LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -
Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA W\METHOD\82W090719S.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

3.013 173 182 192 rBV3 21236 53163 1.51% 0.367%
4.123 355 364 386 rvB 55533 161042 4_.56% 1.112%
rBv3 28110 85682 2.43% 0.592%
7.884 968 981 985 rBV 134867 321383 9.10% 2.220%
7.945 985 991 1002 rVB 291175 648705 18.37% 4._.480%
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8.305 1041 1050 1059 rBvV 145194 320921 9.09% 2.216%
8.842 1127 1138 1147 rBV 400115 793777 22.48% 5.482%
rvB 111683 224320 6.35% 1.549%
10.323 1373 1381 1388 rBVY 575074 1014471 28.72% 7.006%
10.859 1462 1469 1476 rVB 102108 181976 5.15% 1.257%
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11 11.628 1587 1595 1604 rBV 433546 737062 20.87% 5.091%
12 12.524 1736 1742 1747 rVB2 26032 45179 1.28% 0.312%
13 12.615 1750 1757 1767 rvv2 303600 523963 14.84% 3.619%
14 13.560 1905 1912 1919 rBV 249481 411012 11.64% 2.839%
15 13.707 1931 1936 1939 rBV 29165 45868 1.30% 0.317%

16 14.072 1990 1996 2003 rBVv3 109808 242698 6.87% 1.676%
17 14.194 2012 2016 2021 rBv4 75318 129700 3.67% 0.896%
18 14.267 2021 2028 2034 rBV5 186798 486112 13.76% 3.357%
19 14.334 2034 2039 2043 rBV3 226197 447261 12.66% 3.089%
20 14.481 2059 2063 2066 rBV5 112846 203923 5.77% 1.408%

21 14.584 2077 2080 2082 rBV2 159687 232328 6.58% 1.605%
22 14.706 2096 2100 2102 rBV3 220652 375845 10.64% 2.596%
23 14.962 2137 2142 2146 rBV5 997974 1980428 56.07% 13.678%
24 15.060 2154 2158 2162 rBV5 633361 1280362 36.25% 8.843%
25 15.212 2179 2183 2193 rBV7 1135552 3531821 100.00% 24.393%

Sum of corrected areas: 14479002
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -
Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

= Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090719S_.M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: VW012825.D

301 412

Time-->

0\,

200 2.20 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 640 6.60 6.80

Abundance

4000000

3000000

2000000

1000000

TIC: VW012825.D

10.86
A

0
Time-->

T 7 T T —T
9.00 9.50 10.00 10.50 11.00

Abundance

4000000

3000000

2000000

1000000

TIC: VW012825.D

12.62

12@&

Time-->

— T T T — T — — T —
12.00 12 50 13.00 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -

Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090719S_M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknownl14.07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .07 29.52 ug/1 242698 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 47
2 Cvclopropane. 1.1.2-trimethvl-3-_... 140 C10H20 041977-43-9 38
3 1.7-Octadiene. 2.3.3-trimethvl- 152 C11H20 1000150-47-7 37
4 2-Octen-4-one. 2-methvl- 140 C9H160 019860-71-0 35
5 Cyclobutanecarboxylic acid, 4-tr... 282 C18H3402 1000280-57-7 35
Abundance Scan 1996 (14.072 min): VW012825.D (-1990) (-) m/z 83.05 100.00%

5000 41

[¢)]

a1
(o]
©

13.80 14.00 14.20 14.40
m/z 73.00 67.72%

o

, .I 167 19307 223237251 | 281
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55 69 8
41
5000 LA L L L L L B L L LB
13.80 14.00 14.20 14.40
! m/z 69.10 67.07%
27 ‘ ‘ ‘ 152
I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
60 A R ma s o
13.80 14.00 14.20 14.40
5000 m/z 55.10 63.15%
41 97

140

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25442: 1,7-Octadiene, 2,3,3-trimethyl- e
13.80 14.00 14.20 14.40
m/z 41.10 46 .05%

\

5000

3

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090919\
Data File : VW012825.D

Aca On : 09 Sep 2019 16:50

Operator : SY/VA

Sample : K4760-09

Misc : 5.79G/5ML/MSVOA W/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090719S_M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknownl14.19 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.19 15.78 ug/Il 129700 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octen-2-vn-4-ol 124 C8H120 1000196-87-1 22
2 Ethane-1.2-diamine. N.N"-bis(3-p... 248 C10H12N602 1000277-19-4 22
3 2H-Inden-2-one. octahvdro-. oxime 153 C9H15NO 067886-74-2 15
4 Cvclopentene. 1-isopropvl-4.5-di... 138 C10H18 007712-74-5 14
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 14
Abundance Scan 2015 (14.188 min): VW012825.D (-2012) (-) m/z 41.10 100.00%
9%
57
81 109 153 hﬂﬁf/AF’-j\ﬂﬂAjAvpdvﬁ/v//VVM
5000
123137 |llll|llll|llll|llll|ll
166 ¢ 190 207 13.80 14.00 14.20 14.40 14.60
(o} m/z 95.10 98.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10487: 5-Octen-2-yn-4-ol
95
5000 A DRI B B B
13. 80 14. oo 14 20 14.40 14.60
109 m/z 57.10 62.27%
H L | 123
0 \M‘M ““H.L.p.”,”.w.”..”...”,”.w.”.
m/z--> 100 120 140 160 180 200 220 240
Abundance
95
. 13.80 14.00 14.20 14.40 14.60
5000 m/z 109.10 58.97%
125
39 73 112
Ot 22 bl [ L L 149 171185 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26568: 2H-Inden-2-one, octahydro-, oxime
153 13.80 14.00 14.20 14.40 14.60
m/z 81.00 58.15%
95
5000
41 5 67 81 1o 136 -—~Ahvaf\ﬂA/\ﬁfﬂva/Vj
0 \‘\Ih\ HH“\ HM\MM‘H Hhh |‘||||||||||||||||||||||| R A s B
m/z--> 20 100 120 140 160 180 200 220 240 1380 1400 1420 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -
Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090719S_.M

: SW846 8260

= C:\DATABASE\NIST11.L

TIC Library

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl4.27 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.27 59.14 ug/1 486112 1,4-Dichlorobenzene-d4 13.56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvibutvIl)- 140 C10H20 053366-38-4 38
2 Cvclohexane. 3-ethvl-5-methvl-1-... 168 C12H24 1000151-39-5 30
3 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 27
4 Cvclopentane. 2-ethvlidene-1.1-d... 124 C9H16 056324-66-4 25
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 25

Abundance Scan 2028 (14.267 min): VW012825.D (-2021) (-) m/z 109.10 100.00%
1
5000 _ﬁ,\\h,vvx,,«/\j\“AfVAjAV/KJ
14,00 14.20 14.40 14.60
180 : : : :
0 191 207 m/z 69.10 95.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69
41 55
5000 83 111 TT T[T T I T[T [ rrrrprrrrs
29 14.00 14.20 14.40 14.60
m/z 55.05 67.81%
‘\‘ M‘ 1l ‘ ‘ | 97 1 125 140
O e e e T T e e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
55 IIIIIIIIIIIIIIIIIIIIIII
41 83 14.00 14.20 14.40 14.60
5000 m/z 41.10 64.03%
29
97 125
o 109 139 155 168
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl- B e
3 97 109 14.00 14.20 14.40 14.60
69 m/z 83.10 50.55%
5000
7 Ll
0.}?.U..p.ua““‘ .w .u.....ﬂ,”..,”..,”..,”.. At
m/z--> 20 40 60 120 140 160 180 200 14.00 14.20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -
Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090719S_M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Naphthalene, decahydro-1,6-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .33 54.41 ug/1 447261 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 029788-41-8 62
2 2(1H)-Naphthalenone. octahvdro-4... 180 C12H200 051557-64-3 49
3 Bicvclol2.2.27octane. 1.2.3.6-te... 166 C12H22 062338-45-8 45
4 (4-Fluorophenvl) methanol. isopr... 168 C10H13FO 1000374-63-6 38
5 (4R*,5R*,9S*)-5,9-Dimethylspiro[... 166 C11H180 063088-19-7 35

Abundance Scan 2038 %4.328 min): VWO012825.D (-2034) (-) m/z 109.10 100.00%

95 109

5000

3

14.00 14.20 14.40 14.60

0 m/z 95.05 84.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67974: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl)

109
95
41 55
5000 81 165 LI L L B
14.00 14.20 14.40 14.60
m/z 41.10 78.29%
‘ 123
A T 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

3

41 109
EmE s m e

® 180 14.00 14.20 14.40 14.60
5000 69 95 m/z 69.10 72._.77%
123

137151 165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #35220: Bicyclo[2.2.2]octane, 1,2,3,6-tetramethyl- T
9 14.00 14.20 14.40 14.60

m/z 55.10 64.21%

\

5000

123137151 166

I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -
Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090719S_M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Bicyclo[2.2.1]heptane-2,5-d... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.48 24 .81 ug/1 203923 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11heptane-2.5-dione.... 166 C10H1402 004230-32-4 50
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 47
3 1-Pentvn-1-ol. 4-methvl- 98 C6H100 053778-57-7 38
4 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 024903-95-5 38
5 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 38
Abundance Scan 2063 (14.481 min): VW012825.D (-2059) (-) m/z 83.10 100.00%
5000 *_f\_AA//\nﬁv~””h“JVV/\/f\/p
R DAL SN B SR
152 166 14.20 14.40 14.60 14.80
o 180103 218 24 | n77 69.10  97.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34923: Bicyclo[2.2.1]heptane-2,5-dione, 1,7,7-trimethyl-
69 166
41
55 83 109
5000 R DAL SN B SR
o5 | 123 14.20 14.40 14.60 14.80
27 151 m/z 55.10 67.24%
o i
0 ||||||‘||N:|‘i“l||‘H|Mi‘l|‘|”|‘||“3H|||‘l‘|||‘ ||‘||||‘||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 69 83
4 14.20 14.40 14,60 14.80
5000 95 m/z 41.10 64 .64%
27 110 152 ’—ﬁ-J\/\fvvﬂ/vnfnJJV/“/“\JA
15 123135
G R R R S NS A S SRS SRR AR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3215: 1-Pentyn-1-ol, 4-methyl- B BRREE RS
69 14.20 14.40 14.60 14.80
m/z 109.10 44 . 46%
5000
0 15 2\? Ly \?5 A ‘ 97
LANLIL I L N N N O I O B TT T T[T rrr[rrrr 1 —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090919\
Data File : VW012825.D

Aca On : 09 Sep 2019 16:50

Operator : SY/VA

Sample : K4760-09

Misc : 5.79G/5ML/MSVOA W/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090719S_M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl14.58 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.58 28.26 ug/1 232328 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 49
2 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 47
3 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 46
4 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 45
5 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 43
Abundance Scan 2079 (14.578 min): VW012825.D (-2077) (-) m/z 163.10 100.00%
163
5000 107
43 55
81 AL SR BN
I 93 123 140 151 178 o, 14.20 14.40 14.60 14.80
0 ..,hn..ﬂ..h.,!...,...., m/z 107.10 51.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #44120: 1,3,5-Trimethyladamantane
163
5000 107
14.20 14.40 14.60 14.80
o3 m/z 55.10 25.43%
55 79 121
ol |...“. I all IHI\I .‘.“.l.‘l..l‘. .:!-:?.Sl Ilflgll I l ; |1]|8| —
m/z--> 40 60 80 100 120 140 160 180
Abundance
163
14.20 14.40 1460 1480
5000 107 m/z 43.10 23.57%
5 67 79 7 135 149 7 192
O e e i
miz--> 40 60 80 100 120 140 160 180
Abundance #44119: 1,3,4-Trimethyladamantane BEEEEEEEE s EE e e
163 14.20 14.40 14.60 14.80
m/z 41.10 21.43%
5000 107
93
Sf 67 81 ‘ 121 o 149 178
OIIIIII\PII\‘H |Hi‘“||‘=“= |‘l‘|||‘“|||‘||||‘||||||||||||| L LN e
m/z--> 40 60 80 100 120 140 160 180 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -
Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090719S_M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl14.71 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.71 45.72 ug/1 375845 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 4-ethvl-3.4-... 152 C10H160 017622-46-7 46
2 Bicvclol3.1.01lhexane. 1.5-dimethyl- 110 C8H14 1000142-17-5 42
3 Bicvclol2.2.1Theptane., 1.7.7-tri... 138 C10H18 000464-15-3 38
4 Bicvclol4.1.0Theptane. 3.7.7-tri... 138 C10H18 000554-59-6 38
5 cis,cis- and cis,trans-1,9-dimet... 166 C12H22 1000111-72-5 38
Abundance Scan 2101 (14.712 min): VW012825.D (-2096) (-) m/z 95.10 100.00%
95
81 109
5000
UL N SUNRE SRR
180 14.40 14.60 14.80 15.00
o 202 220 m/z 109.10 61.70%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25238: 2-Cyclohexen-1-one, 4-ethyl-3,4-dimethyl-
95
110
5000{ 41 R SR BN U DU
m 123 14.40 14.60 14.80 15.00
152 m/z 81.05 58.05%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
&7 14.40 14.60 14.80 15.00
5000 m/z 123.10 44 .74%
41 82 110
54
O e e e o e o o L T
m/z--> 4b éo 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance #16971: Bicyclo[2.2.1]heptane, 1,7,7-trimethyl- e
95 14.40 14.60 14.80 15.00
m/z 137.10 39.69%
5000
41 55 . 81 123 138
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -
Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090719S_M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl14.96 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.96 240.92 ug/Il 1980430 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 021391-98-0 38
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 35
3 Cvclohexane. 2.4-diisopropvl-1.1... 196 C14H28 1000149-60-5 27
4 Silane. T(10-chlorodecvDoxvltri... 264 C13H29CIOSi 034714-01-7 27
5 Bicyclo[2.2.1]heptane-2,5-dione, ... 166 C10H1402 004230-32-4 27
Abundance Scan 2142 (14.962 min): VW012825.D (-2137) (-) m/z 41.10 100.00%

9 83

109

5000

B

14.60 14.80 15.00 15.20

0 m/z 55.10 94 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25323: 1-Cyclohexene-1-carboxaldehyde, 4-(1-methylethyl)-
a1 109
81
5000 55 L L
95 14.60 14.80 15.00 15.20
m/z 69.10 92.50%
152
124
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 83 97
R AR EEEEE T
14.60 14.80 15.00 15.20
5000 41 171 m/z 83.10 83.38%
111
27
0 125 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58324: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl- R AR EEEEE T
41 69 97 14.60 14.80 15.00 15.20
55 a3 m/z 81.10 80.44%
5000
27 153
1
0 125139 196
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -
Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090719S_M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl5.06 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.06 155.76 ug/Il 1280360 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexene-1-carboxvlic acid.... 182 C10H1403 001489-55-0 35
2 cis.cis-2.8-Dimethvlspirol5.57un... 180 C13H24 095530-75-9 27
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 27
4 7-Octenal. 3.7-dimethvl- 154 C10H180 000141-26-4 18
5 2,5-Octadiene, 3,4,5,6-tetramethyl- 166 C12H22 247797-85-9 18
Abundance Scan 2158 (15.060 min): VW012825.D (-2154) (-) m/z 95.10 100.00%
5000 ‘A—/\J/“\AJV\f/“ﬁ/\\/M“/Nf\
1480 15.00 15.20 15.40
0 m/z 69.10 95 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46895: 2-Cyclohexene-1-carboxylic acid, 1-methyl-4-oxo-, ...
81 109
29
5000 % LI B UL MR B
154 14.80 15.00 15.20 15.40
‘ ‘ 126 m/z 81.10 79.48%
ok -|-‘3 HM \H‘ HH .“l‘...l‘l.l‘..l.‘..]'?T...‘.lj.'e?. .1|£‘;.2...|.
m/z--> 20 80 100 120 140 160 180 200
Abundance
95
81 R DA SUNIE SRR B
55 14.80 15.00 15.20 15.40
5000 m/z 55.10 77 .88%
137
o7 110 180
0 123 151 165
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- R B R ma T
95 14.80 15.00 15.20 15.40
81 m/z 41.10 74 .38%
41
5000 55 69 108
152
27
0 ..1.5,....,....,....,....,....1,2.3. .1.37....,....,....,. R RERAR Ramme e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Aca On - 09 Sep 2019 16:50

Operator : SY/VA

sample - K4760-09 -
Misc - 5.79G/5ML/MSVOA W/SOIL  ——
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090719S_M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl5.21 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.21 429.65 ug/Il 3531820 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-I4-methvlimidaz... 196 C10H16N202 1000116-74-5 38
2 Bicvclol2.2.11heptane. 2.2.3-tri... 138 C10H18 020536-40-7 35
3 Bicvclol2.2.11heptane. 2.2.3-tri... 138 C10H18 020536-41-8 25
4 Cvclohexene. 3-methvl-6-(1-methv... 138 C10H18 005256-65-5 25
5 (2-Penta-2,4-dienyl-cyclohexyl)-... 180 C12H200 1000186-20-6 25
Abundance Scan 2183 (15.212 min): VW012825.D (-2179) (-) m/z 109.10 100.00%
9 109
41 9%
5000
14.80 15.00 15.20 15.40 15.60
0 m/z 69.10 94 _38%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57767: Butanoic acid, 4-[4-methylimidazol-5-yI]-, ethyl este
109
95
5000 R SRR S UL B
151 196 14.80 15.00 15.20 15.40 15.60
m/z 95.10 T77.17%
42 123
ol 2°6881 | | 7137 | 168181
m/z--> 40 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance
95
55 R IV SN BRI B
41 109 14.80 15.00 15.20 15.40 15.60
5000 69 m/z 41.10 73.46%
82
123138
-
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- A Ea T o R
95 14.80 15.00 15.20 15.40 15.60
m/z 55.10 59.74%
55 109
41
5000 0
H 12‘3 138 M
Ot ””H ...‘. ”\” N — e —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090919\

Data File : VW012825.D

Acq On : 09 Sep 2019 16:50

Operator : SY/VA

Sample : K4760-09 :
Misc - 5.79G/5ML/MSVOA W/SOIL SRSl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090719S .M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl14 .07 14.07 29.5 ug/I1 242698 4 13.56 411012 50.0
unknownl14 .19 14.19 15.8 ug/I1 129700 4 13.56 411012 50.0
unknownl14 .27 14.27 59.1 ug/I 486112 4 13.56 411012 50.0
Naphthalene, deca... 14.33 54_4 ug/I1 447261 4 13.56 411012 50.0
Bicyclo[2.2.1]hep... 14.48 24._8 ug/I1 203923 4 13.56 411012 50.0
unknownl14 .58 14.58 28.3 ug/I1 232328 4 13.56 411012 50.0
unknownl4 .71 14.71 45.7 ug/1 375845 4 13.56 411012 50.0
unknownl14 .96 14.96 240.9 ug/l1 1980430 4 13.56 411012 50.0
unknownl15.06 15.06 155.8 ug/l 1280360 4 13.56 411012 50.0

4

unknown15.21 15.21 429.6 ug/l 3531820 13.56 411012 50.0
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