LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31722\
Data File : VY007889.D

Acqg On : 17 Mar 2022 21:00
Operator : SY/MD

Sample : N1875-09

Misc : 7.96g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 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\82Y031722S.M
Title : SW846 8260
Signal : TIC: VY@07889.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.131 42 51 52 rBvV6 7634 17332 5.74% 2.116%
2 7.715 958 967 972 rWw2 14169 33821 11.20% 4.128%
3 7.789 973 979 986 rVB2 26436 59869 19.83% 7.308%
4 8.142 1027 1037 1043 rBV3 14763 34840 11.54%  4.253%
5 8.691 1120 1127 1137 rVB2 39139 80296 26.60% 9.801%
6 10.178 1361 1371 1385 rBV 61738 115433 38.24% 14.090%
7 10.575 1432 1436 1441 rVB5 4000 7596  2.52% ©.927%
8 11.489 1580 1586 1592 rBV 53870 86451 28.64% 10.552%
9 12.489 1739 1750 1757 rBv2 171825 301902 100.00% 36.851%
10 13.062 1838 1844 1851 rVB10O 2493 6386 2.12% 0©.779%
11 13.428 1898 1904 1910 rVV 34017 55824 18.49% 6.814%
12 13.958 1986 1991 1998 rBV 10890 19503 6.46%  2.381%
Sum of corrected areas: 819253

82Y031722S.M Fri Mar 18 16:51:56 2022 Page: 1



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\VY031722\

: VY007889.D

: 17 Mar 2022 21:00

: SY/MD

: N1875-09

: 7.96g/5.0mL/MSVOA_Y/SOIL
. 25

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31722\
Data File : VY007889.D

Acqg On : 17 Mar 2022 21:00

Operator : SY/MD

Sample : N1875-09

Misc : 7.96g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.131 14.47 ug/l 17332  Pentafluorobenzene 7.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 25
2 [1,2,4]Triazolo[1,5-a]pyrimidine... 207 C8H9N502 092673-40-0 22
3 2-{4,9,15-Trioxa-3,5,8,10,12,14, ... 263 C8H5N704 1000436-04-4 16
4 2-Hexynoic acid 112 C6H802 000764-33-0 12
5 5-Amino-1-(2-methoxyphenyl)-1H-1... 233 C1@H11N502 1000387-16-8 12

Abundance  Scan 51 (2.131 min): VY007889.D\data.ms (-42) (-) m/z 44.00 100.00%
44.0
207.1

5000

2.00 2.20 2.40

126.0 164.9

0! m/z 207.10 82.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65848: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-
30.0
70.0
5000 LI L L L B LB
2.00 2.20 2.40
113.0 191.0 m/z 43.10 56.84%
148.0
Ot AR
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #84212: [1,2,4]Triazolo[1,5-a]pyrimidine-6-carboxylic acid
207.0

3

29-0 LI L L L B LB
2.00 2.20 2.40
5000 ITI/Z 41.05 50.72%
0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #152127: 2-{4,9,15-Trioxa-3,5,8,10,12,14,16-heptaazatet e I mma
30.0 2.00 2.20 2.40
m/z 42.00 49.44%
B MWW
oL L1880 1230 1850 2202639
A e e e e e e R
m/z--> 20 40 60 80 100120140160180200220240260280 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031722\
Data File : VY007889.D

Acqg On : 17 Mar 2022 21:00
Operator : SY/MD

Sample : N1875-09

Misc : 7.96g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.062 5.72 ug/1 6386 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Methyltetradecanal 226 C15H300 075853-51-9 25
2 Tridecanal 198 C13H260 010486-19-8 10
3 1-(2-Adamantylidene)semicarbazide 207 C11H17N30 065814-27-9 9
4 1,4-Butanediamine 88 C4H12N2 000110-60-1 9
5 3,5-Dimethylamphetamine 163 C11H17N 075659-63-1 9

Abundance Scan 1844 (13.062 min): VY007889.D\data.ms (-1838) (- m/z 44.00 100.00%
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L2 9491188 — :
INE— |
O "H‘H‘W‘H"H‘W‘H‘_‘H“H‘_‘H‘H‘ m/z 57.10 79.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107160: 13-Methyltetradecanal
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b o
5000 T T ‘ T T T T ‘
13.00
29.0 m/z 56.00 67.96%

109.0
. | 41370 1800 2080
N \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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Abundance #73884: Tridecanal
57.0
82.0

13.00
m/z 41.00 66.15%
5000 29.0
110.0 154.0
H ‘ 180.0
0 N i
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220
Abundance #83677: 1-(2-Adamantylidene)semicarbazide P ‘
44.0 13.00
81.0 164.0 m/z 209.05  55.56%
5000
207.0
| Wi
O b el —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031722\
Data File : VY007889.D

Acqg On : 17 Mar 2022 21:00
Operator : SY/MD

Sample : N1875-09

Misc : 7.96g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Amino-m-cresol, N,0-bis(t... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.958 17.47 ug/1 19503 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-m-cresol, N,O-bis(trimet... 267 C13H25NOSi2 1000449-77-1 64
2 Tetrasiloxane, 1,1,3,3,5,5,7,7-0... 282 C8H2603Si4 001000-05-1 56
3 Salicylic acid, 2TMS derivative 282 C13H2203Si2 003789-85-3 40
4 4-Cyclopropyl-1H-imidazol-2-amin... 267 C12H25N3Si2 1000509-45-0 28
5 6-Nitro-2-benzothiazolone, TMS d... 268 C10H12N203SSi 1000484-39-5 25

Abundance Scan 1991 (13.958 min): VY007889.D\data.ms (-1986) (-  m/z 73.05 100.00%
73.0

5000
267.1

39.9 207.1 14.00
133.0 1789
bt A0 S et m/z 267.10 26.29%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #156507: 2-Amino-m-cresol, N,O-bis(trimethylsilyl)-
73.0

o
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164.0 m/z 59.00  7.61%
490 | 10501330, | 1920 2360, |

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #176502: Tetrasiloxane, 1,1,3,3,5,5,7,7-octamethyl-

o

73.0
1930 T | T
14.00
5000 ITI/Z 268.10 7.41%
267.0
o 45.0 103013391630, | | 2350
P b e e e b S
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Abundance #175306: Salicylic acid, 2TMS derivative T
73.0 14.00
m/z 74.10 6.98%
5000
267.0
45.0
135.0
ool | 2050 "7 16301930 2330 | A I
Rmaaa e N  AdARAERRaaat oo == ‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31722\
Data File : VY007889.D

Acqg On : 17 Mar 2022 21:00
Operator : SY/MD

Sample : N1875-09

Misc : 7.96g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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|
unknown-01 2.131 14.5 ug/l 17332 1 7.789 59869 50.0
unknown-02 13.062 5.7 wug/l 6386 4 13.428 55824 50.0
2-Amino-m-creso... 13.958 17.5 ug/1 19503 4 13.428 55824 50.0
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