LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS Vvial : 17 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\82Y062221S.M

Title : SW846 8260

Signal : TIC: VY@05282.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.869 3 8 24 rVB 69782 115105 5.29% 1.080%
2 2.223 60 66 80 rBv2 111251 212206 9.75% 1.991%
3 3.259 229 236 252 rVB3 24267 63687 2.93% 0.598%
4 3,954 338 350 357 rBV 282118 761790 34.99% 7.147%
5 4.034 357 363 382 rvW 258151 725980 33.35% 6.811%
6 4.204 383 391 409 rVB3 9627 33043 1.52% 0.310%
7 4.729 465 477 500 rBvV2 44170 160060 7.35% 1.502%
8 5.759 632 646 661 rBv2 66691 210397 9.66% 1.974%
9 6.996 839 849 861 rBV 51187 140706 6.46% 1.320%
10 7.515 925 934 943 rBV 22443 54603 2.51% 0.512%
11 7.728 957 969 974 rBV 122482 292920 13.46% 2.748%
12 7.795 974 980 991 rVB 214369 488970 22.46% 4.587%
13 8.149 1029 1038 1051 rBV2 120492 286610 13.17% 2.689%
14  8.551 1096 1104 1113 rBvV4 12377 27803 1.28% 0.261%
15 8.697 1119 1128 1137 rBV 311273 619682 28.46% 5.814%
16 10.075 1346 1354 1364 rBV 23052 39138 1.80% 0.367%
17 10.185 1364 1372 1378 rBV 483699 826049 37.94% 7.750%
18 10.246 1378 1382 1387 rVB 25113 40975 1.88% 0.384%
19 10.374 1395 1403 1411 rVB 45687 76889 3.53% 0.721%
20 11.496 1578 1587 1596 rBV 362732 598160 27.48% 5.612%
21 11.593 1596 1603 1610 rBv2 15192 30870 1.42% 290%
22 11.709 1616 1622 1632 rVB4 24984 54059 2.48% 507%
23 12.044 1665 1677 1683 rVB5 19575 46716 2.15%

24 12.337 1719 1725 1731 rBV 133654 217983 10.01%

ONOO®
IN
w
0
R

25 12.495 1744 1751 1761 rVB 1268482 2177026 100.00% 20.425%
26 12.806 1797 1802 1809 rVV2 63488 104594 4.80%  0.981%
27 13.087 1843 1848 1852 rBvV2 41206 62476  2.87% 0.586%
28 13.166 1857 1861 1868 rVB2 36022 54906  2.52% ©.515%
29 13.367 1884 1894 1898 rVV6 17932 55535 2.55% 0.521%
30 13.428 1898 1904 1909 rVV 158796 247796 11.38%  2.325%
31 13.495 1910 1915 1920 rVB4 36253 63383 2.91% ©.595%
32 13.751 1951 1957 1962 rBV2 64509 107273  4.93% 1.006%
33 13.806 1962 1966 1970 rVB2 15800 27740 1.27%  0.260%
34 13.965 1988 1992 1998 rVB3 40108 65538 3.01% 0.615%
35 14.081 2006 2011 2014 rBV7 19120 35493 1.63% ©.333%
36 14.202 2026 2031 2035 rBV5 21645 36444 1.67% 0.342%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS Vvial : 17 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\82Y062221S.M
Title : SW846 8260
37 14.257 2035 2040 2046 rBV3 78496 139361 6.40% 1.307%
38 14.385 2056 2061 2063 rBvV4 17871 28764 1.32% 0.270%
39 14.422 2063 2067 2071 rVVv3 53713 80902 3.72% 0.759%
49 14.477 2071 2076 2082 rVV3 61697 103861 4.77% 0.974%
41 14.617 2095 2099 2105 rVB3 43595 66358 3.05% 0.623%
42 14.684 2105 2110 2114 rBVS 55950 105427 4.84% 0.989%
43 14.733 2114 2118 2125 rVB4 117885 206444 9.48% 1.937%
44 14.849 2126 2137 2140 rBVS 97394 222188 10.21% 2.085%
45 14.940 2147 2152 2157 rVB3 80127 139427 6.40% 1.308%
46 15.038 2165 2168 2174 rBV8 32578 68183 3.13% 0.640%
47 15.214 2193 2197 2201 rBV6 34855 71599 3.29% 0.672%
48 15.446 2231 2235 2240 rBV6 66759 113590 5.22% 1.066%
49 15.605 2257 2261 2269 rVB5 66621 150090 6.89% 1.408%
Sum of corrected areas: 10658799
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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\vy062921\

: VY005282.D

: 29 Jun 2021 17:51

: SY/MD

: M2886-03

: 6.08G/5ML/MSVOA_Y/SOIL
17

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

0

Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

.869

TIC: VY005282.D\data.ms

S

2.223 5.759
3.259 4.204 4.729 :

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
TIC: VY005282.D\data.ms

10.185

11.496
8.697

10.0 1)1.493709

0

Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

374

T
10.50

— \
9.00 9.50 10.00 11.00 11.50

TIC: VY005282.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1-Propene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.223 21.70 ug/l 212206  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 90
2 1-Butene 56 C4H8 000106-98-9 87
3 2-Butene, (Z)- 56 C4H8 000590-18-1 80
4 2-Butene, (E)- 56 C4H8 000624-64-6 80
5 2-Butene 56 C4H8 000107-01-7 72
Abundance  Scan 66 (2.223 min): VY005282.D\data.ms (-60) (-) m/z 41.05 100.00%
41.0

5000 J\\

2.00 2.20 2.40 2.60

Ol Wl 789 2068, se.10 59.47%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #188: 1-Propene, 2-methyl-
41.0
5000 L L L L L L L B

2.00 2.20 2.40 2.60
m/z 39.10 49.92%

15.0 \H\ Al \H“‘

O\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #177: 1-Butene
41.0
R REEEE RS e SRR
2.00 2.20 2.40 2.60
5000 ITI/Z 55.10 24.74%
150 | |
O bkl e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #185: 2-Butene, (2)- e e
41.0 2.00 2.20 2.40 2.60
m/z 40.05 11.13%
5000
50| |
s e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Dimethyl sulfide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.034 74.24 ug/l 725980  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 94
2 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 90
3 Ethanethiol 62 C2H6S 000075-08-1 86
4 Ethene, chloro- 62 C2H3Cl 000075-01-4 40
5 Propane, 2-fluoro- 62 C3H7F 000420-26-8 7
Abundance Scan 363 (4.034 min): VY005282.D\data.ms (-357) (-) m/z 62.00 100.00%
470 620
5000
350 L L L L L L B I IR
‘ 3.80 4.00 4.20 4.40
Ot e e m/z 47.00 85.97%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #336: Dimethyl sulfide
47.0 62.0
5000 L L I L L I L B
35.0 3.80 4.00 4.20 4.40
27.0 m/z 45.00 47.31%
15.0 ‘
O H‘\\\\‘H\i}\\\\‘HH‘HM‘HH‘HH‘\HM\ H‘HH‘\HH\ H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #919: Borane-methyl sulfide complex
62.0
47.0
o ARARENEER S
3.80 4.00 4.20 4.40
5000 m/z 61.00 35.31%
35.0
27.0
0 15.0 “ ‘ RN by L 74.0
P e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #335: Ethanethiol T RRARRE
29.0 470 62.0 3.80 4.00 4.20 4.40
' m/z 45.95 35.09%
5000 /\
Oéﬂ“‘ AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.80 4.00 4.20 4.40

82Y062221S.M Wed Jun 30 19:14:51 2021 Page:




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.759 21.51 ug/1l 210397  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 94
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 47
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 47
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 43
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 39
Abundance Scan 646 (5.759 min): VY005282.D\data.ms (-632) (-) m/z 57.10 100.00%
57.1
41.1
5000
86.1 R R e S RaRE
‘ ‘ 5.40 5.60 5.80 6.00
Ot ‘;\‘W‘H‘w\““ T m/z 41.10 70.10%
miz-> 20 40 60 80 100 120 140
Abundance #1821: n-Hexane
57.0
41.0
5000 L L N B LA LR B
5.40 5.60 5.80 6.00
‘ 86.0 m/z 43.10 56.44%
0 \1\5\.0‘\“\‘\\“’1\‘\““\\‘\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #3995: Pentane, 2,2-dimethyl-
57.0
TR e
Jz 36.30  50.95%
m/z . .95%
5000 85.0
SO
o+
miz--> 20 40 60 80 100 120 140
Abundance #19226: Hexane, 2,2,5,5-tetramethyl- A RNaSaREEE
57.0 5.40 5.60 5.80 6.00
m/z 42.10 32.59%
5000 41.0
o || 850 1070 1270430
e e e e e e e o e

m/z--> 20 40 60 80 100 120 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl13.751 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.751  21.65 ug/l 107273 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 47
2 Citronellol 156 C10H200 000106-22-9 35
3 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 22
4 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 22
5 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 18

Abundance Scan 1957 (13.751 min): VY005282.D\data.ms (-1951) (-  m/z 57.05 100.00%

57.0
5000 138.1
81.1
—— —
109.0 13.50 14.00
L | 176.8 207.0 9
(o} R e m/z 43.05 79.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28424: Undecane
57.0
5000 — —
85.0 13.50 14.00
20.0 m/z 41.10 62.36%
[ | s 1560
O\\\‘\\\\’}\\"\\\\‘\\\\H‘\\”\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28224: Citronello
41.0
—— —
69.0 13.50 14.00
5000 m/z 71.10 47.93%
950
‘ 123.0 156.0
ow““‘u‘,w‘_ suM_“uw“mwl_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50322: 1-Decanol, 2-ethyl- — —
57.0 13.50 14.00
m/z 67.10 45.61%
5000
29.0 83.0
oH‘_u\«m,‘H1"W\H‘N\“‘%%‘1\?“1‘3‘?\9”1‘98‘9_W SLSSel S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

82Y062221S.M Wed Jun 30 19:14:52 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Naphthalene, decahydro-2-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.257  28.12 ug/1 139361 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 97
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 68
4 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10OH160 004176-01-6 58
5 7-Heptadecyne, 1-chloro- 270 C17H31C1 056554-74-6 58

Abundance Scan2040(14257num VY005282.D\data.ms (-2035) (- m/z 81.10 100.00%
1.1 15p.1

é

Abundance #25333: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0 14.00 14.50

5000{ 410
1101 ; ; —r—
‘ H ﬁ) | »508 14.00 14.50
Ol il oy 1931 2598 15y 65 98.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25446 Naphthalene, decahydro-2-methyl-
410  81.0 152.0
5000 P e
14.00 14.50
09.0 m/z 95.10 88.19%
O’[!
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25429: trans-Decalin, 2-methyl-
81.0
—— —
210 152.0 14.00 14.50
5000 ITI/Z 67.10 75.36%
109.0
o! ‘Mhmu‘WW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
—— —

m/z 82.10 57.69%
55.0
5000
‘ 152.0
O e el Ml et b e St —
miz—-> 20 40 60 80 100120140160180 200220240260 280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, decahydro-2,6-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.733 41.66 ug/l 206444  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 89
2 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 68
3 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 64
4 1H-Indene, 1l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 62
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60

Abundance Scan 2118 (14.733 min): VY005282.D\data.ms (-2114) (- m/z 81.10 100.00%

811 166.2
411
5000 001
1450 1500
137.0 : :
0 H“}:m““_ bbb b 2088 2BLO L og 65 g9.79%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
81.0

166.0

%

— —
109.0 14.50 15.00

137.0 m/z 166.15 91.63%

(BRRRNRRARRRERRNRAN ‘\}H‘HH“HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35201: Naphthalene, decahydro-2,3-dimethyl-

50001 41.0
H ‘m\ “H\ hHh I

o

=

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35211: cis,trans-1,6-Dimethylspiro[4.5]decane T —
95.0 14.50 15.00

95.0
s —
166.0 14.50 15.00
5000 55.0 m/z 151.15  78.65%
) e
2710
O,‘1““i“‘H”“““u‘m“i‘m”‘H‘H‘HHH‘WHMm‘mwm_m_m_mw

m/z 67.10 73.58%
166.0
67.0
5000
FZ&O
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, decahydro-2,3-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.849 44.83 ug/l 222188 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 93
2 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 86
3 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 70
4 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 55
5 Naphthalene, decahydro-1,6-dimet... 166 C12H22 001750-51-2 45

Abundance Scan 2137 (14.849 min): VY005282.D\data.ms (-2126) (- m/z 81.05 100.00%

81.0
166.2
55.1
5000
‘\ T
14.50 15.00
0+ m/z 95.10 88.50%

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

Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
81.0

166.0

%

5000
109.0 14.50 15.00

m/z 166.15 71.47%

29.0 137.0
H \\ hh Al ol ‘ | ‘

| I I
‘HH‘HH‘HH‘H\ ‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35201: Naphthalene, decahydro-2,3-dimethyl-
95.0

o

E

166.0 14.50 15.00
5000 55.0 m/z 151.00  59.98%

29. 0 124.0
‘ H\\ u‘ \‘ Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35215: trans,trans-1,6-Dimethylspiro[4.5]decane
95.0 14.50 15.00

m/z 55.10  54.53%

:

o

67.0 166.0

5000

123.0

0 ““‘ I OO

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.50 15.00

T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Cyclohexene, 1,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.940  28.13 ug/l 139427 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 90
2 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 89
3 Naphthalene, decahydro-1,2-dimet... 166 C12H22 003604-14-6 89
4 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 76
5 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 70
Abundance Scan 2152 (14.940 min): VY005282.D\data.ms (-2147) (- m/z 95.10 100.00%
95.1
166.2
5000
——
137.1 15.00
wld 207.0 9
0! N fax m/z 81.18  95.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0
5000 T
109.0 15.00
290 137.0 m/z 166.15 79.75%
O' ‘\}‘\\“}\\\“‘\\1\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5976: Cyclohexene, 1,2-dimethyl-
67.0
95.0 : :
15.00
5000 m/z 67.00 58.66%
41.0
0 15.0 M\ 1
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35200: Naphthalene, decahydro-1,2-dimethyl- ——
95.0 166.0 15.00
67.0 m/z 55.18  55.90%
41.0
5000
137.0
OHWHHH‘H”J_ m‘_1‘”“lm“wlw“m_m_m —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl5.446 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.446  22.92 ug/l 113590 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 3-methyl-... 180 C13H24 041977-48-4 49
2 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 46
3 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 46
4 Bicyclo[4.1.0]heptane, 2-methyl-... 180 C13H24 055937-92-3 45
5 3-Undecyne 152 C11H20 060212-30-8 38

Abundance Scan 2235 (15.446 min): VY005282.D\data.ms (-2231) (- m/z 81.10 100.00%

5000
e
15.50
0! m/z 55.10 87.01%
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance  #45747: Bicyclo[4.1.0]heptane, 3-methyl-7-pentyl-
81.0
5000 iSEd
41.0 :
109.0 180.0 m/z 41.10  84.04%
| ‘ il H\ 137.0
O H‘\H\‘\“\‘\\‘H‘\H“\iH‘\H\‘\H\‘\‘H\“HH‘HH‘\\H‘\H\‘\H\‘H\
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #45741.: cis,cis-2,9-Dimethylspiro[5.5]undecane
95.0
e
55.0 15.50
5000 m/z 180.20 83.13%
123.0 180.0
bt 1L et
e T
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance  #45743: cis,trans-2,9-Dimethylspiro[5.5]undecane ——
81.0 15.50
m/z 109.10 80.56%
110.0
5000
137.0 180.0
m/z--> 40 60 80 100120 140160180 200 220 240 260 280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 trans,cis-2,8-Dimethylspiro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.605 30.29 ug/l 150090 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 60
2 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 60
3 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 58
4 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 49
5 cis,cis-2,8-Dimethylspiro[5.5]Jun... 180 C13H24 095530-75-9 43
Abundance Scan 2261 (15.605 min): VY005282.D\data.ms (-2257) (-~ m/z 95.10 100.00%
95.1
69.0 165.2
41.1
5000
137.1
—— —
196.2 15.50 16.00
0 2318 m/z s81.10 87.27%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance  #45745: trans,cis-2,8-Dimethylspiro[5.5]undecane
95.0
5000 55.0 L R
137.0 15.50 16.00
180.0 m/z 69.05 76.31%
O ’
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance  #45750: trans,trans-2,8-Dimethylspiro[5.5]undecane
95.0
—— —
15.50 16.00
5000 m/z 165.20 72.76%
58.0 137.0
180.0
0 ,
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45741: cis,cis-2,9-Dimethylspiro[5.5]undecane —— ——
95.0 15.50 16.00
m/z 55.10 72.43%
55.0
5000
123.0 180.0
0 L1 1| s R
m/z--> 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy062921\
Data File : VY005282.D

Acqg On : 29 Jun 2021 17:51
Operator : SY/MD

Sample : M2886-03

Misc : 6.08G/5ML/MSVOA_Y/SOIL

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : 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|
1-Propene, 2-me... 2.223 21.7 ug/l 212206 1 7.801 488970 50.0
Dimethyl sulfide 4.034 74.2 ug/l 725980 1 7.801 488970 50.0
n-Hexane 5.759 21.5 wug/l 210397 1 7.801 488970 50.0
unknown13.751 13.751 21.6 ug/l 107273 4 13.428 247796 50.0
Naphthalene, de... 14.257 28.1 ug/l 139361 4 13.428 247796 50.0
Naphthalene, de... 14.733 41.7 ug/l 206444 4 13.428 247796 50.0
Naphthalene, de... 14.849 44.8 ug/l 222188 4 13.428 247796 50.0
Cyclohexene, 1,... 14.940 28.1 wug/l 139427 4 13.428 247796 50.0
unknown15.446 15.446 22.9 ug/l 113590 4 13.428 247796 50.0
trans,cis-2,8-D... 15.605 30.3 ug/l 150090 4 13.428 247796 50.0
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