LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc :

ALS Vvial : 13  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_ M\Methods\SFAM-EPA-BM091024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47485.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 4.987 317 323 328 rBV 7927811 11550002 4.72% 0.480%
2 5.904 472 479 489 rVB2 20795437 34590719 14.13% 1.436%
3 6.245 526 537 541 rVB 11483475 31718868 12.96% 1.317%
4 6.381 554 560 566 rBv4 8511506 15931137 6.51% 0.662%
5 6.451 566 572 576 rBV 7743650 11302204 4.62% 0.469%
6 6.528 576 585 588 rBV3 5790729 13218960 5.40% 0.549%
7 6.787 621 629 635 rVB4 3541218 8946142 3.65% 0.371%
8 6.857 635 641 643 rBV2 6322194 11897074 4.86% 0.494%
9 6.886 643 646 651 rVB 10156843 14088343 5.75% 0.585%
106 6.945 651 656 658 rBV 14150218 20857788 8.52% 0.866%
11 6.975 658 661 666 rVB 11781240 17405073 7.11% 0.723%
12 7.051 666 674 679 rBV3 15649846 37325426 15.25% 1.550%
13 7.110 679 684 689 rVB 8210593 12509442 5.11% 0.519%
14 7.269 705 711 715 rBV2 9408700 16113045 6.58% 0.669%
15 7.316 715 719 723 rBV 9987138 12464255 5.09% 0.518%
16 7.404 726 734 739 rVB3 8181280 16243638 6.63% 0.674%
17 7.534 748 756 762 rVB3 40455492 86736271 35.43% 3.602%
18 7.875 808 814 820 rVB 16560663 26164173 10.69% 1.086%
19 7.969 820 830 833 rBV 27627481 62519980 25.54% 2.596%
20 7.998 833 835 843 rVB2 7614594 12122740 4.95% 0.503%
21 8.181 863 866 873 rVB4 6784078 12007227 4.90%  0.499%
22 8.316 883 889 893 rBV 11087288 19779370 8.08% 0.821%
23 8.428 903 908 914 rVB2 15109910 26300923 10.74% 1.092%
24 8.486 914 918 921 rBV 8963295 11910424 4.86% 0.495%
25 8.528 921 925 928 rBV2 11924486 17771712 7.26% ©.738%
26 8.563 928 931 940 rVB2 15865520 30117701 12.30% 1.251%
27 8.663 940 948 951 rBV 14131339 24448614 9.99% 1.015%
28 8.839 973 978 982 rBV 7609823 10702726 4.37% 0.444%
29 8.892 982 987 995 rVB 8664404 14275619 5.83% 0.593%
30 8.992 995 1004 1014 rBV5 12295816 35363302 14.44% 1.468%
31 9.139 1017 1029 1037 rVB 35246689 82345523 33.64% 3.419%
32 9.245 1037 1047 1055 rBV7 10070169 33456317 13.67% 1.389%
33 9.569 1100 1102 1114 rVB4 6422384 16831318 6.87% 0.699%
34 9.686 1115 1122 1127 rVB2 6562488 12144473 4.96%  0.504%
35 9.745 1127 1132 1134 rBV2 6576391 10234053 4.18% 0.425%

36 9.833 1141 1147 1161 rBV7 8069533 31155796 12.73% 1.294%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc :

ALS Vvial : 13  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_ M\Methods\SFAM-EPA-BM091024.MA.M
Title : SVOA CALIBRATION

37 9.975 1161 1171 1176 rVB 9601918 22381534 9.14% 0.929%
38 10.039 1176 1182 1186 rBV 6764470 11417885 4.66% 0.474%
39 10.198 1204 1209 1212 rVV 8237051 14147721 5.78% 0.587%
40 10.380 1234 1240 1245 rBV2 8505282 14038654 5.73% ©0.583%
41 10.457 1245 1253 1264 rVB3 3345539 9729441 3.97% 0.404%

42 10.569 1265 1272 1278 rBV5 4374731 12506215 5.11% 0.519%
43 10.680 1282 1291 1295 rVV2 30583194 71246202 29.10% 2.958%
44 10.722 1295 1298 1307 rVB2 6024203 13561796 5.54% ©.563%
45 10.804 1307 1312 1318 rBV4 13867821 24251789 9.91% 1.007%

46 10.898 1324 1328 1334 rVB2 5238976 8750064  3.57% 0.363%
47 10.992 1339 1344 1350 rVB 10924506 20602441 8.42%  0.855%
48 11.074 1350 1358 1369 rBV 26251342 48382803 19.76% 2.009%
49 11.192 1370 1378 1385 rBV2 11981210 22556979 9.21% 0.937%
50 11.604 1440 1448 1461 rVB9 5349930 18255221 7.46% 0.758%

51 11.716 1461 1467 1472 rBV2 13876232 26128601 10.67% 1.085%
52 11.780 1472 1478 1486 rVB3 9564785 20601985 8.42%  0.855%
53 11.951 1499 1507 1516 rBV 15961680 27825171 11.37% 1.155%
54 12.121 1527 1536 1539 rBV 22444553 44307554 18.10% 1.840%
55 12.151 1539 1541 1546 rVB 16694524 18446273 7.53% 0.766%

56 12.357 1567 1576 1582 rVB2 26303585 58982803 24.09% 2.449%
57 12.516 1598 1603 1606 rVV4 7475420 12422400 5.07% 0.516%
58 12.557 1606 1610 1614 rVV 6985912 11491342 4.69% 0.477%
59 12.927 1667 1673 1682 rVB4 5628388 11408059 4.66% 0.474%
60 13.068 1693 1697 1704 rVB3 8919435 13497195 5.51% ©.560%

61 13.357 1739 1746 1752 rBV 23132923 41194922 16.83% 1.711%
62 13.674 1791 1800 1801 rBV2 8468759 13691366 5.59% 0.569%
63 13.833 1822 1827 1831 rBV 8841224 17118476 6.99% 0.711%
64 13.886 1831 1836 1839 rVV2 5719092 9094090 3.71% ©.378%
65 14.010 1849 1857 1861 rBV2 10588756 20763797 8.48% 0.862%

66 14.062 1861 1866 1870 rVV5 5956005 11455281 4.68% 0.476%
67 14.192 1885 1888 1892 rVV2 6104959 9649858 3.94% 0.401%
68 14.433 1923 1929 1932 rBV 27958262 43100806 17.61% 1.790%
69 14.504 1937 1941 1947 rVB3 7899828 14977549 6.12% 0.622%
70 14.598 1953 1957 1962 rBV3 10315950 14758906 6.03% 0.613%

71 14.657 1963 1967 1970 rVV 7834330 9427429 3.85% ©.391%
72 14.727 1975 1979 1987 rVB5 5213257 12091259 4.94%  0.502%
73 14.980 2017 2022 2026 rVB2 7223023 10694055 4.37% 0.444%
74 15.045 2029 2033 2037 rBV3 8624758 12868350 5.26% ©.534%
75 15.139 2042 2049 2053 rVB 32824058 61526447 25.13%  2.555%

76 15.274 2068 2072 2075 rBV 8930637 14579958 5.96% 0.605%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc :

ALS Vvial : 13  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_ M\Methods\SFAM-EPA-BM091024.MA.M
Title : SVOA CALIBRATION

77 15.374 2082 2089 2094 rVB 23144355 37799119 15.44% 1.570%
78 15.498 2107 2110 2114 rVB 7347455 9823497 4.01% 0.408%
79 15.609 2123 2129 2133 rBV4 7153163 12443580 5.08% 0.517%
80 15.780 2152 2158 2163 rVB3 11088466 20515651 8.38% 0.852%

81 16.233 2230 2235 2238 rBV 23320619 37162939 15.18% 1.543%
82 16.262 2238 2240 2244 rVB 12750576 15450079 6.31% 0.642%
83 16.598 2293 2297 2304 rBV4 5099923 9668706 3.95% 0.401%
84 16.927 2342 2353 2361 rBV2 48676476 244820139 100.00% 10.166%
85 17.027 2365 2370 2375 rVV 21479035 32252454 13.17% 1.339%

86 17.080 2375 2379 2388 rVB2 13341002 23122585 9.44%  0.960%
87 17.262 2406 2410 2413 rBV 7069519 9553553 3.90% ©.397%
88 17.351 2422 2425 2430 rVB 8553456 11911558 4.87% 0.495%
89 17.545 2454 2458 2465 rVB5 5041482 10094481 4.12% 0.419%
90 17.762 2490 2495 2499 rVV 19402910 26327118 10.75% 1.093%

91 17.927 2519 2523 2527 rVB 11094000 13111862 5.36% ©.544%
92 18.156 2558 2562 2567 rVB3 8748805 13625973 5.57% ©.566%
93 18.450 2608 2612 2618 rVB 16901542 20729947 8.47%  ©.861%
94 19.080 2714 2719 2725 rVB2 16191037 29105342 11.89% 1.209%
95 19.621 2806 2811 2814 rVV 7889703 11536783 4.71% 0.479%

96 19.650 2814 2816 2826 rVB 9302724 11287779 4.61% 0.469%
97 20.180 2902 2906 2911 rBV 9375805 11200379 4.57% 0.465%
98 21.168 3067 3074 3085 rVB 21876270 31831537 13.00% 1.322%
99 22.150 3235 3241 3248 rVB 9042404 15407836 6.29% 0.640%
100 22.280 3256 3263 3278 rVB2 6796158 13025091 5.32% 0.541%

Sum of corrected areas: 2408291043
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM047485.D\data.ms
5e+07
7.534
4e+07 9.139
10.680
3e+07 7.869 11.074 12.357
1212}
2e+07 ; 11,5895
3 804 5 11716 !
Y u‘“ u! ; |
-r..«. '. 3.245 .,. . 111780 S
1e+07 4.987 T 9.6863 40 “ 11.604 2
0\\\‘%‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM047485.D\data.ms
16.927
5e+07
15.139
4e+07
14.433
16.233
3e+07| 13357 15.374 17]027
' 17.762 21.168
18.450 19.080 !
2e+07 4 598
515.
% 22.150
le+07

Pl TRATRRA P e L L S

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM047485.D\data.ms

5e+07

4e+07

3e+07

2e+07

le+07

e NN

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
4.987 8.83 ng/ul 11550000 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 28
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 27
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 27
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25
5 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 22
Abundance Scan 323 (4.987 min): BM047485.D\data.ms (-317) (-) m/z 43.10 100.00%
43.1
AR B
‘ ‘ H 101.1 4.60 4.80 5.00 5.20 5.40
ol Ml | 13421668 2090 2810 ./, 59,19  32.07%
m/z--> 0 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT T[T T T[T T T 11
4.60 4.80 5.00 5.20 5.40
m/z 70.10 18.18%
‘ 101.0
0 ‘ \‘\H‘\‘ ‘\““\ T \‘\ “ T T ‘ T T T ‘ L L ‘ T L T
miz--> 0 50 100 150 200 250
Abundance #4472: Pentane, 3-ethyl-
43.0
RS
4.60 4.80 5.00 5.20 5.40
5000 m/z 41.10 16.97%
0 1.0 H ‘\ “u L 100'0
7
miz--> 0 50 100 150 200 250
Abundance #4466: Pentane, 3-ethyl- BRARRSEEES S SR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 55.10  15.62%
5000
m/z--> 0 50 100 150 200 250 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.904  26.44 ng/ul 34590700 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 95
2 Nonane 128 C9H20 000111-84-2 94
3 Nonane 128 C9H20 000111-84-2 91
4 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 72
5 Tetradecane, 1-fluoro- 216 C14H29F 000593-33-9 64

Abundance Scan 479 (5.904 min): BM047485.D\data.ms (-472) (-) m/z 43.10 100.00%

43.1
5000
o M
o REEmEE
‘ “ 128 2 ) 5.60 5.80 6.00 6.20
ol p Ly mm"168.9207.0 2811 385. /7 57.10  88.30%
m/z--> 50 100 150 200 250 300 350
Abundance #14523: Nonane
43.0
5000
5.60 5.80 6.00 6.20
m/z 41.10 48.16%
1T o
O\\‘\\ \\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #14521: Nonane
43.0
5.60 5.80 6.00 6.20
5000 m/z 85.10 36.70%
85.0
WL e
0Lt N —
m/z--> 50 100 150 200 250 300 350 M—\‘/\
Abundance #14520: Nonane AT
43.0 5.60 5.80 6.00 6.20
m/z 71.10  27.53%
5000
85.0
J L o
“““ —t——r——— R AEmSSIEREE s
m/z--> 50 100 150 200 250 300 350 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Hexylene glycol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.245  24.25 ng/ul 31718900 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
3 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 53
4 Tetraglyme 222 C10H2205 000143-24-8 50
5 Hexylene glycol 118 C6H1402 000107-41-5 50
Abundance Scan 537 (6.245 min): BM047485.D\data.ms (-526) (-) m/z 59.10 100.00%
59.1
5000
R o AR B
103.1 6.00 6.20 6.40 6.60
ol M. ["T7 1450 207.12450281.0 3269 1/, 43.10 64.98%
miz-> 50 100 150 200 250 300
Abundance #10018: Hexylene glycol
59.0
5000 LA L L I L B

6.00 6.20 6.40 6.60
m/z 56.10  23.80%

150 || 1030
O \"\M\‘ ‘\‘ H‘ T \‘\ “\ LI ‘ L ‘ L ‘ L ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
S
6.00 6.20 6.40 6.60
5000 ITI/Z 45.10 19.82%
103.0
o0
miz--> 50 100 150 200 250 300
Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol R AREEREEEEE SRR
59.0 6.00 6.20 6.40 6.60
m/z 41.10 19.19%
5000
15.0‘ ‘103,0
oA L e N
m/z--> 50 100 150 200 250 300 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 unknown-01 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
6.381 12.18 ng/ul 15931100 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanesulphonylacetonitrile 189 C8H15N02S 203310-42-3 43
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
4 Hexane, 1-propoxy- 144 C9H200 053685-78-2 38
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 38
Abundance Scan 560 (6.381 min): BM047485.D\data.ms (-554) (-) m/z 43.10 100.00%
43.1
5000
85.1
“ ‘H “ ‘120_1 6.00 6.20 6.40 6.60 6.80
ol Al Ll W £777 1522 207.9 2810 np 41,10 49.62%
miz-> 50 100 150 200 250
Abundance #64045: n-Hexanesulphonylacetonitrile
43.0
5000 N N RN R R
6.00 6.20 6.40 6.60 6.80
‘ 85.0 m/z 57.10 41.56%
01\3“\0“\ h“\”“ ‘\ \‘H‘\“ T :\L3\2\0‘ L B B B B
miz--> 50 100 150 200 250
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 55.10 34.69%
85.0
ob— s
miz--> 50 100 150 200 250
Abundance #8637: Hexane, 2,4-dimethyl- AR EamEEEE
43.0 6.00 6.20 6.40 6.60 6.80
m/z 56.10 33.15%
85.0
5000
ool | luso
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
6.451 8.64 ng/ul 11302200 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 90
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 83
Abundance Scan 572 (6.451 min): BM047485.D\data.ms (-566) (-) m/z 57.10 100.00%
57.1
5000
1132 6.20 6.40 6.60 6.80
ol ddi L | 16420051 2669 355 0511 67,58
miz--> 50 100 150 200 250 300 350
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
6.20 6.40 6.60 6.80
m/z 43.10 56.51%
‘ 113.0
01\5.\0‘\‘\““\“‘\“\[\“\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #22077: Nonane, 3-methyl-
57.0
6.20 6.40 6.60 6.80
5000 m/z 41.10 41.13%
‘ 112.0
oo
m/z--> 50 100 150 200 250 300 350
Abundance #22095: Octane, 3,6-dimethyl- R BEEREEEEEE L
57.0 6.20 6.40 6.60 6.80
m/z 56.10 31.38%
5000
‘ 113.0
Y
m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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: Cyclic6.528 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
6.528 10.10 ng/ul 13219000 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 52
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 52
3 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 52
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 49
5 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 38
Abundance Scan 585 (6.528 min): BM047485.D\data.ms (-576) (-) m/z 55.10 100.00%
55.1
97.1 \\‘\\\\‘\\\\‘\\\\‘\\\\’
M ‘ 1 6.20 6.40 6.60 6.80
ob ALl 4 1421 1930 2658  885. /7 83.10  96.06%
miz--> 50 100 150 200 250 300 350
Abundance #13196: Cyclohexane, propyl-
83.0
5000{ 410
6.20 6.40 6.60 6.80
126.0 m/z 41.10 66.50%
0\\“‘\L“““‘\L‘f‘\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #13200: Cyclohexane, propyl-
83.0
 ERARsEamREEESEE LT
6.20 6.40 6.60 6.80
5000 41.0 m/z 82.10 52.20%
126.0
o"M‘p‘u“‘m‘uwH_m_m_m_m_
m/z--> 50 100 150 200 250 300 350
Abundance #13270: Cyclopentane, (2-methylpropyl)- I AARENEESRRENES
41.0 6.20 6.40 6.60 6.80
83.0 m/z 57.10 38.50%
) MM\A/
26.0
ol ““‘H M %‘ e VSR WAL SV ATmAL
m/z--> 50 100 150 200 250 300 350 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
6.787 6.84 ng/ul 8946140 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 80
2 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 64
3 Decane, 5-methyl- 156 C11H24 013151-35-4 53
4 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 52
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 47
Abundance Scan 629 (6.787 min): BM047485.D\data.ms (-621) (-) m/z 57.10 100.00%
57.1
981 [TTT T[T prrrijr1
‘ H ‘ 6.40 6.60 6.80 7.00 7.20
ol b ll] 1382 1949 2689 3400 .., 4310 69.18%
miz--> 50 100 150 200 250 300
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 BEEEEEEEEE RN N
6.40 6.60 6.80 7.00 7.20
m/z 41.10 38.48%
L peo
0\\‘\““\‘\\\H‘\‘\\\‘.\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
R R
6.40 6.60 6.80 7.00 7.20
5000 m/z 56.10 22.26%
98.0
bl ||| om0
m/iz--> 50 100 150 200 250 300
Abundance #33084: Decane, 5-methyl- AR AR
57.0 6.40 6.60 6.80 7.00 7.20
m/z 98.10 18.02%
5000
s
ol dy [ wseo LU
m/z--> 50 100 150 200 250 300 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Benzene, propyl- Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
6.857 9.09 ng/ul 11897100 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 86
2 Benzene, propyl- 120 C9H12 000103-65-1 50
3 Benzene, propyl- 120 C9H12 000103-65-1 50
4 Benzene, propyl- 120 C9H12 000103-65-1 45
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 43
Abundance Scan 641 (6.857 min): BM047485.D\data.ms (-635) (-) m/z 91.05 100.00%
91.0
43.1
5000
o ARAEEEEEETE SR
‘ ‘ ‘ 6.60 6.80 7.00 7.20
ol Alligll . |2421 1030 2650 3551y, 4310 55.01%
m/z--> 50 100 150 200 250 300 350
Abundance #10702: Benzene, propyl-
91.0
5000 L B I L LI LA B

6.60 6.80 7.00 7.20
m/z 85.10 32.75%

miz--> 50 100 150 200 250 300 350

Abundance #10700: Benzene, propyl-
91.0

o
w
[Le]
o

6.60 6.80 7.00 7.20

5000 ITI/Z 120.10 23.38%
39.0
0"\“w\w\“\“‘\w\”H‘HH‘HH‘HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #10701: Benzene, propyl- A RERRRR RS R N
91.0 6.60 6.80 7.00 7.20

m/z 41.10 21.55%

5000

w
©
o

o‘Mu"h“w‘”‘um“HH_HWHH‘HH_ B L
miz--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
6.886 10.77 ng/ul 14088300 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 83
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
5 Octadecane, 6-methyl- 268 C19H40 010544-96-4 50
Abundance Scan 646 (6.886 min): BM047485.D\data.ms (-643) (-) m/z 57.10 100.00%
57.1
98.1 N R o
‘ ‘ 1422 6.60 6.80 7.00 7.20
ol bk 1 14221810 2669 84l .., 4310  66.98%
miz--> 50 100 150 200 250 300
Abundance #22083: Nonane, 4-methyl-
57.0
5000 L B R B L BN L
6.60 6.80 7.00 7.20
m/z 71.10 42.21%
‘ ‘ 98.0
0\\“‘\‘\‘“\‘\\‘\“‘\\174\2.‘0\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #22076: Nonane, 4-methyl-
57.0
AR RS
6.60 6.80 7.00 7.20
5000 m/z 70.10 35.98%
98.0
olso Ll | w0
m/iz--> 50 100 150 200 250 300
Abundance #14594: Pentane, 2,2,3,3-tetramethyl- e R RREAEaREE SN A
57.0 6.60 6.80 7.00 7.20
m/z 41.10 31.86%
5000
‘ ‘ 99.0
01‘5‘-9‘ ‘:MM I Hw“ e e —— L et
m/z--> 50 100 150 200 250 300 6.60 6.80 7.00 7.20

SFAM-EPA-BM091024.MA.M Thu Sep 12 15:16:17 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.945 15.94 ng/ul 20857800 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 81
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 72
3 Decane 142 C1OH22 000124-18-5 64
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
Abundance Scan 656 (6.945 min): BM047485.D\data.ms (-651) (-) m/z 57.10 100.00%
57.1
A
| ﬁ'l 6.60 6.80 7.00 7.20
ol Ml Ll 1422 22002635 355 ., 43.10 90.77%
miz--> 50 100 150 200 250 300 350
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L L L I B A BN R I
6.60 6.80 7.00 7.20
50 m/z 41.10 44.98%
“ ‘ ‘ ‘ 127.0
O\\‘\"\‘1\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #193304: 1-lodo-2-methylundecane
57.0
T
6.60 6.80 7.00 7.20
5000 m/z 71.10 44 .18%
9.0
0 [ % L, 16902110 296.0
A B e
m/z--> 50 100 150 200 250 300 350
Abundance #22068: Decane REAEE A
43.0 6.60 6.80 7.00 7.20
m/z 85.10 26.33%
5000
’85.0
ST R
m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
6.975 13.30 ng/ul 17405100 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 661 (6.975 min): BM047485.D\data.ms (-658) (-) m/z 105.10 100.00%
105.1
5000
e AEERAE RS
65.1, 6.60 6.80 7.00 7.20
b i f 1402 1931 2820 n/i120.10  34.36%
miz-> 50 100 150 200 250
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 L L L L LA BN B
6.60 6.80 7.00 7.20
m/z 91.10 12.91%
39.0
0+ \‘\‘\‘“‘\YflLP\“““\“‘\‘\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 77.10 12.31%
ol B0l dh
m/iz--> 50 100 150 200 250
Abundance #10722: Benzene, 1-ethyl-2-methyl- R L
105.0 6.60 6.80 7.00 7.20
m/z 79.10 9.34%
5000
39.0
RO . N — S
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 Mesitylene Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
7.110 9.56 ng/ul 12509400 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Mesitylene 120 C9H12 000108-67-8 94
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 684 (7.110 min): BM047485.D\data.ms (-679) (-) m/z 105.10 100.00%
105.1
5000 AM\
e
30. 6.80 7.00 7.20 7.40
S — M L | 114111790 2211 2676 341 /7 176.10  47.26%
miz-> 50 100 150 200 250 300
Abundance #10692: Mesitylene
105.0
5000
6.80 7.00 7.20 7.40
m/z 77.10 12.98%
51.0
O\\\\““H\H\‘“\\‘“H‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
R A RREEERNT
6.80 7.00 7.20 7.40
5000 m/z 119.10 12.20%
39.0
miz--> 50 100 150 200 250 300
Abundance #10691: Mesitylene
105.0 6.80 7.00 7.20 7.40
m/z 91.10 11.03%
5000
39.0
m/z--> 50 100 150 200 250 300 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19

Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024 .MA.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Benzene, 1l-ethyl-2-methyl- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
7.269 12.32 ng/ul 16113000 1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 711 (7.269 min): BM047485.D\data.ms (-705) (-) m/z 105.10 100.00%
105.1
5000 j\/\/\
R ARREmELES R
391 7.00 7.20 7.40 7.60
0Ly | L1419 19402318 2810 3410 ./, 176.10  31.96%
miz--> 50 100 150 200 250 300 350
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
7.00 7.20 7.40 7.60
m/z 77.10 13.13%
39.0
O\\\‘\H‘\H\L‘!r‘[‘r”\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
R ERARRES L
7.00 7.20 7.40 7.60
5000 m/z 91.10 12.64%
e W Y
m/z--> 50 100 150 200 250 300 350
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.10 11.19%
) M
39.0 ‘
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 2-Heptanone, 4,6-dimethyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
7.316 9.53 ng/ul 12464300 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 90
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 40
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 38
5 1-Octene, 4-methyl- 126 CSH18 013151-12-7 38
Abundance Scan 719 (7.316 min): BM047485.D\data.ms (-715) (-) m/z 43.10 100.00%
43.1
5000
L ERNmEEEN s
H 271 7.00 7.20 7.40 7.60

oWl |, 127116592070 2658 3%6. ., s5g.1p  57.48%

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

Abundance #23062: 2-Heptanone, 4,6-dimethyl-

43.0
5000
85.0 7.00 7.20 7.40 7.60
m/z 69.10  40.29%
0‘\‘\M\L“hH\‘ﬂ\“‘\‘ﬂ-\z?.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
AR e
7.00 7.20 7.40 7.60
5000 m/z 85.10 36.88%
85.0
0 1420
m/z--> 0 50 100 150 200 250 300 350
Abundance #8625: Hexane, 3-ethyl-
43.0 7.00 7.20 7.40 7.60
m/z 84.10  31.52%
5000
85.0
oz'Q‘H‘ | “M‘ S B N s
m/z--> 0 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.534 66.30 ng/ul 86736300 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 64
3 Mesitylene 120 CO9H12 000108-67-8 64
4 Decane 142 C1eH22 000124-18-5 64
5 Tetradecane 198 C14H30 000629-59-4 49
Abundance Scan 756 (7.534 min): BM047485.D\data.ms (-748) (-) m/z 57.15 100.00%
57.1
105.2
5000
7.207.407.60 7.80 |
142.3 . . . : :

oL “H Wbl 707 1782 2212 2811 yp 4315  78.82%

miz-> 50 100 150 200 250

Abundance #22067: Decane

43.0
5000 T T T T[T T T T T
7.20 7.40 7.60 7.80
85.0 m/z 105.15  75.45%
‘ | ‘ 142.0
O\\‘\‘i““\‘\\‘\”‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 71.15 50.76%
39.0
D . I Y
miz--> 50 100 150 200 250
Abundance #10692: Mesitylene AT T
105.0 7.20 7.40 7.60 7.80
m/z 41.10 41.45%
5000
51.0
o W I S
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.969 47.79 ng/ul 62520000 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
Abundance Scan 830 (7.969 min): BM047485.D\data.ms (-820) (-) m/z 57.15 100.00%
57.1
- M\\/W\/\/\
R e R REaa REE
‘ ‘ ‘93_2 7.60 7.80 8.00 8.20
ol W LI, 18721669 2020 2671 ./, 41.10  35.06%
miz-> 50 100 150 200 250
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
5000 L L L N B LA BN I
7.60 7.80 8.00 8.20
m/z 43.10 33.06%
27,0 ‘ ‘98-0
0 \h“ ‘\‘ ‘h‘\ “\‘ \“\““ \‘]\-39(\)‘ L B B B B B B B B
miz--> 50 100 150 200 250
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
R AR Raaa aEr
7.60 7.80 8.00 8.20
5000 m/z 55.10 26.01%
27,0
L] e
o 0
miz--> 50 100 150 200 250
Abundance #15694: 1-Hexanol, 2-ethyl- e AR RRRS
57.0 7.60 7.80 8.00 8.20
m/z 70.10 24.64%
5000
L L e
ol L — A ) A
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20

SFAM-EPA-BM091024.MA.M Thu Sep 12 15:16:26 2024 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Benzene, 1,2,3-trimethyl- Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
7.998 9.27 ng/ul 12122700 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 835 (7.998 min): BM047485.D\data.ms (-833) (-) m/z 105.10 100.00%
105.1
5000
51.1 7.60 7.80 8.00 8.20 8.40

0L L1 11891 1780 229.9 2658 /7 170.10  42.90%

miz-> 50 100 150 200 250

Abundance #10692: Mesitylene

105.0
5000 B B LU B
7.60 7.80 8.00 8.20 8.40
m/z 77.10 11.78%
51.0
O T T T ‘\ “‘H H\H T ‘H\ \‘ “‘ T H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
BREARRAREE S S
7.60 7.80 8.00 8.20 8.40
5000 m/z 119.10 11.35%
39.0
ol bp g}
miz--> 50 100 150 200 250
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.60 7.80 8.00 8.20 8.40
m/z 91.10 10.75%
- MM
39.0
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 (DEL) Alkane: Cyclic8.181 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
8.181 9.18 ng/ul 12007200 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 83
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 78
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 72
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 72
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
Abundance Scan 866 (8.181 min): BM047485.D\data.ms (-863) (-) m/z 83.10 100.00%
3.1
- m
RBERRE T e e
41"1 m | 14?-2 7.80 8.00 8.20 8.40 8.60
ob— bl py o} 1962 2639 341 /7 55,10 68.83%
miz--> 50 100 150 200 250 300
Abundance #20675: Cyclohexane, butyl-
83.0
5000 U L LU R
41.0 7.80 8.00 8.20 8.40 8.60
' 140.0 m/z 82.10 62.99%
O\\H\‘\H““‘\Lh\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #20677: Cyclohexane, butyl-
83.0
R AR RER R
7.80 8.00 8.20 8.40 8.60
5000 410 m/z 67.10 22.82%
140.0
Ll T
m/iz--> 50 100 150 200 250 300
Abundance #20678: Cyclohexane, butyl- R RREE s e e
83.0 7.80 8.00 8.20 8.40 8.60
m/z 69.10 19.21%
5000
41.0
140.0
ol L L“““u“‘l ! S ‘ LR A
m/z--> 50 100 150 200 250 300 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.316 15.12 ng/ul 19779400  1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 50
Abundance Scan 889 (8.316 min): BM047485.D\data.ms (-883) (-) m/z 83.10 100.00%
3.1
41.1,
140.1 R e
‘ ‘ 8.00 8.20 8.40 8.60
ol g L2070 2670 385,y 6910 50.77%
miz--> 50 100 150 200 250 300 350
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L L R R IR B
a1 8.00 8.20 8.40 8.60
140.0 m/z 55.10 36.69%
O\\N\L““H\‘\‘\‘\‘h‘\\‘\!‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
A e A
8.00 8.20 8.40 8.60
5000 m/z 56.10 32.96%
41-1 140.0
0 A‘L““““‘ P
m/z--> 50 100 150 200 250 300 350
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- R EABRRESEEEE S R
83.0 8.00 8.20 8.40 8.60
m/z 41.10 28.77%
50001 41.0
LT
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 unknown-02 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.428 20.10 ng/ul 26300900 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydratropic acid, isohexyl ester 234 C15H2202 1000415-06-2 47
2 Decane, 5-methyl- 156 C11H24 013151-35-4 46
3 Nonane, 5-methyl- 142 C10H22 015869-85-9 38
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 35
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 35

Abundance Scan 908 (8.428 min): BM047485.D\data.ms (-903) (-) m/z 105.10 100.00%

57.1 105.1
5000
‘ ‘ 8.20 8.40 8.60 8.80
ol ‘H‘w‘! I \““““‘1?‘?"2?94‘-9 2679 855 .7 57.10  99.48%
miz--> 50 100 150 200 250 300 350
Abundance #116141: Hydratropic acid, isohexyl ester
105.0
43.0
5000 L B L I LN B
8.20 8.40 8.60 8.80
m/z 43.10 64.23%
0 \H\ ‘\‘H ‘”“\ ‘\ M\‘\‘ “\ T \‘1\5‘1"\0\ T ‘2\1\9\0\ L I
miz--> 50 100 150 200 250 300 350
Abundance #33084: Decane, 5-methyl-
57.0
A R
8.20 8.40 8.60 8.80
5000 m/z 85.10 39.25%
T
oLl aseo
m/z--> 50 100 150 200 250 300 350
Abundance #22075: Nonane, 5-methyl- R RRRERER S
43.0 8.20 8.40 8.60 8.80
m/z 41.10 31.74%
85.0
5000
I T S
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS Vvial : 13  Sample Multiplier:

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

\Data\BM@91124\

1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
tion 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 48

R.T. EstConc Area
8.486 9.10 ng/ul 11910400
Hit# of 5 Tentative ID

1 Heptane, 3,3,5-trimethyl-

2 4-Methyl-3-heptanol, pentafluoro...
3 2-Propyl-1-pentanol, 2-methylpro...
4 Sulfurous acid, octyl 2-pentyl e...

5 Heptane, 3,3,5-trimethyl-

Relative to ISTD R.T.
1,4-Dichlorobenzene-d4 7.875

MW MolForm CASH# Qual

142 C1OH22 007154-80-5 72

276
200

142

C11H17F502

C12H2402

264 C13H2803S

C10H22

1000365-51-7 72
1000447-36-4 72
1000309-15-7 72
007154-80-5 72

Abundance Scan 918 (8.486 min): BM047485.D\data.ms (-914) (-)

71.1

m/z 71.10 100.00%

%

5000
A e
11‘2'1 8.20 8.40 8.60 8.80
ol “WJM Lo L. 15621041232.0269.0 341 n/; 43,10 85.95%
miz--> 100 150 200 250 300
Abundance #22120: Heptane, 3,3,5-trimethyl-
71.0
5000 L L R I L BN R
8.20 8.40 8.60 8.80
m/z 57.10 70.33%
277 113.0
O T \‘\ ‘\“‘H\ ‘\‘\ ‘ \‘\ T ‘ L ‘ L ‘ L ‘ L ‘
miz--> 50 100 150 200 250 300
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate
71.0
R e
8.20 8.40 8.60 8.80
5000 m/z 70.10 33.85%
119.0
29.0
o \\M‘J‘ |l 1630 206.0
R “ e B
miz--> 50 100 150 200 250 300
Abundance  #75829: 2-Propyl-1-pentanol, 2-methylpropionate A RARRwEEEE
71.0 8.20 8.40 8.60 8.80
m/z 41.10 32.89%
5000
112.0
27.0
| | | H ‘ 157.0
ol d by L 2 e
m/z--> 50 100 150 200 250 300 8.20 8.40 8.60 8.80

SFAM-EPA-BM091024.MA.M Thu Sep 12 15:16:32 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19

Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024 .MA.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 22 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
8.528 13.58 ng/ul 17771760  1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 93
Abundance Scan 925 (8.528 min): BM047485.D\data.ms (-921) (-) m/z 119.10 100.00%
119.1
5000
301 77"1‘ 8.20 8.40 8.60 8.80
ol L] 1158.2 19112211 2659 m/z 105.10  58.68%
miz-> 50 100 150 200 250
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 134.05 50.18%
39.0 77-0‘ |
O\\‘\‘\“‘\‘\‘”\\“”\M‘!\H\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #17032: Benzene, 1,2-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.10 49.01%
39.0 77.0
ol wuu‘Huﬂjuﬂl““ S —
m/iz--> 50 100 150 200 250
Abundance #17031: Benzene, 1,4-diethyl-
119.0 8.20 8.40 8.60 8.80
m/z 92.10 15.54%
5000
41.0 7.0
B SIS T I S —
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 26
R.T. EstConc Area Relative to ISTD R.T.
8.663 18.69 ng/ul 24448600 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 94
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 72
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 72
5 Nonane, 1-iodo- 254 (C9H191 004282-42-2 64
Abundance Scan 948 (8.663 min): BM047485.D\data.ms (-940) (-) m/z 57.10 100.00%
57.1
- M
e RN mEE N L
12‘6-2 8.40 8.60 8.80 9.00
ol Ldidiy, | 16612070 2658 3550 .., 7110  76.24%
miz--> 50 100 150 200 250 300 350
Abundance #33092: Decane, 3-methyl-
57.0
5000
8.40 8.60 8.80 9.00
m/z 43.10 62.51%
127.0
O\‘\‘\““\H‘\”\”‘\\“\\|\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #59030: Nonane, 5-butyl-
71.0
R ARERREEN SRR e
8.40 8.60 8.80 9.00
5000 m/z 85.10 49.,09%
126.0
29.0 ‘
o““mmwwH“‘,“18‘4;0‘””_“_m_
m/z--> 50 100 150 200 250 300 350
Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0 8.40 8.60 8.80 9.00
m/z 41.10 46.93%
5000
126.0
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 o-Cymene Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
8.892 10.91 ng/ul 14275600 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C1leH14 000527-84-4 97
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 p-Cymene 134 C1oH14 000099-87-6 95
Abundance Scan 987 (8.892 min): BM047485.D\data.ms (-982) (-) m/z 119.10 100.00%
119.1
5000 T
39.1 77,1‘ ‘ 8.60 8.80 9.00 9.20
b ¥ b 1)1 156.1 190.9221.1 28301 y/; 9134 05 28.04%
miz-> 50 100 150 200 250
Abundance #16996: o-Cymene
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.10 16.20%
390 77 ‘
O\‘\‘\ ‘\‘ i“‘\”\‘”\ ‘\‘”“H\M\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #16998: o-Cymene
119.0
8.60 8.80 9.00 9.20
5000 m/z 120.10 10.08%
410 77.0
] i A | —
miz--> 50 100 150 200 250
Abundance #16997: 0-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 77.10 8.47%
5000
41.0 77.0 ‘
ob—dpud bkl 4 R Ak
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.139  62.95 ng/ul 82345500 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 90
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 1029 (9.139 min): BM047485.D\data.ms (-1017) (-) m/z 57.15 100.00%

57.1
- Lﬂw&
8.809.00 9.209.40
98.2 156.3 . : : :
ob——A ‘H L | o 71982 @ 2629 m/z 43.10  75.63%
miz--> 50 100 150 200 250
Abundance #33077: Undecane
57.0
5000 I R R R
8.80 9.00 9.20 9.40
m/z 71.15 60.60%
O 2&\0 ‘“‘\ ‘!‘ 99.0 T ‘\ \1’5‘6\.()\ T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
R A RRARREAE
8.80 9.00 9.20 9.40
5000 m/z 41.10 38.51%
97.0
0280, L 1| 190 1820 2200 297
m/iz--> 50 100 150 200 250
Abundance #107217: Hexadecane R Rmma
57.0 8.80 9.00 9.20 9.40
m/z 85.15 37.39%
99.0
o250, | | a0 1m0 200
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19

Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 unknown-03 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.245  25.57 ng/ul 33456300 1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, (2-methoxy-2-propenyl)-
2 4-Methylphenyl acetone

148 C10H120
148 C10H120

026473-60-9 41
002096-86-8 38

3 Benzene, 1-methyl-4-(1-methylpro... 148 Cl1H16 001595-16-0 38
4 4-Methylphthalaldehyde 148 C9H802 015158-36-8 30
5 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 30

Abundance Scan 1047 (9.245 min): BM047485.D\data.ms (-1037) () | m/z 105.10 100.00%
57.1 10b.1
5000 148.1
“ ‘ ‘ 9.00 9.20 9.40 9.60
0 gl 1. 2019 2658  356. .. 57 19  87.71%
miz--> 50 100 150 200 250 300 350
Abundance #26265: Benzene, (2-methoxy-2-propenyl)-
105.0 148.0
5000 I UL LA I L B
9.00 9.20 9.40 9.60
m/z 119.18  55.96%
O L ‘ T \‘\ L ‘ L ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #26208: 4-Methylphenyl acetone
105.0
9.00 9.20 9.40 9.60
so00] 430 m/z 41.10  55.15%
148.0
AP 0 U S I
m/z--> 50 100 150 200 250 300 350
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)- R R RREE
119.0 9.00 9.20 9.40 9.60
m/z 43.10 51.17%
- A\/VAA/\/\AJA¥A/\\fV
41.0
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 29 (DEL) Alkane: Cyclic9.686 Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
9.686 3.41 ng/ul 12144500 Naphthalene-d8 10.675

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (1,1-dimethylethyl)- 126 C9H18 003875-52-3 38
2 3-Aminopiperidine-2,6-dione 128 C5H8N202 002353-44-8 36
3 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 33
4 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 25
5 3,4,5-Trimethyldihydrofuran-2-one 128 C7H1202 1000194-05-2 9

Abundance Scan 1122 (9.686 min): BM047485.D\data.ms (-1115) (-) m/z 56.10 100.00%

56.1
5000

M ‘ 11‘1-1 571 9.50 10.00

ol 1 | [ *STl1e70 2658 m/z 57.10  42.64%

miz-> 50 100 150 200 250

Abundance #13277: Cyclopentane, (1,1-dimethylethyl)- M
56.0

5000 1
9.50 10.00

m/z 69.10  31.85%

111.0
‘2‘61‘0\_\““\““‘\”‘_H‘_‘H_H‘
miz--> 50 100 150 200 250
Abundance #13808: 3-Aminopiperidine-2,6-dione
56.0

T
9.50 10.00

o

5000 m/z 41.10 25.64%
100.0
NN
m/z--> 50 100 150 200 250
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane —— ——
56.0 9.50 10.00

m/z 55.10 21.41%

5000
111.0
145.0
89 | || 199.0

——
miz--> 50 100 150 200 250 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
9.975 6.28 ng/ul 22381500 Naphthalene-d8 10.675

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 72
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 59
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 59
5 Nonadecane 268 C19H40 000629-92-5 59

Abundance Scan 1171 (9.975 min): BM047485.D\data.ms (-1161) (-) m/z 57.10 100.00%
57.1
e
‘ ‘ 112.2 10.00
ol b dhdy [ 1522 1001 2656 3410 ./, 43,10  52.78%
miz--> 50 100 150 200 250 300 350
Abundance #33078: Undecane
43.0
5000 IR
10.00
85.0 m/z 71.10  46.98%
Ll o
O\\\“\‘\‘\‘\“‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #74011: Tridecane, 6-methyl-
57.0
e
10.00
5000 ITI/Z 41.10 33.77%
‘ F&O
ol ALl 001830
m/z--> 50 100 150 200 250 300 350
Abundance #45506: Decane, 3,6-dimethyl- ——
57.0 10.00
m/z 85.10 20.08%
5000
“ 113.0
I . R Il
m/z--> 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
10.039 3.21 ng/ul 11417900  Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 49
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 43
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 43
4 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 38
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 38

Abundance Scan 1182 (10.039 min): BM047485.D\data.ms (-1176) (- | m/z 43.10 100.00%

43.1
105.1
5000
148.1 —— ‘
LAl
ol M WLl g | 180.1 22082659 7 7119 99.21%
m/z--> 0 50 100 150 200 250
Abundance #45496: Undecane, 4-methyl-
43.0
5000 T ‘
10.00
85.0 m/z 105.05 65.78%
O ‘ T \“\ ‘\ ‘h‘\ \H‘\ ‘ \1\2?\-0\ ‘1779.9\ ‘ L L ‘ T L T
m/z--> 0 50 100 150 200 250
Abundance #4475: Pentane, 3,3-dimethyl-
43.0
1 \
10.00
5000 ITI/Z 57.10 54.73%
85.0
01"0“““‘\“‘M!u‘_”‘_”w””_‘”
m/z--> 0 50 100 150 200 250
Abundance #4481: Pentane, 3,3-dimethyl- T ‘
43.0 10.00
m/z 106.10 51.71%
5000
85.0
oo UL
m/z--> 0 50 100 150 200 250 10.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
BM047485.D

: 11 Sep 2024 17:19
: RC/JU
: P3878-12

: 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024 .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 40 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
11.192 6.33 ng/ul 22557000 Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 50
2 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 50
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 49
4 1,2-Cyclohexanediol, 1-methyl-, ... 130 C7H1402 019534-08-8 45

5 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 43

Abundance Scan 1378 (11.192 min): BM047485.D\data.ms (-1370) (- m/z 43.10 100.00%
3.1

43.
5000

112.2 —r —r
H ‘ 155.2 11.00 11.50
ol b dl b [, 19521041 2676 356 .., 71.19  85.79%
m/z--> 0 50 100 150 200 250 300 350
Abundance #59044: Dodecane, 4-methyl-
43.0
5000 o —5
5.0 11.00 11.50

m/z 70.10  39.13%

‘ 140.0
O ‘ L ‘\ ‘\ ‘h‘\ ‘\‘ \M\ “‘ \‘ L U ‘ \J\-8\4\.c‘) T 1T ‘ T 1T ‘ T 1T ‘ T
m/z--> 0 50 100 150 200 250 300 350
Abundance #7590: 1-Hexene, 4,5-dimethyl-

43.0

e
11.00 11.50
5000 m/z 57.10  38.16%

\M \‘\ \‘\4'0
o TR I e

m/z--> 0 50 100 150 200 250 300 350
Abundance #8662: Pentane, 2,3,4-trimethyl- 7 7
43.0 11.00 11.50

m/z 41.10 28.62%

20 ||| 830

05 P —— ——
miz--> 0 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024 .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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
12.121 12.44 ng/ul 44307660 Naphthalene-ds 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 Cl32s 000629-50-5 94

1000383-11-5 90
1000382-54-5 83

2 Carbonic acid, octadecyl prop-1-... 354 C22H4203
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203

4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 78
Abundance Scan 1536 (12.121 min): BM047485.D\data.ms (-1527) ({ | m/z 57.10 100.00%
57.1
o —
“ ‘ 99.2 1412 1842 12.00 12.50
ob A Ly, 1412 1832 2210 2640 m/z 43.10  75.71%
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
5000 s =
12.00 12.50
m/z 71.10 66.87%
51200 ‘\‘ | | 1990 1410 1840
T T T \ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘
miz--> 100 150 200 250
Abundance #264109. Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
P =
12.00 12.50
5000 m/z 85.15 41.78%
970
0 ‘Z‘QL‘O\“\ \‘ H‘\ \\\‘\H H ;390 : ]"8‘2‘0 ‘22‘4‘0‘ - ‘2‘97“
miz--> 50 100 150 200 250
Abundance #178950: Carbonic acid, tetradecyl vinyl ester == =
57.0 12.00 12.50
m/z 41.10 38.18%
5000
97.0
0 26&0“\\ m H‘\ \‘ ‘H | \\1400 19§0 2410
—_— — R
m/z--> 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 46 (DEL) Alkane: Cyclic12.151 Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.

12.151 5.18 ng/ul 18446300 Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 38
2 1,3-Dimethyl-5-isobutylcyclohexane 168 C12H24 013131-76-5 36
3 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 23
4 Butanoic acid, 4-(acetylamino)-2... 232 C9H20ON203Si 1000506-81-1 10
5 3-Hexanone, 6-methoxy-2-methyl- 144 C8H1602 017429-05-9 9

Abundance Scan 1541 (12.151 min): BM047485.D\data.ms (-1539) (- m/z 56.10 100.00%

56.1
5000 111
157.2

[ [
| | ‘ ‘ 199.2 12.00 12.50
1 L

e e b b Ll D0 2294 2678 s 73,10 96.14%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0
5000 111.0

12.00 12.50
m/z 69.10  93.53%

“
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #43597: 1,3-Dimethyl-5-isobutylcyclohexane
69.0

——
41.0 111.0 12.00 12.50
5000 m/z 55.10 81.16%

m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance  #20780: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans- —
69.0 12.00 12.50
m/z 111.10  48.03%

111.0
5000
41.0
ob Ll 1400

T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00 12.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.068 18.02 ng/ul 13497200  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
2 Triacontane 422 C30H62 000638-68-6 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 62
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 58
Abundance Scan 1697 (13.068 min): BM047485.D\data.ms (-1693) (- | m/z 57.10 100.00%
57.1
- UWW\JA
T \
‘ 05.1 176.2 13.00
o Ld LUl 17622270 2811 L 7110 92.63%
miz--> 50 100 150 200 250 300 350 400
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 e :
13.00
m/z 43.10 53.63%
113.0
O \\‘\‘\“‘\‘!‘\h‘\”‘ \“\1\\‘\178\3\.?\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
T \
13.00
5000 m/z 85.10 39.57%
13.0
0 oL h‘ I 1\69'\0‘2‘25‘0 281.0 337.0 42?'(
A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #90204: Dodecane, 2,7,10-trimethyl- ——
57.0 13.00
m/z 41.10 34.68%
h WL
113.0
oL b by, 1830 -
m/z--> 50 100 150 200 250 300 350 400 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Naphthalene, 1,3-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.674 18.28 ng/ul 13691400  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1800 (13.674 min): BM047485.D\data.ms (-1791) (- | m/z 156.10 100.00%

156.1
5000

115.1 S L

39 77.1 H 13.50 14.00
oLkt | ‘MM“?Qf? 2490 385 n/z 141.05  70.50%
miz--> 50 100 150 200 250 300 350
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000
13.50 14.00

m/z 155.10  37.79%

76.0 ‘
O T \?9‘\.9‘ \h T “‘\ ‘\ T \“‘\ \ ‘H\ LI ‘ L ’ LI ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #33157: Naphthalene, 1,7-dimethyl-
156.0
=

13.50 14.00
5000 m/z 115.10 17.72%
o0 O
m/z--> 50 100 150 200 250 300 350
Abundance #33150: Naphthalene, 2,3-dimethyl- o
156.0 13.50 14.00

m/z 128.05 16.47%

5000
115.0
20760 " |

ob—ptidt e e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Naphthalene, 1,7-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.833  22.86 ng/ul 17118500  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1827 (13.833 min): BM047485.D\data.ms (-1822) (- | m/z 156.10 100.00%
156.1
5000
115.1
771 ‘ ‘ ‘ 13.50 14.00
YL S I g“‘ o 2042 2711 885 m/z 141.05  90.03%
m/z--> 50 100 150 200 250 300 350
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000
13.50 14.00
m/z 155.10 29.12%
77.0 115.0
0 T \‘3\9‘\.3\“\‘“‘\ ‘\ ‘ \‘\“h\ H“‘H\ LI ‘ L ’ T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
= o=
13.50 14.00
5000 m/z 115.10  19.76%
w0 |
T O I ——
m/z--> 50 100 150 200 250 300 350
Abundance #33162: Naphthalene, 1,6-dimethyl- — ——
156.0 13.50 14.00
m/z 128.05 17.03%
5000
77.0 115.0
o9 h Ll M
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Succinic acid, isohexyl tet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.010  27.73 ng/ul 20763800  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, isohexyl tetrahyd... 286 C15H2605 1000329-86-4 53
2 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 50
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 49
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 47
Abundance Scan 1857 (14.010 min): BM047485.D\data.ms (-1849) (- | m/z 71.10 100.00%
71.1
5000
4111
T \
L, e
ol b bl b T 196222632571 s 57 10 94.65%
miz-> 50 100 150 200 250
Abundance #181110: Succinic acid, isohexyl tetrahydrofurfuryl ester
71.0
5000 —— :
14.00
m/z 43.10 75.78%
101.0
40, ‘ | 158.0 203.0
O ‘\M‘h\”“ Tl H\H\ T T “\ T “\ L
miz--> 50 100 150 200 250
Abundance #59109: Nonane, 5-methyl-5-propyl-
71.0
T \
14.00
5000 m/z 85.10 44 ,54%
410 127.0
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- — ‘
57.0 14.00
m/z 41.10 35.00%
- V\A/\M
o h | ‘ 11301430 1830 2530 2064
e —
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 51 Naphthalene, 2,3-dimethyl- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
14.063 15.30 ng/ul 11455300  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1866 (14.062 min): BM047485.D\data.ms (-1861) (- | m/z 141.05 100.00%
141.1
69.1 LI ‘
111.1 1932 14.00
ol— ‘39\“1]}\\\‘\“\“\‘; HH\HMMH‘ hu‘\ \ﬁ“\\m; “H‘ m Ly ‘2‘26‘2‘2‘57‘2‘ : m/z 156.10 96.18%
miz--> 50 100 150 200 250
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
5000 T
14.00
m/z 155.10  24.75%
115.0
300 760 17
O\\\‘\“\”1‘”‘\\‘\‘\H\‘\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
m [
14.00
5000 m/z 115.10 22.89%
770 115.0
39.0 '
[} m— I i‘ ‘\‘\ “\\H\‘ " T ““ \“\‘ U ‘l“lm‘ P
m/iz--> 50 100 150 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 14.00
m/z 137.05 16.78%
B \/J\M\M
115.0
39.0 710 ‘ |
ol S o
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 52 Sulfurous acid, 2-ethylhexy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.433  57.55 ng/ul 43100800  Acenaphthene-di10 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 80
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 78
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 78
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
Abundance Scan 1929 (14.433 min): BM047485.D\data.ms (-1923) (- | m/z 57.15 100.00%
57.1
o JAAJkVVJv/\A\AVNA,Jv
122 450
ol u“p‘u “‘!‘ Il 1852 2123 2711 3550 .., 71.15  83.44%
miz--> 50 100 150 200 250 300 350
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 1
14.50
m/z 43.10 57.81%
‘ ‘ 113.0
O\“\‘\‘ ‘\‘H‘\“‘\h‘\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
——
14.50
5000 m/z 85.15 37.08%
‘ 113.0
A VO
m/z--> 50 100 150 200 250 300 350
Abundance #107223: Tridecane, 5-propyl- —
57.0 14.50
m/z 41.10 31.60%
5000
112.0
oLy D 10560 -
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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, 2,3,6-trimethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
14.980 14.28 ng/ul 10694100  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95

Abundance Scan 2022 (14.980 min): BM047485.D\data.ms (-2017) (- | m/z 170.10 100.00%
170.1
- I MM/\J\\_/
‘ ‘ 128.1 ‘15‘00‘
ol w‘ by “ - Ay ‘w“‘“m 21822862 3421 /7 155.10  91.12%
miz--> 100 150 200 250 300 350
Abundance #45538. Naphthalene, 2,3,6-trimethyl-
170.0
5000 T
15.00
m/z 71.10 39.41%
128.0
290700 ] |
O\\\\“\‘\‘\““\\\H\‘\“\“\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
e
15.00
5000 m/z 43.10 31.91%
39.0 76.0 12‘80 “ |
Y B . —
m/z--> 50 100 150 200 250 300 350
Abundance #45540: Naphthalene, 2,3,6-trimethyl- e
170.0 15.00
m/z 57.10 24.83%
5000
84.0 128.0
oL SO B TN o
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
15.045 17.18 ng/ul 12868400  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 93
2 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 93
3 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 87
4 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 86
5 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 86
Abundance Scan 2033 (15.045 min): BM047485.D\data.ms (-2029) (- | m/z 57.10 100.00%
57.1
- T Mmjt
133.1
T \
1 76.1 15.00
oL—dbpli L2831 885 sz 71.10  98.24%
miz--> 50 100 150 200 250 300 350
Abundance #111921: Phenol, 2,3,4,6-tetrachloro-
232.0
5000 — :
131.0 15.00
m/z 43.10 93.79%
61.0 194.0
0l2.0
miz--> 50 100 150 200 250 300 350
Abundance #111914: Phenol, 2,3,5,6-tetrachloro-
232.0
T \
15.00
5000 m/z 83.10 68.08%
1310 194.0
oy
oLz il W b N
m/z--> 50 100 150 200 250 300 350
Abundance #111917: Phenol, 2,3,4,6-tetrachloro- —— ‘
232.0 15.00
m/z 85.10 63.53%
- »JV\,fJVd\A\waAwa
0 T -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 55 Naphthalene, 1,6,7-trimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
15.274  19.47 ng/ul 14580000  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 91
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 90
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 78
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 78

Abundance Scan 2072 (15.274 min): BM047485.D\data.ms (-2068) ({ | m/z 170.10 100.00%
1

170.
5000
200.2

57.1 o4 128.1 15.00 15.50
ol ' - 255.3 m/z 185.15  95.959
‘\\\\‘H\\‘HH‘HH‘HH‘HH‘\H . . (]
miz--> 20 40 60 80 100120140160 180200 220240260280
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
5000 — —r—
15.00 15.50

m/z 155.10  44.15%

128.0
’\fﬁ][-;(\)f\‘f\\\8‘§.\\0\‘\\\‘\‘\‘1‘\\“‘\\‘H”‘\H;H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0

— —
15.00 15.50

o

5000 m/z 200.20 30.32%
128.0
0,30 780 0L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45541: Naphthalene, 1,4,6-trimethyl- — =
170.0 15.00 15.50

m/z 153.05 16.69%

- JUUJM
510 840 1280 |

‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.374 50.47 ng/ul 37799100  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2089 (15.374 min): BM047485.D\data.ms (-2082) ({ m/z 57.10 100.00%
57.1
o WMJJ
— ——
‘ 99.2 1402 9263 15.00 15.50
ol A b A i) 11402 1842 22632623 341 0 7115 76.07%
miz-> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
5000 — —
15.00 15.50
99.0 m/z 43.10 66.43%
226.0
01\5\0‘\ ) “‘\ “‘!‘ \‘H‘\ “L \“‘ \%4}‘1.‘?\ %8\3\0‘ T \‘\ L R B B
miz--> 50 100 150 200 250 300
Abundance #59040: Dodecane, 4-methyl-
43.0
— ——
15.00 15.50
5000 85.0 m/z 85.15 52.69%
.0
oLl T e
miz--> 50 100 150 200 250 300
Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 15.00 15.50
m/z 41.10 31.78%
5000
99.0 141.0
oH“m‘“wlu‘w\Hm_MWHWHWH — —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 16
R.T. EstConc Area Relative to ISTD R.T.
15.780  27.40 ng/ul 20515700  Acenaphthene-di1e 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 87
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 68
3 Eicosane 282 C20H42 000112-95-8 59
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 58
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 58
Abundance Scan 2158 (15.780 min): BM047485.D\data.ms (-2152) (- | m/z 57.10 100.00%
57.1
" xjtva«pJAmmkAwﬁka
| f91 169.2 1550  16.00
[ — ““ Ll i 1 2082 25422950 3410 00 10 43.98%
miz--> 50 100 150 200 250 300 350
Abundance #107230: Dodecane, 5,8-diethyl-
57.0
5000 — —
15.50 16.00
m/z 43.10 38.34%
Fso 197.0
0\\\U“\\\\“‘\‘\]‘-\4\1’0\‘\\\“\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
—— —
15.50 16.00
5000 m/z 85.10 26.32%
‘ 112.0
o5 du i) o
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane T ——
57.0 15.50 16.00
m/z 41.10 20.89%
- WJ\V\fAfV/kffd\¥ﬁwJR
0 \‘ ‘ I F “\ J 1\419 183.0 225.0 2820
e T T P P
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Dodecane, 1-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.233 77.80 ng/ul 37162900  Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
2 Tridecane 184 C13H28 000629-50-5 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 76
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2235 (16.233 min): BM047485.D\data.ms (-2230) (- m/z 57.10 100.00%

57.1
5000

= B
‘ 99‘2 101842, o 16.00 16.50
b d il 202 U7 24032811 341 L. 71015 76.97%
miz--> 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo-
57.0
5000 e —
16.00 16.50

m/z 43.10 65.72%

99.0 1550
T \“\ M‘“ T “U \“\ “ \‘ T ‘\ T “\ ‘\ \1\97‘(\)\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #59026: Tridecane
57.0

16.00 16.50
5000 m/z 85.15 54.71%

e \ ‘ T \ L — ‘ L B B B B
miz--> 100 150 200 250 300

Abundance #194590: Heneicosane T —
57.0 16.00 16.50

m/z 41.10 31.37%

5000
99.0

ol50 || || | 14101830250 2060 -

‘ T
m/z--> 50 100 150 200 250 300 16.00 16.50

o

o
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
BM047485.D

: 11 Sep 2024 17:19
: RC/JU
: P3878-12

: 13 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
tion 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 12
R.T. EstConc Area Relative to ISTD R.T.
16.262 32.34 ng/ul 15450100 Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 76
2 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 53
3 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 53
4 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 50
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 50
Abundance Scan 2240 (16.262 min): BM047485.D\data.ms (-2238) (- | m/z 71.10 100.00%
71.1
o NNAAfAJ&Aﬂ\\JﬂMvﬂAﬂﬁ
113.2
e o
‘ | | 183.2 16.00 16.50
ol b bl [ 23932820 3270 1 sg 10 86,73
miz--> 50 100 150 200 250 300 350
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 — —
16.00 16.50
m/z 113.20 29.20%
‘ 113.0
OL\S.\Q‘\U‘“\W‘\“\[\“\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #181686: Carbonic acid, 2-ethylhexyl octyl ester
57.0
e e
112.0 16.00 16.50
5000 m/z 43.10 27.75%
ol “‘ | A —
m/z--> 50 100 150 200 250 300 350
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester —— —
57.0 16.00 16.50
m/z 56.10 22.64%
5000
113.0
bbby ) e T TV
m/z--> 50 100 150 200 250 300 350 16.00 16.50

SFAM-EPA-BM091024.MA.M Thu Sep 12 15:17:06 2024

Page: 49



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19

Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024 .MA.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 60 unknown-04 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
16.598 20.24 ng/ul 9668710  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 35
2 1,3-Propanediol, decyl ethyl ether 244 C15H3202 1000406-35-0 35
3 Decane, 1-iodo- 268 C10H21I 002050-77-3 35
4 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 25
5 3-0Octyl 2-methylbutyrate 214 C13H2602 1000433-23-9 22

Abundance Scan 2297 (16.598 min): BM047485.D\data.ms (-2293) (- | m/z 57.10 100.00%
57.1
165.1
5000
111.1 e =
‘ 16.50 17.00
ol bl i gl 21522581 385 . go 1o 7g.78%
mi/z--> 50 100 150 200 250 300 350
Abundance #55055: 9H-Fluorene, 2-methyl-
165.0
5000 — ‘
16.50 17.00
89.0 m/z 71.10 72.36%
0~ 51q “ \:Iﬁ??? ‘JL \“\“‘H\‘ L O B B B
m/z--> 50 100 150 200 250 300 350
Abundance #128527: 1,3-Propanediol, decyl ethyl ether
57.0
—— —
16.50 17.00
5000 m/z 165.10 57.29%
185.0
‘ 99.0 141.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #157263: Decane, 1-iodo- = ‘
43.0 16.50 17.00
m/z 43.10 56.09%
5000 85.0
141.0
ol bbbl 11830 2680 — S
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 61 Carbonic acid, eicosyl viny... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.027 67.52 ng/ul 32252500  Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 80
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 72
Abundance Scan 2370 (17.027 min): BM047485.D\data.ms (-2365) (- | m/z 57.10 100.00%
57.1
o MAN\J\/L/M
T T
‘ 99‘2 1412 1622 17.00
ol d L4 || 412 1822217.1254.3289.93249 /7 71,15 78.36%
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — :
17.00
m/z 43.10  64.56%
0 T “‘\ \Lh‘ ‘\ “\‘ \‘H ‘\ “ “‘ %41 0\ ]\-8\2\0 L \252\0\ T \32\5’\Q ‘
miz--> 50 100 200 250 300
Abundance #170578.Sumﬂousacm,2+ﬂhWhexstohexyleﬂer
57.0
T T
17.00
5000 m/z 85.15 57.44%
113.0
o““\““whu‘m‘J“H,HH_‘H_H‘_‘H
m/iz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ‘
57.0 17.00
m/z 41.10 29.48%
0 L‘ L ‘\ y 1419 1830 2390 2960
e o
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.080 48.41 ng/ul 23122600  Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
2 Pentacosane 352 C25H52 000629-99-2 80
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 68

Abundance Scan 2379 (17.080 min): BM047485.D\data.ms (-2375) (- m/z 57.10 100.00%
57.1

5000
184.1

=

' 17.00
412
(- u“ “‘ | \”‘w‘““ L34 Loh 24222823 3410 n; 71,10 91.82%
miz-> 50 100

150 200 250 300 350

Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0

%

5000
17.00

m/z 85.10 52.39%

183.0
Oldf H‘“ “f“\“\\“\\\\“\\\2\5‘3\-0\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
T \
17.00
5000 ITI/Z 43.10 49,45%
9.0
ol LIl 14018302250 2050 32
e e
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- = ‘
57.0 17.00
m/z 184.10 26.55%
5000
0 L\ “\ A \‘ u‘ 1410 183.0 239.0 296.0
i A e e == ‘
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 9,9-Dimethyl-9-sila-9,10-di... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
17.545 21.13 ng/ul 10094500  Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,9-Dimethyl-9-sila-9,10-dihydro... 224 C15H16Si 187328-55-8 76
2 2-(4-Methoxyphenyl)-1-benzofuran 224 C15H1202 019234-04-9 30
3 Tetrahydropyranyl ether of citro... 240 C15H2802 1000130-68-2 25
4 Succinic acid, hept-2-yl 3,3-dim... 300 C17H3204 1000390-62-3 22
5 6-(3-Methyl)butoxytetrahydro-2H-... 172 C10H2002 1010432-13-2 15
Abundance Scan 2458 (17.545 min): BM047485.D\data.ms (-2454) (+ | m/z 57.10 100.00%
57.1
01.1 224.2
5000
181.1
R \
il L4
ol LD o b | 13043 357 g 10 gg 10y
m/z--> 50 100 150 200 250 300 350
Abundance #104517: 9,9-Dimethyl-9-sila-9,10-dihydrophenanthrene
209.0
5000 e :
17.50
165. ‘ m/z 224.20  72.93%
0\\‘\\\\‘\\\\“\‘\\“\“" \‘\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104466: 2-(4-Methoxyphenyl)-1-benzofuran
224.0
R [
17.50
5000 181.0 m/z 101.10 71.50%
63.0 112.0
ol Lo 4 AL
m/z--> 50 100 150 200 250 300 350
Abundance #123721: Tetrahydropyranyl ether of citronellol F ‘
85.0 17.50
m/z 41.10 62.93%
5000
41.0
0 “‘ M L‘ oy 154'0 197.0 241.0
e e
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 7
R.T. EstConc Area Relative to ISTD R.T.
17.762  55.11 ng/ul 26327100  Phenanthrene-di1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 81
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 2495 (17.762 min): BM047485.D\data.ms (-2490) (- | m/z 57.10 100.00%

57.1
5000

99.2 — —

"~ a2 17.50 18.00
b A2 ter2 2683 3410 71 15 79.41%

m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

5000 . ——
17.50 18.00

m/z 43.10 64.47%

99.0
\\\‘\\ \\\\\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0

T
17.50 18.00

o

o

5000 m/z 85.15 57.12%
0 \L || 290 1410 183.0 226.0
P e e P
mlz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- T —
57.0 17.50 18.00

m/z 41.10  28.85%

- ﬂﬁJvJU\AAJ\«xA\/\J\U
90 1550 2250

RN U 8 N it e R
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 Hexadecanoic acid, methyl e... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.927  27.45 ng/ul 131119060  Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 81
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 2523 (17.927 min): BM047485.D\data.ms (-2519) (- | m/z 74.10 100.00%
74.1
5000 ARN
143.1 R
227.2 18.00
185.2 270.3
ok 37LL Ll bt ‘ Sl 2RS8412 87,10 72.44%
m/z--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
18.00
143.0 m/z 43.10 27.31%
‘ || | 18502270 2700
0\\\\““\”"MM\‘\‘\\\\\\“\\‘\\‘\}\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
——
18.00
5000 270.0 m/z 55.10 21.90%
143.0 227.0
‘ ‘ 1850
oL ‘\‘ H = I H‘\M M‘\‘ e ‘\“‘\ s \‘\““H"H“‘
m/z--> 100 150 200 250 300 350
Abundance #161203:Hexadecanok:add,nunhyleﬂer —
74.0 18.00
m/z 41.10 19.97%
5000
143.0
# ‘\ | ‘ 185.0 227:0 270.0
s ] O A A A —
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.156  28.53 ng/ul 13626000  Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2562 (18.156 min): BM047485.D\data.ms (-2558) (- | m/z 73.10 100.00%
73.1

5000 129.1 192.1 \L

T
56.3 18.00 18.50

2
ok 3§‘NJ L 31313856 .0 43,10 97.15%

m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0

5000

—
213.0 18.00 18.50
171(‘) m/Z 57.10 84.29%
|

29. ‘ '
ol ALl w““u “‘ A
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0

7 7
18.00 18.50
5000 129.0 m/Z 60.10 75.46%
H 171.0 213.0 256.0
ob— “‘ ‘\““‘H \\h“‘\ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid e ——
43.0 18.00 18.50

256.0
m/z 71.10 72.37%

5000
129.0
3.0 213.0
171?
‘ wl |

0! ‘w““‘u‘“u““H“Hm‘””‘””_ — ——
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 67 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.450  43.40 ng/ul 20729900  Phenanthrene-di1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2612 (18.450 min): BM047485.D\data.ms (-2608) (- | m/z 57.10 100.00%
57.1
20 JWJMKAANAAAR,fwv«J\
99.2 LT
18.50
o Iy L1842 ‘1?7%‘2‘4‘32‘2‘8‘2‘3‘ 8252 m/z 71.10 78.64%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T
18.50
99.0 m/z 43.10 64.05%
oL LLLLL L 1 302250 220
miz--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
——
18.50
5000 m/z 85.10 55.92%
99.0
o Lil il 1m0 a0
m/z--> 50 lOO 150 200 250 300 350
Abundance #158597: Nonadecane 1
57.0 18.50
m/z 41.10 27.75%
- /me\/\
99.0
. UL ") 1410 1830 2250 2680
“““ et P
m/z--> 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.080 60.93 ng/ul 29105300  Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2719 (19.080 min): BM047485.D\data.ms (-2714) (- | m/z 57.10 100.00%
57.1
2000 M\J\\A/\/\JM
19.00 |
206.1 :
o4 w ﬂ‘ A }‘6‘1‘1“,‘” 2643 3232369.2415.1 /7 71.10  78.32%
miz--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
5000 — ‘
19.00
m/z 43.10 65.86%
0 J‘ ‘L ‘ “\ I hlu\ J \17690 225.0 281.0 338.0
\\\‘ \\‘\\\\‘\\\\’\\\T‘\\f\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
T
19.00
5000 m/z 85.10 55.60%
| ]11 169.0
oL AT, 1690 2250 2060 3670
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl- 7 ‘
57.0 19.00
m/z 41.10 29.99%
- W\/LJLM
1
o L LT, 1820060 2810 ga70 -
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 69 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
20.180 7.04 ng/ul 11200400  Chrysene-di12 21.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 90
2 Hexacosane 366 C26H54 000630-01-3 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tetracosane 338 C24H50 000646-31-1 74
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 2906 (20.180 min): BM047485.D\data.ms (-2902) (- | m/z 57.10 100.00%

57.1
5000

“ ‘1‘122 211.2 3233 20.00 20.50
b kb d kL] 16117 77 267.1 32333763 461 4/, 7110 76.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176389: Hexadecane, 5-butyl-
43.0
5000 —r —
20.00 20.50

m/z 43.10 66.33%

O‘\ T ‘\‘\ \J‘\H‘ \J\h\\“l\\\\‘\\I\\‘\2\89\0‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0

T —
20.00 20.50

5000 m/z 85.10 49.11%
0 ‘ ‘ u‘ h \1 \\ | 1‘\6\9 0 225.0 2950 367.0
R e T T e R e R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107219: Hexadecane T —
57.0 20.00 20.50

m/z 41.10  29.36%

- W
1

3.0
226.0
0 \‘ ‘\ ”l‘ \‘ Ly \690 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ T

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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 70 Carbonic acid, 2-ethylhexyl... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.168 20.00 ng/ul 31831500  Chrysene-di12 21.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 68
2 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 52
3 Carbonic acid, decyl 2-ethylhexy... 314 C19H3803 1000383-13-7 49
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 43
5 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 43

Abundance Scan 3074 (21.168 min): BM047485.D\data.ms (-3067) (- | m/z 57.10 100.00%
=71

-
. \ 21.00 21.50
0 vau‘Wswm kb BLL3 3904 4802549 L. g1 15 g3.37%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181686: Carbonic acid, 2-ethylhexyl octyl ester
57.0

5000 = —
21.00 21.50

m/z 70.10 67.00%

L A1p0175.0
\TT‘\ 11‘!\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181684: Carbonic acid, bis(2-ethylhexyl) ester
57.0
R

21.00 21.50
5000 m/z 43.10 57.93%

o

1

-

0 |114.0
A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217468: Carbonic acid, decyl 2-ethylhexyl ester P —
57.0 21.00 21.50
m/z 112.15 55.69%
5000

RIIT iae=r | U

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91124\
Data File : BM@47485.D

Acqg On : 11 Sep 2024 17:19
Operator : RC/JU

Sample : P3878-12

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.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|
2-Pentanone, 4-... 4.987 8.8 ng/ul 11550000 1 7.875 26164200 20.0
(DEL) Alkane: S... 5.904 26.4 ng/ul 34590700 1 7.875 26164200 20.0
Hexylene glycol 6.245 24.3 ng/ul 31718900 1 7.875 26164200 20.0
unknown-01 6.381 12.2 ng/ul 15931100 1 7.875 26164200 20.0
(DEL) Alkane: S... 6.451 8.6 ng/ul 11302200 1 7.875 26164200 20.0
(DEL) Alkane: C... 6.528 10.1 ng/ul 13219000 1 7.875 26164200 20.0
(DEL) Alkane: S... 6.787 6.8 ng/ul 8946140 1 7.875 26164200 20.0
Benzene, propyl- 6.857 9.1 ng/ul 118971006 1 7.875 26164200 20.0
(DEL) Alkane: S... 6.886 10.8 ng/ul 14088300 1 7.875 26164200 20.0
(DEL) Alkane: S... 6.945 15.9 ng/ul 20857800 1 7.875 26164200 20.0
Benzene, 1l-ethy... 6.975 13.3 ng/ul 17405100 1 7.875 26164200 20.0
Mesitylene 7.110 9.6 ng/ul 12509400 1 7.875 26164200 20.0
Benzene, 1-ethy... 7.269 12.3 ng/ul 16113000 1 7.875 26164200 20.0
2-Heptanone, 4,... 7.316 9.5 ng/ul 12464300 1 7.875 26164200 20.0
(DEL) Alkane: S... 7.534 66.3 ng/ul 86736300 1 7.875 26164200 20.0
1-Hexanol, 2-et... 7.969 47.8 ng/ul 62520000 1 7.875 26164200 20.0
Benzene, 1,2,3-... 7.998 9.3 ng/ul 12122700 1 7.875 26164200 20.0
(DEL) Alkane: C... 8.181 9.2 ng/ul 12007200 1 7.875 26164200 20.0
Cyclohexanone, 8.316 15.1 ng/ul 19779400 1 7.875 26164200 20.0
unknown-02 8.428 20.1 ng/ul 26300900 1 7.875 26164200 20.0
(DEL) Alkane: S... 8.486 9.1 ng/ul 11910400 1 7.875 26164200 20.0
Benzene, 2-ethy... 8.528 13.6 ng/ul 17771700 1  7.875 26164200 20.0
(DEL) Alkane: S... 8.663 18.7 ng/ul 24448600 1 7.875 26164200 20.0
o-Cymene 8.892 10.9 ng/ul 14275600 1 7.875 26164200 20.0
(DEL) Alkane: S... 9.139 63.0 ng/ul 82345500 1 7.875 26164200 20.0
unknown-03 9.245 25.6 ng/ul 33456300 1 7.875 26164200 20.0
(DEL) Alkane: C.. 9.686 3.4 ng/ul 12144500 2 10.675 71246200 20.0
(DEL) Alkane: S.. 9.975 6.3 ng/ul 22381500 2 10.675 71246200 20.0
(DEL) Alkane: S.. 10.039 3.2 ng/ul 11417900 2 10.675 71246200 20.0
(DEL) Alkane: S.. 11.192 6.3 ng/ul 22557000 2 10.675 71246200 20.0
(DEL) Alkane: S.. 12.121 12.4 ng/ul 44307600 2 10.675 71246200 20.0
(DEL) Alkane: C.. 12.151 5.2 ng/ul 18446300 2 10.675 71246200 20.0
(DEL) Alkane: S... 13.068 18.0 ng/ul 13497200 3 14.504 14977500 20.0
Naphthalene, 1,... 13.674 18.3 ng/ul 13691400 3 14.504 14977500 20.0
Naphthalene, 1,... 13.833 22.9 ng/ul 17118500 3 14.504 14977500 20.0
Succinic acid, 14.010 27.7 ng/ul 20763800 3 14.504 14977500 20.0
Naphthalene, 2,... 14.063 15.3 ng/ul 11455300 3 14.504 14977500 20.0
Sulfurous acid,... 14.433 57.5 ng/ul 43100800 3 14.504 14977500 20.0
Naphthalene, 2,... 14.980 14.3 ng/ul 10694100 3 14.504 14977500 20.0
Phenol, 2,3,5,6... 15.045 17.2 ng/ul 12868400 3 14.504 14977500 20.0
Naphthalene, 1,... 15.274 19.5 ng/ul 14580000 3 14.504 14977500 20.0
(DEL) Alkane: S... 15.374 50.5 ng/ul 37799100 3 14.504 14977500 20.0
(DEL) Alkane: S... 15.780 27.4 ng/ul 20515700 3 14.504 14977500 20.0
Dodecane, 1-iodo-  16.233 77.8 ng/ul 37162900 4 17.262 9553550 20.0
(DEL) Alkane: S... 16.262 32.3 ng/ul 15450100 4 17.262 9553550 20.0
unknown-04 16.598 20.2 ng/ul 9668710 4 17.262 9553550 20.0
Carbonic acid, ... 17.027 67.5 ng/ul 32252500 4 17.262 9553550 20.0
(DEL) Alkane: S... 17.080 48.4 ng/ul 23122600 4 17.262 9553550 20.0
9,9-Dimethyl-9-... 17.545 21.1 ng/ul 10094500 4 17.262 9553550 20.0
(DEL) Alkane: S... 17.762 55.1 ng/ul 26327100 4 17.262 9553550 20.0
Hexadecanoic ac... 17.927 27.4 ng/ul 13111900 4 17.262 9553550 20.0
n-Hexadecanoic ... 18.156 28.5 ng/ul 13626000 4 17.262 9553550 20.0
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(DEL) Alkane: S... 18.450

(DEL) Alkane: S... 19.080
(DEL) Alkane: S... 20.180
Carbonic acid, ... 21.168

N b
ONO W
o0 LVH

ng/ul 20729900
ng/ul 29105300
ng/ul 11200400
ng/ul 31831500
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vy b D

17.262 9553550 20.0
17.262 9553550 20.0
21.462 31831500 20.0
21.462 31831500 20.0
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