LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@11922\
Data File : BG052085.D

Acqg On : 19 Jan 2022 22:58
Operator : CG/JU

Sample : N1179-03

Misc :

ALS Vvial : 22 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-BG010622.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52085.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.546 8 10 11 rBV2 2328 1899 0.17% ©0.018%
2 3.569 11 14 20 rvB2 7823 11226 1.01% 0.108%
3 4.004 84 88 98 rBV 20177 35587 3.20% 0.343%
4 4,251 124 130 135 rVB 3713 5947 ©.54% 0.057%
5 4.351 143 147 151 rBV 1943 2725 0.25% 0.026%
6 4.450 161 164 167 rVB2 1735 2063 0.19% 0.020%
7 4.903 238 241 245 rVB2 2659 2479 0.22% 0.024%
8 5.285 302 306 311 rVB 2166 3714 0.33% 0.036%
9 7.223 631 636 639 rBV2 1304 1993 0.18% 0.019%
106 7.382 655 663 674 rBB 38752 70703 6.37% 0.682%
11 7.546 685 691 705 rVB 106788 180724 16.27% 1.744%
12 7.770 723 729 737 rVB 118081 200398 18.04% 1.933%
13 8.245 803 810 817 rBV 102914 174100 15.67% 1.680%
14 8.944 920 929 937 rBV2 103809 183411 16.51% 1.769%
15 9.414 1000 1009 1019 rBB 154126 272154 24.50%  2.626%

16 9.567 1026 1035 1049 rBV2 82464 217195 19.55%
17 10.149 1127 1134 1141 rBV 128001 232952 20.97%
18 10.695 1219 1227 1235 rBV2 182426 332164 29.91%

NN WNN
N
[
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S

19 11.083 1286 1293 1302 rBB 144789 264566 23.82% 552%
20 11.206 1307 1314 1322 rBV 145355 267406 24.08% 580%
21 11.347 1331 1338 1343 rBV3 15322 33152 2.98% ©.320%
22 11.506 1357 1365 1375 rBv4 20783 54362 4.89% 0.524%
23 11.606 1378 1382 1384 rBV2 2709 2937 0.26% 0.028%
24 11.658 1384 1391 1399 rVB6 9222 24052 2.17%  ©0.232%
25 11.846 1417 1423 1427 rBV5S 5789 11852 1.07% ©.114%
26 11.899 1427 1432 1433 rBV3 18385 25485 2.29% 0.246%
27 12.046 1454 1457 1458 rBV 4125 3980 ©0.36% ©0.038%
28 12.240 1489 1490 1495 rVB4 2140 1913 0.17% ©.018%
29 12.475 1527 1530 1536 rVB2 1796 2676 0.24% 0.026%
30 12.645 1557 1559 1560 rBvV2 1956 1961 0.18% 0.019%
31 12.657 1560 1561 1566 rVB2 3328 2933 0.26% ©0.028%
32 13.697 1734 1738 1745 rVB2 4852 7451 0.67% 0.072%
33 13.855 1762 1765 1770 rVB2 1115 1587 0.14% 0.015%
34 14.278 1830 1837 1844 rBV 397816 561023 50.51% 5.413%
35 14.584 1881 1889 1896 rBV 429196 665035 59.88% 6.416%
36 14.766 1916 1920 1923 rBV 2576 3194 0.29% 0.031%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@11922\
Data File : BG052085.D

Acqg On : 19 Jan 2022 22:58
Operator : CG/JU

Sample : N1179-03

Misc :

ALS Vvial : 22 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-BG010622.M
Title : SVOA CALIBRATION
37 14.836 1926 1932 1935 rvv2 2563 4646 0.42% 0.045%
38 14.889 1935 1941 1948 rVB 255860 392310 35.32% 3.785%
39 15.071 1965 1972 1981 rBv2 34300 65262 5.88% 0.630%
40 15.512 2041 2047 2051 rBV2 2314 3151 0.28% 0.030%
41 15.665 2068 2073 2077 rBV3 2509 3874 0.35% 0.037%
42 15.712 2077 2081 2085 rVB3 1973 2393 0.22% 0.023%
43 15.882 2101 2110 2118 rVB 534643 845814 76.15% 8.160%
44 15.988 2122 2128 2138 rVB 164643 254679 22.93%  2.457%
45 16.123 2147 2151 2155 rVB 3037 37065 0.33% 0.036%
46 16.546 2219 2223 2225 rBv2 1847 2041 0.18% 0.020%
47 16.751 2256 2258 2262 rVB2 2026 1786 0.16% 0.017%
48 17.368 2359 2363 2367 rVB2 3688 3785 0.34% 0.037%
49 17.421 2369 2372 2376 rVB3 1909 2471 0.22% 0.024%
50 17.527 2387 2390 2392 rBV2 3243 3391 0.31% 0.033%
51 17.639 2402 2409 2416 rBV 325632 485464 43.71% 4.684%
52 17.738 2416 2426 2436 rVB 641752 973091 87.61% 9.388%
53 18.238 2507 2511 2514 rBV2 985 1789 0.16% 0.017%
54 18.285 2516 2519 2522 rVB4 1514 2097 0.19% 0.020%
55 18.508 2552 2557 2561 rBV4 6210 10130 0.91% 0.098%
56 18.573 2565 2568 2575 rVB 2581 4593  0.41% 0.044%
57 18.884 2619 2621 2624 rVB3 1949 1987 0.18% 0.019%
58 18.925 2624 2628 2630 rBV4 3528 4756 0.43% 0.046%
59 19.254 2679 2684 2685 rBv2 1645 2488 0.22% 0.024%
60 19.371 2700 2704 2706 rBV4 2741 3049 0.27% 0.029%
61 19.418 2709 2712 2713 rBV3 2249 2231 0.20% 0.022%
62 19.577 2736 2739 2746 rVB4 9617 15667 1.41% 0.151%
63 19.653 2748 2752 2755 rBV3 8079 10280 ©0.93% 0.099%
64 19.806 2776 2778 2780 rBV 2803 2160 0.19% 0.021%
65 19.906 2791 2795 2797 rBV3 5054 5997 ©.54% 0.058%
66 20.018 2807 2814 2822 rVB 791127 1110704 100.00% 10.716%
67 20.523 2896 2900 2902 rBV4 6002 6299 0.57% 0.061%
68 21.028 2982 2986 2989 rVB4 9285 11683 1.05% ©0.113%
69 21.563 3072 3077 3082 rBV2 29979 58086 5.23% 0.560%
70 21.956 3138 3144 3155 rVB2 274804 488674 44.00% 4.715%
71 22.144 3172 3176 3180 rVB2 15104 19928 1.79% 0.192%
72 22.796 3285 3287 3295 rVB2 15805 25047 2.26% 0.242%
73 23.548 3407 3415 3422 rVB9 17886 46547 4.19% 0.449%
74 24.441 3562 3567 3573 rVB5 16843 35336 3.18% 0.341%
75 24.893 3642 3644 3645 rBV2 3963 2189 0.20% 0.021%

76 25.211 3687 3698 3712 rVB3 351469 1049348 94.48% 10.124%

SFAM-EPA-BGO10622.M Sat Jan 22 01:08:43 2022 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG052085.D

Acqg On : 19 Jan 2022 22:58
Operator : CG/JU

Sample : N1179-03

Misc

ALS Vvial : 22 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-BG010622.M
Title : SVOA CALIBRATION
77 25.451 3729 3739 3753 rVB2 167594 529281 47.65% 5.106%

Sum of corrected areas: 10365208
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52085.D

Acqg On : 19 Jan 2022 22:58
Operator : CG/JU

Sample : N1179-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052085.D\data.ms

700000
600000
500000
400000
300000

200000 10.695
9414 10149 11086

7.546(70
100000 8.245 8944
569 0% emms50 4.9035.285 7. gz%jﬂ A
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21655

T*v"—v”'v—‘v—r—'—v—r
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10. 50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG052085.D\data.ms

20.018

700000
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500000
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400000 14.278
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300000 14.889
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Abundance TIC: BG052085.D\data.ms

o
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Data Path :

Data File : BG@52
Acqg On : 19 Ja
Operator : CG/JU
Sample : N1179-
Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library
TIC Integration P

085.D
n 2022 22:58

03

Sample Multiplier: 1

arameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
: SVOA CALIBRATION

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

Peak Number

EstCon

1 Hexanoic acid, 2-ethyl-

Concentration Rank 1

Relative to ISTD

9.567 24.95 n

Hit# of 5 Te

1,4-Dichlorobenzene-d4

1 Hexanoic
2 Hexanoic
3 Hexanoic
4 Hexanoic
5 Hexanoic

C Area

g/ul 217195

ntative ID MW
2-ethyl- 144
2-ethyl- 144
2-ethyl- 144
2-ethyl- 144
2-ethyl- 144

C8H1602
C8H1602
C8H1602
C8H1602
C8H1602

000149-57-5 86
000149-57-5 86
000149-57-5 86
000149-57-5 78
000149-57-5 78

Abundance Scan 1035 (9.567 min): BG052085.D\data.ms (-1026) (-) m/z 73.00 100.00%
73.0
5000
57.1
S \
Lo
“““““‘w‘w“ b AL 11298 G, gsi1s 74.24%
miz--> 20 80 100 120 140
Abundance #24093. Hexanoic acid, 2-ethyl-
73.0
5000 —p :
41.0 57.0 9.50
101.0 m/z 41.15 38.36%
'01]"‘7'0144'0
miz--> 20 80 100 120 140
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
A ‘
9.50
5000 ITI/Z 57.15 29.79%
410 57.0
‘ 116.0
sl (L L g
miz-> 20 60 80 100 120 140
Abundance #24100: Hexanoic acid, 2-ethyl- e
88.0 9.50
m/z 55.15 24.16%
5000 41.0
57.0
‘ 116.0
miz--> 80 100 120 140 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52085.D

Acqg On : 19 Jan 2022 22:58
Operator : CG/JU

Sample : N1179-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.347 2.51 ng/ul 33152 Naphthalene-d8 11.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neodecanoic acid 172 C10H2002 026896-20-8 38
2 2-(0xolan-2-yl)-1,2-oxazinane 157 C8H15N02 1000445-08-1 38
3 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 35
4 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 30
5 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 30
Abundance Scan 1338 (11.347 min): BG052085.D\data.ms (-1331) (- m/z 87.05 100.00%
43.3 87.0
5000
1162 LW
‘ ‘ 11.00 11.50
] “w““ “LM““LW‘_“‘_“‘_““ m/z 43.25 96.85%
miz-> 20 100 120 140 160 180
Abundance #46969.Neodecanok:acm
87.0
41.0 /K ﬁﬂ
5000 e
11.00 11.50
116.0 m/Z 41.25 80.19%
190 | H\W L a0
\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34351: 2-(Oxolan-2-yl)-1,2-oxazinane
43.0 87.0
11.00 11.50
5000 m/z 71.25 75.99%
50| | Jero |
A A e e AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135264: Sulfurous acid, nonyl 2-propyl ester ‘A”
43.0 1100 1150
m/z 88.05 70.16%
71.0
5000
L1970 1279 eo 1m0 [l My,
m/z--> 20 40 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52085.D

Acqg On : 19 Jan 2022 22:58

Operator : CG/JU

Sample : N1179-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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-02 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.506 4.11 ng/ul 54362 Naphthalene-d8 11.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Isopropoxy-2-butanone 130 C7H1402 032541-58-5 35
2 Vinyl 2-ethyl-2,5-dimethylhexanoate 198 C12H2202 1000498-24-9 22
3 1-Octanol, 2,2-dimethyl- 158 C10H220 002370-14-1 22
4 Phytanic acid 312 C20H4002 014721-66-5 16
5 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 14

Abundance Scan 1365 (11.506 min): BG052085.D\data.ms (-1357) (-

m/z 71.15 100.00%

71.2
5000 M W
127.2 d “OHMW
TN
% m/z 41.15 82.65%
miz--> 50 100 150 200 250 300
Abundance #15413: 4-Isopropoxy-2-butanone
1 WJ\A
5000 87.0 w g 1A e
11.50
m/z 87.25 81.20%
\‘\ L\ ‘\h“‘h\‘ “ T ‘\ ‘ \1\2\9.9‘ T T T ‘ T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #73643: Vinyl 2-ethyl-2,5-dimethylhexanoate
AL
127.0 A TS A
11.50
5000 ITI/Z 102.15 77 .07%
29.0
miz--> 50 100 150 200 250 300 /“
Abundance #34635: 1-Octanol, 2,2-dimethyl- A 1 ‘A‘
43.0 11.50
m/z 43.20 73.45%
5000 127.0 J\U\W (\/\A
“‘u“wm‘u\u‘_m_m_m_m A J\ R
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG@52085.D

Acqg On : 19 Jan 2022 22:58
Operator : CG/JU

Sample : N1179-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 1-Dodecanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.563 2.38 ng/ul 58086 Chrysene-d12 21.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
2 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 90
3 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 83
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 83
5 Carbonic acid, decyl dodecyl ester 370 C23H4603 1000383-16-1 83

Abundance Scan 3077 (21.563 min): BG052085.D\data.ms (-3072) (-  m/z 57.15 100.00%
57.1

> #JVMMNNMWJkaMVMNWWN
97.2
T T
1329 207.1 21.50
169.2
- ‘M | H““ ‘ AL 28 7 43,15 80.68%
miz--> 50 150 200 250
Abundance #161356:1-DodecanoL2-hexyL
57.0
5000 e ‘
97.0 21.50
m/z 71.15 50.53%
7.0 ‘ ‘
TOL LAy 1390 1820 52202520
miz--> 50 100 15 200 250
Abundance #316440: Carbonic acid, decyl hexadecyl ester
57.0 /\
i gty Y ,
21. 50
5000 0 ITI/Z 55.15 42.17%
141.0
225.0
2zo) Il L. 1820 | 287.0
T —
miz--> 50 150 200 250
Abundance #197438.1—DodecanoL2—omyL —
57.0 21.50
m/z 85.15 40.65%
5000 97.0
p7j0 Il h‘ \\HH “n fl | 1820 2240 2800
miz--> 50 100 150 200 250 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011922\
Data File : BG052085.D

Acqg On : 19 Jan 2022 22:58
Operator : CG/JU

Sample : N1179-03

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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|
Hexanoic acid, ... 9.567 24.9 ng/ul 217195 1 8.245 174100 20.0
unknown-01 11.347 2.5 ng/ul 33152 2 11.083 264566 20.0
unknown-02 11.506 4.1 ng/ul 54362 2 11.083 264566 20.0
1-Dodecanol, 2-... 21.563 2.4 ng/ul 58086 5 21.956 488674 20.0
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