LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72021\
Data File : VWO19508.D

Acqg On : 20 Jul 2021 13:40
Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 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 W\Method\82W071921S.M

Title : SW846 8260

Signal : TIC: VWO19508.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.325 63 69 81 rBV 46175 93544  2.37% 0.707%
2 4.135 354 366 385 rBV 1346060 3940741 100.00% 29.785%
3  4.434 404 415 433 rVB 30501 140268 3.56% 1.060%
4 4,922 483 495 512 rBV2 21647 79894 2.03% 0.604%
5 5.196 525 540 557 rBV3 14336 60969 1.55% 0.461%

6 7.177 850 865 879 rBV 153950 431987 10.96%
7 7.891 971 982 986 rBV 191624 443230 11.25%
8 7.952 986 992 1005 rVB 315395 702313 17.82%
9 8.311 1041 1051 1062 rBVY 190088 429110 10.89%

8.842 1129 1138 1151 rBV 501760 1010318 25.64%

Nwuww
w
[
o]
R

11 9.287 1203 1211 1225 rBV 191237 362849 9.21%
12 10.323 1372 1381 1389 rBV 752316 1340925 34.03% 10.135%

N
N
N
W
R

13 10.969 1478 1487 1493 rBV 34187 60032 1.52% 0.454%
14 11.634 1586 1596 1605 rBV 613171 1020240 25.89% 7.711%
15 12.237 1690 1695 1703 rVB 26888 45611 1.16% 0.345%
16 12.622 1751 1758 1765 rBV 409129 678051 17.21% 5.125%
17 12.932 1805 1809 1815 rVVv2 48900 84240 2.14% 0.637%
18 13.414 1879 1888 1891 rBV1e 14778 50250 1.28% 0.380%
19 13.560 1905 1912 1918 rVV 412225 689795 17.50% 5.214%
20 13.877 1958 1964 1975 rBV6 36648 105759 2.68% 0.799%
21 13.975 1976 1980 1989 rBV8 15673 45714 1.16% 0.346%
22 14.261 2022 2027 2034 r\W 50482 103745 2.63% 0.784%
23 14.414 2043 2052 2062 rVvv2 97402 229990 5.84% 1.738%
24 14.524 2065 2070 2077 rVWW 45086 117403 2.98% 0.887%
25 14.597 2077 2082 2094 rVB8 35153 115738 2.94% 0.875%
26 14.798 2110 2115 2121 rBVS 20186 61402 1.56% 0.464%
27 15.005 2144 2149 2154 rVB 77472 136235 3.46% 1.030%
28 15.066 2155 2159 2164 rVB2 49468 83772 2.13% 0.633%
29 15.127 2165 2169 2172 rBV 41477 77645 1.97% 0.587%
30 15.408 2210 2215 2223 rBv4 58983 163657 4.15% 1.237%
31 15.859 2285 2289 2293 rBV3 36028 62464 1.59% 0.472%
32 16.627 2410 2415 2430 rVB9 86414 262531 6.66% 1.984%
Sum of corrected areas: 13230422
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72021\

: VWe19508.D

: 20 Jul 2021 13:40

: SY/VA

: M3056-01

: 5.08g/5.0mL/MSVOA_W/SOIL
: 5 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: VW019508.D\data.ms
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TIC: VW019508.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72021\
Data File : VW@19508.D

Acq On : 20 Jul 2021 13:40

Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
. SW846 8260

TIC Library : C:\Database\NIST20.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 Isopropyl Alcohol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.434 9.99 ug/l 140268 Pentafluorobenzene 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 72
2 4-Penten-2-o0l 86 C5H100 000625-31-0 40
3 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
4 2-Propanone, 1-methoxy- 88 C4H802 005878-19-3 4

5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 4

Abundance Scan 415 (4.434 min): VW019508.D\data.ms (-404) (-) m/z 45.00 100.00%
45

.0
5000
420 4.40 460480
380, >90 43.00  19.749
O trprrrrprrrrprrrrprrrrprerr e e e e e m/z 43.00 19.74%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #342: Isopropyl Alcohol
45.0
5000 L L I L L L I IR
4.20 4.40 4.60 4.80
m/z 41.05 9.40%
19.0 27.0
O\‘\H\‘H\H\H!‘HHH!\!‘EH\‘:\gﬁwq}\}iH\‘\\\\‘\5\%"\0\\\‘\\\\‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1934: 4-Penten-2-ol
45.0
R N e AR
4.20 4.40 4.60 4.80
5000 ITI/Z 38.95 7.82%
27.0
0 38@\\ , 530 630 710
N TR e Laiadeaaes S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #322: Hydrazine, 1,2-dimethyl- e RAEENERR RS
45.0 60.0 4.20 4.40 4.60 4.80
m/z 42.00 5.75%
30.0
5000
15.0
0Wm‘mw:h“m“m!‘HH‘mWHImwwmme‘m‘mw RN R REERE
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072021\
Data File : VW@19508.D

Acq On : 20 Jul 2021 13:40
Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 2-Pentanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.287 17.96 ug/l 362849 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 91
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
3 2,3-Butanedione 86 C4H602 000431-03-8 50
4 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 33
5 2-Propanone, methylhydrazone 86 C4H1ON2 005771-02-8 9

Abundance Scan 1211 (9.287 min): VW019508.D\data.ms (-1203) () m/z 43.00 100.00%

43.0
5000
86.1 R ARAREEEEES E
58.0 71.0 9.00 9.20 9.40 9.60
Obrrrr el L m/z s6.10 19.75%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone
43.0
5000 \H‘HH‘HH{NH‘HH
9.00 9.20 9.40 9.60
86.0 m/z 41.05 12.43%
15.0 27.0 58.0 710
O\\\‘\\‘;\‘\\\‘\“\\\\“M\‘\\[\\\!‘f\\f“\\\\‘\\f\‘\\\
m/z--> 10 20 30 40 50 60 70 80
Abundance #1987: 2-Butanone, 3-methyl-
43.0
S AN
9.00 9.20 9.40 9.60
5000 m/z 71.00 10.15%
27. 86.0
| 610 710 |
O e e e
m/z--> 10 20 30 40 50 60 70 80
Abundance #1865: 2,3-Butanedione A ARAREaRE R
43.0 9.00 9.20 9.40 9.60
m/z 58.00 8.61%
5000
15.0 86.0
0 ‘ 28.0 L 57.0 69.0
R A e s B e e e AR RAN R N R
m/z--> 10 20 30 40 50 60 70 80 90 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072021\
Data File : VW@19508.D

Acq On : 20 Jul 2021 13:40
Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Cyclohexene,1-(2-methylprop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.877 7.67 ug/l 105759 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,1-(2-methylpropyl)- 138 C10H18 003983-03-7 60
2 Hexane, 1-(isopropylidenecyclopr... 166 C12H22 024524-53-6 60
3 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 58
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 55
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 53

Abundance Scan 1964 (13.877 min): VW019508.D\data.ms (-1958) ( m/z 43.00 100.00%

43.0
109.1
5000
138.1
— —
‘ ‘ 166.1 13.50 14.00
0l m/z 81.00  65.26%
m/z--> 20 40 100 120 140 160
Abundance #19463: Cyclohexene -(2-methylpropyl)-
5000 T T
138.0 13.50 14.00
m/z 95.05 63.25%
109.0
O' ‘\\\\‘\\\\“\\\\‘\\\\
m/z--> 100 120 140 160
Abundance #41575: Hexane, 1—(|sopr0py||denecycl0propyl)—
67.0 109.0
— —
13.50 14.00
5000 m/z 67.00 61.41%
- \\\\‘\\\\‘\\\‘\\\\‘\\\\
m/z--> 100 120 140 160
Abundance #6785: B|cyclo .1.0]heptane, 3-methyl- “ —
21.0 1.0 13.50 14.00
m/z 41.00 60.68%
5000
110.0
m/z--> 0 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072021\
Data File : VW@19508.D

Acq On : 20 Jul 2021 13:40
Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Adamantane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.262 7.52 ug/l 103745 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane 136 C10H16 000281-23-2 97
2 Cyclohexene, 5-methyl-3-(1-methy... 136 C10OH16 056816-08-1 68
3 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C1OH1l6 000471-84-1 58
4 Cyclohexene, 3-methyl-6-(1-methy... 136 C10H16 005113-87-1 52
5 1,4-Benzenediamine, 2,3-dimethyl- 136 C8H12N2 005306-96-7 49

Abundance Scan 2027 (14.261 min): VW019508.D\data.ms (-2022) (- m/z 136.05 100.00%

136.1
79.0
5000 AA\
20.0 107.1 g b
H H | L1661 2080 14.00 14.50
0Ll ol A w“m e e e m/z 79.00 64.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18006: Adamantane
136.0
79.0
5000 — —
14.00 14.50
39.0 m/z 93.80 57.37%
107.0
O' \‘\“1\\“\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18250: Cyclohexene, 5-methyl-3-(1-methylethenyl)-, trar
93.0
136.0
P —
14.00 14.50
5000 ITI/Z 80.10 33.35%
41.0
67.0
o120 N
m/z--> 20 40 60 80 100 120 140 160 180 200
: ;

Abundance #18226: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene ‘ ‘ —
14.00 14.50

m/z 67.00 31.97%

w

5000 121.0
41.0

e

69.
I

0! “““ — ——
miz--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072021\
Data File : VW@19508.D

Acq On : 20 Jul 2021 13:40
Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 1-Bromoadamantane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.414 16.67 ug/l 229990 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Bromoadamantane 214 C10H15Br 000768-90-1 64
2 2-(Adamantan-1-yloxy)-6-chloropy... 263 C15H18C1NO 1000411-33-6 64
3 Phosphonic dichloride, 1-adamantyl- 252 C1@H15C120P 1000294-15-7 64
4 1-Iodoadamantane 262 C10H15I 000768-93-4 64
5 N-(3-Hydroxy-2,6-dimethyl-4-pyri... 300 C18H24N202 1000260-99-3 64

Abundance Scan 2052 (14.414 min): VW019508.D\data.ms (-2043) ( m/z 135.05 100.00%

136.1
5000
93.0
=
‘ | 14.50
0 m,mWM‘MMMmw‘Mm!,”‘ulﬁ‘?:‘lw“29‘7;‘1‘w,w,m m/z 93.00 30.51%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #91469: 1-Bromoadamantane
135.0
5000 L
14.50
79.0 m/z 79.00  23.59%
39.0 ‘1070
O \H’H\\“‘H‘\H\‘\“\H“‘\\‘H‘HH‘\H!’\H\‘HH‘HH‘\H\‘HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #151702: 2-(Adamantan-1-yloxy)-6-chloropyridine
135.0
——
14.50
5000 ITI/Z 91.05 13.32%
79.0
41.0 ‘ 107.0 | 263.0
Obrreprredlre b e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #137276: Phosphonic dichloride, 1-adamantyl- T
135.0 14.50
m/z 119.00 12.30%
5000
79.0
41.0
107.0
0 [ \“ \\ 1630 2110 252.0 /\/\‘ N

m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072021\
Data File : VW@19508.D

Acq On : 20 Jul 2021 13:40
Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Pyrazine, 2-ethyl-3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14507 8.39 ug/l 115738 1,4-Dichlorobenzene-d4  13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrazine, 2-ethyl-3-methyl- 122 c7HieN2 015707-23-0 91

2 cis-Bicyclo[4.3.0]-3-nonene

122 C9H14

3 Hexahydrocyclobuta[c]pentalen-3-one 150 C10H140

4 1H-Indene, 2,3,4,5,6,7-hexahydro-
5 (3E,5Z)-1,3,5-Undecatriene

122 CO9H14
150 C11H18

085236-78-8 78
1000191-38-5 76
000695-90-9 64
051447-08-6 49

Abundance Scan 2082 (14.597 min): VW019508.D\data.ms (-2077) - m/z 79.05 100.00%
79.0

121.0

5000 150.1

C

177.1

— —
14.50 15.00

0! R m/z 80.00  85.32%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11189: Pyrazine, 2-ethyl-3-methyl-
121.0

5000 T :
14.50 15.00
67.0 m/z 121.00 75.48%
39.0 ‘ | 9““-0
O\‘\\\\L\u\\‘l‘m\‘\“i\\ \\1‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11439: cis-Bicyclo[4.3.0]-3-nonene
80.0
122.0 cT L
14.50 15.00
5000 39.0 m/z 67.00 69.19%

7.0
o T —
miz—> 20 40 60 80 100 120 140 160 180

Abundance #27569: Hexahydrocyclobuta[c]pentalen-3-one
80.0

— —
14.50 15.00

m/z 41.00 65.12%

5000 122.0
39.0
150.0

of Il oo

m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00

s
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72021\
Data File : VW@19508.D

Acq On : 20 Jul 2021 13:40

Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
. SW846 8260

TIC Library : C:\Database\NIST20.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-Methyladamantane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.005  9.88 ug/l 136235  1,4-Dichlorobenzene-d4  13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyladamantane 150 ciHis 000700-56-1 87

2 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18

3 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002
4 3,9-Epoxy-p-mentha-1,8(10)-diene 150 C10H140
5 Phenol, 5-ethenyl-2-methoxy-

150 C9H1002

Abundance Scan 2149 (15.005 min): VW019508.D\data.ms (-2144) (-
136

005293-90-3 72
001450-72-2 58
1000111-14-8 53
000621-58-9 50

m/z 135.05 100.00%

35.1
5000 79.0
41.0 107.1 At :
‘ ‘ ‘ 15.00
OF el B Ml M ) 116311823 s 159 05 75.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27726: 2-Methyladamantane
79.0 135.0
5000 41.0 107.0 M e ‘
15.00
m/z 79.00 47.53%
0+ ‘Hl‘\\\!‘\\‘\\‘\\m‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27771: Cyclohexene, 2-ethenyl-1,3,3-trimethyl-
135.0
T \
15.00
5000 93.0 ITI/Z 93.00 30.64%
41.0
L L dse |
T . N
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #28419: Ethanone, 1-(2-hydroxy-5-methylphenyl)- ——
135.0 15.00
m/z 107.10 24.41%
5000
77.0
43.0 ‘ 107.0
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072021\
Data File : VW@19508.D

Acq On : 20 Jul 2021 13:40
Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 9 1,4-Dimethyladamantane (iso... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.408 11.86 ug/l 163657 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 81
2 Added stereo to name 164 C12H20 024145-88-8 81
3 Added stereo to name 164 C12H20 024145-89-9 74
4 Tricyclo[4.3.1.1(3,8)]undecane, ... 228 C11H17Br 021898-96-4 64
5 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 64

Abundance Scan 2215 (15.408 min): VW019508.D\data.ms (-2210) ( m/z 149.05 100.00%

149.1
5000
93.1
—
41.0 ' 15.50
0 79:1209.0 28l n/z 93.10  36.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 T
41.0 93.0 15.50
m/z 79.05 27.58%
O\H‘\H\\“‘\H“\’\“\‘\\‘L‘H‘\H\‘HH‘H\\‘H‘\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39760: Added stereo to name
149.0
—r
15.50
m/z 150.00 18.26%
5000 93.0 /
550
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39761: Added stereo to name =
149.0 15.50
m/z 81.00 18.02%
5000
93.0
550
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW072021\
Data File : VW@19508.D

Acq On : 20 Jul 2021 13:40
Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl6.627 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.627 19.03 ug/l 262531 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thujone 152 C10H160 000546-80-5 38
2 Cyclopropane, tetramethylpropyli... 138 C10H18 024519-04-8 22
3 2-(2-Hydroxycyclooctyl)-furan 194 C12H1802 115754-90-0 22
4 1-Undecyne 152 C11H20 002243-98-3 22
5 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-30-1 22

Abundance Scan 2415 (16.627 min): VW019508.D\data.ms (-2410) - m/z 81.10 100.00%

81.1
5000
41.0
T e e
H ‘ M H b 16.20 16.40 16.60
0 Wm! ! “‘HHHHHM‘M: ‘_‘JHL”‘M!‘MmQﬁ‘z‘ww,‘%?‘?a‘ m/z 179.20  62.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29047: Thujone
81.0
41.0
110.0
5000 | DL B
16.20 16.40 16.60
m/z 129.05 58.78%
152.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19509: Cyclopropane, tetramethylpropylidene-
81.0 123.0
L e SRR
410 16.20 16.40 16.60
5000 ' m/z 69.05 57.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69031: 2(2 Hydroxycyclooctyl)-furan e A e
95.0 16.20 16.40 16.60
m/z 109.10 56.80%
5000
41.0 ‘ ‘ 166.0
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe72021\
Data File : VWO19508.D

Acqg On : 20 Jul 2021 13:40
Operator : SY/VA

Sample : M3056-01

Misc : 5.08g/5.0mL/MSVOA_W/SOIL

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\82W071921S.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|
Isopropyl Alcohol 4.434 10.0 ug/l 140268 1 7.952 702313 50.0
2-Pentanone 9.287 18.0 ug/l 362849 2 8.842 1010320 50.0
Cyclohexene,1-(... 13.877 7.7 ug/l 105759 4 13.560 689795 50.0
Adamantane 14.262 7.5 ug/l 103745 4 13.560 689795 50.0
1-Bromoadamantane  14.414 16.7 wug/l 229990 4 13.560 689795 50.0
Pyrazine, 2-eth... 14.597 8.4 wug/l 115738 4 13.560 689795 50.0
2-Methyladamantane 15.005 9.9 ug/l 136235 4 13.560 689795 50.0
1,4-Dimethylada... 15.408 11.9 ug/l 163657 4 13.560 689795 50.0
unknownl16.627 16.627 19.0 ug/l 262531 4 13.560 689795 50.0
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