Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearatio
Intearator
Smoothing
Sampling
Start Thrs
Stop Thrs

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
VY002980.D
22 Jun 2020 17:45

L3071-05
12.44G/5ML/MSVOA Y/SOIL

19

n Parameters:

: RTE
- ON
1
- 0.2
-0

- SY/MD

Peak separation: 5

Method
Title

Signal

peak R.T.
# min

OOrWNPE
N
~
o
N

QOO ~NO®
=
o
a1
=
o

82Y061920S .M

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M

: SW846 8260

> TIC

first
scan

73
156
181
351

938
1291
1436
1451
1461

1487
1502
1563
1580
1597

1612
1631
1665
1682
1700

1714
1732
1755
1767
1784

1801
1816
1837
1853
1863

1882
1892
1897
1904

max
sScan

82
169
190
368

967
1299
1439
1458
1466

1495
1511
1569
1588
1606

1621
1636
1677
1690
1705

1718
1739
1761
1772
1795

1806
1819
1844
1860
1868

1890
1895
1900
1907

Tue Jun 23 14:59:01

Sample Multiplier: 1

RTEINT.P

peak
heiaht
4836685
14108666
1895674
32236114
20429509

28121792
16788860
5169934
8756598
27482941

7767014

11458043
19161370
11094575
10089116

40243476
39367522
7004430
50400140
4961748

2540049
42924151
19402774
4124143
41589850

45436905
52130798
49169163
11991844
50299425

10438538
13025040
9320696
3433210

2020

Filtering: 5

Min Area: 3 % of largest Peak
Max Peaks:
Peak Location:

corr.
area
10892137
65834058
5161169
471667913
110533043

354918463
49234945
7249721

19568067
97817125

27433072
45982533
72727565
38350949
35731603

113352877
119015904
17961294
103696873
10340013

4958184
101536800

45204868

6327194
121461404

79140284
106302044
108266577

20429648
108175771

26180842

19415643
12934293

5743083

100
TOP

corr.
% max.
2.31%
13.96%
1.09%
100.00%
23.43%

75.25%
10.44%
1.54%
4._.15%
20.74%

5.82%
9.75%

15.42%
8.13%
7.58%

24 _.03%
25.23%
3.81%
21.99%
2.19%

1.05%
21.53%
9.58%
1.34%
25.75%

16.78%
22 .54%
22 .95%
4_.33%
22.93%

5.55%

4.12%
2.74%
1.22%

% of
total
0.347%
2.096%
0.164%
15.019%
3.520%

11.302%
1.568%

0.231%

0.623%
3.115%

0.874%
1.464%
2.316%
1.221%
1.138%

3.609%

3.790%
0.572%

3.302%
0.329%

0.158%
3.233%
1.439%

0.201%
3.868%

2.520%
3.385%
3.447%
0.651%
3.445%

0.834%

0.618%
0.412%
0.183%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA Y\METHODS\82Y061920S.M

Title - SW846 8260

35 13.461 1916 1923 1937 rVV2 44315022 113087979 23.98% 3.601%
36 13.595 1940 1945 1946 rVV 14892130 19703998 4.18% 0.627%
37 13.625 1946 1950 1954 rVVv2 51533822 103281600 21.90% 3.289%
38 13.668 1954 1957 1967 rVVv4 39198173 86162261 18.27% 2.744%
39 13.753 1967 1971 1975 rVV2 5408418 9220464 1.95% 0.294%
40 13.820 1977 1982 1988 rVV 13294524 23400551 4.96% 0.745%
41 13.887 1988 1993 1995 rVV 18785497 29628244 6.28% 0.943%
42 13.918 1995 1998 2002 rVV 17340557 25420122 5.39% 0.809%
43 13.973 2002 2007 2013 rVV 27929243 44524491 9.44% 1.418%
44 14.082 2020 2025 2030 rvv2 10411224 16752424 3.55% 0.533%
45 14.210 2041 2046 2051 rBVY 5652169 8328188 1.77% 0.265%
46 14.296 2051 2060 2063 rVV 14273676 23666354 5.02% 0.754%
47 14.332 2063 2066 2071 rVV 17671565 26753393 5.67% 0.852%
48 14.381 2071 2074 2078 rVV3 5142567 7908984 1.68% 0.252%
49 14.564 2100 2104 2109 rVvV 7755218 12176159 2.58% 0.388%
50 14.680 2115 2123 2129 rBV3 10620805 26374070 5.59% 0.840%
51 14.942 2161 2166 2177 rVB3 2360681 5965386 1.26% 0.190%
52 15.235 2204 2214 2220 rVB 8459389 14543313 3.08% 0.463%

Sum of corrected areas: 3140443940

82Y061920S.M Tue Jun 23 14:59:01 2020
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
VY002980.D

22 Jun 2020 17:45

SY/MD

L3071-05

12_.44G/5ML/MSVOA Y/SOIL

19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

04
Time-->

TIC: VY002980.D

2.90 3.98

2.24

2.07

2.7

1.80 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

Abundance
6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

0—

TIC: VY002980.D

10.67
7.63

10.51
ok
‘ 10.95
10

/

11.71
116&

11.30

11.42 53 | |

Time-->

———— T T T T T T T T T T T T T T T T [ T T T T T T T T[T —T
9.50 10.00 10.50 11.00

Abundance
6e+07

5e+07

4e+07

3e+07

2e+07

1.96

12.04

TIC: VY002980.D

12.34
12.68

12.47

13

1e+07/U¥1

0

3, 2.5

—
Time--> 12.00

—T —T T i 7
12.50 13.00 15.00 15.50 16.00

82Y061920S.M Tue Jun 23 14:59:02 2020




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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 Butane, 2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

2.90 66 .45 ug/1 471668000 Pentafluorobenzene 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 83
2 Pentane 72 C5H12 000109-66-0 50
3 Oxirane. ethvl- 72 C4H80 000106-88-7 43
4 1.3-Dimethvldiaziridine 72 C3H8N2 026177-36-6 40
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 36

Abundance Scan 191 (2.901 min): VY002980.D (-181) (-) m/z 43.10 100.00%
CCT
5000 j[~_\\\\\\/\\\\\
72 RS SRR RSN AR
‘ | 81 91 105115 128 142 165 2.60 2.80_3.00 3.20
0 L A A AR VA M s LN LA LA A L m/z 57.10 98.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #714: Butane, 2-methyl-
43
57
5000 N L RS N R
2.60 2.80 3.00 3.20
29 m/z 41.10 95.98%
15 H “ \ 2
B LR A ) R KA LA LA AR RARAS LARAS AL AR AR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43
2.60 2.80 3.00 3.20
5000 m/z 42.05 85.90%
27 57 72
oL, 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #668:Oxirane,ethyl— LI L B L B N N B |
2 2.60 2.80 3.00 3.20
m/z 56.10 38.66%
5000 27
57 71
O”W”“PJmM“I“'””P“W““P”W”“P“W““P”W”“P“W““P”W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 2.60 2.80 3.00 3.20

82Y061920S.M Tue Jun 23 14:59:04 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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 4-Heptanone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

9.66 50.00 ug/1 49234900 1,4-Difluorobenzene 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone 114 C7H140 000123-19-3 58
2 Propanoic acid. 2-methvl-. anhvd... 158 C8H1403 000097-72-3 50
3 n-Amvl ether 158 C10H220 000693-65-2 43
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 43
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 42

Abundance Scan 1300 (9.662 min): VY002980.D (-1291) (-) m/z 71.10 100.00%
!
43
5000
i 7340 560 S0 1000
Obrrrrrrr bkl 24128143 165 28l “n7y 43.10  75.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7439: 4-Heptanone
43 7
5000 L L UL UL A
9.40 9.60 9.80 10.00
27 114 m/z 70.10 58.42%
ol L 1l 57 89
m/z--> 20 46 eb 80 160 120 140 160 180 200 220 240 260 280
Abundance
43 7
940 9.60 9.80 10.00
5000 m/z 41.10 22 .63%
. M
0 57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29610: n-Amyl ether B EERR Bam e L
7 9.40 9.60 9.80 10.00
43 m/z 57.10 21.66%
5000 J/////a\\\\\/////J/—JV\//\/
29
o151 | 87 | 8710515109 158
m/z--> 20 40 & 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00

82Y061920S.M Tue Jun 23 14:59:06 2020 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

Quant Method
Quant Title

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 3 unknownl0.67 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.67 136.88 ug/Il 97817100 Chlorobenzene-d5 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 46
2 2-Oxepanone. 7-butvl- 170 C10H1802 005579-78-2 43
3 Heptane. 4-ethvl- 128 C9H20 002216-32-2 43
4 Oxalic acid. hexvl isohexvl ester 258 C14H2604 1000309-33-0 35
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 32

Abundance Scan 1465 (10.668 min): VY002980.D (-1461) (-) m/z 85.10 100.00%
43
5000
128 10.40 10.60 10.80 11.00
0,.”J,.1“ﬁJL 143 165 191207 232 > 4316 81 64%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12708: Hexane, 2,3,5-trimethyl-
43
5000 85 LRI BN SULSN UL UL
mmmmmmnm
71 m/z 84.10 69.93%
ok H “\ \\ 99113128
m/z--> 20 45 eb éo 100 120 150 160 180 200 220 240 2éo 2éo
Abundance
55 85
10.40 10,60 10.80 11.00
5000 m/z 95.10 64 .56%
41 113
69
0 100 = 128 152 171
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12673: Heptane, 4-ethyl- e
43 10.40 10.60 10.80 11.00
57 m/z 97.10 49 _.53%
5000
85
i (I

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

10.40 10.60 10.80 11.00

82Y061920S.M Tue Jun 23 14:59:09 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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 Decane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.85 38.39 ug/1 27433100 Chlorobenzene-d5 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 72
2 Nonane 128 C9H20 000111-84-2 62
3 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 59
4 Hexadecane 226 C16H34 000544-76-3 50
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 49
Abundance Scan 1495 (10.851 min): VY002980.D (-1487) (-) m/z 57.10 100.00%
43 57
5000
128 B SA AS RAA S
10.60 10.80 11.00 11.20
Obrrrprrrr i 260 281 m/z 43.10 91.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28427: Decane, 2-methyl-
43 57
71
5000 LI BUMIULE UL LN SR
85 10,60 10.80 11.00 11.20
29 112 m/z 71.10 56.11%
ol14 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 10,60 10.80 11.00 11.20
5000 m/z 41.10 48_07%
29
71 85
o 99 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38340: Decane, 2,9-dimethyl- A EREmE R
a8 10.60 10.80 11.00 11.20
m/z 85.10 31.40%
5000 71
85
29
o w ‘ 99 113127 155
m/z--> 20 45 60 80 160 150 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20

82Y061920S.M Tue Jun 23 14:59:10 2020 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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 Heptane, 3,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.95 64 .34 ug/1 45982500 Chlorobenzene-d5 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 72
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 72
3 2.2.4.4-Tetramethvloctane 170 C12H26 062183-79-3 59
4 Octane. 3-methvl- 128 C9H20 002216-33-3 47
5 Pentane, 3,3-diethyl- 128 C9H20 001067-20-5 43
Abundance Scan 1511 (10.949 min): VY002980.D (-1502) (-) m/z 57.10 100.00%
57
5000
i 1 1050 o0 10 1150
110 128 : : . .
b e i ',.-:'l..,5?5..'.',..-..,.:..1,4.1.1“?2],1?“.3..,.1.9.1. 207 m/z 43.10 28.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12698: Heptane, 3,5-dimethyl-
57
5000 USSR AR AL U B
29 43 10,60 10.80 11.00 11.20

m/z 41.10 23.39%
71 99
| 83 | 113 128
0...,..”,....“...,..”,....,”..,..”,....,”..,..”
m/z--> 60 80 100 120 140 160 180 200
Abundance
57
R RN EAREE S
10.60 10.80 11.00 11.20
5000 23 m/z 99.10 22 .55%
29 71 99
15 85 113 128
oL el A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38352: 2,2,4,4-Tetramethyloctane
57 10.60 10.80 11.00 11.20
m/z 56.05 20.40%
5000
41 99
29 113
0...,.‘.‘..‘,...‘.,..7“(‘.).,8?...‘,..a.,....,....,....,....,.... R R Mo o
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 60 10 80 11. 00 11.20

82Y061920S.M Tue Jun 23 14:59:12 2020 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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 Heptane, 2,4-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.30 101.77 ug/l 72727600 Chlorobenzene-d5 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 59
3 Octane. 2-methvl- 128 C9H20 003221-61-2 53
4 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 50
5 Octane, 4-methyl- 128 C9H20 002216-34-4 49
Abundance Scan 1569 (11.302 min): VY002980.D (-1563) (-) m/z 43.10 100.00%
57
85
5000
111 S SR SR AR U
| || ‘ || 145159 193208 260 282 A1.00 1220 1140 .60
Ol el el e R R RN EA TR m/z 71.10 83.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12684: Heptane, 2,4-dimethyl-
43
5000 85 SR VN BN BRI NS
57 11.00 11.20 11.40 11.60
29 & m/z 57.10 71.20%
0 M J | 99113128
m/z--> 25 4b eb 85 100 120 140 160 180 200 220 240 260 280
Abundance
43
>7 SR VN SRR BRI UGS
11.00 11.20 11.40 11.60
5000 71 m/z 85.10 56.83%
85
29 12
0 126141155170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12671: Octane, 2-methyl-
43 11.00 11.20 11.40 11.60
m/z 41.10 46.33%
5000 o7
29 [P
0 ‘ LIl ‘ H 99 1]\-3 128
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280 1100 11.20 1140 11.60

82Y061920S.M Tue Jun 23 14:59:14 2020 Page: 9



Data Path :

Data File : VY002
Aca On - 22 Ju
Operator : SY/MD
Sample - L3071-
Misc - 12.44
ALS Vial : 19

Quant Method
Quant Title

SW

TIC Library - C:

TIC Integration P

Library Search Compound Report

980.D
n 2020 17:45

05
G/5ML/MSVOA Y/SOIL
Sample Multiplier: 1

846 8260

\DATABASE\NIST11.L

arameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M

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 Octane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.42 53.67 ug/1 38350900 Chlorobenzene-d5 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 64
3 Decane. 2.5-dimethvl- 170 C12H26 017312-50-4 59
4 Undecane. 6-methvl- 170 C12H26 017302-33-9 56
5 Heptane, 2,2,3,5-tetramethyl- 156 C11H24 061868-42-6 53
Abundance Scan 1588 (11.418 min): VY002980.D (-1580) (-) m/z 57.10 100.00%
g7
5000
41 98
71 113128142 11.20 11.40 11.60 11.80
o 159 191207 260 281 m/z 98.10 27 21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12677: Octane, 3-methyl-
57
5000 3 LI IS BN I B
m4 11,20 11.40 11.60 11.80
o8 m/z 41.10 24 .91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
1120 11.40 11.60 11.80
5000 43 m/z 43.10 23.26%
29 71 99
oL15 85 | 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38348: Decane, 2,5-dimethyl-
57 11.20 11.40 11.60 11.80
m/z 56.10 19.44%
5000 43
29
98
0 ‘ I [ 113127141155170
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 11,20 11.40 11.60 11.80

82Y061920S.M Tue Ju

n 23 14:59:16 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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 unknownl2.83 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.83 47.00 ug/1 106302000 1,4-Dichlorobenzene-d4 13.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 4-methvl- 120 C8H80 000104-87-0 41
2 Cvclohexene. 1-(1-propvnvl)- 120 C9H12 001655-05-6 38
3 Cvclopropvl phenvimethanol 148 C10H120 001007-03-0 25
4 2-l1socvanatopvridine 120 C6H4N20 004737-19-3 18
5 Ethanedione, (4-methylphenyl)phe... 224 C15H1202 002431-00-7 14
Abundance Scan 1820 (12.833 min): VY002980.D (-1816) (-) m/z 120.15 100.00%
120
5000 77 91 106
51 65 1260 12.80 13.00 13.20
b A33 156 182194208 260 | 5777119.10  91.66%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9388: Benzaldehyde, 4-methyl-
9 119
5000
65 12.60 12.80 13.00 13.20
39 m/z 91.05 44 _58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
91 105 120
12.60 12.80 13.00 13.20
5000 77 m/z 77.05 43.33%
39 63
O e e o
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22665: Cyclopropyl phenylmethanol
20 12.60 12.80 13.00 13.20
m/z 106.10 41.72%
91
5000 104
77
51 ‘
T 0 N [ 27—
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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 Benzene, l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.98 47.87 ug/1 108267000 1,4-Dichlorobenzene-d4 13.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 87
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 81
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 74
4 Benzene. (1-methvlethvl)- 120 C9H12 000098-82-8 72
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 72
Abundance Scan 1844 (12.979 min): VY002980.D (-1837) (-) m/z 105.05 100.00%
105 120
5000
77 91
® 6 e 1260 1780 13,00 1320
ol | 137 154167180 207 260 | 175 120.10 _ 96.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 LN SR SN SRR
120 12.60 12.80 13.00 13.20
o1 m/z_ 91.05 38.85%
77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
12.60 12.80 13.00 13.20
5000 m/z 77.05 34 .15%
120
s 30 63 77 91
O L L o o T e e o e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 12.60 12.80 13.00 13.20
m/z 106.05 32.81%
5000
120
7791
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002980.D

Aca On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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 Benzene, l-ethenyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.63 45.66 ug/1 103282000 1,4-Dichlorobenzene-d4 13.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 60
2 Benzene. l1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 60
3 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 60
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 60
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 60
Abundance Scan 1951 (13.631 min): VY002980.D (-1946) (-) m/z 117.10 100.00%
147
5000
134
63 77 ‘ 153168 13.40 13.60 13.80 14.00
0 ...,....', .'..',-'.'..J",..'!.,- el o108 202 282 260 261 m/z 118.10 73.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
5000 N B S R
13.40 13.60 13.80 14.00
a m/z 105.10 63.79%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
13.40 13.60 13.80 14.00
5000 m/z 115.05 44 _20%
91
oL15
WWTT‘WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8962: Benzene, 1-propenyl-
117 13.40 13.60 13.80 14.00
m/z 91.05 23.50%
5000
91
) o7 01 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY062220\
Data File : VY002980.D

Acq On 22 Jun 2020 17:45

Operator : SY/MD

Sample : L3071-05

Misc : 12.44G/5ML/MSVOA_Y/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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]
Butane, 2-methyl- 2.90 66.5 ug/1 471668000 1 7.85 354918000 50.0
4-Heptanone 9.66 50.0 ug/1 49234900 2 8.75 49234900 50.0
unknownl10.67 10.67 136.9 ug/l1 97817100 3 11.53 35731600 50.0
Decane, 2-methyl- 10.85 38.4 ug/1 27433100 3 11.53 35731600 50.0
Heptane, 3,5-dime... 10.95 64.3 ug/1 45982500 3 11.53 35731600 50.0
Heptane, 2,4-dime... 11.30 101.8 ug/l1 72727600 3 11.53 35731600 50.0
Octane, 3-methyl- 11.42 53.7 ug/1 38350900 3 11.53 35731600 50.0
unknownl12 .83 12.83 47.0 ug/1 106302000 4 13.43 113088000 50.0
Benzene, l-ethyl-_.. 12.98 47.9 ug/1 108267000 4 13.43 113088000 50.0
Benzene, l-etheny... 13.63 45.7 ug/1 103282000 4 13.43 113088000 50.0
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