LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071621\
Data File : VD0O69736.D

Acqg On : 16 Jul 2021 20:25
Operator : VA/SY

Sample : M3056-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  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\82D071321S.M

Title : SW846 8260

Signal : TIC: VDO69736.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.315 61 67 73 rBV2 83753 130516 1.30% 0.450%
2 4.156 367 380 408 rBV 3574043 10012373 100.00% 34.547%
3 4.426 415 426 441 rVB3 67606 228561 2.28% 0.789%
4 4,962 506 517 529 rBV2 63264 205783 2.06% 0.710%
5 7.208 887 899 911 rBV 290480 761393  7.60% 2.627%

6 7.914 1009 1019 1024 rBV 374893 905609  9.04%
7 7.973 1024 1029 1041 rVB 578743 1297064 12.95%
8 8.326 1079 1089 1100 rBV 355489 811415 8.10%
9 8.861 1172 1180 1191 rBV 895948 1861912 18.60%

9.302 1238 1255 1263 rBV 208144 411407 4.11%

P ONPMW
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11 10.338 1422 1431 1439 rBV 1582745 2889404 28.86%
12 11.638 1642 1652 1664 rBV 1621874 2829691 28.26%
13 12.626 1813 1820 1828 rBV 1224077 2035011 20.32%
14 12.943 1869 1874 1883 rVV2 76295 140172 1.40%

00O N VLV
[
N
N
R

15 13.567 1972 1980 1987 rBV 1502560 2496081 24.93% 613%
16 13.885 2028 2034 2039 rBV7 60899 126503 1.26% ©.436%
17 14.267 2094 2099 2106 rBV5 63433 120911 1.21% 0.417%
18 14.426 2117 2126 2134 rBV 130445 294846  2.94% 1.017%
19 14.532 2139 2144 2150 rVWV 64315 145959 1.46%  0.504%
20 14.602 2153 2156 2165 rVBS8 57461 137772  1.38% 0.475%
21 15.020 2216 2227 2233 rBV3 127650 307883 3.08% 1.062%
22 15.085 2233 2238 2242 rBv4 86486 140677 1.41% 0.485%
23 15.143 2244 2248 2252 rBV3 75319 150064 1.50% ©.518%
24 15.426 2291 2296 2300 rBv4 113803 243595 2.43% 0.841%
25 16.673 2503 2508 2513 rVB5 141693 296935 2.97% 1.025%

Sum of corrected areas: 28981537
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071621\
Data File : VD069736.D

Acq On : 16 Jul 2021 20:25
Operator : VA/SY

Sample : M3056-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.M
Quant Title : SW846 8260

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

Abundance TIC: VD069736.D\data.ms
3500000 4.156

3000000
2500000
2000000
1500000
1000000

500000
2.315 4.426 4.962

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 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance TIC: VD069736.D\data.ms
3500000

3000000
2500000

2000000

10.338 11.638
1500000

1000000 8.861

500000 — 77? 8./3\26 0302
0 AN S — .

T =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: VD069736.D\data.ms
3500000

3000000

2500000

2000000

13.567
1500000
12.626

1000000

500000 16.673

15.68288%3 15.426

1428442683502

T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50

12.943 13.885

T ‘ T T ‘ T T ‘ T T ’ T
Time--> 12.00 12.50 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071621\
Data File : VD069736.D

Acq On : 16 Jul 2021 20:25
Operator : VA/SY

Sample : M3056-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 1 1-Propene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.315 5.03 ug/1 130516  Pentafluorobenzene 7.973

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 90
2 2-Butene, (E)- 56 C4H8 000624-64-6 80
3 2-Butene, (Z)- 56 C4H8 000590-18-1 80
4 2-Butene 56 C4H8 000107-01-7 72
5 1-Butene 56 C4H8 000106-98-9 64
Abundance  Scan 67 (2.315 min): VD069736.D\data.ms (-61) (-) m/z 40.95 100.00%

41.0
5000
AN

s - 2.00 2.20 240 2.60
0 bl R e e e M/Z 56.00 65.23%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #208: 1-Propene, 2-methyl-

41.0

5000 oS
2.00 2.20 2.40 2.60

m/z 38.9 48.67%

150w ‘
\‘\\\‘\‘\‘\\\“\\H\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #204: 2-Butene, (E)-
41.0 /\

TR TR AT TR

2.00 220 240 2.60

o

5000 ITIZ 21.98%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #207: 2-Butene, (2)-
41.0 2.00 2.20 2.40 2.60
m/z 10.28%
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDO71621\
Data File : VD@69736.D

Acq On : 16 Jul 2021 20:25

Operator : VA/SY

Sample : M3056-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2-Pentanone Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.302 11.05 ug/l 411407 1,4-Difluorobenzene 8.867
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 87
2 2,3-Butanedione 86 C4H602 000431-03-8 47
3 2-Propanone, methylhydrazone 86 C4H1ON2 005771-02-8 17
4 Allyl acetate 100 C5H802 000591-87-7 10
5 Butane 58 C4H1e 000106-97-8 9

Abundance Scan 1255 (9.302 min): VD069736.D\data.ms (-1238) (-)

m/z 43.00 100.00%

43.0
5000
86.1 A
9.00 9.20 9.40 9.60
ol b 2070 2808 0 610 21.32%
miz--> 50 100 150 200 250
Abundance #1922: 2-Pentanone
43.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
9.00 9.20 9.40 9.60
86.0 m/z 41.10 11.24%
O T ‘\ “\ ‘\“‘ ‘ ‘\ \‘ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1865: 2,3-Butanedione
43.0
9.00 9.20 9.40 9.60
5000 m/z 58.10 9.61%
86.0
o
m/z--> 50 100 150 200 250
Abundance #1827: 2-Propanone, methylhydrazone ““‘H““‘W““_“‘
30.0 9.00 9.20 9.40 9.60
m/z 71.00 9.45%
86.0
5000 /\
0 e S U —
mlz--> 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDO71621\
Data File : VD@69736.D

Acq On : 16 Jul 2021 20:25

Operator : VA/SY

Sample : M3056-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 5 Adamantane, 1-chloro- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.426 5.91 ug/1 294846  1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Adamantane, 1-chloro-

2 2-(2-Adamantan-1-yl-2-

3 1-Iodoadamantane

170 C1loH15C1
oxo-ethyl)... 362 C21H22N402
262 Cl1eH15I

4 Ethyladamantane-1-carboxylate 208 C13H2002

000935-56-8 72
1000277-75-6 72
000768-93-4 64
002094-73-7 64

5 Phosphonic dichloride, 1-adamantyl- 252 C10H15C120P 1000294-15-7 64

Abundance Scan 2126 (14.426 min): VD069736.D\data.ms (-2117) (-  m/z 135.05 100.00%

135.1
5000
93.0
=
41.0 ‘ | | 14.50
ol bbby ]| 19282318 2809 ./ 9395 37.10%
m/z--> 50 100 150 200 250 300 350
Abundance #44939: Adamantane, 1-chloro-
135.0
5000 L
14.50
m/z 79.00 22.40%
79.0
O\?\’g‘\“‘\“\“\“\“ ‘\\\\‘].\7}2.\0\‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350
Abundance #271633: 2-(2-Adamantan-1-yl-2-oxo-ethyl)-3-amino-4-fo
135.0
—
14.50
5000 ITI/Z 150.00 14.70%
79.0 178.0
41.0 ‘
A VUN'S O I T
m/z--> 50 100 150 200 250 300 350 MLW
Abundance #149826: 1-lodoadamantane A hur Dy [
135.0 14.50
m/z 91.00 14.19%
5000
79.0
owwm“‘”“ . ——
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071621\
Data File : VD069736.D

Acq On : 16 Jul 2021 20:25
Operator : VA/SY

Sample : M3056-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 6 2-Methyladamantane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.020 6.17 ug/1l 307883 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyladamantane 150 C11H18 000700-56-1 91
2 Cyclohexanone, 2-(2-butynyl)- 150 C1eH140 054166-48-2 74
3 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 68
4 Y-Methylbicyclo(4.3.9)non-6-en-8... 150 C10H140 1000424-65-9 64
5 Ethyltetramethylcyclopentadiene 150 C11H18 057693-77-3 60

Abundance Scan 2227 (15.020 min): VD069736.D\data.ms (-2216) (-  m/z 135.00 100.00%

135.0
79.0
5000
39.0 (—— T
166.0 15.00
207.7
0! WLM“wﬁ“wakwﬁ i ‘%699‘ m/z 150.00 68.10%
miz--> 50 100 150 200 250
Abundance #27726: 2-Methyladamantane
79.0 135.0
5000 41.0 {\“ el N/\N
15.00
m/z 79.00 66.00%
O' ‘ “h{ !‘ T ‘\ “‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #27531: Cyclohexanone, 2-(2-butynyl)-
135.0
T \
55.0 15.00
5000 m/Z 93.00 37.64%
93.0
1 Ly
0! ‘\“‘\“M‘ m”m " ;\‘\ . — —
miz--> 50 100 150 200 250
Abundance #27771: Cyclohexene, 2-ethenyl-1,3,3-trimethyl- — ‘
135.0 15.00
m/z 67.00 36.95%
5000 93.0
41.0
M ‘h‘ “\“‘Hu \‘\H ‘H‘\\ ML M il ‘\ |
R —
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071621\
Data File : VD069736.D

Acq On : 16 Jul 2021 20:25
Operator : VA/SY

Sample : M3056-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 unknownl6.673 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.673 5.95 ug/1 296935 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 38
2 3-Heptyne, 5-methyl- 110 C8H14 061228-09-9 35
3 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 27
4 3,4,5-Trimethylpyrazole 110 C6H1ON2 005519-42-6 25
5 1H-Naphthalen-2-one, 3,4,5,6,7,8... 180 C12H200 1010164-27-1 25
Abundance Scan 2508 (16.673 min): VD069736.D\data.ms (-2503) (-  m/z 81.05 100.00%
81.0
179.1
5000 41.0 23.1
‘ ‘ . ‘1‘6‘4‘0‘ ‘1‘6‘6‘0‘ —
280.¢ . .
o — M\ i‘ ﬂ“Hi“”“\h \\;\H\\“\“H‘m“‘\‘ ‘M 210.2 ‘2‘4?'7; e m/z 109.10 70.79%
miz-> 50 100 150 200 250
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 LN L B L R B B
16.40 16.60
39.0 L m/z 67.00 68.94%
O T T ‘H\ H i“H \‘H‘\ L‘\‘ \H‘]‘-l‘\‘ .\() T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #6696: 3-Heptyne, 5-methyl-
81.0
T
16.40 16.60
5000 m/z 179.10 60.47%
41.0
‘ 111.0
ob e A e
miz--> 50 100 150 200 250
Abundance #6725: Cyclohexane, ethylidene- T
81.0 16.40 16.60
m/z 95.10 56.07%
5000
41.0
111.0
0! s T S
m/z--> 50 100 150 200 250 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071621\
Data File : VD0O69736.D

Acqg On : 16 Jul 2021 20:25
Operator : VA/SY

Sample : M3056-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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|
1-Propene, 2-me... 2.315 5.0 ug/l 130516 1 7.973 1297060 50.0
2-Pentanone 9.302 11.1 ug/l 411407 2 8.867 1861910 50.0
Adamantane, 1-c... 14.426 5.9 ug/l 294846 4 13.567 2496080 50.0
2-Methyladamantane 15.020 6.2 ug/l 307883 4 13.567 2496080 50.0
unknownl16.673 16.673 6.0 ug/l 296935 4 13.567 2496080 50.0
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