LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe21221\
Data File : VWO18108.D

Acqg On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SOM2WLM@12921S.M
Title : VOC Analysis

Signal : TIC: VWO18108.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.148 37 40 44 rBV2 982 1629 0.14% 0.015%
2 2.184 44 46 49 rvv2 714 665 0.06% 0.006%
3  2.355 68 74 88 rVB 63194 125995 10.57%  1.150%
4 2.891 154 162 176 rBV 48573 124284 10.43% 1.135%
5 3.312 229 231 233 rwv2 239 210 0.02% 0.002%
6 3.501 260 262 265 rvv2 225 290 0.02% ©0.003%
7 3.544 265 269 270 rVv3 514 713 0.06% 0.007%
8 3.556 270 271 277 rW 704 1142 0.10% 0.010%
9 4.025 335 348 360 rBvV 118446 377667 31.70% 3.448%
106 4.287 389 391 395 rBV3 168 226 0.02% 0.002%
11  4.409 400 411 416 rBvV4 1252 3871 0.32% 0.035%
12 4.921 482 495 512 rBV 10041 35621 2.99% 0.325%
13 5.117 524 527 529 rBV3 275 348 0.03% 0.003%
14 5.165 529 535 536 rBvV3 833 1386 0.12% 0.013%
15 5.940 654 662 671 rBv4 3782 11233 0.94% 0.103%
16 6.397 730 737 749 rBV3 7117 22626 1.90% 0.207%
17 6.903 815 820 822 rBV2 652 1125 0.09% 0.010%
18 7.080 838 849 854 rBV 33478 94627 7.94%  0.864%
19 7.360 893 895 898 rvB2 203 217 0.02% 0.002%
20 7.427 902 906 909 rvB2 215 274 0.02% 0.003%
21 7.470 909 913 915 rBV2 168 235 0.02% 0.002%
22 7.549 922 926 928 rVB2 292 344 0.03% 0.003%
23 7.647 928 942 957 rBV 209011 511487 42.93% 4.670%
24 7.756 957 960 963 rVv3 409 593 0.05% 0.005%
25 7.854 974 976 981 rVB2 185 293 0.02% 0.003%
26 7.945 986 991 998 rBv3 498 1230 0.10% 0.011%
27 8.274 1035 1045 1061 rBV2 400773 1170069 98.20% 10.684%
28 8.396 1063 1065 1069 rVB2 799 948 0.08% 0.009%
29 8.427 1069 1070 1072 rVB 437 229 0.02% 0.002%
30 8.701 1107 1115 1122 rVB4 403 1330 0.11% 0.012%
31 8.841 1128 1138 1154 rBV 482834 931739 78.20%  8.508%
32 8.957 1155 1157 1161 rVB3 267 287 0.02% 0.003%
33 9.024 1161 1168 1182 rBV 53691 115477 9.69% 1.054%
34 9.274 1199 1209 1221 rBV 268484 538074 45.16% 4.913%
35 9.408 1226 1231 1239 rVB6 1717 3777 0.32% 0.034%

36 9.500 1239 1246 1262 rVB 67267 122605 10.29% 1.119%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe21221\
Data File : VWO18108.D

Acqg On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SOM2WLM@12921S.M
Title : VOC Analysis
37 9.634 1266 1268 1269 rBvV2 234 214 0.02% 0.002%
38 9.664 1269 1273 1282 rVB3 1268 2477 0.21% 0.023%
39 9.738 1282 1285 1286 rBV3 289 321 0.03% 0.003%
40 9.811 1294 1297 1300 rBV 198 232 0.02% 0.002%
41 10.036 1326 1334 1342 rBV 148237 269996 22.66%  2.465%
42 10.116 1344 1347 1348 rVV2 615 606 0.05% 0.006%
43 10.158 1352 1354 1356 rVB2 370 275 0.02% 0.003%
44 10.207 1356 1362 1372 rBvV2 5260 10655 0.89% 0.097%
45 10.323 1373 1381 1397 rBV 607888 1042129 87.46% 9.516%
46 10.433 1397 1399 1407 rVB4 814 1235 0.10% 0.011%
47 10.506 1407 1411 1415 rBV2 344 499 0.04% 0.005%
48 10.579 1415 1423 1433 rBV 96576 164434 13.80% 1.501%
49 10.664 1436 1437 1439 rBV 359 265 0.02% 0.002%
50 10.707 1439 1444 1447 rBV2 1981 3191 0.27% 0.029%
51 10.841 1460 1466 1473 rBV4 606 1200 0.10% 0.011%
52 10.920 1473 1479 1485 rBV 134905 228778 19.20% 2.089%
53 10.975 1485 1488 1496 rVB 13151 20870 1.75% 0.191%
54 11.067 1496 1503 1517 rBV 184712 315385 26.47%  2.880%
55 11.420 1559 1561 1563 rBV 250 305 ©0.03% 0.003%
56 11.469 1565 1569 1574 rBV2 2010 3289 0.28% 0.030%
57 11.573 1579 1586 1588 rBV4 1495 2774 0.23% 0.025%
58 11.628 1588 1595 1604 rVV 654995 1118547 93.88% 10.213%
59 11.707 1604 1608 1620 rVB 5829 10592 0.89% 0.097%
60 11.841 1625 1630 1631 rBV3 791 1115 ©0.09% 0.010%
61 11.871 1631 1635 1639 rVB4 1762 2643 0.22% 0.024%
62 11.993 1650 1655 1656 rBV3 203 353 0.03% 0.003%
63 12.024 1656 1660 1663 rVB4 557 965 ©.08% 0.009%
64 12.085 1664 1670 1676 rVV3 7383 12963 1.09% 0.118%
65 12.158 1676 1682 1685 rVV 10484 17350 1.46% 0.158%
66 12.194 1685 1688 1691 rVV 5816 8842 0.74% 0.081%
67 12.237 1691 1695 1706 rVB 5099 11122 0.93% 0.102%
68 12.341 1706 1712 1718 rBV2 5280 9620 ©0.81% ©0.088%
69 12.444 1723 1729 1739 rBV 18786 39259 3.29% 0.358%
70 12.554 1742 1747 1752 rVWV2 16042 29530 2.48% 0.270%
71 12.603 1752 1755 1761 rVB 7860 13130 1.10% ©0.120%
72 12.688 1761 1769 1776 rBV 228811 389941 32.73% 3.560%
73 12.749 1777 1779 1786 rVB4 2843 4685 0.39% 0.043%
74 12.822 1790 1791 1793 rBV2 640 400 0.03% 0.004%
75 12.865 1795 1798 1799 rBV2 1142 1000 ©0.08% 0.009%
76 12.969 1805 1815 1826 rVB 38812 61329 5.15% 0.560%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe21221\

Data File : VWe18108.D

Acqg On : 12 Feb 2021 14:23

Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs : © Peak Location: TOP

LSC Area Percent Report

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SOM2WLM@12921S.M
Title : VOC Analysis
77 13.115 1835 1839 1840 rBV3 2662 3333  0.28% 0.030%
78 13.194 1848 1852 1853 rBV3 1179 1443  0.12% 0.013%
79 13.249 1859 1861 1863 rBV3 804 900 0.08% 0.008%
80 13.304 1863 1870 1878 rvv4 15311 36333 3.05% 0.332%
81 13.396 1881 1885 1890 rVB3 9592 15770 1.32% 0.144%
82 13.456 1891 1895 1900 rBV3 6269 10192 0.86% 0.093%
83 13.554 1905 1911 1918 rBV 748222 1191527 100.00% 10.880%
84 13.645 1921 1926 1933 rBV 142603 235063 19.73%  2.146%
85 13.853 1953 1960 1967 rBV 599253 963293 80.85% 8.796%
86 13.975 1977 1980 1984 rBV5 5807 8799 0.74% 0.080%
87 14.219 2012 2020 2027 rBV1e 4216 13694 1.15% ©.125%
88 14.322 2029 2037 2044 rBvV2 23521 42338 3.55% 0.387%
89 14.523 2063 2070 2082 rBV 156157 246120 20.66% 2.247%
990 14.688 2090 2097 2100 rBV7 5432 12572 1.06% 0.115%
91 15.176 2171 2177 2178 rBv4 11619 18873 1.58% 0.172%
92 15.206 2179 2182 2185 rVV 18635 31420 2.64% 0.287%
93 15.249 2185 2189 2196 rVB 39467 69873 5.86% 0.638%
94 15.395 2209 2213 2219 rVB7 6272 11975 1.01% 0.109%
95 16.096 2324 2328 2342 rVBS8 6989 18921 1.59% 0.173%
96 16.194 2342 2344 2345 rBV2 791 515 0.04% 0.005%
97 16.358 2368 2371 2375 rVB6 1839 2843 0.24% 0.026%
98 16.395 2375 2377 2378 rBV2 600 517 ©0.04% 0.005%
99 16.444 2380 2385 2391 rVvV7 2344 5251 0.44% 0.048%
100 16.566 2400 2405 2413 rBV9 2156 4955  0.42%  0.045%
Sum of corrected areas: 10951902
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe21221\

: VWe18108.D

: 12 Feb 2021 14:23

: SY/VA

¢ M1371-16

: 4.26G/10ML/MSVOA_W/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@12921S .M
: VOC Analysis

¢ C:\DATABASE\NIST11.L
LSCINT.P

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: VW018108.D\data.ms
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o

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW021221\
Data File : VW018108.D

Acq On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@12921S.M
Quant Title : VOC Analysis

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 1-Butanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.024 3.10 ug/L 115477 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H100 000071-36-3 90
2 1-Butanol 74 C4H100 000071-36-3 90
3 1-Butanol 74 C4H100 000071-36-3 86
4 1-Butanol 74 C4H100 000071-36-3 83
5 1-Butanol 74 C4H100 000071-36-3 50
Abundance Scan 1168 (9.024 min): VW018108.D\data.ms (-1161) () | m/z 56.10 100.00%
56.1
41.1
5000
R AREREREERRE b
‘ ‘ ‘ 720 8.80 9.00 9.20 9.40
\H‘HH‘HH’HH"‘\UH‘\‘\‘\‘H\\H‘-\H‘HH‘HH‘H\]_\]‘-\Z\-Q\‘H m/Z 41.19 66.8900
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #832: 1-Butanol
31.0 56.0
5000 LA B LR IR B R
8.80 9.00 9.20 9.40
m/z 43.10 52.33%
15.0 ‘ ‘ ‘
\H‘\}‘H“\\!\’i‘\\‘l’\“\\‘\\‘\‘H\\7‘\3\'\0\‘\\\\‘\H\‘\\H‘\\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
31.0 56.0
ARESREEEEE SRR
8.80 9.00 9.20 9.40
5000 m/z 42.10 27.11%
15.0 73.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #833: 1-Butano
31.0 8.80 9.00 9.20 9.40
56.0 m/z 39.10 19.14%
h /\\
e T30 AJ\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.80 9.00 9.20 9.40

SOM2WLM@12921S.M Mon Feb 15 01:15:00 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW021221\
Data File : VW018108.D

Acq On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@12921S.M
Quant Title : VOC Analysis

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 n-Propyl acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.500 3.29 ug/L 122605 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 83
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 36
5 Isopropyl acetate 102 C5H1002 000108-21-4 9
Abundance Scan 1246 (9.500 min): VW018108.D\data.ms (-1239) (-) | m/z 43.00 100.00%
43.0
5000
61.0 k
73.0 T
‘ 950

el BTO sz el.ee  33.e5%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #4251: n-Propyl acetate

43.0
5000
950
61.0 m/z 73.00 18.76%
73.0
\\‘\\\\‘\2\3\?\\\\“1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\1‘()\3\\0\‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
950
5000 42.00 10.81%
61.0
270 73.0
15.0 . 87.0
e e T e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4250: n-Propyl acetate
43.0 9.50
41.10 10.22%
5000
27.0 61.0
Ll s
|
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW021221\
Data File : VW018108.D

Acq On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@12921S.M
Quant Title : VOC Analysis

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 4 (DEL) Alkane: Cyclicl11.067 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.067 7.05 ug/L 315385 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 50
2 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 46
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 46
4 1H-Imidazole, 4,5-dihydro-2,4-di... 98 C5H10N2 000930-61-0 43
5 Acetic acid, butyl ester 116 C6H1202 000123-86-4 43
Abundance Scan 1503 (11.067 min): VW018108.D\data.ms (-1496) ( m/z 43.00 100.00%
3.0
83.1
5000 A
98.1 ret ‘
kg
T \\\‘“!‘\H\“\“‘\‘\ ‘1\“}‘\\\‘\\\ \’\]\-3\3\1‘]\.4\8\9\ m/Z 83.10 53.05%
miz--> 20 40 60 80 100 120 140
Abundance #3413: Cyclopropane, 1,1,2,3-tetramethyl-
55.0
83.0
5000 s :
98.0 11.00
29.0 ' m/z 55.10 50.10%
”
miz--> 20 40 60 80 100 120 140
Abundance
43.0
T
11.00
5000 83.0 m/z 56.10  46.29%
270 98.0
58.0
e T T
miz--> 20 40 60 80 100 120 140
Abundance #3246: 3-Penten-2-one, 4-methyl- A ‘
55.0 83.0 11.00
m/z 98.10  24.39%
5000
39 98.0
| e Co
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW021221\
Data File : VW018108.D

Acq On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@12921S.M
Quant Title : VOC Analysis

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 5 n-Butyl methacrylate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.969 1.29 ug/L 61329 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Butyl methacrylate 142 C8H1402 000097-88-1 83
2 n-Butyl methacrylate 142 (C8H1402 000097-88-1 83
3 2-Propenoic acid, 2-methyl-, 2-m... 142 C8H1402 000097-86-9 78
4 2-Propenoic acid, 2-methyl-, hex... 170 C10H1802 000142-09-6 74
5 2-Propenoic acid, 2-methyl-, hex... 170 C10H1802 000142-09-6 72
Abundance Scan 1815 (12.969 min): VW018108.D\data.ms (-1805) ( m/z 69.00 100.00%
69.0
87.0
41.0
5000
A
Il R i 113.0 300 9
\\\‘\\\\“\\\‘\‘\\‘\\‘\\\\“\\\‘\‘\\\\‘\\\ m/z 87.06 84.750
m/z--> 20 40 60 80 100 120 140
Abundance #19643: n-Butyl methacrylate
41.0 69.0
87.0
5000 T
13.00
m/z 41.05 74.14%
\1\5\.0‘ T ‘\‘\ \‘}M\ T \U“ T \‘\ T ‘ \‘\‘ T ‘ \]TJ-\3\.O‘ L \]\-4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance
41.0 69.0
=
87.0 13.00
5000 m/z 56.10 47 .44%
15.0 113.0 143.0
L B e e i
miz--> 20 40 60 80 100 120 140
Abundance #19851: 2-Propenoic acid, 2-methyl-, 2-methylpropyl este \/\W =
69.0 13.00
m/z 39.00 32.23%
41.0
5000
87.0
150 | 1120 J\
e e | Fe
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW021221\
Data File : VW018108.D

Acq On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@12921S.M
Quant Title : VOC Analysis

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 6 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.646 4.93 ug/L 235063 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59

Abundance Scan 1926 (13.645 min): VW018108.D\data.ms (-1921) ( m/z 57.10 100.00%

57.1
5000
83.0 e

[ T
“ “ 8.0 1121 13.50 14.00
n il

127.1 8
H_H‘_H‘_Hw‘Hw‘HW‘HWH‘WH‘WH‘MHH,MH‘HH_‘H m/z 41.18  39.02%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0

5000 P =
13.50 14.00
83.0 m/z 55.05  32.75%
\ o
H‘\H\‘\\H‘HH‘H\\‘\\H‘HH‘H\\‘HH‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
P —
13.50 14.00
5000 m/z 43.05 29.74%
43.0
29.0 83.0
150 98.0 1120
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13667: 1-Hexanol, 2-ethyl- PP —
57.0 13.50 14.00

m/z 70.10 26.07%

5000
41.0
83.0
98 01120
[ |~ 130.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW021221\
Data File : VW018108.D

Acq On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@12921S.M
Quant Title : VOC Analysis

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 7 Acetic acid, 2-ethylhexyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.523 5.16 ug/L 246120 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 91
2 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 90
3 2-Ethylhexyl acrylate 184 C11H2002 000103-11-7 83
4 Carbonic acid, propargyl 2-ethyl... 212 C12H2003 1000357-90-9 64
5 3-Chloropropionic acid, 2-ethylh... 220 C11H21C1l02 091369-31-2 64
Abundance Scan 2070 (14.523 min): VW018108.D\data.ms (-2063) ( m/z 43.05 100.00%
43.0 70.0
5000
112.1 L T
0L ‘\ 950 | 1201 o
et L ER 2SR m/z 70.85  94.04%
miz--> 20 40 60 80 100 120 140 160
Abundance #39550: Acetic acid, 2-ethylhexyl ester
43.0 70.0
5000 — :
14.50
m/z 57.10 48.96%
‘ ‘ é 112.0
\1\5‘\'? T ‘\‘\ \"‘i T \"‘\ \H\“\ ’ \7\.(3\ \“ T ! T ‘].\2\9\.0\‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
T \
70.0 14.50
5000 ITI/Z 55.10 47.91%
112.0
15.0
e B B T B o
miz--> 20 40 60 80 100 120 140 160
Abundance #48438: 2-Ethylhexyl acrylate =T ‘
70.0 14.50
m/z 41.00 34.62%
5000
41.0
112.0
15.0 ‘\ ‘” | ‘ 137.0 155.0
R B e R =
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW021221\
Data File : VW018108.D

Acq On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@12921S.M
Quant Title : VOC Analysis

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 8 2-Ethyl-1-hexanol, heptaflu... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.249 1.47 ug/L 69873 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-1-hexanol, heptafluorobu... 326 C12H17F702 1000365-16-0 53
2 Propanoic acid, 2,2-dimethyl-, 2... 214 C13H2602 016387-18-1 50
3 Propanoic acid, pentyl ester 144 C8H1602 000624-54-4 47
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 45

5 Dichloroacetic acid, 2-ethylhexy... 240 C10H18C1202 068144-72-9 45

Abundance Scan 2189 (15.249 min): VW018108.D\data.ms (-2185) ( m/z 57.10 100.00%

57.1
5000

e ~
M ‘ H‘iSO 15.00 15.50
H lll 1]

125.2 157.1  207.0 .
e "HJWHL‘L‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW m/z 70.85 61.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165275: 2-Ethyl-1-hexanol, heptafluorobutyrate
57.0

5000 S g
15.00 15.50
|

m/z 55.00 21.78%

290 84.0 169.0
1120
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance
57.0

7 —
15.00 15.50

5000 m/z 56.10 21.10%

85.0
29.0 112.0
157.0
T T T T T T T T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance : i i

#20915: Propanoic acid, pentyl ester T —
57.0 15.00 15.50

m/z 83.10 18.12%

5000/ 29.0
|4 e
L

\ 7
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe21221\
Data File : VW018108.D

Acqg On : 12 Feb 2021 14:23
Operator : SY/VA

Sample : M1371-16

Misc : 4.26G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@12921S.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Butanol 9.024 3.1 ug/L 115477 1 8.841 931739 25.0
n-Propyl acetate 9.500 3.3 ug/L 122605 1 8.841 931739 25.0
(DEL) Alkane: C... 11.067 7.0 ug/L 315385 2 11.628 1118550 25.0
n-Butyl methacr... 12.969 1.3 ug/L 61329 3 13.560 1191530 25.0
1-Hexanol, 2-et... 13.646 4.9 ug/L 235063 3 13.560 1191530 25.0
Acetic acid, 2-... 14.523 5.2 ug/L 246120 3 13.560 1191530 25.0
2-Ethyl-1-hexan... 15.249 1.5 ug/L 69873 3 13.560 1191530 25.0
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