LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 2.914 181 193 240 rBY 14040243 67337511 12.55% 1.575%

2 3.274 240 252 294 rVB 5672147 25940102 4.83% 0.607%

3 3.981 348 368 450 rBV2 13391714 115181292 21.47% 2.694%

4 4.761 457 496 498 rBV3 28112307 106918842 19.93% 2.501%

5 5.298 564 584 625 rBV3 24160824 239443770 44.63% 5.601%

6 5.797 651 666 708 rVB2 5024768 40760534 7.60% 0.953%

7 6.133 709 721 735 rBV3 1362862 8430550 1.57% 0.197%

8 6.584 776 795 797 rBV2 8461997 34218423 6.38% 0.800%

9 6.779 807 827 829 rBV5 20403846 127568498 23.78% 2.984%
10 7.584 936 959 982 rBV5 9738353 88697278 16.53% 2.075%
11 7.925 983 1015 1026 rBV7 33523852 408212845 76.08% 9.548%
12 8.388 1073 1091 1110 rBV9 27806990 294701230 54.93% 6.893%
13 8.754 1141 1151 1167 rBVv4 13824493 69858289 13.02% 1.634%
14 9.029 1180 1196 1214 rBV6 7189650 53825977 10.03% 1.259%
15 9.291 1216 1239 1261 rBV6 42543654 536526353 100.00% 12.550%
16 9.730 1291 1311 1312 rBV2 25709538 160929093 29.99% 3.764%
17 10.047 1352 1363 1375 rVB8 40829259 236594428 44.10% 5.534%
18 10.175 1375 1384 1389 rBV4 40634099 154811985 28.85% 3.621%
19 10.577 1446 1450 1452 rBV2 7932717 13297335 2.48% 0.311%
20 10.669 1457 1465 1473 rVB9 24853506 102330803 19.07% 2.394%
21 10.851 1486 1495 1501 rBV3 22639208 80576520 15.02% 1.885%
22 10.949 1503 1511 1519 rVvVv2 18317454 70508276 13.14% 1.649%
23 11.315 1563 1571 1580 rVB6 36754044 150981645 28.14% 3.532%
24 11.418 1580 1588 1596 rVB4 28565670 83664599 15.59% 1.957%
25 11.516 1597 1604 1610 rBV3 22640360 71704222 13.36% 1.677%
26 11.601 1610 1618 1626 rVB5 16726346 62799939 11.70% 1.469%
27 11.735 1631 1640 1643 rBVv4 25106484 70316295 13.11% 1.645%
28 11.912 1665 1669 1671 rBV5 3952350 6790734 1.27% 0.159%
29 11.955 1672 1676 1681 rVV4 12729268 23772506 4_.43% 0.556%
30 12.022 1681 1687 1694 rVV3 15099572 34299367 6.39% 0.802%
31 12.217 1714 1719 1723 rBV3 8085844 15551908 2.90% 0.364%
32 12.266 1723 1727 1735 rVB5 6376002 14177812 2.64% 0.332%
33 12.345 1735 1740 1744 rBV 15914272 29344876 5.47% 0.686%
34 12.479 1755 1762 1767 rVB2 24492961 61179257 11.40% 1.431%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 12.534 1767 1771 1774 rVB 7788312 10133075 1.89% 0.237%
36 12.577 1774 1778 1783 rVB4 7657458 14737451 2.75% 0.345%
37 12.638 1783 1788 1790 rBV 8625656 14401077 2.68% 0.337%
38 12.680 1790 1795 1804 rVB 25726676 50609821 9.43% 1.184%
39 12.778 1805 1811 1814 rBV 31829389 60422307 11.26% 1.413%
40 12.821 1814 1818 1835 rVB3 33569176 77165737 14.38% 1.805%
41 12.979 1837 1844 1851 rBVY 10984773 23313152 4 _.35% 0.545%
42 13.071 1851 1859 1863 rBY 8569480 17403835 3.24% 0.407%
43 13.125 1863 1868 1874 rVB2 45912382 94766807 17.66% 2.217%
44 13.180 1874 1877 1882 rVB 4734623 6995041 1.30% 0.164%
45 13.253 1882 1889 1891 rBV3 7671363 18458720 3.44% 0.432%
46 13.284 1891 1894 1898 rVB 8869508 12428153 2.32% 0.291%
47 13.479 1916 1926 1936 rVB3 10405347 34565206 6.44% 0.809%
48 13.595 1940 1945 1947 rBV 7927654 12299009 2.29% 0.288%
49 13.625 1947 1950 1953 rVvv2 12548619 19464802 3.63% 0.455%
50 13.668 1953 1957 1967 rVB4 21379945 45493956 8.48% 1.064%
51 13.827 1978 1983 1988 rVB 5917449 9633616 1.80% 0.225%
52 13.887 1988 1993 1995 rBV 7817405 11825080 2.20% 0.277%
53 13.918 1995 1998 2002 rVB 7303444 9838855 1.83% 0.230%
54 13.973 2002 2007 2012 rBV 13070813 18808174 3.51% 0.440%
55 14.076 2019 2024 2029 rVB2 4771634 7769131 1.45% 0.182%
56 14.296 2051 2060 2063 rVV 5374633 10558076 1.97% 0.247%
57 14.333 2063 2066 2070 rVvV 6400892 9134434 1.70% 0.214%
58 14.381 2070 2074 2078 rVV2 4607198 7393408 1.38% 0.173%
59 14.454 2083 2086 2093 rVvVv 3886817 6182235 1.15% 0.145%
60 14.668 2116 2121 2129 rVV5 4393314 10156942 1.89% 0.238%
Sum of corrected areas: 4275211194
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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

Abundance

5e+07

4e+07

3e+07

2e+07

1e+07

TIC: VY002976.D

291 3.08

3.27

o

Time--> 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 5.40 560 580 600 620 6.40 6.60

Abundance

5e+07

4e+07

3e+07

2e+07

1e+07

0

TIC: VY002976.D
9.29 10.089.17

8.39
7.93

8.75
9.03

7.58

Time-->

T T T T T —T —T —T —T —T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

5e+07

4e+07

3e+07

2e+07

1e+07

0

TIC: VY002976.D

T —T —T — T T T 7 i T —T—
Time--> 12.00 12.50 13.00 13.50 1400 1450 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 Furan, tetrahydro-2,4-dimet... Concentration Rank 9

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

7.93 50.00 ug/1 408213000 Pentafluorobenzene 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.4-dimethvl-.... 100 C6H120 039168-01-9 53
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 52
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 50
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 47
5 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 43

Abundance Scan 1016 (7.931 min): VY002976.D (-983) (-) m/z 56.05 100.00%
56 85
- ) /[f////\\\\\\\\///‘
100 I ARAS SRR AR SR
| 117 137149 168 208 760 1.50 5.00 8.20
0 A e m/z 43.10 94 .12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3964: Furan, tetrahydro-2,4-dimethyl-, cis-
85
41 55
5000 UL UL LS UL AR
760 7.80 8.00 8.20
29 ‘ 100 m/z 85.10 92.42%
0 \M \‘ ! ‘\ | ‘ | \‘
'”'I'”'I "I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
43 56
7.60 7.80 8.00 8.20
5000 m/z 57.10 82.71%
29 71
15 85 100
G S S U UL L L AL WL L W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3976: Hexane, 2-methyl- R A REERe ma
43 7.60 7.80 8.00 8.20
m/z 41.10 78.85%
5000 a5 ld/—\\_J////’\*’""\\\\////
57
0 15 H | ‘ 1 \‘ 71 A 100
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 760 7.80 8.00 820
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 Pentane, 2,2,3-trimethyl- Concentration Rank 2

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

8.39 210.93 ug/l 294701000 1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 78
2 Pentanal. 3-methvl- 100 C6H120 015877-57-3 47
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 45
4 2-Pentene. 5-butoxv-. (E)- 142 C9H180 054004-23-8 43
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 40

Abundance Scan 1091 (8.388 min): VY002976.D (-1073) (-) m/z 57.10 100.00%

5000

B

8.00 8.20 8.40 8.60 8.80

0! m/z 56.10 68.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7655: Pentane, 2,2,3-trimethyl-
57
5000 41 LI L L B L
8.00 8.20 8.40 8.60 8.80
m/z 41.10 53.25%
MG 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 R o S N RREEE n
8.00 8.20 8.40 8.60 8.80
5000 m/z 99.10 32.35%
27
71
0 12 85 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7664: Pentane, 2,2,4-trimethyl- T T T
57 8.00 8.20 8.40 8.60 8.80
m/z 39.05 20.24%
5000 41
2 99
0 | ‘ Il 83 ‘ 113
T T T T R e S N EREEE n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 3 Octane Concentration Rank 1

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

9.29 384.01 ug/l 536526000 1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 70
2 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 53
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 43
4 Heptane. 2-methvl- 114 C8H18 000592-27-8 38
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 35

Abundance Scan 1239 (9.291 min): VY002976.D (-1216) (-) m/z 43.10 100.00%
a3 57
85
5000 n 99
112 AR R R L
” 208 9.00 9.20 9.40 9.60
0 N — 1. m/z 57.10 95.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7618: Octane
43
5000
29 57 a5 9.00 9.20 9.40 9.60
71 m/z 85.05 65.92%
0 '}?I""I""I"' '|""|"1}?|""|' R S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 7
9.00 9.20 9.40 9.60
5000 m/z 41.10 58.46%
27 71 99
14 112
e S S S UL B B B LA LN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester A REREEEE S
57 9.00 9.20 9.40 9.60
m/z 99.10 51.60%
43 71
5000 85
29 113
0 \‘ \‘\ ‘M Il A 99 \‘
USRI SURILLS SURLEL SURLL UL DAL LI UL S B NSRS R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 Butane, 1,1"-oxybis[3-methyl- Concentration Rank 4

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

9.73 115.18 ug/Il 160929000 1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 1.1"-oxvbisl3-methvl- 158 C10H220 000544-01-4 78
2 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 78
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 78
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 74
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64

Abundance Scan 1311 (9.730 min): VY002976.D (-1291) (-) m/z 71.10 100.00%
43 7
57
LREAN SR U
9.40 9.60 9.80 10.00
o ol A HAe 191 Tn/z 43.10 96.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29664: Butane, 1,1'-oxybis[3-methyl-
43 7
5000 L I LA LN B
101 9.40 9.60 9.80 10.00
m/z 70.10 74.41%
29 ‘\ | 87 ‘ 115
L S SO L S L B BRI B S WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 71
940 9.60 9.80 1000
5000 57 m/z 41.10 33.99%
29
o 85 99 112 129 155
miz--> 20 40 60 80 100 120 140 160 180
Abundance #7654: Pentane, 2,3,4-trimethyl- e AREEEEEaSEE
43 9.40 9.60 9.80 10.00
m/z 57.10 33.57%
71
5000
ol 15 \\ I ‘\ 83 114
m/z--> 20 4'0 60 8|0 100 120 140 160 180 ' 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 Hexane, 3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.05 169.34 ug/Il 236594000 1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-ethvl- 114 C8H18 000619-99-8 64
2 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 50
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 47
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 47
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 47
Abundance Scan 1364 (10.053 min): VY002976.D (-1352) (-) m/z 85.10 100.00%
57
43
5000
69 g9 9.80 10.00 10.20 10.40
Ol et L 201129 191 1 sz 8410 84.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7622: Hexane, 3-ethyl-
43
5000 84
9.80 10.00 10.20 10.40
27 5770 m/z 57.10 62.93%
s | me
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
o " '9.80 10.00 10,20 10.40
5000 - m/z_ 43.10 53.29%
29 69
0 98 113 142
LN SR AL UL SUELELALA SARLALELA SARLELELA AL UL SRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7642: Hexane, 2,4-dimethyl- I Al ERESEER e E S
48 57 9.80 10.00 10.20 10.40
m/z 41.10 34 .50%
85
5000
29 71
0 '}?I'L"'“M' J”l"ﬂ"ll“ '??"%1ﬁ|"' N AL S SR R N SRR BN SR
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 unknownl10.67 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.67 71.36 ug/Il 102331000 Chlorobenzene-d5 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 43
2 2-Oxepanone. 7-hexvl- 198 C12H2202 016429-21-3 38
3 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 38
4 1H-Pvrazole. 4.5-dihvdro-3.4.5-t... 112 C6H12N2 022591-95-3 35
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 32
Abundance Scan 1465 (10.669 min): VY002976.D (-1457) (-) m/z 85.10 100.00%
g5 97
43
5000 55 112
69
||| | | 128 177 10.40 10.60 10.80 11.00
ol il el e e e m/z 97.10 92.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12718: Hexane, 2,3,5-trimethyl-
43
5000
85 10.40 10.60 10.80 11.00
57 m/z 43.10 70.88%
27 71
T ] 113 128
e L L S L W B B L SIS WL W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 85
10.'40 10.|60 10.I80 11.'00
5000 m/z 84.10 70.40%
41 67 113
o 95 128138 151162 180 198
m/z--> ﬁo Jo eb 85 160 150 150 1éo 1éo 260
Abundance #19204: Heptane, 3,4,5—trimethy|— LI L L L N B B
43 85 10.40 10.60 10.80 11.00
m/z 55.10 37.67%
57
5000
29
69
O'I"'wl'”kl'M”I'“"I”"I"'W""I'”'I""P' SRR SUNIA SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 7 Heptane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.85 56.19 ug/1 80576500 Chlorobenzene-d5 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 95
2 Tetradecane 198 C14H30 000629-59-4 64
3 Nonane 128 C9H20 000111-84-2 62
4 Undecane 156 C11H24 001120-21-4 50
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
Abundance Scan 1495 (10.851 min): VY002976.D (-1486) (-) m/z 57.10 100.00%
43
71
5000
85 113
|| 99 12|8 168 207 10,60 10.80 11.00 11.20
[ R R o O m/z 43.10 83.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12681: Heptane, 2,6-dimethyl-
43
5000 57 U UM SUNILE UGN SR
10.60 10.80 11.00 11.20
27 1 P m/z 71.10 60.23%
Ll T e s
G T U S S WL L L WL S WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
a3 A R G
71 10,60 10,80 11.00 11.20
5000 o m/z 41.10 46.33%
29
. 9 113 127 141 155 169 198
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #12663: Nonane e ERAREE R
43 10.60 10.80 11.00 11.20
57 m/z 85.10 34.17%
5000
29
71 85
A T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 Heptane, 2,5-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.95 49.17 ug/1 70508300 Chlorobenzene-d5 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 83
2 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 53
3 Octane. 3-methvl- 128 C9H20 002216-33-3 43
4 Heptane. 2-iodo- 226 C7H151 018589-29-2 43
5 Heptane, 3-bromo- 178 C7H15Br 001974-05-6 43

Abundance Scan 1511 (10.949 min): VY002976.D (-1503) (-) m/z 57.10 100.00%
g7
5000 2 99
71
85 128 10.60 10.80 11.00 11.20
ot b L8 LU s 260 281 s 99,10 43350
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12686: Heptane, 2,5-dimethyl-
57
5000
43 10.60 10.80 11.00 11.20
29 99 m/z 43.10 36.02%
oL15 | ‘L | 85 | 113128
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280
Abundance
57
10,60 10.80 11.00 11,20
5000 m/z 41.10 29.69%
43
29 71 99
oL15 85 | 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12669: Octane, 3-methyl- A B
57 10.60 10.80 11.00 11.20
m/z 71.10 27 .83%
5000
43
29 98
Ls DLl S
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 10,60 10.80 11.00 11.20

82Y061920S.M Tue Jun 23 14:57:54 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 unknownl11.31 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.31 105.28 ug/l 150982000 Chlorobenzene-d5 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid. isohexvl 2-pentv... 236 C11H2403S
2 Sulfurous acid. hexvl 2-pentvl e... 236 C11H2403S

1000309-15-5 47
1000309-15-6 47

3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 47
4 Octane. 4-methvl- 128 C9H20 002216-34-4 42
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 38
Abundance Scan 1570 (11.309 min): VY002976.D (-1563) (-) m/z 71.10 100.00%
71 85
43
5000
111
57 128 T
| | 161 191 209 260 281 11.00 11.20 11.40 11.60
) MBS S M i m/z 85.10 90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90256: Sulfurous acid, isohexyl 2-pentyl ester
43 71 85
5000
11.00 11.20 11.40 11.60
29 7 m/z 43.10 70.67%
'“v'“w”"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 71
85 s R B
11.00 11.20 11.40 11.60
5000 m/z 84.10 56.27%
29 57
0 111 129 167
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7645: Hexane, 3,3-dimethyl- T T
43 11.00 11.20 11.40 11.60
m/z 70.10 41.41%
71
5000 57 | g5
29
99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11. 20 11. 40 11.60

82Y061920S.M Tue Jun 23 14:57:55 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002976.D

Aca On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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 Octane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.42 58.34 ug/1 83664600 Chlorobenzene-d5 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 64
2 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 59
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
4 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 50
5 Hexane, 4-ethyl-2-methyl- 128 C9H20 003074-75-7 40

Abundance Scan 1588 (11.418 min): VY002976.D (-1580) (-) m/z 57.10 100.00%

5000

128 11.20 11.40 11.60 11.80

260 281

Of m/z 98.10 61.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12700: Heptane, 2,5-dimethyl-
57
5000 43
29 11.20 11.40 11.60 11.80
- m/z 41.10 38.24%
0 H ‘\ I 85 \‘ 113128
T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R e R E e o R
43 11.20 11.40 11.60 11.80
5000 m/z 99.10 34.65%
98
29 71
0 113127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57 11.20 11.40 11.60 11.80
m/z 43.10 29.94%
5000 41 98
27 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY062220\
Data File : VY002976.D

Acq On : 22 Jun 2020 16:10

Operator : SY/MD

Sample : L3071-01

Misc : 7.06G/5ML/MSVOA_Y/SOIL

ALS Vial : 15 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]

Furan, tetrahydro... 7.93 50.0 ug/1 408213000 1 7.82 408213000 50.0
Pentane, 2,2,3-tr... 8.39 210.9 ug/1 294701000 2 8.72 69858300 50.0
Octane 9.29 384.0 ug/1 536526000 2 8.72 69858300 50.0
Butane, 1,1"-oxyb... 9.73 115.2 ug/l1 160929000 2 8.72 69858300 50.0
Hexane, 3-ethyl- 10.05 169.3 ug/l 236594000 2 8.72 69858300 50.0
unknown10.67 10.67 71.4 ug/1 102331000 3 11.51 71704200 50.0
Heptane, 2,6-dime... 10.85 56.2 ug/1 80576500 3 11.51 71704200 50.0

Heptane, 2,5-dime... 10.95 49.2 ug/l 70508300 3 11.51 71704200 50.0

unknownll.31 11.31 105.3 ug/l1 150982000 3 11.51 71704200 50.0
Octane, 2,3-dimet... 11.42 58.3 ug/1 83664600 3 11.51 71704200 50.0
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