LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : N4o73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y080822S.M

Title : SW846 8260

Signal : TIC: VY@09913.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.698 460 472 486 rBvV2 10744 32449 10.52% 1.260%
2 5.734 633 642 651 rBV5S 2233 6710 2.18% 0.261%
3 6.978 833 846 855 rBV 7284 21664 7.02% 0.841%
4 7.710 956 966 971 rBV2 32618 76133 24.68% 2.956%
5 7.783 971 978 991 rVB 72282 164080 53.19% 6.370%
6 8.130 1021 1035 1045 rBvV2 37088 90752 29.42%  3.523%
7 8.685 1117 1126 1136 rBV 130970 257370 83.43%  9.992%
8 10.173 1363 1370 1378 rBV 133032 229957 74.55%  8.928%
9 10.947 1491 1497 1503 rBV 4725 7708 2.50% 0.299%
10 11.483 1579 1585 1599 rVB 187267 308470 100.00% 11.976%
11 12.331 1717 1724 1734 rBV 140034 227037 73.60%  8.815%
12 12.477 1741 1748 1757 rBV 87889 138677 44.96% 5.384%
13 12.581 1757 1765 1770 rBV 10817 18049 5.85% 0.701%
14 12.892 1810 1816 1825 rVB 39000 61953 20.08% 2.405%
15 13.142 1849 1857 1864 rBV 31881 54049 17.52%  2.098%
16 13.343 1882 1890 1892 rBV4 5170 9489 3.08% 0.368%
17 13.422 1897 1903 1912 rVB 166160 265586 86.10% 10.311%
18 13.745 1951 1956 1961 rBV5S 6498 12924 4.19% 0.502%
19 13.910 1981 1983 1988 rBVS5 2423 4342 1.41% 0.169%
20 13.965 1990 1992 1999 rVB3 4029 6418 2.08% 0.249%
21 14.081 2005 2011 2014 rBV 11947 20112 6.52% 0.781%
22 14.135 2015 2020 2021 rBV4 5055 7333 2.38% 0.285%
23 14.257 2035 2040 2044 rBV6 11670 25005 8.11% 0.971%
24 14.385 2056 2061 2062 rBV4 5994 9049 2.93% 0.351%
25 14.422 2063 2067 2070 rVV5 12692 18525 6.01% 0.719%
26 14.477 2071 2076 2080 rVB6 7221 14617 4.74% 0.567%
27 14.611 2095 2098 2102 rVB 7826 10639 3.45% 0.413%
28 14.672 2103 2108 2114 rBV3 21954 51201 16.60% 1.988%
29 14.733 2115 2118 2124 rVVé6 10496 20391 6.61% 0.792%
30 14.782 2124 2126 2129 rBV4 6436 7276 2.36% 0.282%
31 14.873 2139 2141 2145 rVB4 6429 6657 2.16% 0.258%
32 14.940 2149 2152 2156 rVB4 15830 21684 7.03% 0.842%
33 15.123 2179 2182 2190 rVB7 16437 31694 10.27% 1.231%
34 15.214 2194 2197 2203 rBV5 11925 22042 7.15% 0.856%
35 15.294 2206 2210 2214 rVWW7 12664 23116 7.49% 0.897%
36 15.440 2232 2234 2237 rBV3 8904 12721 4.12% 0.494%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Ndo73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y080822S.M
Title : SW846 8260
37 16.159 2348 2352 2357 rVB4 29192 51663 16.75% 2.006%
38 16.226 2358 2363 2369 rBV2 40506 90355 29.29%  3.508%
39 16.476 2400 2404 2412 rVBS8 44257 96441 31.26% 3.744%
40 16.604 2421 2425 2430 rBV8 16230 41356 13.41% 1.606%
Sum of corrected areas: 2575694
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.M
Quant Title : SW846 8260

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

Abundance TIC: VY009913.D\data.ms

150000

100000

50000

4.698
5.734

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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 TIC: VY009913.D\data.ms

11.483

150000
8.685 10.173

100000

7.783

50000

8.130

6.978 10.947
oL—"— — — — — — — ——
Time--> 7.0 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VY009913.D\data.ms

I —
11.00 11.50

150000 12.331

16.476

16.226

100000
12.477 16.159 6.604
15.29
15152 A4
50000 12.892 14,
13.142 14 /585

2.581 13.3

0 T ‘ T T ‘ A T T ‘ T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY@09913.D

Acqg On : 09 Aug 2022 12:35

Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S .M
: 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 2 Silanol, trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.978 6.60 ug/l 21664  Pentafluorobenzene 7.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silanol, trimethyl- 90 C3H100Si 001066-40-6 74
2 Ethanol, 2-(trimethylsilyl)- 118 C5H140Si 002916-68-9 9
3 Formamide, N-methylthio 75 C2H5NS 018952-41-5 7
4 Ethanethioamide 75 C2H5NS 000062-55-5 5
5 Glycine 75 C2H5NO2 000056-40-6 3
Abundance Scan 846 (6.978 min): VY009913.D\data.ms (-833) (-) m/z 75.10 100.00%
75.1
5000 ]\ku%ﬁ
 aame S ANREma
450 61.0 6.60 6.80 7.00 7.20 7.40
Ol e b e e e M/Z 45,00 16.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2523: Silanol, trimethyl-
75.0
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\
6.60 6.80 7.00 7.20 7.40
45.0 m/z 76.08  9.66%
o 190 280 || 590 ‘
\\‘\\\\‘\\\\‘\\\\‘\\i\‘\\\\“‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9975: Ethanol, 2-(trimethylsilyl)-
75.0
R EE RAaREEE
6.60 6.80 7.00 7.20 7.40
5000 m/z 47.10 8.58%
0 15.0 29.0 ﬂ 0 590 | 87.0 101.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1019: Formamide, N-methylthio EREEE ARRaREEE
75.0 6.60 6.80 7.00 7.20 7.40
m/z 77.00 3.12%
45.0
‘ ‘ 60.0
0“_“w“ﬂ“H‘Hmlhw“ﬂ“u“hh‘H“_“w“u‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.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 .alpha.-Pinene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.331 36.80 ug/l 227037  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 97
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
3 .gamma.-Terpinene 136 C1OH16 000099-85-4 91
4 (+)-4-Carene 136 C1eH16 029050-33-7 90
5 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 90
Abundance Scan 1724 (12.331 min): VY009913.D\data.ms (-1717) (- | m/z 93.10 100.00%
5000
77.1
39.1 — -
H SF'l ‘ 12121445 12.00 12.50
0 \H‘HHM\“1‘\“\“‘1\\“‘HH‘\“\“‘Hw““um“\ m/z 91.18 52.25%
miz-> 20 40 60 80 100 120 140
Abundance #18035: .alpha.-Pinene
93.0
5000 r —
12.00 12.50
77.0 -
41.0 m/z 92.10 37.96%
121.0
H ‘ 1360
O\\\‘\\\ ‘ ‘§8 “\\\‘\“\“‘\\\“\\\\‘\
m/z--> 20 100 120 140
Abundance #18190: (1R) -2,6,6- Tr|methylb|cyc|o[3 1.1]hept-2-ene
93.0
— =
12.00 12.50
5000 m/z 77.10 32.25%
0 s 121.0
41. .
136.0
0180 i Il 560, HJ PR M
miz--> 20 40 60 80 100 120 140
Abundance #18039: .gamma.-Terpinene “ =
93.0 12.00 12.50
m/z 79.10 27.60%
5000
270 121.0136:0
43.0 ‘
27.0
o‘H_w\‘“\5‘8""‘Mmwmpw" .|
m/z--> 20 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.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 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.892 11.66 ug/l 61953 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 97
2 .beta.-Pinene 136 C1oH16 000127-91-3 96
3 Cyclohexane, 1l-methylene-4-(1-me... 136 C1l@H16 000499-97-8 91
4 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 90
5 .alpha.-Pinene 136 C10H16 000080-56-8 90
Abundance Scan 1816 (12.892 min): VY009913.D\data.ms (-1810) (- m/z 93.10 100.00%
93.1
5000
41.1 69.0 J\
- .
H 121.2 1250 13.00
0 ‘H‘w;w‘:‘w‘su““m bbb 2002 mjz 41.10 40.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18259: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0
5000 41.0 ‘J‘V‘ Pt
69.0 12.50 13.00
m/z 91.05 37.14%
‘ H ‘ 121.0
O \\\‘\\‘\\i‘\\‘}“\‘\‘\\\l\\”\‘\“\\\“\\\1‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18019: .beta.-Pinene
93.0
‘ /\”’\ e af et
41.0 12.50 13.00
5000 m/z 69.05 35.43%
69.0
‘ H 121.0
o200 “:‘M“Hl ‘wH‘wml_ww_m,w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18200: Cyclohexane, 1-methylene-4-(1-methylethenyl)- ‘ et
93.0 12 50 13. 00
m/z 79.05 28.10%
5000
136.
i | |
o‘H‘H‘wHw‘J““‘}m“wwh‘“Mww_ww,w A as s
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\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.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 3-Carene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.142 10.18 ug/l 54049 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Carene 136 C1OH16 013466-78-9 93
2 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 93
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 90
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 87
5 Cyclopentene, 3-isopropenyl-5,5-... 136 C10H16 1000162-25-4 87
Abundance Scan 1857 (13.142 min): VY009913.D\data.ms (-1849) (- m/z 93.10 100.00%
5000
77.1
39.1
121.2 T ‘ T T ‘ T
H 5.0 | L 13?'2 1300 1350
0 ‘H_W‘Mnmn“mw” S A Y m/z 91.18 59.11%
miz--> 20 40 60 80 100 120 140
Abundance #17998: 3-Carene
93.0
5000 41.0 R ‘%‘50‘
' 77.0 : =
‘ 121.0136.0 m/z 77.10  36.00%
O+ ZGLp \‘}“\ \‘MM\ “\“M\ \‘J‘\ T “\ T \m\ T \““\ L
miz-> 20 40 60 80 100 120 140
Abundance #18189: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
e —
13.00 13.50
5000 m/z 79.10 31.58%
77.0
41.0 ‘ H 1210,
o280 |l se0 Ly ), U160
m/iz--> 20 40 60 80 100 120 140 A
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene e ‘NJ\‘ ‘W/“
93.0 13.00 13.50
m/z 92.20 29.81%
5000
77.0 1210
41.0 ‘ ‘ .
136.0
o380 o Ul seo. [ L 160 L e
m/z--> 20 40 6 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.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 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.672 9.64 ug/l 51201 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 93
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1leH14 000874-41-9 92
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 86
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76
Abundance Scan 2108 (14.672 min): VY009913.D\data.ms (-2103) (- m/z 119.20 100.00%
119.2
N Cidso 1500
148.1 : :
0 w‘h b o0:2 2071 sz 134,20 31.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
5000 A O \/J\\M“/V\/L
14.50 15.00
91.0 m/z 133.20 20.36%
41.0 65.0 ‘
0 \H‘\‘\\\“‘H‘\\H“\‘H\‘”‘\\‘i‘\‘wu‘i“"\H‘\’HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 »J\/\
s —
14.50 15.00
5000 m/z 91.10 18.29%
91.0
39.0 65.0
o5 b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- —— —
119.0 14.50 15.00
m/z 55.10 18.19%
5000
91.0
39.0 65.0
olts0, T b b WL S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.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 unknownl6.159 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.159 9.73 ug/l 51663 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 46
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 46
3 Octyl tetradecyl ether 326 C22H460 1000406-38-5 46
4 Octyl tetracosyl ether 467 C32H660 1000406-39-0 43
5 Eicosyl octyl ether 410 C28H580 1000406-38-8 43
Abundance Scan 2352 (16.159 min): VY009913.D\data.ms (-2348) (- 57.10 100.00%
57.1
5000 PVMWAAfANVJ\ﬂWLM%f\m/J
85.2
147.2
‘ 1121 180.3 16.00 16.50
Py | Al i 208.2 71.10  91.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90196: Tetradecane, 4-methyl-
43.0 71.0
5000
1600 1650
99.0 m/z 43.10 56.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
—— —
16.00 16.50
5000 85.0 ITI/Z 55.10 41.30%
29.0 127.0
ol Ly T asso e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #232319: Octyl tetradecyl ether —— ——
57.0 16.00 16.50
m/z 41.10 40.18%
5000
83.0
29.0 ‘ ‘ 111.0
N 1410 1680 197.9 2270 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.227 17.01 ug/l 90355 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 78
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 53
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 52

Abundance Scan 2363 (16.226 min): VY009913.D\data.ms (-2358) (- m/z 118.10 100.00%

118.1
145.2
5000
91.1

39.0 691 173.2196.4 16.00 16.50
0+ : g m/z 145.20 77.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 e S
16.00 16.50
91.0

m/z 160.30 56.12%

28.0 51.0
OV \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0

— e
160.0 16.00 16.50

5000 m/z 117.10  35.64%

39.0 91.0
63.0
0! O N
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36301: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl- —— ——
145.0 16.00 16.50

m/z 105.10  34.59%

- W\J\Mﬂ\/\/
117.0
39.0 50 910 l u

Ot b b bl -

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.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 Naphthalene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.476  18.16 ug/l 96441 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 53
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 53
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 44
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 11
5 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9IN3S 001128-67-2 11

Abundance Scan 2404 (16.476 min): VY009913.D\data.ms (-2400) (- m/z 41.10 100.00%

179.3
5000
145.2
— T
‘ | M H 2083 16.20 16.40 16.60
0! J“ LFIEA e”u L2520 m/z 81.10 100.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 LA L L L L B L B B
115.0 16.20 16.40 16.60
m/z 179.30  93.32%
39.0 939 890 |
O ‘\\\\‘\\H\\“\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
— T
16.20 16.40 16.60
m/z 123.20  79.90%
5000 115.0
300 939, 890 I
L 1l Il 1N I
B A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene T T T
141.0 16.20 16.40 16.60
115.0 m/z 55.10  78.38%
5000
63.0 89.0
0 _m‘mw““w‘w‘mWM‘HH“HH,HH_HWHH e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Nde73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.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 unknownl6.605 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.605 7.79 ug/1 41356 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Naphthalenone, octahydro-4... 180 C12H200 051557-64-3 20
2 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 18
3 Cyclohexane, (2-ethyl-1-methylbu... 180 C13H24 074810-41-6 18
4 1-(Azidomethyl)-4-fluorobenzene 151 C7H6FN3 159979-96-1 18
5 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 15

Abundance Scan 2425 (16.604 min): VY009913.D\data.ms (-2421) (-] | m/z 179.30 100.00%
179.3

109.1
411 811
5000 137.3
e
‘ “ l; \?1‘ # ‘ | 209.3 16.20 16.40 16.60
owwm : WS L m/z 109.10 86.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54948: 2(1H)- Naphthalenone, octahydro-4a,5-dimethyl-
41.0 09.0
180.0
5000 69.0 L o e
16.20 16.40 16.60
151.0 m/z 95.10 85.93%
O' ‘\\‘\‘“‘\‘\‘\\“‘\‘\\\“‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29311: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
109.0
67.0 ‘\\\\‘\\\\‘\\\\‘
16.20 16.40 16.60
soo0l 0 m/z 81.16  63.00%
137.0
o‘_m_m‘
m/z--> 20 40 60 80 lOO 120 140 160 180 200
Abundance  #55030: Cyclohexane, (2-ethyl-1-methylbutylidene)- R R
95.0 16.20 16.40 16.60
210 151.0 m/z 41.10  58.61%
67.0
5000
180.0
M | H | (210 |
o‘_mwmwwhHmm_m_m_m_m_‘w .
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY080922\
Data File : VY009913.D

Acqg On : 09 Aug 2022 12:35
Operator : KP/MD

Sample : Ndoe73-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080822S.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|
Silanol, trimet... 6.978 6.6 ug/l 21664 1 7.783 164080 50.0
.alpha.-Pinene 12.331 36.8 ug/l 227037 3 11.490 308470 50.0
Bicyclo[3.1.1]h... 12.892  11.7 ug/l 61953 4 13.422 265586 50.0
3-Carene 13.142 10.2 ug/l 54049 4 13.422 265586 50.0
o-Cymene 14.672 9.6 ug/l 51201 4 13.422 265586 50.0
unknown16.159 16.159 9.7 ug/l 51663 4 13.422 265586 50.0
Naphthalene, 1,... 16.227 17.0 ug/1 90355 4 13.422 265586 50.0
Naphthalene, 1-... 16.476 18.2 ug/l 96441 4 13.422 265586 50.0
unknown16.605 16.605 7.8 ug/l 41356 4 13.422 265586 50.0
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