LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49490.D

Acqg On : 26 Jul 2021 22:51
Operator : CG/JU

Sample : M3082-15

Misc :

ALS Vvial : 20 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-BG0O72421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49490.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.078 3 7 16 rBV2 74145 157601 37.97% 3.856%
2 3.161 17 21 33 rvB 128116 208503 50.23% 5.102%
3 3.877 140 143 147 rBV3 8774 13678 3.29% 0.335%
4 4.241 203 205 208 rBvV3 1249 1073 0.26% 0.026%
5 4.899 315 317 318 rBV2 1609 1334 0.32% 0.033%
6 5.128 354 356 358 rBV2 1265 1048 0.25% 0.026%
7 5.986 500 502 506 rvVB2 1219 1026 0.25% 0.025%
8 6.080 516 518 523 rBV3 1102 1428 0.34% 0.035%
9 6.180 531 535 538 rBV 1254 2125 0.51% 0.052%
10 7.149 699 700 703 rVB 1546 1054 0.25% 0.026%
11  7.202 703 709 718 rBV2 41977 75241 18.13% 1.841%
12 7.367 732 737 744 rVB 26579 44097 10.62% 1.079%
13 7.578 767 773 781 rVB2 42648 72022 17.35% 1.762%
14 8.048 845 853 863 rBvV2 82686 144201 34.74%  3.528%
15 8.283 8990 893 896 rBv2 1046 1219 0.29% 0.030%
16 8.682 957 961 963 rBV 1303 1350 ©0.33% 0.033%
17 8.759 968 974 981 rVV2 50339 84723 20.41% 2.073%
18 9.053 1022 1024 1027 rBV 1239 1103 0.27% 0.027%
19 9.217 1046 1052 1059 rBv2 41939 78259 18.85% 1.915%
20 9.481 1096 1097 1100 rVB 1052 1019 0.25% 0.025%
21  9.945 1168 1176 1182 rBvV2 38307 69473 16.74% 1.700%
22 10.245 1225 1227 1230 rVB2 1198 1224 0.29% 0.030%
23 10.345 1242 1244 1249 rVB 1027 1198 0.29% 0.029%
24 10.492 1263 1269 1277 rVB 49255 92476 22.28% 2.263%
25 10.633 1288 1293 1299 rBV4 9050 13985 3.37% 0.342%
26 10.868 1323 1333 1340 rBV 114448 211996 51.07% 5.187%
27 11.003 1349 1356 1367 rBV3 39787 76736 18.49% 1.878%
28 11.179 1384 1386 1391 rVB 1044 1274 0.31% 0.031%
29 11.267 1398 1401 1402 rBV 1199 1134 0.27% 0.028%
30 11.332 1409 1412 1415 rBV 1099 1253 0.30% 0.031%
31 11.784 1486 1489 1492 rBV 915 1340 0.32% 0.033%
32 11.960 1514 1519 1522 rVB 1064 1593 0.38% 0.039%
33 12.219 1561 1563 1567 rBV 874 1019 0.25% 0.025%
34 12.442 1598 1601 1604 rBV 963 1663 0.40% 0.041%
35 12.518 1611 1614 1617 rBvV3 1641 2449 0.59% 0.060%
36 12.753 1652 1654 1658 rvB2 1699 1488 0.36% 0.036%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49490.D

Acqg On : 26 Jul 2021 22:51
Operator : CG/JU

Sample : M3082-15

Misc :

ALS Vvial : 20 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-BG072421.M
Title : SVOA CALIBRATION
37 12.994 1690 1695 1696 rBV 836 1116 0.27% 0.027%
38 13.047 1701 1704 1706 rBV 974 1205 0.29% 0.029%
39 13.294 1745 1746 1749 rVB2 1728 1127 0.27% 0.028%
40 13.529 1780 1786 1790 rVB2 3542 5924 1.43% 0.145%
41 13.582 1792 1795 1798 rVB 1384 1714 0.41% 0.042%
42 13.864 1838 1843 1844 rBV 1413 1601 0.39% 0.039%
43 13.934 1853 1855 1859 rBV 1386 1753 0.42% 0.043%
44 14.022 1866 1870 1873 rVB 1713 2417 0.58% 0.059%
45 14.093 1876 1882 1889 rVV 106730 162801 39.22% 3.983%
46 14.204 1900 1901 1905 rBV 1189 1166 0.27% 0.027%
47 14.392 1926 1933 1942 rVB 110646 178164 42.92% 4.359%
48 14.698 1978 1985 1992 rVB 208967 311914 75.14% 7.632%
49 14.833 2004 2008 2013 rBvV 3225 4885 1.18% ©0.120%
50 14.898 2013 2019 2022 rBV2 36348 64034 15.43% 1.567%

51 14.945 2022 2027 2036 rVB 259839 415117 100.00% 10.157%

52 15.103 2050 2054 2059 rVB4 5728 7634 1.84% 0.187%
53 15.362 2097 2098 2102 rVB4 1357 1634 0.39% 0.040%
54 15.532 2124 2127 2131 rVB3 2196 2903 0.70% 0.071%
55 15.603 2137 2139 2142 rVB3 1469 1349 0.32% 0.033%
56 15.691 2142 2154 2160 rBV 155209 253408 61.04% 6.200%
57 15.808 2169 2174 2183 rBV2 31979 48788 11.75%  1.194%
58 15.931 2192 2195 2199 rBV3 2740 3203 0.77% ©.078%
59 16.090 2221 2222 2226 rVB3 1293 1036 ©0.25% 0.025%
60 16.237 2244 2247 2249 rBV3 897 1015 0.24% 0.025%
61 16.325 2258 2262 2267 rBV2 3714 5595 1.35% ©.137%
62 16.390 2272 2273 2279 rVV5 2392 4130 0.99% 0.101%
63 16.578 2300 2305 2308 rVB3 2831 4808 1.16% 0.118%
64 16.625 2308 2313 2314 rBV3 1188 1671 0.40% 0.041%
65 16.942 2364 2367 2368 rBV 1696 1605 0.39% ©0.039%
66 16.977 2370 2373 2375 rVWV 1656 1682 0.41% 0.041%
67 17.335 2430 2434 2439 rBV6 4408 7172 1.73% ©0.175%
68 17.394 2442 2444 2447 rBV3 4037 4660 1.12% ©0.114%
69 17.447 2447 2453 2458 rBV 257617 390729 94.13%  9.560%
70 17.547 2465 2470 2477 rVB 169484 261998 63.11% 6.410%
71 17.706 2493 2497 2498 rBV3 1996 2469 0.59% 0.060%
72 18.023 2550 2551 2553 rBV2 3097 1772 0.43% 0.043%
73 18.211 2578 2583 2588 rBV6 8975 20465 4.93% 0.501%
74 18.328 2598 2603 2607 rBV2 37439 57131 13.76% 1.398%
75 18.851 2690 2692 2693 rBV2 7855 5793 1.40% ©.142%

76 19.497 2799 2802 2809 rVB 76773 109007 26.26% 2.667%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49490.D

Acqg On : 26 Jul 2021 22:51
Operator : CG/JU

Sample : M3082-15

Misc

ALS Vvial : 20 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-BG072421.M
Title : SVOA CALIBRATION
77 19.832 2854 2859 2871 rVB2 197525 358133 86.27% 8.763%

Sum of corrected areas: 4087073
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49490.D

Acq On : 26 Jul 2021 22:51
Operator : CG/JU

Sample : M3082-15

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG049490.D\data.ms
250000

200000

150000 161

10.868

100000
of8 8.048
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Abundance TIC: BG049490.D\data.ms
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14.084-392
100000 19.497

50000 14.898

STV 108 20 JJJHQ

G204 o »
L L L L B B B A \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 3.00 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: BG049490.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49490.D

Acq On : 26 Jul 2021 22:51
Operator : CG/JU

Sample : M3082-15

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.078 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.078 21.86 ng/ul 157601 1,4-Dichlorobenzene-d4 8.048

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 93
2 Cyclohexane 84 C6H12 000110-82-7 81
3 Cyclohexane 84 C6H12 000110-82-7 74
4 Cyclohexane 84 C6H12 000110-82-7 72
5 Cyclohexane 84 C6H12 000110-82-7 64
Abundance Scan 7 (3.078 min): BG049490.D\data.ms (-3) (-) m/z 56.10 100.00%
56.1 84.1
41.1
5000
69.2
RRER R
‘ 3.103.203.303.403.50
0““‘H““‘w“‘dhh‘uﬁw e prr e e m/z 84.10 87.15%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0
84.0
5000 410 RN N R R
69.0 3.103.203.303.403.50
m/z 41.15 61.14%
27.0 H
O\\\“:L'\:)\.O\‘\\\‘“‘\\\i}\‘\\\i‘\”‘\‘\\\‘}‘\\\f‘f‘\‘!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0 TP TR T
3.103.203.303.403.50
5000 41.0 m/z 55.10 43.06%
69.0
%
ol 280 i WL
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1644: Cyclohexane T
56.0 3.103.203.303.403.50
210 84.0 m/z 39.10  38.59%
5000
27.0
69.0
120 | “\ |
ol e e e L e
m/z--> 10 20 30 40 50 60 70 80 90 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49490.D

Acq On : 26 Jul 2021 22:51
Operator : CG/JU

Sample : M3082-15

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.161 28.92 ng/ul 208503 1,4-Dichlorobenzene-d4 8.048

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 42
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
Abundance  Scan 21 (3.161 min): BG049490.D\data.ms (-17) (-) m/z 73.15 100.00%
73.2
5000
e
3.20 3.40 3.60
o b b 288 AT o 4315 3s.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L I L
3.20 3.40 3.60
H ‘ m/z 87.15 33.29%
O\l‘\‘\M‘”\W‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

320 340 3.60
5000 m/z 55.15 26.60%

|
e
m/z--> 50 100 150 200 250 300 350 400 450 M
Abundance #15764: 2,2,4-Trimethyl-3-pentanol

022

73.0 320 340 3.60
m/z 41.15 13.21%

5000

o

H\ ‘\H Al l 129.0
0 100 150 200 250 300 350 400 450 320 340 3.60

m/z--> 5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49490.D

Acq On : 26 Jul 2021 22:51
Operator : CG/JU

Sample : M3082-15

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.328 2.92 ng/ul 57131 Phenanthrene-d10 17.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 53
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Tridecanoic acid 214 C13H2602 000638-53-9 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 2603 (18.328 min): BG049490.D\data.ms (-2598) (-  m/z 73.15 100.00%

74.2
431
5000 129.2 192.1
H‘ %T ‘ { 227.3 256.¢ 18.00 18.50
m— ] ”1ﬁ“ﬂuﬂM‘UﬂmJ“J_‘m Wl Ll w2 ee.15  o1.42%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126203: Pentadecanoic acid
43.0 73.0
5000 129.0 o Mk g
18.00 18.50
199.0 2420 m/z 43.15 70.02%
i A .
O \\\‘\‘\\\‘i‘}‘\\”!” \M;‘\ H\\\\““\\“”‘1‘\”\‘\\‘\\\\“\\‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #92063: Tridecanoic acid
73.
43.0 0

18.00 18.50
5000 129.0 m/z 55.15 68.31%
171.0
214.0
0 ]‘-§ -0} H Al ?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92070: Tridecanoic acid P e
73.0 18.00 18.50
m/z 41.15 67.79%
43.0
5000
129.0
1710 2140
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072621\
Data File : BGO49490.D

Acqg On : 26 Jul 2021 22:51
Operator : CG/JU

Sample : M3082-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... 3.078 21.9 ng/ul 157601 1 8.048 144201 20.0
Butane, 2-metho... 3.161 28.9 ng/ul 208503 1 8.048 144201 20.0
Pentadecanoic acid 18.328 2.9 ng/ul 57131 4 17.447 390729 20.0
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