LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\

Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 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 D\METHOD\82D122419S.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 1.950 3 5 13 rVB4 15003 23467 1.16% 0.131%
2 2.350 68 73 80 rvB 69370 112102 5.55% 0.627%
3 4.962 506 517 531 rVB2 29624 101981 5.05% 0.570%
4 7.714 976 985 993 rBV3 13097 33372 1.65% 0.187%
5 7.920 1009 1020 1025 rBv2 281603 696893 34.53% 3.899%
6 7.979 1025 1030 1042 rVB 553605 1257167 62.29% 7.033%
7 8.332 1081 1090 1102 rBV 223538 507658 25.15% 2.840%
8 8.867 1172 1181 1192 rBV 743674 1522636 75.44% 8.518%
9 10.338 1423 1431 1446 rBV 1132253 2018388 100.00% 11.291%
10 10.726 1491 1497 1502 rBvV2 14675 25318 1.25% 0.142%
11 10.867 1516 1521 1526 rVB4 23236 39906 1.98% 0.223%

12 10.950 1529 1535 1543 rBV 111292 183904 9.11% 1.029%
13 11.055 1546 1553 1561 rBV2 50305 104599 5.18% 0.585%
14 11.355 1598 1604 1608 rBV2 43858 76075 3.77% 0.426%
15 11.426 1608 1616 1626 rVB2 132725 283190 14.03% 1.584%

16 11.532 1626 1634 1639 rBV 101691 173397 8.59% 0.970%
17 11.650 1645 1654 1663 rBV 875784 1570801 77.82% 8.787%
18 11.861 1680 1690 1700 rBV 287374 487022 24.13% 2.724%
19 11.991 1707 1712 1716 rBV6 24847 53963 2.67% 0.302%
20 12.085 1722 1728 1732 rBV3 58922 97248 4.82% 0.544%

21 12.155 1732 1740 1746 rBV3 103492 237171 11.75% 1.327%
22 12.202 1746 1748 1752 rVB 22425 23909 1.18% 0.134%
23 12.273 1752 1760 1765 rVB 291906 498032 24.67% 2.786%
24 12.349 1766 1773 1775 rBV3 104077 189082 9.37% 1.058%
25 12.385 1775 1779 1784 rVB2 166568 289985 14.37% 1.622%

26 12.473 1784 1794 1797 rBV6 45925 124290 6.16% 0.695%
27 12.526 1797 1803 1806 rBv4 90269 186546 9.24% 1.044%

28 12.561 1806 1809 1812 rBV 82412 80460 3.99% 0.450%
29 12.638 1817 1822 1826 rBV 595784 990858 49.09% 5.543%
30 12.732 1833 1838 1842 rBVS 18082 34341 1.70% 0.192%
31 12.802 1846 1850 1856 rVBS8 26689 56048 2.78% 0.314%

32 12.873 1856 1862 1868 rBV7 39430 116127 5.75% 0.650%
33 12.955 1870 1876 1882 rBV5 172306 392701 19.46% 2.197%
34 13.008 1883 1885 1896 rVB6 65864 116290 5.76% 0.651%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\
Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 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_D\METHOD\82D122419S .M

Title : SW846 8260

35 13.102 1896 1901 1905 rBV5 61058 94633 4.69% 0.529%
36 13.155 1905 1910 1912 rBV2 43443 73939 3.66% 0.414%
37 13.191 1912 1916 1923 rVB 169580 249535 12.36% 1.396%
38 13.285 1929 1932 1934 rBV3 17796 22706 1.12% 0.127%
39 13.314 1935 1937 1943 rVB4 34781 42597 2.11% 0.238%
40 13.367 1943 1946 1950 rBV3 43539 64713 3.21% 0.362%

41 13.473 1956 1964 1967 rBV5 110340 230747 11.43% 1.291%
42 13.508 1967 1970 1974 rVvV 94991 156467 7.75% 0.875%
43 13.579 1974 1982 1991 rVV 665713 1279563 63.40% 7.158%

44 13.655 1991 1995 2002 rVv4 50170 84897 4.21% 0.475%
45 13.720 2002 2006 2011 rVv7 37030 65108 3.23% 0.364%
46 13.761 2011 2013 2017 rVB6 19158 25239 1.25% 0.141%
47 13.902 2032 2037 2041 rBV4 83556 165648 8.21% 0.927%
48 13.944 2042 2044 2049 rVVv3 56699 77909 3.86% 0.436%
49 14.008 2050 2055 2061 rVv7 49325 99826 4_95% 0.558%
50 14.226 2088 2092 2097 rBV6 24990 36551 1.81% 0.204%

51 14.291 2097 2103 2111 rBV4 141541 271689 13.46% 1.520%
52 14.443 2117 2129 2138 rVV2 290610 836150 41.43% 4.678%
53 14.555 2141 2148 2156 rVV 124498 345618 17.12% 1.933%

54 14.632 2156 2161 2168 rVB6 30683 77264 3.83% 0.432%
55 14.761 2181 2183 2187 rBV5 14939 21337 1.06% 0.119%
56 14.838 2192 2196 2199 rVV5 40879 72958 3.61% 0.408%

57 14.879 2199 2203 2211 rVB4 55408 115030 5.70% 0.643%
58 15.043 2226 2231 2237 rVB2 99945 191752 9.50% 1.073%
59 15.108 2237 2242 2247 rBV2 55049 85759 4._.25% 0.480%
60 15.167 2248 2252 2258 rBV3 43035 101858 5.05% 0.570%

61 15.455 2295 2301 2309 rBv4 58386 141154 6.99% 0.790%

62 15.643 2326 2333 2334 rBV7Y 16512 33647 1.67% 0.188%

63 15.785 2354 2357 2366 rVB7 31572 79668 3.95% 0.446%

64 15.920 2376 2380 2385 rBV7 15557 26887 1.33% 0.150%
Sum of corrected areas: 17875776
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122719\
VD064654.D

27 Dec 2019 19:41

VA/SY

K6450-03

9.34G/5.00mI/MSVOA D/SOIL

22 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

P022SB448 191226-30-32

Abundance

1000000

800000

600000

400000

200000

.95

TIC: VD064654.D

2.35
4.96

0
Time-->

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 5.60 580 600 620 640 6.60 6.80

Abundance

1000000

800000

600000

400000

200000

TIC: VD064654.D
10

8.87

7.98

34

L

11.65

10.95 3 53

L4
1@3/&%&%

Ok
Time-->

7 L T
9.00 9.50 10.00

T
10.50

11. 00 11. 50

Abundance

1000000

800000

600000

400000

200000

TIC: VD064654.D

13.58
12.64

Time-->

=T
12.00

—T 7 — T — T — — T
12.50 13.00 13.50 14.00 14.50 15.00

— T
15.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\

Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Heptane, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.43 9.01 ug/Il 283190 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 72
2 Octane 114 C8H18 000111-65-9 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
4 Dodecane. 5-methvl- 184 C13H28 017453-93-9 53
5 Octane, 2-methyl- 128 C9H20 003221-61-2 50
Abundance Scan 1617 (11.432 min): VD064654.D (-1608) (-) m/z 43.00 100.00%
43
5000 S
85
113128 11.20 11.40 11.60 11.80
o.”,””h.wh.mwl”?ﬁ.w,”.&?ﬁw.%?i“.%V...”..”“.3?5 m/z 56.95 50.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12684: Heptane, 2,4-dimethyl-
43
5000
57 11.20 11.40 11.60 11.80
2 [ m/z 41.00 49.49%
oL15 J |, 99113128
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280
Abundance #7618: Octane
43
11.20 11.40 11.60 11.80
5000 m/z 71.05 43.60%
57
29 4, 85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 11.20 11.40 11.60 11.80
m/z 85.05 32.54%
5000
29 | 577185
0 ‘ \‘ ‘ w \‘ 99113128
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\
Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_.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 Nonane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 15.50 ug/I1 487022 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Decane 142 C10H22 000124-18-5 64
3 Tetradecane. 5-methvl- 212 C15H32 025117-32-2 59
4 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 52
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 50
Abundance Scan 1690 (11.861 min): VD064654.D (-1680) (-) m/z 43.10 100.00%
Z R
5000
85
71
99 12 11.60 11.80 12.00 12.20
0.,”..L:.n A 200 | 140 150 173 207 m/z 57.05 81.21%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #12663: Nonane
43
57
5000
29 11.60 11.80 12.00 12.20
71 85 m/z 40.95 52.51%
0 n .I | 9.|9 113 1?8
m/z--> 20 40 eb éo 160 150 150 1éo 1§0 260 '
Abundance #19157: Decane
8
11.60 11.80 12.00 12.20
50000 g m/z 85.10 34.90%
71
85
o I ‘\‘ | 9 113156 142
m/z--> ﬁo Jo 65 éo 160 150 150 1é0 1§0 260 '
Abundance #71398: Tetradecane, 5-methyl-
43 57 11.60 11.80 12.00 12.20
85 m/z 71.10 27 .60%
5000 1

99 113 154
i ‘ I M‘ i m‘ ol 1%6 141 H 168 183 197 212
Ol el e e

m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\

Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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, 3,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.27 15.85 ug/I1 498032 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 90
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 90
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 86
4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 53
5 3-Hexanone, 2,2-dimethyl- 128 C8H160 005405-79-8 50
Abundance Scan 1759 (12.267 min): VD064654.D (-1752) (-) m/z 57.05 100.00%
57
71
5000 43
50 |‘ 85 o8 11|3 17 142 12.00 12.20 12.40 12.60
Ok prrrr el 20l et P8 120 4e 0 m/z 71.10  59.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57
71
5000 43
12.00 12.20 12.40 12.60
29 m/z 43.05 51.75%
113
0 36| 50 J, Jdo 8 99 T 127 142
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19193: Octane, 2,6-dimethyl-
57
43
12.00 12.20 12.40 12.60
5000 29 1 m/z 41.00 43.38%
113
0 L 50, ||| 64 | 78 ?F 9 127 142
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19171: Nonane, 3-methyl-
57 12.00 12.20 12.40 12.60
m/z 56.00 32.73%
43 -
5000
29
0 || 36, 50 I 85 gg 1}? 127 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\

Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Octane, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.38 9.23 ug/l 289985 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 72
2 3H-Pvrazol-3-one. 2.4-dihvdro-5-... 98 C4H6N20 000108-26-9 52
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
4 Heptane. 4-(l-methvlethvl)- 142 C10H22 052896-87-4 50
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 47
Abundance Scan 1778 (12.379 min): VD064654.D (-1775) (-) m/z 57.10 100.00%
57
98
5000 43
69 12.00 12.20 12.40 12.60
85 : : - :
o ol 8 l09 125 M2 173 100 207 5T TGe 0 56.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19183: Octane, 2,3-dimethyl-
57
5000 43
12.00 12.20 12.40 12.60
71 98 m/z 43.10 42 .19%
29
o2 B N T A NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3051: 3H-Pyrazol-3-one, 2,4-dihydro-5-methy!-
98
12.00 12.20 12.40 12.60
5000 41 m/z 41.00 39.69%
56 67
27
| - S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19221: Heptane, 3-ethyl-2-methyl- AN mam e s BEE S
57 12.00 12.20 12.40 12.60
m/z 69.00 16.05%
5000 43
29 71 %P
S 20 S SN I I/ PA 4V AVl
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\

Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 3-Hexene, 3-ethyl-2,5-dimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.96 15.35 ug/Il 392701 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 3-ethvl-2.,5-dimethvl- 140 C10H20 062338-08-3 52
2 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 46
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 46
4 Cvcloheptane. methvl- 112 C8H16 004126-78-7 43
5 Decane 142 C10H22 000124-18-5 42

Abundance Scan 1877 (12.961 min): VD064654.D (-1870) (-) m/z 97.05 100.00%

43

5000
140
111 125 12.60 12.80 13.00 13.20
174 207
o 187 m/z 55.00 96.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl-
56 69
97
5000 LA L L L L L L
41 12.60 12.80 13.00 13.20
84 140 m/z 43.05 81.71%
111
o.”.,JL.,.”H,Am.,.”!u.m.ﬂ??.,.”.,.”.,.”.,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50323: 1-Octanol, 2-butyl-
43 57
29 12.60 12.80 13.00 13.20
5000 71 m/z 41.05 77.48%
0 \1\8 \‘ H\ Il \ \H‘ 9U7\ i 126 140 154 168 185
L LA ..” ”,..”,..”,..”,..” T
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis- L B o
55 97 12.60 12.80 13.00 13.20
m/z 57.10 66.65%
5000 41 112
29 69 g3
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122719\
Data File : VD064654.D

Aca On : 27 Dec 2019 19:41

Operator : VA/SY

Sample - K6450-03

Misc : 9.34G/5.00mI/MSVOA D/SOIL

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Decane, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.19 9.75 ug/l 249535 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 91
2 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 64
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 64
4 Oxalic acid. 2-ethvlhexvl pentvl... 272 C15H2804 1000309-38-7 64
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 59
Abundance Scan 1916 (13.191 min): VD064654.D (-1912) (-) m/z 71.10 100.00%
57 1
5000
o 112
12.80 13.00 13.20 13.40 13.60
o . A 126 I 38 "m/z 43.10 97.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28426: Decane, 4-methyl-
57 71
5000
12.80 13.00 13.20 13.40 13.60
29 m/z 57.00 83.11%
85 112
o015 98 | 126 141 156
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #97350: Carbonic acid, neopentyl 2-ethylhexyl ester
7
a7 AR SRR BN U
12.80 13.00 13.20 13.40 13.60
5000 43 m/z 41.00 45_.02%
112
29 ‘ ‘ 83
SRR 2~ S -3
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19215: Heptane, 3,3,5-trimethyl- R
7 12.80 13.00 13.20 13.40 13.60
m/z 70.00 42.83%
57
5000 43
29 g5 113
o .%4,.‘.‘..“‘;..“?, ..‘l.,‘.‘..?i..l‘.,l.z.?.,....,....,.... R R AR mamta B
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\

Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Cyclohexane, (2-methylpropyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.47 9.02 ug/l 230747 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 72
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 68
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 64
4 Cvclohexane. (l1-methvlethvl)- 126 C9H18 000696-29-7 58
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 46

Abundance Scan 1963 (13.467 min): VD064654.D (-1956) (-) m/z 83.00 100.00%
']
55
41
5000
13.20 13.40 13.60 13.80
o 132163 187 m/z 55.10 76.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55 8B
41
5000 LRI BN UL SULLN SR
o7 1320 13.40 13.60 13.80
27 69 140 m/z 41.10 65.35%
ol 112 125
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17969: Cyclohexane, butyl-
83
55 13.20 13.40 13.60 13.80
5000 m/z 82.00 65.19%
41
140
29
0= }?I' "'IM"'MlI'LM"I ---?i '%%1'|' U DAL SRR DU
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6668: Cyclohexane, ethyl- A e e
83 13.20 13.40 13.60 13.80
55 m/z 67.05 34.41%
5000
41
112
27 67
oY S A O L N —
m/z--> 20 40 60 80 100 120 140 160 180 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\

Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Adamantane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.29 10.62 ug/Il 271689 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Adamantane 136 C10H16 000281-23-2 96
2 Bicvclol3.3.11non-2-en-9-one 136 C9H120 004844-11-5 72
3 4-Decen-6-vne. (E)- 136 C10H16 013343-77-6 47
4 3.5-Dimethvlanisole 136 C9H120 000874-63-5 38
5 Salicylaldehyde hydrazone 136 C7H8N20 003291-00-7 38
Abundance Scan 2103 (14.291 min): VD064654.D (-2097) (-) m/z 136.10 100.00%

36
79
5000 93
41
55 107191 ' 14.00 14.20 14.40 14.60
ol | e 187 B Tm/z 79.00  53.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15684: Adamantane
136
5000 79 93 LN DU BN B B

14,00 14.20 14.40 14.60
m/z 93.00  48.44%

27 107121

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16474: Bicyclo[3.3.1]non-2-en-9-one
136
79
93 14.00 14.20 14.40 14.60
5000 m/z 80.05 35.61%
108
H HH “ L ‘\h ] ‘
0,,, e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15720: 4-Decen-6-yne, (E)-
79 14.00 14.20 14.40 14.60
m/z 41.00 33.08%
5000
29 65 3 136
‘ ‘ ‘ 107
o.”,ﬂ.ﬂmWMwuuuJWm.}?ﬁ”\”.w.”w.”...” SN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14. 40 14. 60

82D122419S.M Mon Dec 30 12:30:53 2019 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\

Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 1-Bromoadamantane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14._.44 32.67 ug/l 836150 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromoadamantane 214 C10H15Br 000768-90-1 72
2 Propan-1-one. 1-(l-adamantanvl)-... 249 C14H19NOS 313231-18-4 72
3 Adamantane. 1-(2.4-dichlorobenzy... 307 C17H19CI2N 160013-80-9 64
4 4-(1-Adamantanovloxv)methvlauino... 321 C21H23N02 1000287-18-6 64
5 1-Adamantyl bromomethyl ketone 256 C12H17BrO 005122-82-7 64
Abundance Scan 2128 (14.438 min): VD064654.D (-2117) (-) m/z 135.10 100.00%
135
5000
93 ~
150 TN AN 14RO 14 a0
14.20 14.40 14.60 14.80
o,”.ﬁniﬁA L'mlﬂw.”,”L}§9“.”.”.”.w””“.ﬁﬁuw””, m/z 93.00 28.89%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72225: 1-Bromoadamantane
135
5000
14.20 14.40 14.60 14.80
79 m/z 79.00 20.08%
26 45, | | 107 157
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #101398: Propan-1-one, 1-(1-adamantanyl)-2-thiocyanato-
135
" 14.20 14.40 14.60 14.80
5000 m/z 150.10 13.33%
41 I 163
o o7, 07 | P g 249
mz-> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #150350: Adamantane, 1-(2,4-dichlorobenzylidenamino)-
135 14.20 14.40 14.60 14.80
m/z 136.10 12.40%
5000
o M {L | 97 150174192 214 250 307
mz-> 20 45 eb 80 160 150 140 160 180 200 220 240 260 280 360 ' 14,20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD122719\
Data File : VD064654.D

Aca On - 27 Dec 2019 19:41

Operator : VA/SY

sample - K6450-03 -

Misc - 9.34G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Adamantane, 1,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .56 13.51 ug/Il 345618 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 90
2 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 56
3 1H-S-Triazololl.5-alpvridin-4-iu... 149 C7H7N30 013980-64-8 53
4 Silane. 1.3-heptadivnviltrimethvl- 164 C10H16Si 019024-47-6 53
5 o-Toluic acid, l-adamantylmethyl... 284 C19H2402 1000292-22-6 50
Abundance Scan 2149 (14.561 min): VD064654.D (-2141) (-) m/z 149.10 100.00%
149
5000
93
107 RN BN SUNIL UL
41 g5 79 121 164 14.20 14.40 14.60 14.80
Ot SR 12035 | L e7 2L 075300 31.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33749: Adamantane, 1,3-dimethyl-
149
5000 93
14.20 14.40 14.60 14.80
107 m/z 107.00 16.00%
| | 121 164
o.n,ﬂ h.J'HbJ%.L,”.W.”w...“.”,”” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44123: 1-Methyl-3-ethyladamantane
149
1420 14.40 14.60 14.80
5000 m/z 149.95 11.64%
93
. B ol 12 | 193178
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220 240 260 280
Abundance #23503: 1H-S-Triazolo[1,5-a]pyridin-4-ium, 2-hydroxy-1-met...
149 14.20 14.40 14.60 14.80
m/z 164.10 10.45%
5000
52 79
oL B 3 | P W0Mions |
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122719\

Data File : VD064654.D

Acq On : 27 Dec 2019 19:41

Operator : VA/SY

Sample - K6450-03 :

Misc - 9.34G/5.00mI/MSVOA_D/SOIL PO225B448 191226.30.32
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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]
Heptane, 2,4-dime... 11.43 9.0 ug/Il 283190 3 11.65 1570800 50.0
Nonane 11.86 15.5 ug/I1 487022 3 11.65 1570800 50.0
Octane, 3,6-dimet... 12.27 15.9 ug/I1 498032 3 11.65 1570800 50.0
Octane, 2,3-dimet... 12.38 9.2 ug/Il 289985 3 11.65 1570800 50.0
3-Hexene, 3-ethyl... 12.96 15.4 ug/I1 392701 4 13.58 1279560 50.0
Decane, 4-methyl- 13.19 9.8 ug/Il 249535 4 13.58 1279560 50.0
Cyclohexane, (2-m... 13.47 9.0 ug/Il 230747 4 13.58 1279560 50.0
Adamantane 14.29 10.6 ug/I1 271689 4 13.58 1279560 50.0
1-Bromoadamantane 14._.44 32.7 ug/l 836150 4 13.58 1279560 50.0
Adamantane, 1,3-d... 14.56 13.5 ug/I1 345618 4 13.58 1279560 50.0
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