LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@10522\
Data File : VD@71612.D

Acqg On : 05 Jan 2022 14:19
Operator : VA/SY

Sample : N1ee7-01

Misc : 2.86G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 D\Method\82D122221S.M

Title : SW846 8260

Signal : TIC: VDO71612.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.415 416 424 435 rVB2 25648 75619 2.91% 0.389%
2 4.967 506 518 534 rBv2 71271 224927 8.65% 1.156%
3 5.997 683 693 703 rVB6 11135 35040 1.35% 0.180%
4 7.914 1009 1019 1024 rBV2 257941 620423 23.86% 3.189%
5 7.979 1024 1030 1040 rVB 596956 1344971 51.73% 6.913%

.332 1080 1090 1100 rBV 322482 736435 28.33% 3

.861 1168 1180 1191 rBV 905961 1856865 71.42% 9

426 1270 1276 1281 rBV2 29499 62219 2.39% 0.320%
3
4

O 00 0

10.338 1423 1431 1440 rBV 1437487 2599781 100.00% 13.
10 11.079 1551 1557 1566 rBV 495097 840336 32.32%

11 11.638 1645 1652 1661 rBV 1257622 2249307 86.52% 11.562%
12 12.349 1769 1773 1776 rBV6 29096 50273 1.93% 0.258%
13 12.626 1813 1820 1826 rBV 1238904 2103850 80.92% 10.814%
14 12.738 1828 1839 1858 rVB8 194916 1049878 40.38% 5.397%
15 12.873 1858 1862 1865 rBV 50717 76620 2.95% ©.394%

16 12.944 1871 1874 1882 rVB5 62145 103978 4.00% ©.534%
17 13.255 1923 1927 1932 rBV 102688 154426 5.94%  ©.794%
18 13.567 1973 1980 1990 rBV 1179215 2180214 83.86% 11.207%
19 13.802 2009 2020 2030 rVV9 183158 717307 27.59%  3.687%

20 13.879 2030 2033 2038 rVB3 55366 76767 2.95% ©.395%
21 13.961 2043 2047 2052 rBV5 37999 76106 2.93% ©0.391%
22 14.102 2065 2071 2077 rBv4 84663 180636 6.95% ©0.929%
23 14.214 2086 2090 2095 rVB2 52957 88860 3.42% 0.457%
24 14.338 2106 2111 2116 rBV5 87869 166053 6.39% 0.854%
25 14.467 2130 2133 2137 rVB 57032 77448 2.98% ©.398%
26 14.508 2137 2140 2143 rBV5 29472 38930 1.50% ©.200%
27 14.555 2145 2148 2154 rVB8 31371 43464 1.67% ©0.223%
28 14.702 2168 2173 2175 rBV2 54264 95417 3.67% ©.490%
29 14.738 2177 2179 2184 rVB3 76207 98231 3.78% ©.505%
30 14.820 2185 2193 2197 rBV3 132885 310582 11.95%  1.596%
31 14.967 2213 2218 2224 rVB 121127 216954  8.35% 1.115%
32 15.079 2234 2237 2240 rBV5 22670 33500 1.29% 0.172%
33 15.349 2279 2283 2287 rBV7 26894 44576 1.71% 0.229%
34 15.443 2294 2299 2302 rBV2 38605 61005 2.35% ©.314%
35 15.496 2304 2308 2317 rVv8 36888 109445 4.21% ©.563%
36 15.579 2319 2322 2332 rVB9 44501 87014  3.35% 0.447%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@10522\
Data File : VD@71612.D

Acqg On : 05 Jan 2022 14:19
Operator : VA/SY

Sample : N1ee7-01

Misc : 2.86G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 D\Method\82D122221S.M

Title : SW846 8260

37 15.679 2334 2339 2345 rVB4 37494 77604 2.99% 0.399%

38 15.890 2370 2375 2384 rVB3 108915 209816 8.07% 1.078%

39 16.208 2422 2429 2436 rBVS 53679 125425 4.82% 0.645%

40 16.414 2457 2464 2470 rVB6 40618 90576 3.48% 0.466%

41 16.473 2470 2474 2480 rBV8 16548 33140 1.27% 0.170%

42 16.679 2503 2509 2510 rBV6 18010 30439 1.17% 0.156%
Sum of corrected areas: 19454457
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD010522\
Data File : VD@71612.D

Acqg On : 05 Jan 2022 14:19
Operator : VA/SY

Sample : N1ee7-01

Misc : 2.86G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

Abundance TIC: VD071612.D\data.ms
1400000

1200000
1000000
800000
600000
400000

200000

4.415 4.967 5.997

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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 5.40 560 580 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VD071612.D\data.ms
1400000 10.538 11.638

1200000

1000000 8.861

800000

600000 7979 11.079

400000 8.332

200000
9.426

0—— —— — — - — T T — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD071612.D\data.ms

1400000 12.626

13.567
1200000

1000000

800000

600000

400000

200000

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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD010522\
Data File : VD@71612.D

Acqg On : 05 Jan 2022 14:19
Operator : VA/SY

Sample : N1ee7-01

Misc : 2.86G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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 2 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.079 18.68 ug/l 840336  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 2-Formylhistamine 139 C6H9ON30 1000132-95-8 27
3 Urea, trimethyl- 102 C4H1ON20 000632-14-4 25
4 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 22
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 16
Abundance Scan 1557 (11.079 min): VD071612.D\data.ms (-1551) (- | m/z 43.95 100.00%
44.0
5000 A
72.0 —Ls
‘ | sos 11.00
el L1 L 980 1299 1800 1880 ./, 41,60  96.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4244 Hexanal
44.0
5000 e :
11.00
720 m/z 56.00 87.79%
150 | | | 1000
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
44.0
=T \
11.00
5000 m/z 57.00 64.17%
69.0 950 138.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4725: Urea, trimethyl- P
44.0 11.00
m/z 43.00 63.72%
5000
H 720 1020
e )
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD010522\
Data File : VD@71612.D

Acqg On : 05 Jan 2022 14:19
Operator : VA/SY

Sample : N1ee7-01

Misc : 2.86G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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 3 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.738 24.08 ug/l 1049880 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 53
2 3-Phenylindole 193 C14H11N 001504-16-1 27
3 3-((2R,5S)-7-(Cyclohexylsulfonyl... 340 C17H28N203S 1000483-82-6 27
4 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 22
5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 18

Abundance Scan 1839 (12.738 min): VD071612.D\data.ms (-1828) (- m/z 193.20 100.00%

198.2
41.0
5000 83.0 231
TR

12.50 13.00
159.1
\‘ il ‘i”‘ ‘\ hL \" \} li S— ‘ ‘\‘ T 2‘8‘0‘9‘ T m/z 41 . ee 78 . 4900

miz--> 50 100 150 200 250 300
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 —r— —
12.50 13.00

m/z 69.00 69.35%

m/z--> 50 100 150 200 250 300
Abundance
193.0

T
12.50 13.00
5000 m/z 55.00 54.15%

390 %60 1390 W
M Y Lol D
miz-> 50 100 150 200 250 300

Abundance #248007: 3-((2R,5S)-7-(Cyclohexylsulfonyl)-1-oxa-7-azas — ——
193.0 12.50 13.00
m/z 83.00 45.24%

5000
580 150.
pe.o “ L 340.(

‘H‘ 1l L u‘ H\ Ul ‘ 2290 2750

m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD010522\
Data File : VD@71612.D

Acqg On : 05 Jan 2022 14:19
Operator : VA/SY

Sample : N1ee7-01

Misc : 2.86G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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 4 unknownl3.802 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.802 16.45 ug/l 717307 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 78
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 25
3 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 25
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 25
5 o-Cymene 134 C1oH14 000527-84-4 25
Abundance Scan 2020 (13.802 min): VD071612.D\data.ms (-2009) (- | m/z 119.05 100.00%
119.1
193.2
41.0 69.0
5000 95.0
T 5
H45.1 13.50 14.00
MH‘ lil, Mw!‘u iy M b m/z 193.20  75.99%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 U L
13.50 14.00
m/z 41.05 66.48%
‘ ‘ 151.0
\‘\\\\‘\\\\‘\\\‘\‘\‘H‘\\“}\\“\‘\‘\‘\\‘!\\\“\\‘{\‘\\\\“\\i‘\‘\l\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
— —
13.50 14.00
5000 m/z 69.05 66.45%
91.0
B e N e e AR
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17023: 1,3,8-p-Menthatriene 7 T
119.0 13.50 14.00
m/z 109.05 55.65%
5000
91.0
411.0 GET'O | ‘u |l ‘
\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\“\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T ‘ T T ‘ T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD010522\
Data File : VD@71612.D

Acqg On : 05 Jan 2022 14:19
Operator : VA/SY

Sample : N1ee7-01

Misc : 2.86G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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 5 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.820 7.12 ug/1 310582 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 93
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
4 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 91
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
Abundance Scan 2193 (14.820 min): VD071612.D\data.ms (-2185) (- | m/z 117.00 100.00%
117.0
- J\/U\J\\J\
s ==
64.9 ‘ ‘ 14.50 15.00
ooy 481 1881 28100 935 05 35.61%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 eyt b WAL
14.50 15.00
510 ‘ m/z 115.00  28.21%
1\5.\0‘\ ‘\ }““\““\“‘ﬁ\?‘;p“w\“\ ‘H\‘\ B B e B I s
miz--> 50 100 150 200 250
Abundance
117.0
— ——
14.50 15.00
5000 ITI/Z 131.00 20.30%
1 — — — —
miz--> 50 100 150 200 250
Abundance #16107: 1-Phenyl-1-butene T T
117.0 14.50 15.00
m/z 91.00 17.57%
5000
39.0 77.0‘
ly “‘ i‘m ‘h“uh‘ 1 ‘mh‘ H‘ u“\ —— —— —— P P
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_D\Data\VD@10522\
Data File : VD@71612.D

Acqg On : 05 Jan 2022 14:19
Operator : VA/SY

Sample : N1ee7-e1

Misc : 2.86G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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|
Hexanal 11.079 18.7 ug/l 840336 3 11.638 2249310 50.0
Decahydro-1,1,4... 12.738 24.1 ug/l 1049880 4 13.567 2180210 50.0
unknown13.802 13.802 16.4 wug/l 717307 4 13.567 2180210 50.0
Benzene, 2-ethe... 14.820 7.1 ug/l 310582 4 13.567 2180210 50.0
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