LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VWO18393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/10ML/MSVOA_W/SOIL

ALS Vvial : 28 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©31921S.M
Title : VOC Analysis

Signal : TIC: VWO18393.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.367 69 76 91 rBV2 1056996 2390680 2.95%  2.548%
2 2.495 93 97 106 rVB 28474 63334 0.08% 0.068%
3 2.892 156 162 177 rVB 101149 252543 0.31% 0.269%
4 3,306 228 230 232 rvB3 1932 1221 0.00% 0.001%
5 3.385 240 243 245 rBvV3 1219 1855 0.00% 0.002%
6 3.599 276 278 282 rVW4 1176 1650 0.00% 0.002%
7 3.757 302 304 308 rVB4 723 1012 0.00% 0.001%
8 3.800 308 311 314 rVB4 1185 1237 0.00% 0.001%
9 4.025 334 348 359 rBv3 178059 673986 0.83% 0.718%
106 4.117 359 363 376 rVB 32805 88679 0.11% 0.095%
11  4.391 397 408 418 rBv2 13297 42161 ©0.05% 0.045%
12 4.928 484 496 510 rBv2 22462 82633 0.10% 0.088%
13 5.e50 515 516 521 rBV3 763 945 0.00% 0.001%
14 5.422 564 577 593 rBV 180233 557830 ©.69% 0.595%
15 5.574 600 602 605 rvv3 1008 1076 ©0.00% 0.001%
16 5.781 627 636 652 rVw4 13008 42291 0.05% ©0.045%
17 5.897 652 655 656 rvw2 1230 1103 0.00% 0.001%
18 5.946 656 663 670 rVV6 7399 21046 0.03% 0.022%
19 6.098 686 688 690 rBV2 1373 1390 0.00% 0.001%
20 6.135 692 694 697 rvv2 1382 1259 0.00% 0.001%
21 6.568 764 765 773 rVB4 696 1460 0.00% 0.002%
22 6.726 789 791 796 rVB4 642 927 0.00% 0.001%
23 6.897 809 819 830 rBvV2 33275 90536 0.11% 0.096%
24 7.001 831 836 840 rBV7 2156 4144 0.01% 0.004%
25 7.080 841 849 852 rBv2 39347 93541 0.12% 0.100%
26 7.165 852 863 899 rVB 32610425 81128189 100.00% 86.467%
27 7.647 933 942 956 rVB 243866 588229 ©.73% 0.627%
28 7.939 987 990 991 rBV3 1470 1359 0.00% 0.001%
29 8.067 1009 1011 1014 rBV4 823 925 0.00% 0.001%
30 8.275 1035 1045 1061 rBV3 463890 1400573 1.73% 1.493%
31 8.586 1083 1096 1104 rVV8 10384 39346 0.05% 0.042%
32 8.708 1107 1116 1124 rBVS 6709 17716 0.02% 0.019%
33 8.842 1129 1138 1151 rBV 375489 762454 0.94% 0.813%
34 9.092 1173 1179 1186 rVB6 6534 13788 0.02% 0.015%
35 9.275 1199 1209 1219 rBV 306305 650796 0.80% 0.694%

36 9.409 1224 1231 1243 rVWV 56381 110680 ©0.14% 0.118%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VWO18393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/10ML/MSVOA_W/SOIL

ALS Vvial : 28 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©31921S.M
Title : VOC Analysis
37 9.512 1245 1248 1250 rvv2 1242 1074 0.00% 0.001%
38 9.665 1268 1273 1281 rvv9 2201 4811 0.01% 0.005%
39 9.744 1283 1286 1288 rBV4 727 902 0.00% 0.001%
40 9.817 1294 1298 1299 rBvV3 777 928 0.00% 0.001%
41  9.957 1316 1321 1323 rBV6 1069 1620 ©0.00% 0.002%
42 10.037 1326 1334 1344 rVB 172517 309488 0.38% 0.330%
43 10.122 1344 1348 1355 rVB7 1783 3685 0.00% 0.004%
44 10.213 1358 1363 1365 rBv4 811 1008 0.00% 0.001%
45 10.323 1371 1381 1390 rBV 640866 1113911 1.37% 1.187%
46 10.427 1395 1398 1403 rVB6 3525 5280 0.01% 0.006%
47 10.494 1405 1409 1410 rBV3 1239 1591 0.00% 0.002%
48 10.579 1415 1423 1429 rBV 104821 188717 ©.23% 0.201%
49 10.634 1430 1432 1437 rVB2 4990 5854 0.01% 0.006%
50 10.701 1437 1443 1452 rVB 11482 19266 0.02% 0.021%
51 10.799 1456 1459 1460 rBvV2 1364 1121 0.00% 0.001%
52 10.860 1463 1469 1474 rBvV3 20389 33942 0.04% 0.036%
53 10.921 1474 1479 1486 rBV 155469 267940 0.33% 0.286%
54 11.073 1498 1504 1517 rBV3 44596 80256 ©0.10% ©0.086%
55 11.171 1517 1520 1526 rVB5 2026 3706 0.00% 0.004%
56 11.384 1553 1555 1561 rVvvé 1642 2118 0.00% 0.002%
57 11.433 1561 1563 1566 rVB4 1327 1408 0.00% 0.002%
58 11.536 1572 1580 1582 rBV7 2090 5314 0.01% ©0.006%
59 11.628 1588 1595 1606 rVB 453375 785328 0.97% 0.837%
60 11.835 1626 1629 1638 rVB7 3457 7053 0.01% 0.008%
61 12.018 1655 1659 1665 rVB6 1958 4937 0.01% 0.005%
62 12.164 1680 1683 1685 rBV4 1840 2243 0.00% 0.002%
63 12.231 1690 1694 1701 rBV3 3860 6923 0.01% 0.007%
64 12.335 1704 1711 1723 rBV 76488 129367 ©.16% 0.138%
65 12.603 1747 1755 1761 rBvV2 43191 74945 0.09% 0.080%
66 12.689 1763 1769 1779 rVB 228176 383801 0.47% 0.409%
67 12.932 1799 1809 1814 rVV5 5729 11903 0.01% 0.013%
68 13.079 1831 1833 1839 rVB5 2157 3232 0.00% 0.003%
69 13.195 1849 1852 1856 rVB4 1994 2563 0.00% 0.003%
70 13.292 1860 1868 1877 rVB9 5527 14730 0.02% 0.016%
71 13.396 1877 1885 1893 rBV3 17844 30698 0.04% 0.033%
72 13.469 1893 1897 1899 rBV4 1844 2632 0.00% 0.003%
73 13.554 1905 1911 1918 rBV 311718 495214 0.61% 0.528%
74 13.743 1940 1942 1943 rBV2 1459 1121 0.00% 0.001%
75 13.762 1943 1945 1948 rVB3 1872 1560 ©0.00% 0.002%

76 13.853 1953 1960 1967 rVV 330486 545569 0.67% ©.581%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VWO18393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/10ML/MSVOA_W/SOIL

ALS Vvial : 28 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©31921S.M
Title : VOC Analysis
77 14.012 1981 1986 1990 rBV6 4166 7990 0.01% 0.009%
78 14.066 1990 1995 2007 rVB 25014 43542 0.05% 0.046%
79 14.322 2031 2037 2049 rVV7 10756 20345 0.03% 0.022%
80 14.524 2065 2070 2077 rVB7 1828 3776 0.00% 0.004%
81 14.725 2098 2103 2107 rVB5 4533 7810 0.01% 0.008%
82 14.774 2107 2111 2113 rBV4 695 1147 0.00% 0.001%
83 14.877 2125 2128 2133 rVB5 1275 2008 0.00% 0.002%
84 14.956 2138 2141 2143 rBV3 982 1159 0.00% 0.001%
85 15.097 2162 2164 2167 rBV3 1574 1717 ©0.00% 0.002%
86 15.176 2172 2177 2181 rVV8 2531 4354 0.01% 0.005%
87 15.225 2184 2185 2188 rVV3 923 999 0.00% 0.001%
88 15.255 2188 2190 2193 rVB4 1314 1098 0.00% 0.001%
89 15.395 2208 2213 2216 rBV7 2291 3490 0.00% 0.004%
90 15.487 2223 2228 2234 rBV 6830 10927 0.01% 0.012%
91 15.548 2234 2238 2243 rBV5 2086 2574 0.00% 0.003%
92 15.658 2253 2256 2257 rBV3 1439 1393 0.00% 0.001%
93 15.688 2257 2261 2265 rVB6 1784 3126 0.00% ©0.003%
94 15.755 2268 2272 2273 rBV3 2132 2705 0.00% 0.003%
95 15.840 2284 2286 2293 rVBS8 2315 3113 0.00% 0.003%
96 16.036 2315 2318 2319 rBV3 944 1031 0.00% 0.001%
97 16.395 2375 2377 2380 rVB2 1075 1208 0.00% 0.001%
98 16.444 2381 2385 2387 rVV4 1129 1625 0.00% 0.002%
99 16.487 2388 2392 2400 rVBO 3627 6748 0.01% 0.007%
100 16.657 2417 2420 2421 rBV3 1616 1398 0.00% 0.001%
Sum of corrected areas: 93825636
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

o

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe31921\
: VWe18393.D

: 19 Mar 2021 16:52

: SY/VA

: M1685-22

: 5.92G/10ML/MSVOA_W/SOIL

: 28  Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SOM2WLM@31921S.M
: VOC Analysis

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: VW018393.D\data.ms

2'3627.495 2.892 3.30885 3.5983800 4.02317 4.391 4.923050 5.428.574 5.78594660985 6.568.726

Time-->
Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

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 6.80

TIC: VW018393.D\data.ms
7.165

0
Time-->
Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

o

8900080 7.647 79300678275 g 5gp70%842

A s :

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VW018393.D\data.ms

9.0020.2%5.40%19. 6531 IMNAS? 37 F6 o2 DA SEER1 073711 BAE Y621

Time-->

SOM2WLMe31921

‘12.‘01?12‘623‘283“5 ‘1ZJ§£J§8912‘.93‘3@'39‘195‘2912‘&5&9?&:5‘3?7@‘5&@1@6;4@2;14;2444;5@ BICKEF ‘ : ‘8406‘.03‘6 ‘ }6@%&@.657‘

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_W\Data\VW@31921\
Data File : VW018393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/16ML/MSVOA_W/SOIL

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@31921S.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 unknown-01 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2.495 2.08 ug/L 63334 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 Acetaldehyde 44 C2H40 000075-07-0 9
3 Cyclobutanol 72 C4H80 002919-23-5 7
4 Propane 44 C3H8 000074-98-6 4
5 Cyclobutanol 72 C4H80 002919-23-5 4

Abundance  Scan 97 (2.495 min): VW018393.D\data.ms (-93) (-)

m/z 44.00 100.00%

44.0
5000
R R R A
2.20 2.40 2.60 2.80
1
ol d 988 ASLI 2009 286 /7 43.00  53.21%
miz--> 0 50 100 150 200 250
Abundance #71: Acetaldehyde
29.0
5000 LR L L L L B B B
2.20 2.40 2.60 2.80
m/z 42.00 17.27%
O ‘ \“‘\“H \““ T T T T ‘ T T T T ’ T T T T ‘ T T T T ’ T T T T
miz--> 0 50 100 150 200 250
Abundance #72: Acetaldehyde
29.0
R AR R e
2.20 2.40 2.60 2.80
5000 ITI/Z 41.10 5.31%
O‘H“w“‘ T A T T S B B S R
miz--> 0 50 100 150 200 250
Abundance #662: Cyclobutanol L e
44.0 2.20 2.40 2.60 2.80
m/z 40.00 1.53%
5000 NWAJﬁwMMNNVWNMMVwWMW
m/z--> 0 50 100 150 200 250 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VW018393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/16ML/MSVOA_W/SOIL

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@31921S.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 Propanal, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.781 1.39 ug/L 42291  1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 80
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 72
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 64
4 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 47
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 40

Abundance Scan 636 (5.781 min): VW018393.D\data.ms (-627) (-) m/z 43.10 100.00%

43.1
72.1
5000

l 2070 540560 5.80 6.00 6.20
O }“HH“\M"1uw‘u\w‘uu‘uu‘uu‘u”“"” m/z 41.05 87.43%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #646: Butanal
27,0
72.0
A AMSANA

5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
5.40 5.60 5.80 6.00 6.20
m/z 72.10 53.91%
Lon |
O\\\\‘\‘\\ \‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #685: Propanal, 2-methyl-
43.0
e
720 5.40 5.60 5.80 6.00 6.20
5000 ' m/z 39.05 38.19%
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #688: Propanal, 2-methyl- ‘_““‘H““H““‘W‘
43.0 5.40 5.60 5.80 6.00 6.20
m/z 42.05 21.40%
5000 72.0
21.9 Al
I MM

m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VW018393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/16ML/MSVOA_W/SOIL

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@31921S.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 3 Butanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.897 2.97 ug/L 90536 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 45
4 Butanal 72 C4H80 000123-72-8 43
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 43

Abundance Scan 819 (6.897 min): VW018393.D\data.ms (-809) (-) m/z 43.10 100.00%
431

72.1
5000
R R AR R AR
206.9 6.60 6.80 7.00 7.20
bl b 2980 w2 4400 99.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #647: Butanal
44.0
72.0
5000 L L R B L LN LR
6.60 6.80 7.00 7.20
m/z 41.05 86.65%
15)\0“ |l ‘\
O\\\\‘\\\\ \\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #646: Butana
27.0
P T
720 6.60 6.80 7.00 7.20
5000 m/z 72.10 84.36%
Lo
Ol el e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #645: Butanal R AR RS N
44.0 6.60 6.80 7.00 7.20
72.0 m/z 39.00 53.24%
5000
o) || |
Ol et M e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VW018393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/16ML/MSVOA_W/SOIL

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@31921S.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: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.586 1.29 ug/L 39346 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene 98 C7H14 000592-76-7 91
2 1-Heptene 98 C7H14 000592-76-7 83
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 64
4 Isopropylcyclobutane 98 C7H14 000872-56-0 64
5 1-Heptene 98 C7H14 000592-76-7 58

Abundance Scan 1096 (8. 586 min): VW018393.D\data.ms (-1083) () m/z 56.05 100.00%

8.0
5000
98.0 “,‘/k‘
‘ ‘ 207.C 820 8.40 8.60 8.80 9.00
o‘_m_m Pl e e e m/z 41,000 98.72%

—

mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3297: 1-Heptene
41.
5000 70.0
8.20 8.40 8.60 8.80 9.00
98.0 m/z 55.10 67.99%
O\‘\?‘\S\‘O\!\\ ’\w‘\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3296: 1-Heptene
41.0
8.20 8.40 8.60 8.80 9.00
5000 ITI/Z 39.00 62.01%
70.0
98.0
150 |
ol el e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56.0 8.20 8.40 8.60 8.80 9.00
m/z 70.10 44.33%
5000
21.0 98.0
0| |
o0l P OO UOUUUUOI B R OO | WP L Voot

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VW018393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/16ML/MSVOA_W/SOIL

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@31921S.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 Pentanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.409 3.63 ug/L 110680 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Pentanal 86 C5H100 000110-62-3 64
3 Pentanal 86 C5H100 000110-62-3 64
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 43
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 43

Abundance Scan 1231 (9.409 min): VW018393.D\data.ms (-1224) () m/z 44.05 100.00%

44.0
5000 58.1
R ARRENE
35 ‘ ‘ ‘ 67.0 . 9.00 9.20 9.40 9.60 9.80
ol vy oo S b S m/z 41.10 51.72%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1705: Pentanal
290 44.0
58.0
5000 N R R R
9.00 9.20 9.40 9.60 9.80
m/z 58.10 49.17%
“ ‘H | 710 86.0
O\\\‘\\\\‘\\\\"\\\\‘\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1703: Pentanal
44.0
R e
9.00 9.20 9.40 9.60 9.80
58.0 . .34%
5000 290 m/z 57.10 38.34%
‘\ H‘\ 710 80
T T R RN
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1704: Pentanal B EaE e
44.0 9.00 9.20 9.40 9.60 9.80
29.0 m/z 39.00 32.47%
5000
58.0
15.0
o230 L Ll no e
m/z--> 10 20 30 40 50 60 70 80 90 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VW018393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/16ML/MSVOA_W/SOIL

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@31921S.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 Hexanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.073 2.55 ug/L 80256 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 53
2 Hexanal 100 C6H120 000066-25-1 53
3 Hexanal 100 C6H120 000066-25-1 50
4 Hexanal 100 C6H120 000066-25-1 42
5 Butanal 72 C4H80 000123-72-8 30

Abundance Scan 1504 (11.073 min): VW018393.D\data.ms (-1498) - m/z 41.00 100.00%

41,0
5000
72.0
M ‘
‘ ‘ 0.2 148.9 11,00
ob e il 982 T 2071 44.05  96.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3771: Hexana
44.0
5000
1100
720 m/z 56.10  95.62%
O' \\H\“\‘1‘!\“\\:I\_(\)[O\-(\)\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3767: Hexanal
44.0
A b ‘
11.00
5000 m/ 43.10 72.67%
72.0
o5l I Ll a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3772: Hexanal W, gt
44.0 1100
m/z 57.10 68.37%
5000
720
m/z--> 20 40 60 80 100 120 140 160 180 200 11 OO
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe31921\
: VWe18393.D

: 19 Mar 2021 16:52

: SY/VA

: M1685-22

: 5.92G/10ML/MSVOA_W/SOIL

: 28  Sample Multiplier: 1

: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM©31921S.M

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 Heptanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.335 4.12 ug/L 129367 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 96
2 Heptanal 114 C7H140 000111-71-7 95
3 Heptanal 114 C7H140 000111-71-7 94
4 Heptanal 114 C7H140 000111-71-7 81
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 59

m/z 70.10 100.00%

Abundance Scan 1711 (12 335 mln) VW018393.D\data.ms (-1704) (-

5000 /\»
H%l 071 12.00 12:50
o wm"H‘,m‘,w,w_ww m/z 41.80 92.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7421: Heptanal
0.0
5000
1200 1250
96.0 m/z 44.00 82.90%
15.0 ‘
O' \‘\\\!‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\ WAW

m/z--> 40 60 80 100 120 140 160 180 200
Abundance #7422: Heptana
44.0
0.0
1200 1250
5000 m/z 43.10 66.70%
96.0
0160 L
T \‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #7423: Heptanal i P
12.00 12.50
m/z 55.05 65.87%
70.0
5000
‘ ‘960
0220 _wl‘_W‘M‘“w“‘w“u,“u“‘u“u‘ S
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VW018393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/16ML/MSVOA_W/SOIL

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@31921S.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 10 Octanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.396 1.55 ug/L 30698 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 53
2 Octanal 128 C8H160 000124-13-0 50
3 Cyclopentanol, 2-methyl-, trans- 100 C6H120 025144-04-1 50
4 Octanal 128 C8H160 000124-13-0 43
5 1-Heptafluorobutyryloxy-2-methyl... 298 C10H13F702 155089-98-8 43

Abundance Scan 1885 (13.396 min): VW018393.D\data.ms (-1877) - m/z 41.10 100.00%

41.1
5000
— ——
10 1 207.1 13.00 13.50
ol Hw_m‘,‘m,wwww_‘m m/z 57.05 87.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12423: Octanal
oy A
13.00 13.50
m/z 43.05 84.71%
10.0
O\\\‘\\\\ ﬂ‘”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12420: Octanal
43.0
— ——
84.0 13 00 13.50
10.0
o0 %,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3950: Cyclopentanol, 2-methyl-, trans- abe i) f/\
57.0 13. 00 13 50
m/z 55.00 64.64%
5000
82.0
0 RREE. J\ﬁ ‘ e M
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VW018393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/16ML/MSVOA_W/SOIL

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@31921S.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 11 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.066  2.20 ug/L 43542 1,4-Dichlorobenzene-da  13.554

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 45
2 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N02Si2 ©55429-85-1 42
3 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 38
4 Trimethylsilyloxyethane, 2-(3-tr... 282 C14H2602Si2 1000365-49-0 38
5 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 28

Abundance Scan 1995 (14.066 min): VW018393.D\data.ms (-1990) (- m/z 73.10 100.00%

5000
267.1 A
e
14.00
108.4 .8 192.8223,
o382, | 1084 1538 RT2231 L b . m/z 267.10  28.73%
miz--> 50 100 150 200 250
Abundance #128752: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsil
73.0
5000 — :
267.0 14.00
m/z 268.10 8.69%
135.0
O 310‘\\ bow H\ L \‘ Ll 19\30\ 2330 ‘\
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)me
73.0
T
14.00
5000 m/z 74.10 6.99%
267.0
ol 420 | 10401350 177.02090 “
T e T e S S
m/z--> 50 100 150 200 250 A
Abundance #128748: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsil et i
73.0 14.00
m/z 74.90 5.53%
5000
267.0
135.0
o220l ) goso |, 930 2s30 | A
m/z--> 50 100 150 200 250 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@31921\
Data File : VWO18393.D

Acqg On : 19 Mar 2021 16:52
Operator : SY/VA

Sample : M1685-22

Misc : 5.92G/16ML/MSVOA_W/SOIL

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SOM2WLM@31921S.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|
unknown-01 2.495 2.1 ug/L 63334 1 8.842 762454 25.0
Propanal, 2-met... 5.781 1.4 ug/L 42291 1  8.842 762454 25.0
Butanal 6.897 3.0 ug/L 90536 1 8.842 762454 25.0
(DEL) Alkane: S... 8.586 1.3 ug/L 39346 1 8.842 762454 25.0
Pentanal 9.409 3.6 ug/L 110680 1 8.842 762454 25.0
Hexanal 11.073 2.5 ug/L 80256 2 11.628 785328 25.0
Heptanal 12.335 4.1 ug/L 129367 2 11.628 785328 25.0
Octanal 13.396 1.6 ug/L 30698 3 13.554 495214 25.0
unknown-02 14.066 2.2 ug/L 43542 3 13.554 495214 25.0
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