LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083122\
Data File : VY010242.D

Acqg On ¢ 31 Aug 2022 13:57
Operator : KP/MD

Sample : N4416-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 13  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\82Y083022S.M
Title : SW846 8260
Signal : TIC: VYQ10242.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.546 112 119 134 rVB 119248 221250 32.08% 4.868%
2 4.704 462 473 485 rBv2 7163 22726 3.30% 0.500%
3 5.734 635 642 652 rVBS 2757 7981 1.16% 0.176%
4 6.972 833 845 860 rBV 79098 236785 34.34% 5.210%
5 7.710 956 966 972 rBV 101162 244988 35.52%  5.390%
6 7.783 972 978 991 rVB 176382 399785 57.97% 8.796%
7 8.136 1025 1036 1048 rVB 96846 219398 31.81% 4.827%
8 8.685 1116 1126 1137 rBV 258531 509022 73.81% 11.199%
9 10.179 1363 1371 1379 rBV 404477 689627 100.00% 15.173%
10 10.575 1427 1436 1445 rBV 22437 41605 6.03% 0.915%
11 10.941 1490 1496 1510 rBV 55725 96336 13.97% 2.120%
12 11.313 1551 1557 1566 rVB2 8179 14380 2.09% 0.316%

13 11.489 1579 1586 1599 rBV 396308 634126 91.95% 13.952%
14 12.483 1742 1749 1762 rVB2 337014 548678 79.56% 12.072%

15 12.819 1798 1804 1809 rBV 9919 17744 2.57% 0.390%

16 13.422 1895 1903 1910 rBV 386681 602087 87.31% 13.247%

17 13.477 1910 1912 1919 rVB4 3575 7038 1.02% 0.155%

18 13.965 1986 1992 2005 rVB2 12038 22096 3.20% 0.486%

19 15.318 2207 2214 2220 rVB 6247 9456 1.37% 0.208%
Sum of corrected areas: 4545108
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083122\
Data File : VY010242.D

Acqg On : 31 Aug 2022 13:57
Operator : KP/MD

Sample : Nd416-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083022S.M
Quant Title : SW846 8260

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

Abundance TIC: VY010242.D\data.ms
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Abundance TIC: VY010242.D\data.ms
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\D
Data File : VY@10242.D

Acqg On : 31 Aug 2022 13:57

Operator : KP/MD

Sample : Nd416-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260
TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Library Se

ata\Vvye83122\

arch Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083022S.M

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 wunknown2.546 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

2546 27.67 ug/l 221250  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 7-Octene-1,2-diol

2 Furan-2-carboxylic acid phenyl-(..
3 2-Furoic acid, pent-2-en-4-ynyl ...
4 Acetophenone, 4-nitro-, 6-pyrazo...

144 C8H1602

. 339 C14H8F3N30

176 C1eH803
273 C12H11N503

085866-02-0 17
2S  1000300-94-9 10

1000299-23-4 9

1000260-38-0 9

5 4-Pyridinol 95 C5H5NO 000626-64-2 7
Abundance Scan 119 (2.546 min): VY010242.D\data.ms (-112) (-) m/z 95.00 100.00%
95.0
5000 130.0 A\
R R !
10 H‘ | 2.20 2.40 2.60 2.80
oHuw {8 R m/z 130.60  47.78%
miz--> 100 150 200 250 300
Abundance #24066: 7-Octene-1,2-diol
95.0
5000 410 L L L L BN BN R I
2.20 2.40 2.60 2.80
m/z 69.00 42.65%
0 \‘\ “‘\‘ “M“ ‘“ hh‘\“‘ \‘ T ]\-4\3’.0\ LI ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #246685: Furan-2-carboxylic acid phenyl-(5-trifluorometh
95.0
Ry A !
2.20 2.40 2.60 2.80
5000 m/z 111.00 39.67%
39.0
0 [ AT \135'0 188.0 244.0 31\1'0
e e e
miz--> 50 100 150 200 250 300
Abundance #50590: 2-Furoic acid, pent-2-en-4-ynyl ester T
95.0 2.20 2.40 2.60 2.80
m/z 74.95 21.67%
5000
39.0
0 \‘ . \‘ | . 13\1.0 176.0
T e s R B B R e e
m/z--> 50 100 150 200 250 300 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083122\
Data File : VY010242.D

Acqg On : 31 Aug 2022 13:57
Operator : KP/MD

Sample : Nd416-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083022S.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 2 Silanol, trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.972  29.61 ug/l 236785  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silanol, trimethyl- 90 C3H100Si 001066-40-6 91
2 Silanol, dimethyl(1,1,2-trimethy... 160 C8H200Si 055644-10-5 78
3 Ethanol, 2-(trimethylsilyl)- 118 C5H140Si 002916-68-9 56
4 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 39

5 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 9
Abundance Scan 845 (6.972 min): VY010242.D\data.ms (-833) (-) m/z 75.00 100.00%

75.
5000 /\\
T
45‘-0 6.60 6.80 7.00 7.20

ot m/z 45.00  13.54%

m/z--> 20 40 60 80 100 120 140 160

Abundance #2523: Silanol, trimethyl-

75.0
5000 L LA NI BN L BN R B
6.60 6.80 7.00 7.20
45.0 m/z 47.00  8.16%
15.0
O\\‘\‘\}‘\\“\“\\\"‘\\\1“\9\2\.\0‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #36801: Silanol, dimethyl(1,1,2-trimethylpropyl)-
75.0
e
6.60 6.80 7.00 7.20
5000 m/z 76.10 7.12%
45.0
200 i L) | 1010 145.0162.0
I T e B R
m/z--> 20 40 60 80 100 120 140 160
Abundance #9975: Ethanol, 2-(trimethylsilyl)- e
75.0 6.60 6.80 7.00 7.20
m/z 77.00 3.89%
5000
ol 290 470 . 1010
e T
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083122\
Data File : VY010242.D

Acqg On : 31 Aug 2022 13:57
Operator : KP/MD

Sample : Nd416-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083022S.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 unknownl1©.941 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.941 7.60 ug/l 96336  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole-3-thiol 149 C8H7NS 000480-94-4 35
2 Silane, diethoxydimethyl- 148 C6H1602Si 000078-62-6 25
3 Benzene, 1,1'-(oxydi-2,1-ethaned... 282 C20H260 055044-09-2 17
4 2,4,6-Trimethylbenzyl mercaptan,... 362 C14H13F70S 1000469-60-5 17
5 4-Ethylbenzoic acid, 2-methylbut... 220 C14H2002 1000331-30-8 17
Abundance Scan 1496 (10.941 min): VY010242.D\data.ms (-1490) (- | m/z 149.05 100.00%
149.1
5000
75.0 100
45.0 “ 1149‘ ‘ 11.00
0 bbb e bt e e e M/ 133,00 77.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27275: 1H-Indole-3-thiol
149.0
5000 T
117.0 11.00
770 m/z 150.00 15.33%
w0 ol
O\H‘HH“\‘\“H“‘H‘\w“\\h\h\‘l‘\\M‘HH‘\‘H‘\H\‘H\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26649: Silane, diethoxydimethyl-
133.0
=
11.00
5000 m/z 75.00 14.72%
89.0
590‘ ‘
A A
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176379: Benzene, 1,1'-(oxydi-2,1-ethanediyl)bis[3-ethyl e e
133.0 11.00
m/z 67.00 13.05%
5000 105.0
150,430 770 | | | 1630 208.0236.0 268.C
e e e e e e e e e d
m/z--> 20 40 60 80 100120140160180200220240260 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083122\
Data File : VY010242.D

Acqg On ¢ 31 Aug 2022 13:57
Operator : KP/MD

Sample : Nd416-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083022S.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|
unknown2.546 2.546 27.7 ug/l 221250 1 7.783 399785 50.0
Silanol, trimet... 6.972 29.6 ug/l 236785 1 7.783 399785 50.0
unknown10.941 10.941 7.6 ug/l 96336 3 11.490 634126 50.0
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