LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003948.D

Acqg On : 27 Jan 2021 13:01
Operator : SY/MD

Sample : VSTDICC1e0

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 7 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@03948.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 29 rVB 176193 259799 6.00%  0.240%
2 2.119 44 49 62 rvVB 234802 337490 7.79% 0.312%
3 2.259 62 72 89 rvB 256781 404209 9.33% 0.373%
4 2,558 112 121 128 rBV7 14616 49373 1.14% 0.046%
5 2.656 129 137 153 rVV 193882 426448 9.84%  0.394%
6 2.802 153 161 172 rVB 130269 260142 6.00%  0.240%
7 3.137 207 216 232 rBV 282454 685097 15.81% 0.633%
8 3.540 273 282 297 rBV 174540 419087 9.67% 0.387%
9 3.741 306 315 328 rBV 80159 207294 4.78% 0.191%
106 3.893 328 340 365 rVV3 420848 1972707 45.53% 1.822%
11 4.107 365 375 383 rVW 127460 366057 8.45% 0.338%
12 4.210 383 392 413 rVB 241583 686014 15.83% 0.634%
13 4.497 421 439 465 rVB 340643 1049349 24.22% 0.969%
14 4.735 465 478 495 rBV 261926 811805 18.74% 0.750%
15 4.978 501 518 536 rVB3 44480 195938 4.52% 0.181%
16 5.234 538 560 583 rBV3 561375 2478890 57.22%  2.290%
17 6.076 679 698 704 rBV2 833949 3096641 71.47% 2.860%
18 7.002 835 850 859 rBV2 860491 2461466 56.81% @ 2.274%
19 7.094 859 865 872 rBV3 177829 488869 11.28% 0.452%
20 7.350 892 907 924 rBV5 467237 1557250 35.94% 1.438%
21  7.521 924 935 948 rVB 357896 880076 20.31% 0.813%
22 7.716 954 967 974 rBV2 525861 1524730 35.19% 1.408%
23 7.795 974 980 988 rvv2 691506 1747017 40.32% 1.614%
24 7.923 988 1001 1015 rVB4 763334 2979734 68.78% 2.752%
25 8.167 1026 1041 1049 rBV3 890823 2253562 52.01% 2.082%
26 8.252 1049 1055 1057 rBV 244545 494602 11.42% 0.457%
27 8.697 1120 1128 1140 rVB 234378 466236 10.76% 0.431%
28 8.947 1155 1169 1182 rBV 616520 1171626 27.04% 1.082%
29 9.191 1199 1209 1212 rBV 855058 1769890 40.85% 1.635%
30 9.307 1221 1228 1234 rBv2 518817 1115621 25.75% 1.030%
31 9.362 1234 1237 1249 rVB 235968 406660 9.39% 0.376%
32 9.502 1252 1260 1274 rVB 420778 800673 18.48% 0.740%
33 9.728 1288 1297 1301 rBV 65460 126240 2.91% 0.117%
34 9.788 1301 1307 1316 rVB 1218880 2033473 46.93% 1.878%
35 9.935 1323 1331 1339 rBV 617692 1043648 24.09% 0.964%

36 10.075 1347 1354 1364 rVB 1279120 2133243 49.24% 1.970%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003948.D

Acqg On : 27 Jan 2021 13:01
Operator : SY/MD

Sample : VSTDICC1e0

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 7 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 10.185 1364 1372 1377 rVV 1021101 1773897 40.94% 1.638%
38 10.246 1377 1382 1393 rVB 1163395 2045517 47.21% 1.889%
39 10.471 1410 1419 1423 rBV 582268 998647 23.05% 0.922%
40 10.514 1423 1426 1432 rVV 474847 694910 16.04% 0.642%
41 10.581 1432 1437 1442 rWV 59608 109561 2.53% 0.101%
42 10.648 1442 1448 1454 rVwV 520381 862687 19.91% 0.797%
43 10.721 1454 1460 1466 rVvV 994714 1650572 38.10% 1.525%
44 10.794 1466 1472 1475 rVW 501014 840373 19.40% 0.776%
45 10.837 1475 1479 1488 rVV 961575 1471640 33.97% 1.359%
46 10.935 1488 1495 1499 rVWV 422011 625168 14.43% 0.577%
47 10.989 1499 1504 1511 rVV 393556 656849 15.16% 0.607%
48 11.093 1511 1521 1529 rVB 232403 385898 8.91% 0.356%
49 11.520 1577 1591 1597 rBV2 1064071 2227373 51.41% 2.057%
50 11.593 1597 1603 1613 rVV 2167105 3451071 79.65% 3.188%
51 11.703 1613 1621 1631 rVB 2344711 4332535 100.00% 4.002%
52 12.038 1667 1676 1687 rBV2 2026151 4067918 93.89% 3.757%
53 12.148 1687 1694 1699 rBV 587799 851080 19.64% 0.786%
54 12.209 1699 1704 1711 rVB2 297061 487023 11.24%  0.450%
55 12.331 1715 1724 1729 rBV 1575810 2364214 54.57% 2.184%
56 12.379 1729 1732 1738 rVB 317951 464473 10.72% 0.429%
57 12.483 1743 1749 1758 rVB2 882872 1420045 32.78% 1.312%
58 12.611 1758 1770 1776 rBV3 1193909 2998563 69.21% 2.770%
59 12.672 1776 1780 1787 rVB 1530794 2283678 52.71% 2.109%
60 12.757 1787 1794 1799 rBV 1207815 1870889 43.18% 1.728%
61 12.812 1799 1803 1807 rVV 1584631 2388561 55.13% 2.206%
62 12.855 1807 1810 1818 rVB 1232982 1791095 41.34% 1.654%
63 13.074 1839 1846 1850 rBV 1458039 2350356 54.25% 2.171%
64 13.117 1850 1853 1860 rVB2 1953380 3014488 69.58% 2.784%
65 13.257 1869 1876 1882 rBV 1418127 2164974 49.97%  2.000%
66 13.367 1887 1894 1900 rBV 2717384 4104367 94.73% 3.791%
67 13.446 1900 1907 1916 rVB2 1198161 2252361 51.99% 2.080%
68 13.696 1941 1948 1952 rBV 1467789 2154858 49.74%  1.990%
69 13.739 1952 1955 1963 rVB 967821 1371361 31.65% 1.267%
70 13.965 1985 1992 1999 rVB 812719 1341947 30.97% 1.240%
71 14.355 2049 2056 2064 rVB2 134535 259492 5.99%  0.240%
72 14.513 2074 2082 2087 rBV 25432 45020 1.04% 0.042%
73 14.672 2101 2108 2115 rBV 1365622 1951587 45.04% 1.803%
74 15.007 2149 2163 2171 rBV 854877 1377373 31.79% 1.272%
75 15.111 2171 2180 2187 rVB 853240 1361047 31.41% 1.257%

76 15.239 2193 2201 2209 rBV 615239 1044854 24.12%  ©.965%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003948.D

Acqg On : 27 Jan 2021 13:01
Operator : SY/MD

Sample : VSTDICC1e0

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 7 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
77 15.422 2221 2231 2240 rBV 683677 1195012 27.58% 1.104%

Sum of corrected areas: 108264290
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003948.D

Acqg On : 27 Jan 2021 13:01
Operator : SY/MD

Sample : VSTDICC100

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 7 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
Abundance TIC: VY003948.D\data.ms
2500000
2000000
1500000
1000000 6.076
5.234
500000 3.893
2118259 3.137 a210 *197 4735
1.906 = 2-659 802 3.540 - ’
: 3741/ \ 4.10
0 2558 N\ : 4.978
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY003948.D\data.ms
2500000 11.703
11.59
2000000
1500000
10.07
9.788 10.246 s
10.131837 n
1000000 7 g e 8.167 9.191
7.795
7.71 8.947 9.307 9.935
500000 7 521 9.502 389
094 8 697 362 /\ 1.093
9.7
Time--> 7 50 9 OO 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY003948.D\data.ms
13.867
2500000
12.038
2000000 13.117
12.331 1, k3812
’ . g 13.696
1500000 13.0113.25 14.672
12.612.¥&855 18.446
13.739
1000000 12.483 13.965 15.087.11
2.148 15.2355'422
500000
14.355
o )\14.513
T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003948.D

Acqg On : 27 Jan 2021 13:01
Operator : SY/MD

Sample : VSTDICC100

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 7 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, 2-nitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.728 13.54 ug/l 126240 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 56
2 Propane, 1-nitro- 89 (C3H7NO2 000108-03-2 45
3 Isobutyl nitrite 103 C4H9NO2 000542-56-3 39
4 Propene 42 C3He 000115-07-1 9
5 Propanamide, 2,2-dimethyl- 101 C5H11NO 000754-10-9 9

Abundance Scan 1297 (9.728 min): VY003948.D\data.ms (-1288) (-) m/z 43.10 100.00%

3.1
5000
9.50 10.00
Ol 720 1270 2073 /7 a1.05  86.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2169: Propane, 2-nitro-
43.0
5000 — - L
9.50 10.00
m/z 39.10  32.75%
15.0 .
O\\\‘\‘\‘\}\“ }‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2167: Propane, 1-nitro-
43.0
9.50 10.00
5000 m/z 42.10 12.36%
OU A, 720
.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4540: Isobutyl nitrite
43.0 9.50 10.00
m/z 46.10 6.31%
5000
ol150 | 1730 1020 o A/\
R B AR AR S e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003948.D

Acqg On : 27 Jan 2021 13:01
Operator : SY/MD

Sample : VSTDICC100

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 7 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 14.03 ug/l 625168 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 40
3 Isobutylamine 73 C4H11N 000078-81-9 9
4 1-Butanol, 4-chloro-, acetate 150 C6H11Cl02 006962-92-1 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
Abundance Scan 1495 (10.935 min): VY003948.D\data.ms (-1488) (- m/z 43.10 100.00%
43.1
5000
73.1 T
‘ ‘ ‘ 11.00
Ol by L AOLL 1490 2091 nyz s6.10  40.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8119: Acetic acid, butyl ester
43.0
5000 T
11.00
3.0 m/z 73.10 17.53%
O \]_\5‘\.(‘)\‘}‘\\““}\\‘\““\\\‘\’\\J\-p‘l\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8080: Isobutyl acetate
43.0
‘ e
11.00
5000 m/z 41.05 16.89%
73.0
0 15\'\0 i “ i . 101.0
B RmE e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #751: Isobutylamine -
30.0 11.00
m/z 61.10 14.06%
5000
73.0 j\
Ol P
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\VY012721\
Data File : VY003948.D

Acqg On : 27 Jan 2021 13:01
Operator : SY/MD

Sample : VSTDICC100

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 7 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 43.32 ug/l 1951590 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 95
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94

Abundance Scan 2108 (14.672 min): VY003948.D\data.ms (-2101) (-  m/z 119.05 100.00%

119.1
5000
—— —
391 771 ) 14.50 15.00
ol b b W 482 281 /7 134,05  40.61%
miz--> 50 100 150 200 250
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 1 T
14.50 15.00
m/z 91.10 17.40%
39.0 77.0
Ol ‘\‘ i‘”\h“\“‘\ T ‘M\M‘ \“\ L B s s B B B
m/z--> 50 100 150 200 250
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
— —
14.50 15.00
5000 m/z 120.10 9.94%
39.0 77.0
0 oL “\ ih‘h\“u‘ “ ‘M‘M“ “\‘ — —— —
m/z--> 50 100 150 200 250
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl- —— -t
119.0 14.50 15.00
m/z 77.10 8.83%
5000
77.0
39.0 ‘
oLl I i‘n “H‘ " “M‘H\ e e —
m/z--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY012721\
Data File : VY003948.D

Acqg On : 27 Jan 2021 13:01
Operator : SY/MD

Sample : VSTDICC1e0

Misc : 5.00g/5mL/MSVOA_Y/SOIL

ALS vial : 7 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, 2-nitro- 9.728 13.5 ug/l 126240 2 8.697 466236 50.0
Acetic acid, bu... 10.935 14.0 ug/l 625168 3 11.496 2227370 50.0
Benzene, 1,2,4,... 14.672  43.3 ug/l 1951590 4 13.428 2252360 50.0
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