LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BGO62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc :

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BG@62735.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.654 89 96 101 rBvV2 23597 41083 0.70% 0.127%
2 3.766 111 115 125 rBV 112217 184506 3.13% 0.569%
3 4.007 146 156 161 rBV 50182 108172 1.84% 0.334%
4 4.360 212 216 224 rVB 94922 129642 2.20%  0.400%
5 5.018 323 328 334 rVB 35578 52865 ©0.90% 0.163%
6 5.928 477 483 488 rBV2 52506 81899 1.39% 0.253%
7 6.210 519 531 540 rBV2 64297 122397 2.08% 0.378%
8 6.404 556 564 570 rBV2 44936 75005 1.27% 0.231%
9 6.804 623 632 638 rvB8 9699 28980 0.49% 0.089%
10 6.904 638 649 654 rBV6 35968 89372 1.52% 0.276%
11 6.956 654 658 661 rvv2 28733 42777 0.73% 0.132%
12 6.998 661 665 670 rvv 44954 70124 1.19% 0.216%
13 7.068 670 677 683 rW 236725 421150 7.15% 1.299%
14 7.127 683 687 694 rVB 27637 44230 0.75% 0.136%
15 7.233 698 705 710 rVWW 132262 223959 3.80% 0.691%
16 7.297 710 716 718 rVV2 32505 66647 1.13% 0.206%
17 7.327 718 721 726 rW 30427 48458 0.82% 0.150%
18 7.432 730 739 749 rVWW 187216 332013 5.64% 1.024%
19 7.532 750 756 765 rVB2 176706 350992 5.96% 1.083%
20 7.832 798 807 812 rBv4 29858 63516 1.08% 0.196%
21 7.902 812 819 824 rVV 252030 431733  7.33% 1.332%
22 7.961 824 829 835 rvwV 202970 327637 5.56% 1.011%
23 8.020 835 839 845 rVB2 26941 42615 0.72% 0.131%
24 8.325 885 891 896 rBV 118547 189663 3.22% 0.585%
25 8.437 906 910 916 rVV3 24391 46409 0.79% 0.143%
26 8.543 923 928 930 rVW3 33170 60017 1.02% 0.185%
27 8.602 933 938 946 rVB2 252030 410614 6.97% 1.267%
28 8.672 946 950 953 rBv2 23378 37617 0.64% 0.116%
29 8.701 953 955 963 rVB2 30492 44789 0.76% 0.138%
30 8.778 963 968 976 rBV2 30418 58062 ©0.99% 0.179%
31 8.901 984 989 996 rVvB4 23254 38995 0.66% 0.120%
32 9.007 996 1007 1009 rBV3 29192 56369 0.96% 0.174%
33  9.054 1009 1015 1023 rVW 165676 295411 5.02% 0.911%
34 9.130 1023 1028 1033 rVB 116487 167552 2.85% 0.517%
35 9.189 1033 1038 1045 rBV 35201 65644 1.11% 0.203%
36 9.248 1045 1048 1055 rVB8 13023 28776 ©0.49% 0.089%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BGO62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc :

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION
37 9.483 1081 1088 1091 rBV6 19209 34968 ©.59% 0.108%
38 9.518 1091 1094 1097 rVV4 23800 41240 0.70% ©0.127%
39 9.559 1097 1101 1104 rVV4 24950 49953 0.85% 0.154%
40 9.612 1104 1110 1117 rVV5 37668 90920 1.54% 0.281%
41 9.777 1129 1138 1143 rBV3 166031 348923 5.92% 1.077%
42 9.835 1144 1148 1153 rVV5 30847 62105 1.05% 0.192%
43 9.882 1153 1156 1164 rvv9 12581 30727 0.52% 0.095%
44 10.129 1188 1198 1201 rBV7 12519 32063 0.54% 0.099%
45 10.188 1202 1208 1221 rVV 139447 258764  4.39%  0.798%
46 10.317 1222 1230 1238 rVB 236343 437978 7.44% 1.351%
47 10.452 1247 1253 1265 rVB7 19558 55966 ©.95% 0.173%
48 10.570 1265 1273 1278 rBV3 32366 65587 1.11% 0.202%
49 10.693 1284 1294 1301 rBV 376626 735374 12.49% 2.269%
50 10.823 1309 1316 1323 rBV 236822 443895  7.54% 1.370%
51 10.887 1323 1327 1333 rWV 29202 52463 0.89% 0.162%
52 10.975 1336 1342 1352 rVB 50657 101478 1.72% 0.313%
53 11.075 1352 1359 1368 rVB2 35364 59950 1.02% 0.185%
54 11.216 1376 1383 1388 rVvB9 12217 32839 0.56% 0.101%
55 11.592 1443 1447 1455 rBV7 11124 31424 ©0.53% 0.097%
56 12.115 1530 1536 1540 rBV 32466 54439 0.92% 0.168%
57 12.356 1571 1577 1583 rVB3 41218 75019 1.27% 0.231%
58 12.521 1598 1605 1610 rBV7 14317 31054 ©0.53% 0.096%
59 13.361 1742 1748 1754 rVWVv2 45150 68215 1.16% 0.210%
60 13.707 1799 1807 1812 rBV7 27616 70944 1.20% 0.219%
61 13.854 1826 1832 1836 rVV3 28538 63740 1.08% 0.197%
62 13.937 1838 1846 1852 rVV 507127 789255 13.40% 2.435%
63 14.019 1852 1860 1864 rVB3 16205 28198 0.48% 0.087%
64 14.224 1888 1895 1905 rVB 601399 943513 16.02%  2.911%
65 14.436 1925 1931 1936 rBV 73556 96544 1.64% 0.298%
66 14.530 1940 1947 1954 rBV 714301 1103140 18.73% 3.404%
67 14.671 1967 1971 1974 rBV3 20529 28717 ©0.49% 0.089%
68 14.724 1974 1980 1992 rVB 241340 427886  7.27% 1.320%
69 14.929 2010 2015 2023 rVB7 21696 44347 0.75% 0.137%
70 15.065 2032 2038 2043 rBV6 15904 33136 0.56% 0.102%
71 15.153 2043 2053 2060 rBV 414379 671701 11.41% 2.072%
72 15.288 2073 2076 2080 rBV4 22979 38161 0.65% 0.118%
73 15.388 2089 2093 2097 rVB 53879 71910 1.22% 0.222%
74 15.523 2107 2116 2122 rBV 835002 1254200 21.30% 3.870%
75 15.635 2128 2135 2142 rBV 245236 403756 6.86% 1.246%
76 15.793 2158 2162 2165 rVB4 22707 32209 0.55% 0.099%

SFAM-EPA-BGO90924.MA.M Thu Sep 12 04:53:05 2024 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BGO62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc :

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

77 15.887 2173 2178 2184 rVB2 79481 119211 .02% 0.368%
78 16.246 2235 2239 2242 rBV 67517 94859 1.61% ©.293%
79 16.933 2348 2356 2369 rBV 3766212 5889095 100.00% 18.170%

N

80 17.039 2370 2374 2379 rVWV 73944 114973 1.95% ©0.355%
81 17.092 2379 2383 2393 rVB4 37192 72012 1.22% ©.222%
82 17.280 2408 2415 2424 rBV 1007136 1578025 26.80% 4.869%
83 17.374 2424 2431 2437 rVV 986951 1484560 25.21%  4.580%
84 17.568 2460 2464 2472 rVB 19357 40801 0.69% 0.126%
85 17.779 2496 2500 2504 rVB 60465 76767 1.30% ©.237%
86 17.891 2515 2519 2524 rVV 87699 128183 2.18% ©0.395%
87 18.167 2558 2566 2575 rBV2 128652 245264 4.16% ©.757%
88 18.472 2614 2618 2625 rVWV 49085 68638 1.17% 0.212%
89 19.101 2722 2725 2733 rVB4 48987 90678 1.54% 0.280%
90 19.230 2740 2747 2749 rBVS5 21831 48045 0.82% 0.148%
91 19.448 2781 2784 2792 rVB1o 23884 40822 0.69% 0.126%
92 19.665 2815 2821 2827 rBV 1304210 1901398 32.29% 5.866%
93 20.212 2910 2914 2919 rBV 43321 56295 0.96% 0.174%
94 20.705 2995 2998 3002 rBV2 32427 48259 0.82% 0.149%
95 21.193 3076 3081 3087 rBV3 173563 300419 5.10% ©.927%
96 21.522 3130 3137 3151 rVB 1185616 1902876 32.31% 5.871%
97 21.722 3168 3171 3178 rVB5 32865 52803 0.90% 0.163%
98 22.303 3267 3270 3275 rVB2 32728 49804 0.85% 0.154%
99 24.377 3613 3623 3633 rBV 707138 1853237 31.47% 5.718%
100 24.589 3649 3659 3672 rVB 738102 1977963 33.59% 6.103%

Sum of corrected areas: 32411378

SFAM-EPA-BGO90924.MA.M Thu Sep 12 04:53:05 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

Abundance TIC: BG062735.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000

500000

10.693
710.823
Q BF5161.592 12.1P536621

A DAV VA
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\

Time--> 350 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG062735.D\data.ms
16.p33

L 33480007360 5018 5.928.280046

3500000

3000000

2500000

2000000

1500000 19.665

21.522

1000000 15.523

% 2&& .530

500000 15. 153
4.724

13. 36ﬂ31 6@413 @ EyJ§§Y6 246 1;[

Time--> 13.00 13.50 1400 14.50 15. OO 15.50 1600 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: BG062735.D\data.ms

3500000
3000000
2500000
2000000
1500000
1000000

24.3%589
500000

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_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 1 Butanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.007 5.01 ng/ul 108172 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 83
2 Butanoic acid 88 (C4H802 000107-92-6 72
3 Butanoic acid 88 (C4H802 000107-92-6 64
4 Butanoic acid 88 (C4H802 000107-92-6 64
5 Pentanoic acid 102 C5H1002 000109-52-4 45
Abundance Scan 156 (4.007 min): BG062735.D\data.ms (-146) (-) m/z 60.10 100.00%
60.1
5000 /\\NN
REaa R
3 871 3.60 3.80 4.00 4.20 4.40
el M PO 200 sz 73010 29.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2273: Butanoic acid
60.0
5000
270 3.60 3.80 4.00 4.20 4.40
m/z 42.05 26.15%
\\\\38\-\0\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2274: Butanoic acid
60.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10  25.48%
27.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2275: Butanoic acid AR e
60.0 3.60 3.80 4.00 4.20 4.40
m/z 43.10 21.95%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 2 2,3-Hexanedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.359 6.01 ng/ul 129642  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Hexanedione 114 C6H1002 003848-24-6 59
2 2,3-Hexanedione 114 C6H1002 003848-24-6 59
3 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 53
4 2,3-Hexanedione 114 C6H1002 003848-24-6 47
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 45
Abundance Scan 216 (4.359 min): BG062735.D\data.ms (-212) (-) m/z 43.05 100.00%
43.0
5000
71.1
R e R
4.00 4.20 4.40 4.60
114.1
el e e e 2O m/z 71.10 27.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8113: 2,3-Hexanedione
43.0
5000 L L LI B I BN B
4.00 4.20 4.40 4.60
71.0 m/z 41.10 21.80%
114.0
\]-\5\"0\‘\\\“‘H\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8120: 2,3-Hexanedione
43.0
R e RamEE RS
4.00 4.20 4.40 4.60
5000 m/z 70.10 9.05%
71.0
114.0
ik |
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8580: 3-Pentanone, 2,4-dimethyl- S
43.0 4.00 4.20 4.40 4.60
m/z 39.10 8.46%
5000
71.0
9 || | a0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 3 unknown-01 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
5.018 2.45 ng/ul 52865 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 40
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
3 C2H5C(CH3)2COCH3 114 C7H140 020669-04-9 9
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
5 1,6:3,4-Dianhydro-2-0-acetyl-.be... 186 C8H1005 1000139-89-6 9

Abundance Scan 328 (5.018 min): BG062735.D\data.ms (-323) (-) m/z 43.05 100.00%

3.0
5000 50.1
B s R ATEASTNL
1011 4.60 4.80 5.00 5.20 5.40
Byl 730 | g
H\‘\H\‘HH‘\H\‘H‘\\‘HH‘\\H"\‘H\‘HH‘\H}’\H\‘HH‘\\ m/z 59.16 38.214
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4708: Acetamide, N-(aminocarbonyl)-
43.0
5000 BEERE R R
59.0 4.60 4.80 5.00 5.20 5.40
15.0 m/z 41.10 12.58%
28.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
4.60 4.80 5.00 5.20 5.40
m/z 101.10 12.57%
5000 590
15.0 101.0
‘ 2% 1Ly | ‘ 83.0 |
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8451: C2H5C(CH3)2COCH3 REREE s s
43.0 4.60 4.80 5.00 5.20 5.40
m/z 58.10 11.60%
5000
71.0
15.0 290
B M |l s70 880 990 1140 |
e e e e e e e e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.928 3.79 ng/ul 81899 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 87
2 Nonane 128 C9H20 000111-84-2 72
3 Nonane 128 C9H20 000111-84-2 68
4 Octane 114 C8H18 000111-65-9 59
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 59
Abundance Scan 483 (5.928 min): BG062735.D\data.ms (-477) (-) m/z 43.10 100.00%
43.1
57.1
5000
91.1
71.1
H ‘ ‘ 106.1 1281 5.60 5.80 6.00 6.20
H‘\H\‘HH‘HHHH\i\‘\u“uH‘J\H‘H\‘\H‘\Hm‘\‘\‘!\’uH‘\HH.HH m/Z 57.10 68.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14522: Nonane
43.0
57.0
5000
5.60 5.80 6.00 6.20
9.0 710 850 m/z 41.10  39.79%
L o e
| | | |
H‘\H\‘\\H‘HH‘H\\‘\\H‘HH‘H\\‘\H\‘H\\‘\\H’HH‘\H\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
57.0 5.60 5.80 6.00 6.20
5000 m/z 91.10 34.71%
29.0
71-0 85.0

A “ 99.0 11301280

miz--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #14520: Nonane R s

43.0 5.60 5.80 6.00 6.20
57.0 m/z 85.10 20.89%

5000
290 71.0 85.0
99.0

-8 S OO O O . AR Y Y 00 | B Y

miz--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 5 Hexylene glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.210 5.67 ng/ul 122397 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 83
2 Hexylene glycol 118 C6H1402 000107-41-5 78
3 Hexylene glycol 118 C6H1402 000107-41-5 72
4 Acetic acid, ethoxy-, 1-methylet... 146 C7H1403 054063-13-7 59
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 56
Abundance Scan 531 (6.210 min): BG062735.D\data.ms (-519) (-) m/z 59.10 100.00%
59.1
43.1
5000
Rmane e R
‘ 85.1 103.0 5.80 6.00 6.20 6.40 6.60
H’H\\‘\H\‘\H\‘i\\‘H‘H‘\\“\\H‘HH‘H‘H‘HH‘H\\‘\\H‘H\\ m/z 43.16 76.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10020: Hexylene glycol
59.0
43.0
5000
5.80 6.00 6.20 6.40 6.60
m/z 56.20  29.08%
I Lo o
H’H\\‘\H\‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘H\\‘\\H‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10017: Hexylene glycol
43.0 59.0
5.80 6.00 6.20 6.40 6.60
5000 m/z 45.10 23.29%
AL, e o
\ \
A I o  ma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10018: Hexylene glycol Pt e
59.0 5.80 6.00 6.20 6.40 6.60
m/z 41.10 21.94%
43.0
5000
85.0
150 290 | ‘H 20 | 190560
H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40 6.60

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:53:10 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 6 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.404 3.47 ng/ul 75005 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 47
2 Octane 114 C8H18 000111-65-9 47
3 Hexane, 1-propoxy- 144 C9H200 053685-78-2 43
4 Octane 114 C8H18 000111-65-9 43
5 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 38

Abundance Scan 564 (6.404 min): BG062735.D\data.ms (-556) (-) m/z 43.10 100.00%

43.1
5000
57.0
105.1 A e L
| 7‘?1 85“'1 ‘ 1202 6.00 6.20 6.40 6.60 6.80
H‘\H\‘\H\‘\H\“\1\\““\‘\\‘\\\‘\“‘HH‘\‘\‘}\‘HH‘HH‘\\H“H\\‘ m/z 41.19 59.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9457 2-Methyl-1-hexano
43.0
5000 "‘/\M\\V‘H\v’\\\\‘\\\\’\\
56.0 6.00 6.20 6.40 6.60 6.80
69.0 85.0 m/z 55.10 39.56%

29.0 ‘ ‘ 98.0
‘W‘”‘M‘“H”‘Wl“‘Mwm\”‘w‘”‘ww”\”‘h‘”‘w‘”\”‘w
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8620: Octane )\A /\/\
43.0
Aan

(LR B R B R L I

6.00 6.20 6.40 6.60 6.80

5000 ITI/Z 57.05 31.54%
57.0
29.0 710 85.0
114.0
aso Il L L | se
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #24391: Hexane, 1-propoxy-
43.0 6.00 6.20 6.40 6.60 6.80

m/z 69.00  27.55%

5000

56.0 85.0

L 690

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.00 6.20 6.40 6.60 6.80

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:53:11 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.904 4.14 ng/ul 89372  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 47
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 43
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 43
4 Heptane, 2,3,6-trimethyl- 142 C1OH22 004032-93-3 43
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 38
Abundance Scan 649 (6.904 min): BG062735.D\data.ms (-638) (-) m/z 57.10 100.00%
57.1
5000
510 IR
o T
120.2 6.60 6.80 7.00 7.20
2970 7 4310 89.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22105: Octane, 3,5-dimethyl-
57.0
5000 L L R R L
6.60 6.80 7.00 7.20
29.0 ‘ m/z 41.10 48.24%
85.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
GO
6.60 6.80 7.00 7.20
5000 m/z 71.10 37.15%
29.0
H 98.0
L a0 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0 6.60 6.80 7.00 7.20
m/z 91.00 36.04%
5000
29.0 H 98.0
Lo e 1eso
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:53:11 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 8 Benzene, 1-ethyl-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.998 3.25 ng/ul 70124  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 665 (6.998 min): BG062735.D\data.ms (-661) (-) m/z 105.10 100.00%

105.1
5000
120.1

301 630 %0 g1 6.60 6.80 7.00 7.20 7.40
\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\‘\\‘\\\‘\‘“\\\\‘%‘\\\‘\‘\‘\‘\“\\‘\‘\“‘\\\\‘ m/z 129.16 32.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 A e
120.0 6.60 6.80 7.00 7.20 7.40

m/z 79.00 12.47%

77.0 91.0
\\‘J\-\S\P‘\\\\‘\\3\?‘\0\\\“\\\\6‘%\‘\0\‘\\\M“\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl
105.0

660680700720740

120.0
39.0 77.0 91.0
*w*wwgggwwh*wwwﬁﬁpwwMHHHM*HNJW*“NW*W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl- “WH“QH“‘H,Q‘H“J
105.0 6.60 6.80 7.00 7.20 7.40

m/z 91.10 10.94%

5000
120.0
79.0
390 850 || w0

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20 7.40

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:53:12 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 9 Benzene, 1,2,4-trimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
7.127 2.05 ng/ul 44230 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
2 Mesitylene 120 C9H12 000108-67-8 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 687 (7.127 min): BG062735.D\data.ms (-683) (-) m/z 105.10 100.00%
106.1

5000 120.1 /\ j\

39.1 511 o0 770 911 680700720740
\‘\\\\‘\\\\“\\\w“‘\‘\‘\‘\‘\\\\‘\\\‘\“\\‘\\“‘\\\\‘\H\‘\‘\\‘\‘\“‘\\\\‘ m/Z 129 19 03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0
120.0 A
5000 u‘\\u‘\\u‘\\u,\\u‘

6.80 7.00 7.20 7.40
m/z 119.10  11.94%

770 o1
ST e el N
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0
O RASRAAABRARAARRARARY
120.0 680700720740
270 90 510 gs0 17 910 | |
m/z--> Zb 3b 4b Sb 65 75 8b Qb 160 110 1&0 |
Abundance #10692: Mesitylene
105.0 6.80 7.00 7.20 7.40

m/z 91.10 10.83%

5000 120.0
39.0 51.0 @50 | 910
w‘2‘7‘?‘mu”HMH‘wu_‘MmwtMmlwm“w

m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:53:13 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 10 Benzene, 1,2,3-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.297 3.09 ng/ul 66647 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 716 (7.297 min): BG062735.D\data.ms (-710) (-) m/z 105.10 100.00%
106.1
5000
120.1 /\
A A
510 77.0 91‘-0 7.00 7.20 7.40 7.60
H‘\\H‘HH‘\\H“‘\H\‘HH\‘\H‘\‘H‘H\M“H\\“\‘\‘1\‘\“\‘1\“‘\\‘\‘\“‘\\\\‘ m/Z 120.10 28.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 /\/\
7.00 7.20 7.40 7.60
770 910 1200 m/z 91.e0 14.03%
51.0 '
H‘\H\‘\2\7\-(‘)\H\“\H\H‘Hu‘ﬁﬂ‘.\(\)‘u\M‘HH“‘M\\H‘\l\‘u‘\‘\“uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.00 11.92%

120.0

39.0
260 | %80 L
P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.00 7.20 7.40 7.60

m/z 79.10 11.84%

~
~
o
©
=
o

120.0
5000

77.0 91.0
| 39\.\0 Lo 63\'\0 L | Ll

m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60

=

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:53:14 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 11 Carbonic acid, hexyl prop-1... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
7.327 2.24 ng/ul 48458 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 64
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 64
3 Propionitrile, 3-di(3-dimethylam... 240 C13H28N4 064971-37-5 56
4 2,6,10-Trimethyl-2,6,10-triazaun... 201 C11H27N3 003855-32-1 50
5 2,6,10-Trimethyl-2,6,10-triazaun... 201 C11H27N3 003855-32-1 50

Abundance Scan 721 (7.327 min): BG062735.D\data.ms (-718) (-) m/z 43.10 100.00%

3.1
5000
85.1
P Y
I ‘ 1562 2070 363, 7.00 7.20 7.40 7.60
\\\‘“\“‘“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\ m/Z 58.10 55.55%
miz--> 50 100 150 200 250 300 350
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0
5000
7.00 7.20 7.40 7.60
m/z 69.10 34.91%
H 85.0
\\“\M‘H\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
R MRS
7.00 7.20 7.40 7.60
5000 m/z 85.10 29.42%
85.0
2 —
miz--> 50 100 150 200 250 300 350
Abundance #123253: Propionitrile, 3-di(3-dimethylaminopropyl)aming
58.0 7.00 7.20 7.40 7.60
m/z 41.15 23.23%
5000
240.0
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:53:15 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.532 16.26 ng/ul 350992 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 72
2 Decane 142 C10H22 000124-18-5 72
3 Undecane 156 C11H24 001120-21-4 72

4 Undecane 156 C11H24 001120-21-4 64
5 Undecane 156 C11H24 001120-21-4 64

Abundance Scan 756 (7.532 min): BG062735.D\data.ms (-750) (-) m/z 43.05 100.00%

5000

-

%05.1 7.20 7.40 7.60 7.80
\\\"l\dl\\l\‘“‘\\‘}\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\5‘]\-§-W m/Z 57.10 95.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22068: Decane
43.0
5000
7.20 7.40 7.60 7.80
m/z 41.05 56.88%
“‘"\J\\g“.\(‘)\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22067: Decane
43.0
PR T R T T
7.20 7.40 7.60 7.80
5000 m/z 71.10 32.85%
‘ |, 120
[ 4
oA A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33078: Undecane
43.0 7.20 7.40 7.60 7.80
m/z 55.05 22.74%
5000
L1380 1560
R TR R RRARE RS R e AR maa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:53:15 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 13 Hexanoic acid, methyl ester Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.832 2.94 ng/ul 63516 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 59
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 59
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 59
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 53
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 53
Abundance Scan 807 (7.832 min): BG062735.D\data.ms (-798) (-) m/z 74.10 100.00%
74.1
5000 431 571 ﬂu\
R e mE R
‘ | H “ H 99.2 1973 7.60 7.80 8.00 8.20
H‘\H\‘HH’\H\‘1\\\‘\\\\“\\\\“‘\ ‘H‘\‘\‘H’\H\‘HH‘HH‘HH‘HH’ m/z 43.16 41.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15469: Hexanoic acid, methyl ester
74.0
5000 LB B B B BN L
430 7.60 7.80 8.00 8.20
27.0 59.0 99.0 m/z 57.10 37.87%
’ H‘HH’\H\“‘HH‘HH‘H]-\:\B‘O\Q\’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15421: Hexanoic acid, 2-methyl-
74.0
7.60 7.80 8.00 8.20
5000 m/z 41.10 31.96%
43.0
290 57.0
“ I ‘ | 101.0115.0130.0
‘WH‘WHHV‘H_HW‘HWHH“H_H‘VHWH‘WHH_‘H_HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9217: Pentanoic acid, 2-methyl- PR T T
74.0 7.60 7.80 8.00 8.20
m/z 87.10 21.52%
5000 43.0
0 L ge
SO . Y -0 N Y SR At Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20

SFAM-EPA-BG090924.MA.M Thu Sep 12 04:53:16 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 14 1-Hexanol, 2-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.961 15.18 ng/ul 327637 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Butoxy-2-ethylhexane 186 C12H260 062625-25-6 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 829 (7.961 min): BG062735.D\data.ms (-824) (-) m/z 57.10 100.00%
57.1
5000
“ : 7.60 7.80 8.00 8.20
98.1
112.1 o
"WHH‘HH_‘H_‘H_H‘_HJLHW‘HWH‘WH‘WHH‘HH‘HH m/z 41.05  39.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 L N B B B
7.60 7.80 8.00 8.20
83.0 m/z 43.10 37.06%
\\ || 980120
\H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
R A Rasn EE
7.60 7.80 8.00 8.20
5000 m/z 55.10 26.54%
43.0
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15685: 1-Hexanol, 2-ethyl- A BBRRaREEEE R
57.0 7.60 7.80 8.00 8.20
m/z 56.10 19.30%
5000
41.0
83.0
O W i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 15 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.325 8.79 ng/ul 189663 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
5 2,4,6-Trimethyl-3-heptene 140 C10H20 1000113-56-9 52
Abundance Scan 891 (8.325 min): BG062735.D\data.ms (-885) (-) m/z 83.05 100.00%
83.0
1401 T[T Tty
07.4 ‘ 8.00 8.20 8.40 8.60
T T \\‘\‘\‘\‘\‘\\“‘1\\1;‘\\.\\‘\‘H\‘\\\\‘]\.7\:\1-?4‘.\\\\2‘(\)\7.\:!- m/Z 69.10 52.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 41.0 d S s
8.00 8.20 8.40 8.60
140.0 m/z 55.10 49.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
e ARRAREEREEEE L
8.00 8.20 8.40 8.60
5000 ITI/Z 56.10 40.01%
55.0
270 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- e e
83.0 8.00 8.20 8.40 8.60
m/z 41.10 32.02%
5000 55.0
21.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 Propanoic acid, 2,2-dimethy... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

8.437  2.15 ngiul 46409 1,4-Dichlorobenzene-d4  7.962

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2,2-dimethyl-, h... 186 C11H2202
2 Carbonic acid, nonyl vinyl ester 214 C12H2203

3 Ether, heptyl hexyl 200 C13H280
4 Propanoic acid, 2,2-dimethyl-, h... 186 C11H2202
5 Hexane, 1,1'-oxybis- 186 C12H260

Abundance Scan 910 (8.437 min): BG062735.D\data.ms (-906) (-)
57.1

005434-57-1 50
1000383-25-6 47
007289-40-9 43
005434-57-1 38
000112-58-3 38

m/z 57.10 100.00%

1.
105.1
5000
85.1
39 u ‘ ‘ 134.0 8.20 8.40 8.60 8.80
““‘W“W SOV T ) RN m/z 43.10 54.04%
miz--> 20 40 60 80 100 120 140 160
Abundance  #60846: Propanoic acid, 2,2-dimethyl-, hexyl ester
57.0
5000 LI L R I B R L I
103.0 8.20 8.40 8.60 8.80
29.0 85.0 m/z 105.05 52.82%
miz--> 20 40 60 80 100 120 140 160
Abundance #91843: Carbonic acid, nonyl vinyl ester AA
43.0
SR VRN R oA
71.0 8.20 8.40 8.60 8.80
5000 ' m/z 41.18  29.45%
97.0 126.0
260 .. Al /S C— £ 5]
miz--> 20 40 60 80 100 120 140 160
Abundance #76029: Ether, heptyl hexyl A ARARRASERARE
57.0 8.20 8.40 8.60 8.80
m/z 56.10 26.42%
5000 85.0
29.0 ‘
BT N N 7SN A W W LY TN
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.543 2.78 ng/ul 60017 1,4-Dichlorobenzene-d4 7.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 87
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87
Abundance Scan 928 (8.543 min): BG062735.D\data.ms (-923) (-) m/z 119.05 100.00%
119.1
91.0
5000
\ A/\A,
135.1 8.20 8.40 8.60 8.80

39.0 65.1
“HH‘HHH\ \Huw h‘\ \m\‘ Ll ““““““\‘“““w m/z 91.05 56.54%

miz--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000

8.20 8.40 8.60 8.80

m/z 105.10 53.90%
91.0
MR ¥R N PR O | R
miz--> 0 20 40 60 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl- )\A
119.0
*w*‘w**ww*w*vA”*o
8.20 8.40 8.60 8.80
5000 m/z 134.00 40.56%
39.0 91.0
- ‘1‘5‘(‘)‘\‘ L ‘\‘\‘?HS\‘O‘ i “‘ - M “1‘3?‘0‘ A/‘
miz--> 0 20 40 60 80 100 120 140
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl- ! e
119.0 8.20 8.40 8.60 8.80

m/z 77.10  23.07%

5000
91.0
3%'0 65-0‘ ‘ ‘ ‘135.0
| | L s n - il
L e L S L e e

m/z--> 0 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 18 Benzene, 1-methyl-3-propyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.701 2.07 ng/ul 44789 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 52
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 50
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 47
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 47
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 43
Abundance Scan 955 (8.701 min): BG062735.D\data.ms (-953) (-) m/z 105.10 100.00%
105.1
5000 /\A
59.1
134.1 SRRV A PO i, P
8.40 8.60 8.80 9.00
221.2
me;“mh Hm“_”h e m/z 59.10 31.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000
8.40 8.60 8.80 9.00
770 134.0 m/z 134.05 23.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
LA D
8.40 8.60 8.80 9.00
5000 m/z 57.10 21.04%
134.0
77.0
27 O 51 0 Ll M ‘\‘ Ly L
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17053: Benzene, 1-methyl-3-propyl- ARRmmEEEES ey
105.0 8.40 8.60 8.80 9.00
m/z 77.10  19.36%
5000
134.0
R i
| I [
et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 19 unknown-03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.778 2.69 ng/ul 58062 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 36
2 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 9
3 1,5-Pentanediamine 102 C5H14N2 000462-94-2 9
4 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 9
5 Nonane, 5-methylene- 140 C10H20 006795-79-5 9

Abundance Scan 968 (8.778 min): BG062735.D\data.ms (-963) (-) m/z 56.10 100.00%

56.1
5000
41.1
R Eaa e R RARSEREEES
‘ | 69.0 851 41030 8.40 8.60 8.80 9.00 9.20
\\\‘HH’HH‘HH"\‘\H‘H\“\H\‘i‘\‘u\‘\‘\‘h‘uu‘\‘\H‘HH“H\ m/Z 57.10 35.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10059: 2,2-Dimethyl-1,3-butanediol
56.0
5000 41.0 T T T T I T T T
8.40 8.60 8.80 9.00 9.20
m/z 41.10 31.93%
70.0
L ‘ ‘ L H\ | 8?\0 10\10 118.0
\H‘HH’HH‘HH’HH‘H \‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1749: Propane, l-isocyanato-
56.0
o ARARmaEEEEE
8.40 8.60 8.80 9.00 9.20
5000 m/z 55.05 26.45%
290 42,0 84.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4920: 1,5-Pentanediamine R AR Ea S S R
30.0 8.40 8.60 8.80 9.00 9.20
m/z 59.10 22.77%
5000
56.0
43.0 85.0
H‘_l]!'?uu! ‘HH"M\WH‘W‘\‘\‘\\\\7‘2\r\(\)\‘\‘\u‘uu‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.40 8.60 8.80 9.00 9.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\

Library Search Compound Report

Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.130 7.76 ng/ul 167552 1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 80
3 Tetratetracontane 619 C44H90 007098-22-8 78
4 Undecane 156 C11H24 001120-21-4 76
5 Decane, 2-methyl- 156 C11H24 006975-98-0 72

Abundance Scan 1028 (9.130 min): BG062735.D\data.ms (-1023) (-) m/z 57.10 100.00%
57.1

- MJ\M/\
N A RRRAEE S SRR
156.0 8.80 9.00 9.20 9.40
H\‘\‘\HI‘\‘\‘\\"\.H\‘HH‘HH‘HH‘HH“H\‘HH‘HH‘HH“H m/Z 43.10 99.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107218: Hexadecane
57.0
5000 L B B R I B R |
8.80 9.00 9.20 9.40
m/z 41.10 47.57%
| 1,‘427-0 226.0
\HT[HH‘HH’\\H‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59025: Tridecane
57.0
SRR ERERREEE R
8.80 9.00 9.20 9.40
5000 m/z 71.10 41.72%
l‘ |1 127.0
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 JKVH
Abundance #347240: Tetratetracontane PP T T T T T
57.0 8.80 9.00 9.20 9.40
m/z 85.05 23.63%
5000
' J 1270197.0267.0337.0  463.0 561.0
N R AR e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 21 Hexanoic acid, 2-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.189 3.04 ng/ul 65644  1,4-Dichlorobenzene-d4 7.902

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50

Abundance Scan 1038 (9.189 min): BG062735.D\data.ms (-1033) (-) m/z 73.10 100.00%
3.1

5000
41.0
57 101.1 b e e e
‘ H ‘ ‘ 116 9 8.80 9.00 9.20 9.40 9.60
\\\‘\\\\‘HH\\‘\‘N‘\‘1‘\‘\‘\H\\“\\\!“.\i\\‘\\\ m/Z 88.05 78.34%
miz--> 20 40 60 80 100 120 140
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 BN
41.0 57.0 8.80 9.00 9.20 9.40 9.60
101.0 m/z 41.05 34.56%
L .o 117.0144'0
miz--> 20 40 60 80 100 120 140
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
PO T
8.80 9.00 9.20 9.40 9.60
5000 41.0 m/z 55.10 27.66%
57.0
‘ 116.0
wol W ll L L1
miz--> 20 40 60 80 100 120 140
Abundance #24164: 2-Ethyl-4-methylpentanoic acid R e R
73.0 8.80 9.00 9.20 9.40 9.60
m/z 57.15 25.47%
57.0
5000 41.0
101.0
BT 1 A N = -S  V W W Sy
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 22 unknown-04 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.612 2.47 ng/ul 90920 Naphthalene-d8 10.693

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 47
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 47
3 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 47
4 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 43
5 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 38
Abundance Scan 1110 (9.612 min): BG062735.D\data.ms (-1104) (-) m/z 82.85 100.00%
82.0
59.1
100.0
5000
41.1 129.1
R O O Y TR
\\\\‘\\\\“\‘\\‘\‘“‘\H\}‘\“‘\H\\“\H‘\\\\“\\\‘\‘\\ m/Z 59.10 80.19%
miz--> 20 40 60 80 100 120 140
Abundance #36503: Pentanedioic acid, dimethyl ester
59.0
15.0 100.0
5000 42.0 g WM”\““
129.0 9.50 10.00
m/z 100.00 62.64%
|
\\\\‘\‘1“\\‘}\\\}i\‘\““\‘\“\\\“‘\\\\‘\\‘\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
100.0 TR R -
9.50 10.00
5000 129.0 m/z 101.180  41.64%
15.0 42.0
‘ H 74.0
S TN O T N
miz--> 20 40 60 80 100 120 140
Abundance #36504: Pentanedioic acid, dimethyl ester W
59.0 100.0 9.50 10.00
1290 m/z 129.05  34.12%
5000 15.0 420
L) A
““‘JWuw;Mulh‘\HL“M“‘u“““h““ TN R T
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 23 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.188 7.04 ng/ul 258764  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 72
2 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 50
3 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 40
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 40
5 2,4-Pentanediol, 3-methyl- 118 C6H1402 005683-44-3 38

Abundance Scan 1208 (10.188 min): BG062735.D\data.ms (-1202) (-  m/z 56.10 100.00%
5

6.1
5000
‘ 73.0 ‘10‘00‘ ‘10‘50‘
39 . . .
103.1
Ol O3 1830 4; s5i1e 32.91%
miz--> 20 40 60 80 100 120 140
Abundance #25581: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 S AV
73.0 10.00 10.50
tL 103.0 m/z 43.05  29.45%
ol
\\\‘\‘\“\\“\‘\\‘“‘\\1\“\\\\“\\\\‘\\\\].‘4\5\'0\
miz--> 20 40 60 80 100 120 140
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
o —7
10.00 10.50
5000 m/z 41.05 27.04%
73.0
290 ‘ ‘ 103.0
S—— ‘m‘l ‘ ‘u“ - “‘ 52201450
miz--> 20 40 60 80 100 120 140
Abundance #25579: 1,3-Pentanediol, 2,2,4-trimethyl- = —
56.0 10.00 10.50
m/z 57.10 26.79%
5000
20.0 73.0
103.0
“u“hh‘huk“M‘uh“hk“qL““;%%Q““ — —
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 24 1,3-Hexanediol, 2-ethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.975 2.76 ng/ul 101478 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 64
2 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 64
3 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 64
4 Neopentyl glycol 104 C5H1202 000126-30-7 50
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 50
Abundance Scan 1342 (10.975 min): BG062735.D\data.ms (-1336) (- 56.10 100.00%
56.1
103.1 ll 00
bbb b Lo 1620 2236 55.10  69.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25552: 1,3-Hexanediol, 2-ethyl-
56.0
5000
11 00

m/z 43.10 45.16%

290‘ 103.0
WLMHW\_m‘M‘H‘\H“1‘2‘8‘9‘W_WW_W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25583: 1,3-Hexanediol, 2-ethyl- (isomer 1)

56.0

11.00
5000 m/z 41.10 44.12%
103.0
29.0 ‘

*H\ﬂuﬂ“*”\ﬂwwA*H\H*&ggpw*www**w*www*w**

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25554: 1,3-Hexanediol, 2-ethyl- ——
56.0 11.00

m/z 73.10 31.31%

5000
29.0 103.0
M‘ [l \\\H il ‘ Ll ‘ I\/‘/\M’\/\/\M W™

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 25 Benzophenone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.887 2.16 ng/ul 119211  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 96
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 81
Abundance Scan 2178 (15.887 min): BG062735.D\data.ms (-2173) (- m/z 105.00 100.00%
105.0
77.1 182.0
5000
51.0
=t e
15.50 16.00
\H‘\\H“‘\\‘}\“‘\\“\HU‘\‘\H“\‘\\\‘\H\‘1\5\‘}‘2‘\.‘()‘\\H“‘\\\\‘\?%8‘.\]\_\\‘2\\5%.5 m/Z 77.10 69.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 s Moo oo
15.50 16.00
51.0 m/z 182.00  68.93%
I 1520
ulll m
\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56922: Benzophenone
105.0
A e
77.0 15.50 16.00
5000 182.0 m/z 51.05 28.02%
51.0
180 | 4 ] 1520 |
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0 15.50 16.00
m/z 180.95 13.23%
7.0 182.0
5000
51.0
| \ 152.0 Il
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31

Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 26 n-Hexadecanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.167 3.11 ng/ul 245264  Phenanthrene-di10 17.280
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2566 (18.167 min): BG062735.D\data.ms (-2558) (-
1

m/z 43.10 100.00%

43.1 73.0
5000
129.1 213.1
—— —
| 1.1 256.1 18.00 18.50
ML m/z 73.85  99.79%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
e e
430 730 256.0
5000 O el
129.0 18.00 18.50
213.0 m/z 60.10 95.67%
‘ 171.0 ‘
T \“m‘u‘ M“‘\ bl \““\ \‘ \‘\”“ \‘\‘\ T “\ T
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
—A4—— rech
18.00 18.50
5000 129.0 m/z 57.05 76.27%
Mgm 1710 2130 256.0
. ‘M ‘H‘\ W Ml Mhu\ ;‘H‘\‘ i ‘\ | “ “ “‘ \‘ “‘ NN | ‘\‘
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.10 75.36%
43.0
5000
129.0
171.0 214.0
- ‘\“ U\ ‘M u‘“ ‘uhh‘ \H“L ‘m“‘ w1 ‘m‘ “\ ‘\‘ ‘ “\‘ — — ——
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc

ALS vial : 41 Sample Multiplier: 1

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

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

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

Peak Number 27 Oxalic acid, cyclobutyl hex... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.193 3.16 ng/ul 300419 Chrysene-d12 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl hexadecy... 368 C22H4004 1000309-70-6 64
2 1-Heptadecene 238 C17H34 006765-39-5 60
3 1-Tetracosene 336 C24H48 010192-32-2 55
4 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 52
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 49

Abundance Scan 3081 (21.193 min): BG062735.D\data.ms (-3076) (- m/z 57.10 100.00%
57.1

5000 Kﬁ%ﬁvwwﬁwﬂkkwwummhw
‘ 12.1 é‘od é\ d
239 1 1. 15
3549
. :‘ n itk OO L 309 41T 49Ty 4319 80.95%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #277217: Oxalic acid, cyclobutyl hexadecyl ester
55.0
5000 — —
21.00 21.50
m/z 71.10 61.44%
01670 2690
\\\1’\\f\[\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121337: 1-Heptadecene
43.0
— —
21.00 21.50
5000 97.0 m/z 55.18  59.96%
L } 154.0  238.0
R B e R e R AR R R AR
miz--> 50 100 150 200 250 300 350 400 450
Abundance #244230: 1-Tetracosene T —
55.0 21.00 21.50
m/z 41.10 44.,22%
111.0
5000
336.0
A S
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BGO62735.D

Acqg On : 11 Sep 2024 14:31
Operator : JU/RC

Sample : P3877-16

Misc :

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@90924.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butanoic acid 4.007 5.0 ng/ul 108172 1 7.902 431733 20.0
2,3-Hexanedione 4.359 6.0 ng/ul 129642 1 7.902 431733 20.0
unknown-01 5.018 2.5 ng/ul 52865 1 7.902 431733 20.0
(DEL) Alkane: S... 5.928 3.8 ng/ul 81899 1 7.902 431733 20.0
Hexylene glycol 6.210 5.7 ng/ul 122397 1 7.902 431733 20.0
unknown-02 6.404 3.5 ng/ul 75005 1 7.902 431733 20.0
(DEL) Alkane: S... 6.904 4.1 ng/ul 89372 1 7.902 431733 20.0
Benzene, 1l-ethy... 6.998 3.3 ng/ul 70124 1 7.902 431733 20.0
Benzene, 1,2,4-... 7.127 2.0 ng/ul 44230 1 7.902 431733 20.0
Benzene, 1,2,3-... 7.297 3.1 ng/ul 66647 1 7.902 431733 20.0
Carbonic acid, ... 7.327 2.2 ng/ul 48458 1 7.902 431733 20.0
(DEL) Alkane: S... 7.532 16.3 ng/ul 350992 1 7.902 431733 20.90
Hexanoic acid, 7.832 2.9 ng/ul 63516 1 7.902 431733 20.0
1-Hexanol, 2-et... 7.961 15.2 ng/ul 327637 1 7.902 431733 20.0
Cyclohexanone, 8.325 8.8 ng/ul 189663 1 7.902 431733 20.0
Propanoic acid,... 8.437 2.1 ng/ul 46409 1 7.902 431733 20.0
Benzene, 2-ethy... 8.543 2.8 ng/ul 60017 1 7.902 431733 20.0
Benzene, 1-meth... 8.701 2.1 ng/ul 44789 1 7.902 431733 20.0
unknown-03 8.778 2.7 ng/ul 58062 1 7.902 431733 20.0
(DEL) Alkane: S... 9.130 7.8 ng/ul 167552 1 7.902 431733 20.0
Hexanoic acid, 9.189 3.0 ng/ul 65644 1 7.902 431733 20.0
unknown-04 9.612 2.5 ng/ul 90920 2 10.693 735374 20.0
1,3-Pentanediol... 10.188 7.0 ng/ul 258764 2 10.693 735374 20.0
1,3-Hexanediol, .. 10.975 2.8 ng/ul 101478 2 10.693 735374 20.0
Benzophenone 15.887 2.2 ng/ul 119211 3 14.530 1103140 20.0
n-Hexadecanoic ... 18.167 3.1 ng/ul 245264 4 17.280 1578030 20.0
Oxalic acid, cy... 21.193 3.2 ng/ul 300419 5 21.522 1902880 20.0
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