LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003950.D

Acqg On : 27 Jan 2021 16:19
Operator : SY/MD

Sample : VSTDICVO5e

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y012721S.M

Title : SW846 8260

Signal : TIC: VY@03950.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.912 9 15 27 rVB 86207 121770  7.42%  0.285%
2 2.119 44 49 63 rvB 83581 121158 7.39% 0.283%
3 2.259 65 72 83 rBV 93652 147224 8.97% 0.344%
4 2.662 130 138 152 rVB 88273 177660 10.83% 0.416%
5 2.808 154 162 172 rVB 48013 100555 6.13% 0.235%
6 3.137 207 216 232 rVB 120020 283798 17.30% 0.664%
7 3.5406 274 282 296 rVB 66485 157015 9.57% 0.367%
8 3.741 307 315 326 rBV 29299 74194  4.52% 0.174%
9 3.899 328 341 365 rW3 167637 807961 49.25% 1.890%
106 4.107 365 375 383 rW 52846 148976  9.08%  0.348%
11  4.204 383 391 405 rVB 89366 246032 15.00% 0.576%
12 4.497 420 439 457 rBV 124500 378268 23.06% 0.885%
13 4.728 465 477 496 rVB2 96989 304923 18.59% 0.713%
14 4.960 500 515 531 rBV3 17761 80253 4.89% 0.188%
15 5.234 538 560 579 rBv2 213078 936712 57.10% 2.191%
16 6.076 679 698 704 rBV2 296238 1155045 70.41% 2.702%
17 6.996 835 849 858 rBvV2 329109 937801 57.17%  2.194%
18 7.088 858 864 871 rBvV2 64038 176247 10.74% 0.412%
19 7.350 890 907 924 rBV5 176981 593471 36.18% 1.388%
20 7.521 924 935 946 rBvV 134099 329223 20.07% 0.770%
21 7.716 955 967 974 rBV2 212641 613917 37.42% 1.436%
22 7.795 974 980 988 rVVW2 327460 792128 48.29% 1.853%
23 7.917 988 1000 1013 rVB4 290197 1110579 67.70% 2.598%
24  8.167 1026 1041 1048 rBV3 327204 815541 49.72%  1.908%
25 8.246 1048 1054 1057 rBV 89825 190748 11.63% 0.446%
26 8.697 1113 1128 1136 rBV 176147 345514 21.06% 0.808%
27 8.947 1159 1169 1181 rVB 239733 459303 28.00% 1.074%
28 9.191 1198 1209 1212 rBV 305262 665996 40.60% 1.558%
29 9.301 1221 1227 1233 rBV2 198943 433682 26.44% 1.014%
30 9.362 1233 1237 1248 rVB 93088 158474 9.66% 0.371%
31 9.502 1252 1260 1268 rVB 162760 300744 18.33% 0.703%
32 9.721 1289 1296 1301 rBV 23361 44881 2.74% 0.105%
33 9.789 1301 1307 1315 rVB 435692 717065 43.71% 1.677%
34 9.935 1322 1331 1339 rVB 214665 386490 23.56% 0.904%
35 10.075 1346 1354 1363 rBV 462906 775014 47.24%  1.813%

36 10.185 1363 1372 1377 rVW 372875 652700 39.79% 1.527%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003950.D

Acqg On : 27 Jan 2021 16:19
Operator : SY/MD

Sample : VSTDICVO5e

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y012721S.M
Title : SW846 8260
37 10.246 1377 1382 1391 rVB 449038 760250 46.34% 1.778%
38 10.471 1410 1419 1422 rBV 211587 352439 21.48% 0.824%
39 10.514 1422 1426 1432 rVV 176199 268806 16.39% 0.629%
40 10.581 1432 1437 1442 rVV2 42818 77549 4.73% 0.181%
41 10.648 1442 1448 1454 rVW 196460 325829 19.86% 0.762%
42 10.721 1454 1460 1466 rVvV 416007 686618 41.86% 1.606%
43 10.794 1466 1472 1475 rVWV 181999 307791 18.76% 0.720%
44 10.837 1475 1479 1488 rVB 365559 557834 34.01% 1.305%
45 10.935 1488 1495 1499 rBV 147420 223806 13.64% 0.524%
46 10.990 1499 1504 1510 rVB 154257 261816 15.96% 0.612%
47 11.093 1515 1521 1528 rVB 94068 157756  9.62% 0.369%
48 11.520 1579 1591 1597 rBV2 397735 1037588 63.25% 2.427%
49 11.593 1597 1603 1613 rVvV 830893 1305511 79.58% 3.054%
50 11.703 1613 1621 1630 rVV 909360 1634850 99.66%  3.824%
51 12.038 1668 1676 1687 rVB2 753546 1512192 92.18% 3.537%
52 12.148 1687 1694 1699 rBV 202545 300060 18.29% 0.702%
53 12.209 1699 1704 1713 rVB 126913 209202 12.75% 0.489%
54 12.331 1716 1724 1729 rBV 602869 917186 55.91%  2.145%
55 12.380 1729 1732 1738 rVB 123621 183503 11.19% 0.429%
56 12.483 1743 1749 1759 rVB2 364324 631941 38.52% 1.478%
57 12.611 1759 1770 1776 rBV3 463831 1151123 70.17% 2.693%
58 12.672 1776 1780 1787 rVB 587846 875186 53.35% 2.047%
59 12.758 1787 1794 1799 rBV 461595 714700 43.57% 1.672%
60 12.812 1799 1803 1807 rVWV 622993 941722 57.41% 2.203%
61 12.855 1807 1810 1817 rVB 472808 688989 42.00% 1.612%
62 13.075 1839 1846 1850 rBV 571709 931417 56.78% 2.179%
63 13.117 1850 1853 1860 rVB2 766792 1196330 72.93% 2.798%
64 13.251 1868 1875 1882 rBV 565113 858197 52.32% 2.007%
65 13.367 1887 1894 1899 rBV 1087040 1640420 100.00% 3.837%
66 13.446 1899 1907 1918 rVB2 495546 1141038 69.56% 2.669%
67 13.696 1942 1948 1952 rBV 627282 918452 55.99%  2.148%
68 13.739 1952 1955 1962 rVB 397442 580437 35.38% 1.358%
69 13.965 1985 1992 2001 rVB 358210 584976 35.66% 1.368%
70 14.361 2049 2057 2063 rVB2 54618 104660 6.38%  0.245%
71 14.672 2101 2108 2115 rVB 547941 796385 48.55% 1.863%
72 15.007 2147 2163 2170 rBV 378908 594764 36.26% 1.391%
73 15.111 2173 2180 2188 rVV 399771 627994 38.28% 1.469%
74 15.239 2193 2201 2207 rBV 255847 432516 26.37% 1.012%
75 15.422 2220 2231 2240 rBV 291983 517083 31.52% 1.210%

82Y012721S.M Thu Jan 28 10:23:03 2021 Page: 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003950.D

Acqg On : 27 Jan 2021 16:19
Operator : SY/MD

Sample : VSTDICVO5e

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y012721S.M
Title : SW846 8260

Sum of corrected areas: 42749978
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\

: VY003950.D

: 27 Jan 2021 16:19

: SY/MD

: VSTDICVeS50

: 5.00g/5mL/MSVOA_Y/SOIL
11

Sample Multiplier: 1
: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012721S.M
: SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VY003950.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003950.D

Acqg On : 27 Jan 2021 16:19
Operator : SY/MD

Sample : VSTDICVO50

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012721S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Propane, 1-nitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.721 6.49 ug/l 44881  1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 83
2 Propane, 2-nitro- 89 (C3H7NO2 000079-46-9 64
3 Propene 42 C3He6 000115-07-1 9
4 TIsopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 4
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 1296 (9.721 min): VY003950.D\data.ms (-1289) (-) m/z 43.10 100.00%

43.1
5000
‘ 9.50 10.00
o P e e m/z 41.10 85.03%
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2167: Propane, 1-nitro-
43.0
27.0
5000 T T \]\\/\\\ T
9.50 10.00
m/z 39.10 33.93%
O \\\‘\\\\’]\-?\0\‘\\!!1\\\\’!11\‘\5\\7\.(‘)\\\\7’2\.9\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2168: Propane, 2-nitro-
43.0
27.0 T \
9.50 10.00
5000 m/z 42.10 14.37%
15.0
0 2.0 | UL il 57.0 70.0 89.0
R N B S R RN E R
m/z--> 0 10 20 30 40 50 60 70 80 90 /J\
Abundance #57: Propene T ]
41.0 9.50 10.00
m/z 38.20 6.27%
5000 27.0
10190 \/k JLA
0 kum,um"1“H“‘,HH_HWHH,MWm_m SRV SR WAWA
m/z--> 0 10 20 30 40 50 60 70 80 90 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003950.D

Acqg On : 27 Jan 2021 16:19
Operator : SY/MD

Sample : VSTDICVO50

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012721S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Acetic acid, butyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.935 10.78 ug/l 223806  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Isobutyl acetate 116 C6H1202 000110-19-0 39
3 1-Butanol, 4-chloro-, acetate 150 C6H11C102 006962-92-1 17
4 Isobutylamine 73 C4H11N 000078-81-9 9
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 9
Abundance Scan 1495 (10.935 min): VY003950.D\data.ms (-1488) (-  m/z 43.05 100.00%
43.0
5000
73.1 L
‘ ‘ ‘ 11.00
ob—— 2071 28LU u/; s6.10  41.36%
miz-> 50 100 150 200 250
Abundance #8113: Acetic acid, butyl ester
43.0
5000 T
11.00
73.0 m/z 73.10 17.65%
01\4‘-\0“\‘ ‘\““M\‘ \“\ T ‘1:!-5\.0\ L L B B B B B B B
miz--> 50 100 150 200 250
Abundance #8080: Isobutyl acetate
43.0
A
11.00
5000 m/z 41.10 17.60%
73.0
T
miz--> 50 100 150 200 250
Abundance #24127: 1-Butanol, 4-chloro-, acetate e
43.0 11.00
m/z 61.10 15.24%
5000
73.0 ]\
oo Llf [ om0 I
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003950.D

Acqg On : 27 Jan 2021 16:19
Operator : SY/MD

Sample : VSTDICVO50

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012721S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.672 34.90 ug/l 796385 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 2108 (14.672 min): VY003950.D\data.ms (-2101) (-  m/z 119.05 100.00%

119.1
5000

91.1 f CT
14 50 15.00
39.1 65.1
Ol b L J148.1 1771 2069 /7 134,05  41.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 — —
14.50 15.00
91.0 m/z 91.10  17.04%
39.0
150 " 030, ‘ W
O \\\‘\‘\\\‘\\\\“\\\\‘\\f\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
P
14 50 15.00
5000 m/z 120.10  9.47%
91.0
150 390 65.0 |
Y i R T S R ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl- —— b
119.0 14.50 15.00
m/z 117.10 9.26%
5000
91.0
39.0 65.0 ‘ ‘
o‘1‘5‘9“:”“*”““mJ\m‘“:‘H‘l””_m_m_m_m e ——t
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003950.D

Acqg On : 27 Jan 2021 16:19
Operator : SY/MD

Sample : VSTDICVO5e

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012721S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Propane, 1-nitro- 9.721 6.5 ug/l 44881 2  8.697 345514 50.0
Acetic acid, bu... 10.935 10.8 wug/l 223806 3 11.496 1037590 50.0
Benzene, 1,2,4,... 14.672 34.9 ug/l 796385 4 13.428 1141040 50.0
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