane 170 C12H26 000112-40-3 49

Abundance Scan 1995 (15.210 min): BG059007.D\data.ms (-1991) (- | m/z 57.10 100.00%
7.1

5
5000
155.1

. ™
15.00 15.50

J .J..M Ay Lol 23922931 4169  527.1

O bl D R R R e SR m/z 71.10 77.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
5000 ] =

15.00 15.50
m/z 43.10 35.73%

\\J‘\J‘\\‘l\“\l\\]-fs‘?.WO\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #250928: Bacchotricuneatin ¢
71.0

=T T
15.00 15.50

5000 ITI/Z 41.10 25.34%
2.0
| %480 3420
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester — —T—
57.0 15.00 15.50

m/z 155.10  22.22%

\ R
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50

[~
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
BGO59007.D
: 12 Sep 2023 8:32

Operator : MA/JU

Sample
Misc
ALS vial : 10

Quant Method
Quant Title

TIC Library

: 04235-11

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 52 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
15.257 11.13 ng/ul 870764  Acenaphthene-di10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 74
3 Nonadecane 268 C19H40 000629-92-5 72
4 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 64
5 Tridecane, 5-methyl- 198 C14H30 025117-31-1 64
Abundance Scan 2003 (15.257 min): BG059007.D\data.ms (-2000) (- | m/z 57.10 100.00%
57.1
- M
== —
} 113.21682 B 15.00 15.50
opr kb L LU 007 2434 3204 4478 5145 ., 4319 83.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107220: Hexadecane
57.0
5000 — e
15.00 15.50
m/z 71.15 70.47%
113.0
‘\ \I‘\ ‘\“ \‘L\"‘\lﬁ-f'\”\ fJ‘-G\\g\.O\‘Z\Z\?'\?\\\ \‘ TTT \‘ TTT \‘ TTT \‘ TT \\‘ TTT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
s =
15.00 15.50
5000 m/z 85.15 60.03%
140.0
kb 2280
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane = I
57.0 15.00 15.50
m/z 41.10 35.42%
\‘ I \‘\ ‘lwli’l?\o.lego 268.0
A T —T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 53 Naphthalene, 1,6,7-trimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
15.322  15.30 ng/ul 1197270  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95

Abundance Scan 2014 (15 322 min): BG059007.D\data.ms (-2008) (-~ | m/z 155.10 100.00%
55.1
71.1
5000
= P
‘ ﬂ 9202 ‘ 15.00 15.50
o L Liif 2202 33003902  476.6532: ., 179.10  90.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000
15.00 15.50
m/z 71.10 70.84%
\\\‘TVGW\O‘\‘\‘\J\J“\h\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
i o
15.00 15.50
5000 ITI/Z 43.10 66.84%
e I RS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45541: Naphthalene, 1,4,6-trimethyl- — —
170.0 15.00 15.50
m/z 57.10 66.06%
5000
84.0 L
\\\‘\\\\‘\\\\‘\‘\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\ ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.381  25.51 ng/ul 1996180  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexacosane 366 C26H54 000630-01-3 80
3 Tridecane 184 C13H28 000629-50-5 80
4 10-Methylnonadecane 282 C20H42 056862-62-5 80
5 Hexadecane 226 Cl16H34 000544-76-3 80

Abundance Scan 2024 (15.381 min): BG059007.D\data.ms (-2019) (- | m/z 57.10 100.00%
57.1

5000

5

’ 15.00 15.50
AL 2208 s1009190  azassan L 4310 90,08
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #158598: Nonadecane
57.0

é

5000
15.00 15.50

m/z 71.10 71.15%

|| 111270 17,0 2680

‘\\H‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #275537: Hexacosane
57.0

5

15.00 15.50
5000 m/z 85.10 57.51%

\‘ || 770 197.0 267.0  367.0

ol b
[ LA L I L L B L B L L L L B R L R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500

:

Abundance #59028: Tridecane
57.0 15.00 15.50
m/z 41.10 45.57%
\‘ | ‘ | |1ﬂ27 0184.0
‘ UL ‘ T ‘\ “ L I\ T ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
BGO59007.D

: 12 Sep 2023 8:32
: MA/JU
: 04235-11

: 10 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
15.451 8.67 ng/ul 678384  Acenaphthene-di10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 80
2 Hexadecane 226 C1l6H34 000544-76-3 64
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 64
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Hentriacontane 437 C31H64 000630-04-6 59
Abundance Scan 2036 (15.451 min): BG059007.D\data.ms (-2033) (- | m/z 57.10 100.00%
57.1
\ 1550
113.1 197.2 g
bbb LI e o0 267.4 832.2 397.2  487.0 ' m/z 71.10  50.77%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #59042: Dodecane, 3-methyl-
57.0
5000 1
15.50
m/z 43.10 37.49%
‘ ‘ 155.0
\\J\‘\‘\I\\‘\J‘\‘\\\“\\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107216: Hexadecane
57.0
—
15.50
5000 m/z 85.10 31.44%
L 391s00226.0
AR o e AR RAREA R R EE o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #241461: Sulfurous acid, butyl tetradecyl ester 5
57.0 15.50
m/z 56.10 27.70%
113.0
|0 KTt =
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
15.604 14.32 ng/ul 1120470  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 92
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 76
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 74
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 70
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 70

Abundance Scan 2062 (15.604 min): BG059007.D\data.ms (-2057) (- | m/z 57.10 100.00%

57.1
5000 170.1

I
‘ M 15.50 16.00
d bbby, 22712906 36254204 4886 /7 179 10 51.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000

15.50 16.00
m/z 155.05 44.48%

76.0
1\\'l\%f\‘\l\m\‘\\A\\\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
A

o

15.50 16.00
5000 m/z 43.10 40.80%
760 “
by H“*W‘ S SARAARARAR SRR RAARARRRRS RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45540: Naphthalene, 2,3,6-trimethyl- F T
170.0 15.50 16.00

m/z 71.10 30.07%

5000
84.0 ’
cad Ji I J il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.716  99.10 ng/ul 7754290  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 93
2 Hexadecane 226 C16H34 000544-76-3 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2081 (15.716 min): BG059007.D\data.ms (-2074) (- | m/z 57.10 100.00%

57.1
5000

I
1550 15.50 16.00
A TP 2263 3060 379.8 4452 5248 L. 43,10 71.91%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107219: Hexadecane
57.0

5000 _—= .
15.50 16.00

m/z 71.10 65.05%

1 226.0
‘\\“\\‘\\\\“\F\ﬂ\}l“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107220: Hexadecane
57.0

T
15.50 16.00

o

5000 m/z 85.10 42.23%
] pz7o 2260
‘ TTT \“ L \ T ‘ Tt ‘ L ‘ T \ T ‘ TTTT ‘ TTTT ‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane T T
57.0 15.50 16.00

m/z 41.10 41.55%

h VV\/\/\JL_/\/
|| 2270 197.0 2680

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 1-Octanol, 2-butyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
15.769 7.98 ng/ul 624075  Acenaphthene-di10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 72
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 72
3 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 59
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 58
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58

Abundance Scan 2090 (15.769 min): BG059007.D\data.ms (-2086) (- | m/z 57.10 100.00%

b e 24

T
15.50 16.00

153.3 218 2 .
AR5 2182 28283444 4648 843143 10 74,00
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #61055: 1-Octanol, 2-butyl-
57.0

5000 \
15.50 16.00

m/z 55.10 65.01%

“Jl)llﬂ?ls.o‘
mi/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126384: 1-Decanol, 2-hexyl-
57.0

——
15.50 16.00
5000 m/z 71.10 57.76%

| HI\ 2240

“‘,“““‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance : i id, i

Al
#251125: Oxalic acid, isobutyl tetradecyl ester . B
57.0 15.50 16.00

m/z 41.10 42.62%

- MLM
pso 20

m/z--> 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 59 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.115 44.39 ng/ul 3473890  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 74
Abundance Scan 2149 (16.115 min): BG059007.D\data.ms (-2142) (- | m/z 57.10 100.00%
57.1
= —
‘ ‘ 1272 16.00 16.50
O AfFT2 | 2253 8121 4043 5183 ... 7116 53.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 =, =
16.00 16.50
m/z 43.10 50.73%
II‘J‘A]W??.O‘le.O’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
= —
16.00 16.50
5000 m/z 85.10 28.31%
| \ 11,1270 197.0 267.0  380.0
A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T T
57.0 16.00 16.50
m/z 41.10 25.08%
- m
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 60
R.T. EstConc Area Relative to ISTD R.T.
16.215 4.84 ng/ul 378851  Acenaphthene-d10 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 58
2 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 53
3 Oxalic acid, decyl neopentyl ester 300 C17H3204 1000309-73-4 53
4 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 52
5 Carbonic acid, dipentyl ester 202 C11H2203 002050-94-4 50

Abundance Scan 2166 (16.215 min): BG059007.D\data.ms (-2163) (- | m/z 71.10 100.00%

71.1
5000

T 1
‘ 152.9 16.00 16.50
il I J N

2345 3152 388.1451.3 517.8
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13220: 2,4,4-Trimethyl-1-hexene
43.0

IHWM“L m/z 43.10  89.73%
5000

m/z 57.10 65.16%

‘\\”\ [“ Wl]f_EkT‘]_\.?\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7590: 1-Hexene, 4,5-dimethyl-
43.0

5000 m/z 41.10 58.54%
| h J‘l ‘1120
A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199429: Oxalic acid, decyl neopentyl ester —— ——
71.0 16.00 16.50

m/z 70.20 52.07%

- w
185.0
JJ\ \ 285.0

i e —

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091023\

Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
16.268 7.89 ng/ul 617679  Acenaphthene-die 14.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 76
2 Tetratriacontane, 2-methyl- 493 C35H72 014167-65-8 76
3 Eicosane 282 C20H42 000112-95-8 62
4 Octacosane 394 C28H58 000630-02-4 62
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 58

Abundance Scan 2175 (16.268 min): BG059007.D\data.ms (-2172) (- | m/z 57.10 100.00%

57.1
5000

181.1 T —T

a2 O 2 s , 16.00 16.50
H‘wﬂ”wwﬂwwhu‘wﬁ‘u“w o843l 5211 Tnyz 43.10 83.61%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90198: Tetradecane, 3-methyl-
57.0

5000 e .
16.00 16.50

m/z 71.10 57.63%

‘ 113.0 183.0
\\J\\‘\\\‘\“!J\l\\"\\\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #336700: Tetratriacontane, 2-methyl-

57.0

T
16.00 16.50

5000 m/z 85.10 43.88%
449.0
| }‘ﬁﬁ}d}6992250281033703930 \
ek e AR R R
m/z--> 50 lOO 150 200 250 300 350 400 450 500
Abundance #176385: Eicosane T T
57.0 16.00 16.50

m/z 41.10 36.82%

ﬂ301690225028?0

J

7 —
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Data Path : Z:\
Data File : BGO

Acqg On 12
Operator : MA/
Sample . 042

Misc
ALS vial : 10

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BG091023\
59007.D

Sep 2023  8:32

Ju

35-11

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 62 (DEL) Alkane: Cyclicl6.344 Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
16.344 12.19 ng/ul 874915  Phenanthrene-di10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, undecyl- 238 C17H34 054105-66-7 72
2 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 62
3 Heptylcyclohexane 182 C13H26 005617-41-4 59
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
5 n-Tridecylcyclohexane 266 C19H38 006006-33-3 58

Abundance Scan 2188 (16.344 min): BG059007.D\data.ms (-2183) (- | m/z 83.10 100.00%
83.1
— —
‘ 169.1 ,g5 _ 16.00 16.50
oLl L7 3322 207.1 3654 4734 540. . g5 10 71.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #121344: Cyclohexane, undecyl-
83.0
5000 — —
16.00 16.50
m/z 55.10 67.23%
270|| || 1540 2380
\\\\‘\T\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85369: Cyclohexane, 1,1'-(1,3-propanediyl)bis-
83.0
— —
16.00 16.50
5000 m/z 57.10 44 .43%
‘ 208.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56964: Heptylcyclohexane e 7
83.0 16.00 16.50
m/z 41.10 40.37%
h ‘/LV\MJL
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.579 119.80 ng/ul 8598070  Phenanthrene-d10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
4 10-Methylnonadecane 282 C20H42 056862-62-5 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2228 (16.579 min): BG059007.D\data.ms (-2223) (- | m/z 57.10 100.00%
57.1

o /\‘J\/\”
T
J 1ﬂ3'1l692 16.50
O AT 7A09.2 24023031 4299 5258 /7 43.10  72.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 SR :
16.50
m/z 71.10 65.83%
126.0183.0
‘\J\I\AJI i “

[T [\‘rrr‘H\r‘HH‘HH‘HH‘HH‘\H\’HH’HH‘HH‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107220: Hexadecane

-

T
16.50
5000 m/z 85.10 43.17%

-

DO
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #228592: Tetradecane, 1-iodo- T ‘
57.0 16.50
m/z 41.10  39.05%
h /L\A/\AL
155.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 64 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
17.085 6.59 ng/ul 472798  Phenanthrene-d10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tricosane 324 C23H48 000638-67-5 83
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 81
Abundance Scan 2314 (17.085 min): BG059007.D\data.ms (-2311) (- | m/z 57.10 100.00%
57.1
o w
T
i % 3.1 211.3 17.00
Ll 289.1 36614317 5104 ./ 43.10 97.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90190: Pentadecane
57.0
5000 —— :
17.00
m/z 71.10 63.43%
‘\\l‘\‘\“‘\!\‘]\-‘I’]-\‘S\.‘\O\"\\\\z’].\‘z\.\()\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0
T
17.00
5000 m/z 41.10 51.28%
113.0
AR, a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane 7
57.0 17.00
m/z 85.10 47.02%
5000
113.0
LT 16902250 2960
P e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 Ethanol, 2-(dodecyloxy)- Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
17.149 7.32 ng/ul 525075  Phenanthrene-d10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 72
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 68
3 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 60
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 58
5 Tetratriacontane, 2-methyl- 493 (C35H72 014167-65-8 58

Abundance Scan 2325 (17.149 min): BG059007.D\data.ms (-2322) (- m/z 57.10 100.00%
57.1

5000

17.00 17.50
2169.2225 3
S Pﬁ“ww,uww oo, 31543764 4605 526, 41.10  59.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #111688: Ethanol, 2-(dodecyloxy)-
57.0

5000 — —
17.00 17.50

m/z 71.10 57.95%

113.0
‘L\HIH}I’E-‘FHJ’Klgg'O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

—
17.00 17.50

5000 m/z 43.10 53.24%
! } ‘EF5 196.0 269.0
R B B R R R R e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104596: 3-Hexadecene, (Z)- T —
41.0 17.00 17.50

m/z 85.10  43.96%

- | JJL
UL s 2240

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 66 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.372 42.02 ng/ul 3015700  Phenanthrene-d10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 87
2 Tetradecane 198 C14H30 000629-59-4 81
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 2363 (17.373 min): BG059007.D\data.ms (-2359) (- | m/z 57.10 100.00%
57.1

20 fJLV\AﬂM\AANWqMNMIA
— —
| 7.2 1972 17.00 17.50
ol LLi ff]2 197.2255.3 3250 3945 489.7 842E 1/, 43.19  73.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107221: Tridecane, 7-propyl-
43.0
5000 — —
17.00 17.50
140.0 m/z 71.10 67 .86%
‘\\‘\ “\ll\#\#‘\“\‘\!\‘\\\|\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
— ——
17.00 17.50
5000 ITI/Z 85.10 47 .62%
14270 1980
‘\\\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74012:; 3,5-Dimethyldodecane — —
57.0 17.00 17.50
m/z 41.10 39.37%
- /MW\N‘JL\A/\”
‘ ‘ 169.0
L e S s~ n m s meMSE — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091023\

Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 67 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.414  33.54 ng/ul 2467526 Phenanthrene-die 17.702

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86

Abundance Scan 2370 (17.414 min): BG059007.D\data.ms (-2366) (- m/z 57.10 100.00%
57.1

5000

-

7.2 17.50

197.3
W 1973 2000 5535 asersier L5140 s11ex
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

o

-

5000 T
17.50
m/z 43.10 56.55%

|| 2270 2110 2960

‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane

57.0

.

T
17.50
5000 m/z 85.10 44.79%

\‘ | 1270 1970  296.0

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T
57.0 17.50
m/z 41.10 35.31%

-

5000

.

| ‘ ‘ || 1270 197.0 267.0 338.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 68 unknown-06 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.

18.001 6.39 ng/ul 458747  Phenanthrene-d10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 3-cyclohexylidene-4-... 208 C14H240 1000150-19-2 46
2 2-Benzothiazolamine, 6-ethoxy- 194 CSH1eN20S 000094-45-1 46
3 2-Benzothiazolamine, 6-ethoxy- 194 C9H1ON20S 000094-45-1 43
4 Phthalide, 4,6-dimethoxy- 194 C10H1e04 058545-97-4 43
5 1(3H)-isobenzofuranone, 5,6-dime... 194 C10H1004 1010400-29-2 38

Abundance Scan 2470 (18.001 min): BG059007.D\data.ms (-2467) (- | m/z 165.10 100.00%
83.1 165.1

5000

s

S
233 356.0416.2475.7 549. 16.00

Al 9.3 5°0.0416.24/0.1 249 m/z 83.10  87.23%

miz—> O 50 100 150 200 250 300 350 400 450 500 550

Abundance #85251: 2-Hexanone, 3-cyclohexylidene-4-ethyl-
55.0

165.0

c

5000 T
18.00
m/z 194.10  80.23%

M.JH L |

‘\H\’\H\‘\le[\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #69915: 2-Benzothiazolamine, 6-ethoxy-
194.0
T
18.00
5000 m/z 43.10  59.28%
110.
27.0 1
TV 18 0 N OSSN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69914: 2-Benzothiazolamine, 6-ethoxy- —— |
165.0 18.00
m/z 82.10 55.48%
- W\/\V\M
%L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
BGO59007.D

Sep 2023  8:32

: MA/JU
: 04235-11

. 10

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 69 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.119 56.20 ng/ul 4033450  Phenanthrene-di10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 10-Methylnonadecane 282 C20H42 056862-62-5 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2490 (18.119 min): BG059007.D\data.ms (-2485) (- | m/z 57.10 100.00%
57.1

:

5000
— —
| F?7l 210.2 18.00 18.50
oAb Lirfi 21022683 36944307 5253 /7 43,10 70.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — —
18.00 18.50
m/z 71.10 66.27%
140.0

Wit |y 2260

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

57.0

.

7 —
18.00 18.50
5000 m/z 85.15 47.78%

| ‘ \ Ll ﬁ [0 1970 2960

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

.

Abundance #275537: Hexacosane 7 ——
57.0 18.00 18.50
m/z 41.10 36.09%
o /\J\M\J\M\/\/
\J || 1270 1970 2670  367.0
A A e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\

Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 70 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
18.559 14.86 ng/ul 1066740  Phenanthrene-d10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 49
2 Tetracosane 338 C24H50 000646-31-1 49
3 Octadecane 254 C18H38 000593-45-3 46
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 46
5 2-Methylhexacosane 380 C27H56 001561-02-0 46
Abundance Scan 2565 (18.559 min): BG059007.D\data.ms (-2562) (- | m/z 57.10 100.00%
5000 192.1 w
1132 s
l F i 250.3 :
b J\ c'“‘ L b M IR, SA8A 4003 48265431 n 0 43,10 91.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123959: Heptadecane
57.0
5000 — :
18.50
m/z 71.10 64.54%
\l‘\‘\“\‘f‘\”]\]"l\ﬁ]\ofj‘-e\\g\.\o‘\2\49"\0\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
N T
18.50
5000 m/z 192.10 47 .70%
113.0
| \‘\ J\ | Il | 411619'\0225'0281'033\8.0
\\\‘\\\\‘\\‘\\‘\\\‘\l‘\‘\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141058: Octadecane T
57.0 18.50
m/z 85.10 46.69%
- w
| ‘ || P890 2540
A A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 71 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.806 56.57 ng/ul 4060120  Phenanthrene-di10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Eicosane 282 C20H42 000112-95-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2607 (18.806 min): BG059007.D\data.ms (-2603) (- | m/z 57.10 100.00%
57.1
5000 MNM
— ——
1|13'2 18.50 19.00
ob AhLiL, 1822 2823 385344605078 ., 43.1p  68.75%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 — ——
18.50 19.00
m/z 71.10 65.50%
113.0
[T ] | 169:0225.0282.0
\\\\’\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane
57.0
— ——
18.50 19.00
5000 m/z 85.10 45, 26%
113.0
Lm0 2o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane “ —
57.0 18.50 19.00
m/z 41.10 33.44%
- M\/\/\Jw
\’ J ‘ J\ Illﬂ?.10\159'0225'0282'0
R R e e S aammmmanaanEa s P ——
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 72 Dodecane, 1-iodo- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
19.206 15.05 ng/ul 1080150  Phenanthrene-d10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 2675 (19.206 min): BG059007.D\data.ms (-2672) (- | m/z 57.10 100.00%

57.1
5000

H M 155.1212.1 ‘19f00‘ 19.50
ol |

78.1
ol HJM“WWH“‘“'w‘"‘ 35354148 495 m/z 43.10  92.18%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193303: Dodecane, 1-iodo-
57.0

5000 — e
19.00 19.50

m/z 71.10 66.30%

155.0
\\\‘\’\\\!\\\‘\!‘J\L\\‘\\\\‘\\2\9\6‘\(?\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane
57.0

T
19.00 19.50

5000 ITI/Z 85.10 54.92%
UL, 1690 2960
At e e e e e
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- T —
57.0 19.00 19.50
m/z 55.10  48.69%
’ 18&0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 73 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.429 56.70 ng/ul 4069110  Phenanthrene-di10 17.702
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 10-Methylnonadecane 282 C20H42 056862-62-5 90
4 Tridecane, 1-iodo- 310 C13H27I 0935599-77-0 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2713 (19.429 min): BG059007.D\data.ms (-2709) (- m/z 57.10 100.00%

57.1
5000

127.2
L AMIET2 1072 272.1 3422 4251 8295 4310 72.98%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0

5000 1

o

m/z 71.10 68.89%

‘\\‘\‘1’\‘\\\”‘]-\F\?\(‘)\\1\9\7‘\0\\\2‘6\\8\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

19.50
5000 m/z 85.10 47 .77%
L1 JF 70 1970 2060
P R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane —
57.0 19.50

m/z 41.10  35.22%

- W
154.0

I‘ il Jl N i ‘\ 267.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 74 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.999 22.16 ng/ul 4769930  Chrysene-di12 22.038
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Heptacosane 380 C27H56 000593-49-7 87
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 86
4 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 86
5 Octacosane 394 (C28H58 000630-02-4 86
Abundance Scan 2810 (19.999 min): BG059007.D\data.ms (-2806) (- | m/z 57.10 100.00%
57.1
5000 W
{ 20.00
127.2 191.1 :
ol AMLPPT21911 280435094163 4936 L usie 75.08%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0
5000 1
20.00
m/z 71.10 68.68%
L1 ‘ A27.0  226.0
\\TT‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
—
20.00
5000 m/z 85.10 44 .07%
| ‘ |11 1270 197.0 267.0 380.0 MMM
A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester —
43.0 20.00
m/z 41.10 37.55%
5000 WW
1.0
[0 _aio -
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 75 Carbonic acid, eicosyl viny... Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
20.539 17.58 ng/ul 3782740  Chrysene-d12 22.038
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, eicosyl vinyl ester 368 C23H4403

1000382-54-3 64

2 Nonadecane 268 C19H40 000629-92-5 52
3 Hexadecane 226 C16H34 000544-76-3 49
4 Tetradecane 198 C14H30 000629-59-4 49
5 Octacosane 394 C28H58 000630-02-4 49
Abundance Scan 2902 (20.539 min): BG059007.D\data.ms (-2898) (- | m/z 57.10 100.00%
57.1
5000
‘ 20.50 |
149.1 217.2 2894 :
- i i 2894 3617 47665401 /4310 69.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — :
20.50
m/z 71.10 68.90%
A kf?'ﬂoms.o 252.0 3250
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0
T \
20.50
5000 m/z 55.10  58.40%
o aerozese
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane T
57.0 20.50
m/z 83.10 52.41%
5000
7.0 226.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 76 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
20.710  20.00 ng/ul 4304180  Chrysene-di12 22.038
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 91
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
Abundance Scan 2931 (20.710 min): BG059007.D\data.ms (-2928) (- | m/z 57.10 100.00%
57.1
5000
2050 2100
127.2 : :
232.1
0 m_[u“‘ b prer oty 2021 393345015074 n/z 71.10  66.94%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298428: Eicosane, 9-octyl-
43.0
5000 —r— ——
20.50 21.00
a0 281.0 m/z 43.10 64.21%
\\"\‘\\‘\J‘\”\‘1\%‘1\??’\.3\\“\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
—— —
20.50 21.00
5000 m/z 85.10 48.93%
1 239.0
U0 S S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl- — —
57.0 20.50 21.00
m/z 55.10 35.67%
5000
UL B0 1070 2670 3650
‘H‘H"_‘H"H‘_"W‘H“H‘w“u‘u“_‘u“u‘_ P P
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091023\
Data File : BG@59007.D

Acqg On : 12 Sep 2023 8:32
Operator : MA/JU

Sample : 04235-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91023.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|
Pyrrolidine, 1-... 8.219 2.1 ng/ul 73456 1 8.324 710178 20.0
unknown-01 9.394 3.6 ng/ul 129381 1 8.324 710178 20.0
Cycloheptanol, 9.611 2.0 ng/ul 71278 1 8.324 710178 20.0
unknown-02 9.646 2.2 ng/ul 79249 1 8.324 710178 20.0
Oxalic acid, he... 9.734 5.2 ng/ul 184050 1 8.324 710178 20.0
(DEL) Alkane: S... 9.905 3.0 ng/ul 212950 2 11.168 1404610 20.0
Naphthalene, de... 10.034 3.0 ng/ul 214426 2 11.168 1404610 20.0
(DEL) Alkane: C... 10.216 5.0 ng/ul 351054 2 11.168 1404610 20.0
unknown-03 10.310 11.3 ng/ul 792605 2 11.168 1404610 20.0
(DEL) Alkane: S.. 10.410 4.5 ng/ul 316914 2 11.168 1404610 20.0
(DEL) Alkane: S.. 10.492 5.4 ng/ul 378325 2 11.168 1404610 20.0
(DEL) Alkane: S.. 10.598 4.9 ng/ul 343996 2 11.168 1404610 20.0
(DEL) Alkane: S.. 10.792 6.6 ng/ul 462436 2 11.168 1404610 20.0
(DEL) Alkane: S.. 10.945 2.2 ng/ul 155089 2 11.168 1404610 20.0
1-Methyl-3-pipe.. 10.986 2.5 ng/ul 175217 2 11.168 1404610 20.0
(DEL) Alkane: S.. 11.045 38.5 ng/ul 2700630 2 11.168 1404610 20.0
(DEL) Alkane: S.. 11.227 27.2 ng/ul 1912880 2 11.168 1404610 20.0
(DEL) Alkane: C... 11.591 4.2 ng/ul 292894 2 11.168 1404610 20.0
unknown-04 11.732 2.5 ng/ul 172228 2 11.168 1404610 20.0
(DEL) Alkane: C 11.803 23.8 ng/ul 1670500 2 11.168 1404610 20.0
(DEL) Alkane: S 11.908 8.4 ng/ul 592911 2 11.168 1404610 20.0
(DEL) Alkane: S 11.991 13.1 ng/ul 923141 2 11.168 1404610 20.0
(DEL) Alkane: S 12.085 40.6 ng/ul 2854640 2 11.168 1404610 20.0
(DEL) Alkane: S... 12.143 7.6 ng/ul 532180 2 11.168 1404610 20.0
unknown-05 12.302 4.6 ng/ul 322131 2 11.168 1404610 20.0
(DEL) Alkane: C... 12.367 9.4 ng/ul 659641 2 11.168 1404610 20.0
Phenol, p-tert-... 12.437 11.7 ng/ul 823842 2 11.168 1404610 20.0
(DEL) Alkane: S... 12.484 114.3 ng/ul 8024760 2 11.168 1404610 20.0
(DEL) Alkane: S.. 12.555 8.1 ng/ul 569653 2 11.168 1404610 20.0
(DEL) Alkane: S.. 12.690 21.7 ng/ul 1523440 2 11.168 1404610 20.0
Cyclohexane, 1,.. 12.901 14.3 ng/ul 1005000 2 11.168 1404610 20.0
(DEL) Alkane: S.. 13.101 12.3 ng/ul 963490 3 14.946 1565020 20.0
(DEL) Alkane: S.. 13.136 8.7 ng/ul 677612 3 14.946 1565020 20.0
(DEL) Alkane: C.. 13.189 27.4 ng/ul 2143380 3 14.946 1565020 20.0
(DEL) Alkane: S.. 13.277 20.4 ng/ul 1598650 3 14.946 1565020 20.0
(DEL) Alkane: S.. 13.366 14.2 ng/ul 1112030 3 14.946 1565020 20.0
(DEL) Alkane: S.. 13.413 47.6 ng/ul 3724890 3 14.946 1565020 20.0
(DEL) Alkane: C.. 13.624 2.9 ng/ul 226957 3 14.946 1565020 20.0
(DEL) Alkane: S.. 13.712 146.8 ng/ul 11486700 3 14.946 1565020 20.0
(DEL) Alkane: S... 13.859 4.0 ng/ul 316837 3 14.946 1565020 20.0
Carbonic acid, ... 13.941 7.4 ng/ul 576265 3 14.946 1565020 20.0
Naphthalene, 2,... 14.106 20.1 ng/ul 1571600 3 14.946 1565020 20.0
(DEL) Alkane: S... 14.223 5.4 ng/ul 425004 3 14.946 1565020 20.0
Naphthalene, 1,... 14.264 20.7 ng/ul 1616760 3 14.946 1565020 20.0
Octadecane, 1-i... 14.394 17.1 ng/ul 1336810 3 14.946 1565020 20.0
(DEL) Alkane: S... 14.470 7.2 ng/ul 560412 3 14.946 1565020 20.0
(DEL) Alkane: S... 14.770 133.1 ng/ul 10418000 3 14.946 1565020 20.0
Sulfurous acid,... 14.852 10.9 ng/ul 856045 3 14.946 1565020 20.0
(DEL) Alkane: S... 15.022 4.1 ng/ul 317759 3 14.946 1565020 20.0
Carbonic acid, ... 15.099 3.5 ng/ul 269950 3 14.946 1565020 20.0
(DEL) Alkane: S... 15.210 5.4 ng/ul 420242 3 14.946 1565020 20.0
(DEL) Alkane: S... 15.257 11.1 ng/ul 870764 3 14.946 1565020 20.0
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Naphthalene, 1,...
(DEL) Alkane: S...
(DEL) Alkane: S...
Naphthalene, 2,...
(DEL) Alkane: S...
1-Octanol, 2-bu...
(DEL) Alkane: S...
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane: ..
Ethanol, 2-(dod...
(DEL) Alkane: S...
(DEL) Alkane: S...
unknown-06
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane: S...
Dodecane, 1-iodo-
(DEL) Alkane: S...
(DEL) Alkane: S...
Carbonic acid,
(DEL) Alkane: S...

nunnouvévmn

S...
S...

15.
15.
.451
15.
.716
.769
16.
16.
16.
16.
16.
.085
17.
17.

15

15
15

17

17

18

19
19

322
381

604

115
215
268
344
579

149
372

.414
18.
18.
18.

001
119
559

.806
19.
.429
.999
20.
20.

206

539
710

15.
25.

14.
99.

a4,

12.
119.

42.
33.

56.
14.
56.
15.
56.
22.
17.
20.

OO NNPFPFODOUNPAPUIOWOONOUOOPRAORL, WNUVW

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

1197270
1996180
678384
1120470
7754290
624075
3473890
378851
617679
874915
8598070
472798
525075
3015700
2407520
458747
4033450
1066740
4060120
1080150
4069110
4769930
3782740
4304180
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14.
14.
14.
14.
14.
14.
14.
14.
14.
17.
.702
17.
17.
17.
.702
17.
17.
17.
.702
17.
17.
22.

17

17

17

22

946
946
946
946
946
946
946
946
946
702

702
702
702

702
702
702

702
702
038

.038
22.

038

1565020
1565020
1565020
1565020
1565020
1565020
1565020
1565020
1565020
1435430
1435430
1435430
1435430
1435430
1435430
1435430
1435430
1435430
1435430
1435430
1435430
4304180
4304180
4304180

20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.

0
(4
0
0
0
(4
0
0
0
(4
0
0
(]
(4
0
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