LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY033022\
Data File : VY008125.D

Acqg On : 30 Mar 2022 21:09
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032522S.M

Title : SW846 8260

Signal : TIC: VY@08125.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.906 9 14 28 rVB 56318 81526 5.39% 0.217%
2 2.113 43 48 59 rBvV 68501 98656 6.52% 0.262%
3 2.253 65 71 87 rBV 80282 129129 8.53% 0.343%
4 2.650 129 136 153 rVB 85559 185144 12.23% 0.492%
5 2.796 153 160 173 rVB 51521 103239 6.82% 0.274%
6 3.125 206 214 230 rVB 86143 211105 13.95% 0.561%
7 3.533 270 281 300 rBV 53784 131244 8.67% 0.349%
8 3.735 305 314 324 rBV 22391 56826 3.75% 0.151%
9 3.887 327 339 363 rBv4 142054 626465 41.38% 1.664%
10 4.094 363 373 381 rBV2 35488 100045 6.61% 0.266%
11  4.198 381 390 403 rVB 71657 200978 13.28% 0.534%
12 4.485 416 437 451 rBV 96100 295182 19.50% 0.784%
13 4.716 462 475 494 rVB 81377 256587 16.95% 0.682%
14  4.954 497 514 529 rBV 14084 52573 3.47% 0.140%
15 5.222 536 558 579 rBvV2 187190 840931 55.55%  2.234%
16 6.057 673 695 701 rBV2 247300 938283 61.98%  2.493%
17 6.990 834 848 856 rBV2 276010 805629 53.22%  2.140%
18 7.082 856 863 869 rBV3 62061 164633 10.88% 0.437%
19 7.344 891 906 923 rBV5 145226 495509 32.73% 1.316%
20 7.508 923 933 946 rVB 125548 310487 20.51% 0.825%
21 7.71@ 952 966 972 rBvV2 191403 539686 35.65% 1.434%
22 7.789 972 979 987 rVV2 305996 746866 49.34% 1.984%
23 7.911 987 999 1012 rVB4 251011 935280 61.78% 2.485%
24  8.161 1028 1040 1047 rBV3 291562 730635 48.27% 1.941%
25  8.240 1047 1053 1056 rBV 81415 174441 11.52% 0.463%
26 8.691 1118 1127 1139 rBV 217670 437450 28.90% 1.162%
27 8.941 1159 1168 1178 rBV 218449 418568 27.65% 1.112%
28 9.185 1197 1208 1211 rBV 255418 544584 35.98% 1.447%
29 9.301 1220 1227 1233 rBV3 190207 407012 26.89% 1.081%
30 9.362 1233 1237 1247 rVB 77903 132888 8.78% 0.353%
31 9.496 1251 1259 1268 rBV 153913 281368 18.59% 0.747%
32 9.715 1288 1295 1300 rBV 19125 36800 2.43% 0.098%
33 9.782 1300 1306 1317 rVV 340481 581038 38.38% 1.544%
34 9.929 1320 1330 1340 rBV 199032 340288 22.48% 0.904%
35 10.069 1345 1353 1364 rVV 401549 689659 45.56%  1.832%

36 10.179 1364 1371 1376 rVV 337470 572073 37.79% 1.520%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY033022\
Data File : VY008125.D

Acqg On : 30 Mar 2022 21:09
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032522S.M
Title : SW846 8260
37 10.246 1376 1382 1394 rVB 407067 707753 46.75%  1.880%
38 10.465 1410 1418 1422 rBV 191380 313848 20.73% 0.834%
39 10.508 1422 1425 1432 rVB 151650 233219 15.41% 0.620%
40 10.648 1441 1448 1454 rBV 191093 329675 21.78% 0.876%
41 10.721 1454 1460 1466 rVV 294247 488474 32.27%  1.298%
42 10.788 1466 1471 1475 rVWV 159840 290720 19.21% 0.772%
43 10.831 1475 1478 1488 rVV 301101 448619 29.64% 1.192%
44 10.929 1488 1494 1499 rVWW 122914 195244 12.90%  ©.519%
45 10.983 1499 1503 1512 rVV 143046 240161 15.87% 0.638%
46 11.087 1513 1520 1530 rVB 94485 161310 10.66% 0.429%
47 11.495 1578 1587 1588 rBV 344934 538949 35.60% 1.432%
48 11.514 1588 1590 1596 rVV 389604 559574 36.97% 1.487%
49 11.593 1596 1603 1613 rVvV 781018 1218469 80.49% 3.237%
50 11.703 1613 1621 1634 rVB 837725 1513767 100.00% 4.021%
51 12.038 1667 1676 1687 rBV2 695689 1411939 93.27% 3.751%
52 12.142 1687 1693 1699 rvV 166482 251553 16.62% 0.668%
53 12.209 1699 1704 1714 rVV 107817 176493 11.66% 0.469%
54 12.331 1717 1724 1729 rBV 552422 824390 54.46%  2.190%
55 12.379 1729 1732 1738 rVW 107367 153395 10.13% 0.407%
56 12.483 1742 1749 1757 rVB2 273931 427712 28.25% 1.136%
57 12.611 1757 1770 1776 rBV3 393307 1049718 69.34% 2.789%
58 12.672 1776 1780 1787 rVV 555247 815556 53.88% 2.167%
59 12.757 1787 1794 1799 rVwV 424448 661676 43.71% 1.758%
60 12.812 1799 1803 1807 rVV 550627 830844 54.89%  2.207%
61 12.855 1807 1810 1819 rVB 429109 623256 41.17% 1.656%
62 13.074 1840 1846 1849 rBV 514275 789175 52.13% 2.096%
63 13.117 1849 1853 1861 rVB2 748551 1195258 78.96% 3.175%
64 13.251 1866 1875 1882 rBV 550627 845239 55.84%  2.245%
65 13.367 1887 1894 1899 rBV 943435 1433361 94.69% 3.808%
66 13.440 1899 1906 1918 rVB2 467919 1130184 74.66% 3.002%
67 13.696 1942 1948 1952 rBV 525678 796435 52.61% 2.116%
68 13.739 1952 1955 1966 rVB 350812 531418 35.11% 1.412%
69 13.965 1985 1992 1999 rVB 297163 483552 31.94% 1.285%
70 14.361 2049 2057 2063 rVB2 49128 90750 5.99% 0.241%
71 14.672 2101 2108 2116 rBV 441923 647523 42.78% 1.720%
72 15.007 2156 2163 2171 rVB 266857 426325 28.16% 1.133%
73 15.111 2174 2180 2190 rVB 245461 401326 26.51% 1.066%
74 15.239 2193 2201 2208 rBV 224613 369725 24.42%  0.982%
75 15.428 2219 2232 2239 rBV 218493 384085 25.37% 1.020%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY033022\
Data File : VY008125.D

Acqg On : 30 Mar 2022 21:09
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032522S.M
Title : SW846 8260

Sum of corrected areas: 37643477
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY033022\
Data File : VY@08125.D

Acqg On : 30 Mar 2022 21:09
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032522S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VY008125.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY033022\
Data File : VY008125.D

Acqg On : 30 Mar 2022 21:09
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032522S.M
Quant Title : SW846 8260

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 n-Propyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.362 15.19 ug/l 132888 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 9
3 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 9
4 Isopropyl acetate 102 C5H1002 000108-21-4 9
5 1-Butanamine 73 C4H11N 000109-73-9 7

Abundance Scan 1237 (9.362 min): VY008125.D\data.ms (-1233) (-) m/z 43.05 100.00%

43.0
5000
61.0

JB 9.00 9.20 9.40 9.60
Obrrrrer oot et 789 869 n/z 61.00  36.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4778: n-Propyl acetate
43.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
9.00 9.20 9.40 9.60
61.0 m/z 73.00 21.38%
0 210 “ 74.0 103.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2550: Propanal, 2,3-dihydroxy-, (S)-
43.0
e ey
9.00 9.20 9.40 9.60
5000 61.0 ITI/Z 42.10 10.66%
LT g
0‘w‘HW‘H‘_‘H‘HH‘H‘W‘H‘HH‘_‘H,H‘WH‘W‘H‘V‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9856: Acetic acid, (acetyloxy)- T
43.0 9.00 9.20 9.40 9.60
m/z 41.10 9.10%
5000
73.0
ol 150 290 | 590 | 8801010 118.0
G e e b S R AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@33022\
Data File : VY@08125.D

Acqg On : 30 Mar 2022 21:09

Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032522S.M
: SW846 8260

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 Acetic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.929  18.11 ug/1l 195244  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Isobutyl acetate 116 C6H1202 000110-19-0 40
3 Isobutylamine 73 C4H11IN 000078-81-9 9
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
5 Ethanol, 2-chloro-, acetate 122 C4H7C102 000542-58-5 9

Abundance Scan 1494 (10.929 min): VY008125.D\data.ms (-1488) (- m/z 43.05 100.00%
43.0
5000
73.0 A
‘ ‘ ‘ 11.00
N — L] £ T I M-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9201: Acetic acid, butyl ester
43.0
5000 =T
11.00
73.0 m/z 73.00 22.31%
15.0 ‘ | ‘
0 \\‘\‘\‘M‘\\““H\‘\“H‘\\‘H:\lp‘l\.\ow\‘HH‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9158: Isobutyl acetate
43.0
‘ .
11.00
5000 m/z 61.00 18.83%
73.0
0 15\'\0 TWINNY A N \‘ . 101.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #857: Isobutylamine =
30.0 11.00
m/z 41.10 17.09%
5000
73.0
O v
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@33022\
Data File : VY@08125.D

Acqg On : 30 Mar 2022 21:09

Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032522S.M
: SW846 8260

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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.672  28.65 ug/l 647523 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 2108 (14.672 min): VY008125.D\data.ms (-2101) (- m/z 119.10 100.00%
119.1
5000
911 —— —
391 650 | || 1352 14.50 15.00
01—t m/z 134.20 42.19%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 —r— ——
14.50 15.00
m/z 91.10 16.44%
39.0 91.0
15.0 L 65.0 | ‘ ‘ 1%50
O\\‘\‘\‘\\\“\\“i‘\“i‘\\\H‘\\\\‘W\\w“\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
—— —
14.50 15.00
5000 m/z 120.10 10.15%
91.0
40 630 | | 1350
o} ARSI VNS U il RS NS VESSRY SN IR
miz--> 20 40 60 80 100 120 140
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl- —— —
119.0 14.50 15.00
m/z 117.10 8.23%
5000
91.0
39.0 650 | 135.0
Y A PO A MO N TH Ao o —_— e
m/z--> 20 40 60 80 100 120 140 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY033022\
Data File : VY@08125.D

Acqg On : 30 Mar 2022 21:09
Operator : SY/MD

Sample : VSTDCCCO50

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032522S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Propyl acetate 9.362 15.2 ug/l 132888 2 8.691 437450 50.0
Acetic acid, bu... 10.929 18.1 ug/l 195244 3 11.489 538949 50.0
Benzene, 1,2,3,... 14.672 28.6 ug/l 647523 4 13.428 1130180 50.0
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