LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  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_Y\methods\82Y071822S.M

Title : SW846 8260

Signal : TIC: VY@09600.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.692 458 471 492 rBV2 34199 165533 1.16% 0.136%
2 6.679 784 797 808 rBV2 47761 153282 1.07% 0.126%
3 7.716 954 966 971 rBV 159948 386735 2.70% 0.318%
4 7.783 971 978 985 rVW 318970 775356  5.42% 0.637%
5 7.862 985 991 1004 rVB2 94810 240902 1.68% 0.198%

6 8.136 1027 1036 1048 rVB 152316 342559  2.39%

7 8.319 1048 1066 1078 rBV 5399605 12960015 90.55% 10.

8 8.685 1116 1126 1135 rBV 501380 989295  6.91%

9 9.313 1222 1229 1237 rBV 503924 1030452 7.20%
9.612 1270 1278 1289 rVB 4578989 8683564 60.67%

NoOoOoOoOOoOoe
(o]
iy
N
R

11  9.740 1289 1299 1313 rBV 6189383 12139028 84.81%
12 9.929 1324 1330 1337 rBV5 57765 146588 1.02%
13 10.112 1347 1360 1365 rBV 2304288 4185531 29.24%
14 10.173 1365 1370 1382 rVB 682616 1236706  8.64%
15 10.477 1409 1420 1425 rBV2 104103 202932 1.42%

Or wWoeV
IS
w
I
xR

16 10.551 1425 1432 1436 rBV 123397 214649 1
17 10.636 1436 1446 1455 rVB2 615323 1317126 9
18 10.892 1479 1488 1497 rVB7 60235 227441 1.59%
19 11.002 1497 1506 1512 rBV4 88493 227766 1
20 11.087 1512 1520 1524 rVB7 58467 156092 1

COORr®
=
0
N
R

21 11.142 1524 1529 1542 rVB4 271920 561670 3.92%
22 11.410 1563 1573 1577 rBV3 218757 500409 3.50%
23 11.483 1578 1585 1590 rVV2 1300464 2637290 18.43%
24 11.532 1590 1593 1595 rVV3 317838 501097 3.50%

OO NOO®
=
(o))
o))
B

25 11.556 1595 1597 1603 rVV 427043 644559  4.50% 529%
26 11.745 1620 1628 1637 rVB 490280 986147 6.89% 0.810%
27 11.843 1637 1644 1647 rBV7 75120 173812 1.21% ©.143%
28 11.892 1647 1652 1656 rVB3 114622 203045 1.42% ©.167%
29 11.983 1662 1667 1674 rVB4 153134 344514  2.41%  0.283%
30 12.105 1682 1687 1693 rVVW 377100 615476  4.30% ©.505%
31 12.191 1697 1701 1713 rVB4 190029 516496 3.61% ©.424%

32 12.300 1713 1719 1724 rBV4 137846 281563 1.97% 0.231%
33 12.459 1739 1745 1755 rVB 9112191 14312611 100.00% 11.755%
34 12.568 1755 1763 1767 rBV4 240995 601986  4.21%  0.494%
35 12.623 1767 1772 1782 rVB 1132815 2557431 17.87%  2.100%

36 12.733 1782 1796 1796 rBV6 175130 524824 3.67% 0.431%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  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_Y\methods\82Y071822S.M
Title : SW846 8260
37 12.837 1796 1807 1812 rBV3 1298714 2953465 20.64% 2.426%
38 12.885 1812 1815 1819 rVvV 284018 426970 2.98% 0.351%
39 12.928 1819 1822 1828 rVVv3 90927 215283 1.50% 0.177%
40 13.038 1830 1840 1841 rVV3 629523 1269130 8.87% 1.042%
41 13.068 1841 1845 1852 rVB 3007378 4468360 31.22% 3.670%
42 13.172 1858 1862 1868 rBV 690514 1092862 7.64% 0.898%
43 13.282 1868 1880 1888 rBV 5521236 9433094 65.91% 7.747%
44 13.349 1888 1891 1895 rVV 311867 447511 3.13% 0.368%
45 13.398 1895 1899 1901 rVV 702934 1135701 7.93% 0.933%
46 13.428 1901 1904 1907 rVV2 856580 1472931 10.29% 1.210%
47 13.477 1907 1912 1922 rVB 4307383 9479614 66.23% 7.785%
48 13.593 1928 1931 1933 rBV 164652 234383 1.64% 0.192%
49 13.641 1933 1939 1950 rVB 1453014 2755318 19.25% 2.263%
50 13.782 1959 1962 1964 rBV 146603 218310 1.53% 0.179%
51 13.818 1964 1968 1974 rVB2 459526 991074 6.92% 0.814%
52 13.958 1986 1991 1993 rVV2 492645 883566 6.17% 0.726%
53 13.989 1993 1996 2006 rVB2 823814 1893949 13.23% 1.555%
54 14.074 2006 2010 2014 rBV 323797 452182 3.16% ©.371%
55 14.141 2015 2021 2035 rVB5 470745 1645001 11.49% 1.351%
56 14.306 2036 2048 2052 rBV6 355524 1255137 8.77% 1.031%
57 14.385 2055 2061 2070 rVV3 1483307 3765132 26.31% 3.092%
58 14.464 2070 2074 2079 rVV3 288254 537894 3.76% 0.442%
59 14.519 2080 2083 2086 rvV 228630 358209 2.50% 0.294%
60 14.568 2087 2091 2096 rVB3 292021 522036 3.65% 0.429%
61 15.227 2195 2199 2204 rVB 425953 734579 5.13% 0.603%
62 15.281 2204 2208 2212 rBV2 158658 281697 1.97% 0.231%
63 15.446 2231 2235 2241 rVB4 145063 292508 2.04% 0.240%
64 15.812 2292 2295 2303 rVB 124578 242332 1.69% 0.199%
65 15.897 2305 2309 2313 rVB2 145976 234607 1.64% 0.193%

66 16.757 2445 2450 2455 rVB4 151752 323524  2.26% 0.266%

Sum of corrected areas: 121760841
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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_Y\Data\VY071922\

: VY009600.D

: 19 Jul 2022 19:24

: KP/MD

: N3652-03

. 6.62g/5.0mL/MSVOA_Y/SOIL
. 23

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

0

TIC: VY009600.D\data.ms

4.692

6.679

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

Abundance

8000000

6000000

4000000

2000000

TIC: VY009600.D\data.ms

9.740
8.319
9.612

10.112

10.636

11.483

0
Time-->

7.71%586> 8.136
—a

9.929
—
10.00

9.00

T
8.00 9.50

100751 10.gepbbif? 114
R 108ARC

10.50

1.74
AR

11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: VY009600.D\data.ms

T ‘ T
15.50

T ‘ T
16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Pentane, 2,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.319 655.01 ug/l 12960000 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 78
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 74
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64

Abundance Scan 1066 (8.319 min): VY009600.D\data.ms (-1048) (-) m/z 57.10 100.00%

57.1
5000

99.2 8.00 8.20 8.40 8.60
\“ | | 207.1 o,
O R L R B A RS m/z 56.10 34.12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0

5000 R REEEEY B R TR s
8.00 8.20 8.40 8.60

m/z 41.10 24.34%

290
20 ‘ 99.0
\‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

8.00 8.20 8.40 8.60

o

5000 m/z 43.10 17.54%
29.0
0 20 99.0
A e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14600: Pentane, 2,2,4,4-tetramethyl- e R EARES
57.0 8.00 8.20 8.40 8.60

m/z 39.10 7.68%

5000
29.0 ‘
81.0 113.0
0 ‘_“w‘d‘w“‘u‘pu"H“‘m“u“_“‘_“w“‘w“u

m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\

: VY009600.D

: 19 Jul 2022 19:24

: KP/MD

: N3652-03

. 6.62g/5.0mL/MSVOA_Y/SOIL
: 23 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

2 Pentane, 2,3,4-trimethyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.612 438.88 ug/l 8683560 1,4-Difluorobenzene 8.685
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
Abundance Scan 1278 (9.612 min): VY009600.D\data.ms (-1270) (-)| m/z 43.10 100.00%
3.1
5000 /\
‘ 131 ‘ 9.50 10,00
oyt 1142 2072 2810 .. 71.10  88.87%
miz-> 50 100 150 200 250
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
5000
950 1000
m/z 70.05 63.92%
O T T H\ ‘\‘ ‘H\7\ ? T ‘l]\-4\0\ T ‘ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance
43.0
950 1000
5000 m/z 41.10 28.92%
0 72.0 101.0
‘ LB e — —
miz--> 50 100 150 200 250
Abundance #8635: Heptane, 4-methyl- M,JL
43.0 950 10 00
m/z 55.10 23.68%
5000
L 8301140
L L -
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.740 613.52 ug/l 12139000 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 56
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1299 (9.740 min): VY009600.D\data.ms (-1289) (-) m/z 43.05 100.00%

71.0
5000
‘ 9.50 10.00
99.1 :
Ol b L a2 g e 67, 6a%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
10.00
27.0 m/z 70 10 57.31%
2o \‘ | ‘ 98.0 114,0
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 40 60 80 100 120
Abundance
43.0
710 lO 00 )
5000 m/z 57 05 49.08%
27.0 99.0
o

miz--> 0 20 40 60 80 100 120

Abundance #14566: Hexane, 2,3,4-trimethyl-

43.0 10.00

m/z 85 10 42.57%
5000
71.0
27.0
0 H I | 8%-0 113,0128.0

‘“‘“,‘“““““““““““““‘ —

m/z--> 0 40 60 80 100 120 1&00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tetradecane, 2,2-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.623 86.81 ug/l 2557430 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 72
2 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 64
3 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 64
4 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 59
Abundance Scan 1772 (12.623 min): VY009600.D\data.ms (-1767) (- m/z 57.10 100.00%
57.1
- /\,J\WJAN,J&
“ 85.1 ‘5 6 ‘de
12.5 13.
113.2
Okl _‘““w:‘m“_m_“1‘4‘1“2“1“5‘5‘?‘1‘?7““_” m/z 56.10  61.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0
5000
12.50 13.00
m/z 41.10 25.74%
o 290 850 4130 1410 1680 2110
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
= =
12.50 13.00
5000 m/z 43.10 25.71%
. 29.0 85.0 127.0 169.0
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59091: Decane, 2,2,3-trimethyl- . =7
57.0 12.50 13.00
m/z 85.10 18.70%
5000
29.0 ‘ 85 o 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Decane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.837 100.26 ug/l 2953470  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 80
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
4 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 64
5 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 64
Abundance Scan 1807 (12.837 min): VY009600.D\data.ms (-1796) (- m/z 57.10 100.00%
57.1
5000
85.1
113.2
12.50 13.00
139.2
o‘_H“mwhm”m“1“m‘HHWH“““‘1?‘5‘-?“””2‘9‘7:3 m/z 71.10  86.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33088: Decane, 2-methyl-
43.0
5000 71.0
12.50 13.00
m/z 43.10 63.53%
113.0
0\‘\‘\‘\\“\\\‘!“\\‘M\‘w‘\\\“\\\“\‘\\\1\4.“1-\-\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
= -
12.50 13.00
5000 m/z 41.10 35.33%
29.0 85.0
o 1130 1550 1840
R R AN R RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74023: Dodecane, 4,6-dimethyl- = =7
57.0 12.50 13.00
m/z 85.10  29.99%
5000
29.0‘ 85.0
113.0
oo B0 850 dmo
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Decane, 2,2,5-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.068 151.68 ug/l 4468360 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 72
2 Decane, 2,2,5-trimethyl- 184 C13H28 062237-96-1 72
3 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 72
4 Undecane, 2,2-dimethyl- 184 C13H28 017312-64-0 72
5 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 72
Abundance Scan 1845 (13.068 min): VY009600.D\data.ms (-1841) (- m/z 57.10 100.00%
57.1
85.1 ‘13‘00‘ |
: 113.2 .
0 w"H\H"MJ“"‘u“m"‘H‘“‘“_1‘55"2“1‘7‘?:3‘”‘295;4‘ m/z 56.10  39.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0
5000 — :
13.00
m/z 43.10 21.66%
o 290/ 830 4130 1410 1680 2110
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T \
13.00
5000 m/z 41.10 20.10%
0 29.0 85.0 127.0 169.0
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl- —
57.0 13.00
m/z 71.10 15.41%
5000
29.0 85.0
ok M | | 1130 1410 1680 2110
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Octane, 2,4,6-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.282 320.21 ug/l 9433090 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
2 Pentadecane 212 C15H32 000629-62-9 64
3 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 64
4 Heneicosane 296 C21H44 000629-94-7 59
5 Pentan-2-yl 2-methylbutanoate 172 C1eH2002 1000372-71-7 59

Abundance Scan 1880 (13.282 min): VY009600.D\data.ms (-1868) (- m/z 57.10 100.00%
57.1

- T M
o e
‘ ‘ 127.2 13.00 13.50
ol b | 1882 1872 2228 7o 1o gg g7y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
5000 ) e
13.00 13.50
85.0 m/z 85.10  46.94%
29.0‘ ‘ ‘
O\\\‘\‘\‘\\"‘\\\‘!“\\H\\‘\\\\“‘\\\\112\\7;9‘\]\_\5\6‘.(\)\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
o e
13.00 13.50
m/z 43.10 44 .26%
5000 85.0
29.0
0 113.0 141.0 169.0  212.0
R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59089: Decane, 2,3,8-trimethyl- =T ]
57.0 13.00 13.50
m/z 41.10 27.93%
5000 85.0
29-0‘ ‘ 1110 1410
0“wﬂ«wﬂ‘WWJ\WWHJ_JH‘H‘w‘u‘_‘u‘u‘w‘u‘_“ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Heptane, 4-ethyl-2,2,6,6-te... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.477 321.79 ug/1 9479610 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 72
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
3 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 53
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53
Abundance Scan 1912 (13.477 min): VY009600.D\data.ms (-1907) (f m/z 57.10 100.00%
57.1
- WL
—=5
851 113.2 13.50
b 370 L T L1852 1910 L. 5610 44.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0
5000 T
13.50
m/z 71.10 28.93%
29.0
0 \\\‘\‘\‘\\‘H\\\“‘\\“\\8‘?.\()\\‘\1\]-\?’\.(’)\\\\‘\\\\‘]_\62.(\)‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
=
13.50
5000 m/z 43.10 26.94%
29.0
0 gs.o 1130
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45522: Heptane, 2,2,4,6,6-pentamethyl- =
57.0 13.50
m/z 41.10 21.70%
h JLM
29.0
e N - =
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Dodecane, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.642 93.53 ug/l 2755320 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
2 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 64
3 Octane, 2,3,6,7-tetramethyl- 170 C12H26 052670-34-5 59
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 59
5 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 59

Abundance Scan 1939 (13.641 min): VY009600.D\data.ms (-1933) (- m/z 71.10 100.00%
7

11
43.1
5000

R
99.2 2 13.50 14.00
el 1864 20720 sy 57,10 67.36%

0l

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59040: Dodecane, 4-methyl-
43.0 710

5000 T
13.50 14.00
m/z 43.10 55.23%

‘ 990 1410
0 \1\5\.9\‘\‘\ \“M T \h“\\w\“}‘\\\““\\‘}‘\‘\\\\U\ \\\%\6\9\.9‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

43.0

71.0 T T
13.50 14.00
5000 ITI/Z 85.10 38.27%
127.
o 980 270 4569
A Raaa R e o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45517: Octane, 2,3,6,7-tetramethyl- B pane
43.0 710 13.50 14.00

m/z 70.10  35.06%

5000
‘ ‘ 127.0
H I ‘\‘ L[ 990 170.0

0 b bl TR B = =
miz--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Octane, 3,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.385 127.81 ug/1 3765130  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 64
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 59
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 59
Abundance Scan 2061 (14.385 min): VY009600.D\data.ms (-2055) (- m/z 57.10 100.00%
57.1
20 /\A/\J\WM
— ——
‘ g5.1 1132 1492 14.00 14.50
13
Oberr et L L] 1833 2228 L7 01 10 54.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 — —
14.00 14.50
29.0 m/z 56.10 25.62%
113.0
05.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
— ——
14.00 14.50
5000 m/z 41.10 21.43%
85.0
29.0
o 1130 41410 169.0 197.0
T T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22080: Nonane, 3-methyl- “ —
57.0 14.00 14.50
m/z 43.10 20.70%
113.0
obrrrrle 520 | w20 TV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009600.D

Acqg On : 19 Jul 2022 19:24
Operator : KP/MD

Sample : N3652-03

Misc : 6.62g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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|
Pentane, 2,2,4-... 8.319 655.0 ug/l 12960000 2 8.685 989295 50.0
Pentane, 2,3,4-... 9.612 438.9 wug/l 8683560 2 8.685 989295 150.0
Pentane, 2,3,3-... 9.740 613.5 wug/l 12139000 2 8.685 989295 50.0
Tetradecane, 2,... 12.623 86.8 ug/l 2557430 4 13.422 1472930 50.0
Decane, 2-methyl- 12.837 100.3 ug/l 2953470 4 13.422 1472930 50.0
Decane, 2,2,5-t... 13.068 151.7 wug/l 4468360 4 13.422 1472930 50.0
Octane, 2,4,6-t... 13.282 320.2 ug/l 9433090 4 13.422 1472930 50.0
Heptane, 4-ethy... 13.477 321.8 ug/l 9479610 4 13.422 1472930 50.0
Dodecane, 4-met... 13.642 93.5 wug/l 2755320 4 13.422 1472930 50.0
Octane, 3,6-dim... 14.385 127.8 ug/l 3765130 4 13.422 1472930 50.0
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