LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040721\
Data File : VY004314.D

Acqg On : 07 Apr 2021 14:54
Operator : SY/MD

Sample : M1955-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 8 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\82Y032921S.M

Title : SW846 8260

Signal : TIC: VY@04314.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.229 45 67 68 rBV3 11179 53665 5.43% 0.957%
2 2.577 114 124 126 rBV6 19143 57726 5.84% 1.029%
3 4.741 468 479 491 rVB2 8328 25720 2.60% 0.459%
4 7.728 958 969 975 rBV 92999 227316 23.01% 4.053%
5 7.801 975 981 993 rVB 222730 500460 50.65% 8.923%

6 8.155 1025 1039 1048 rVB2 138075 337055 34.11% 6.010%
7 8.697 1119 1128 1137 rBV 359443 695702 70.41% 12.405%
8 10.185 1364 1372 1380 rBV 596772 988086 100.00% 17.618%
9 10.581 1432 1437 1444 rVB3 7183 13132  1.33% 0.234%
10 11.325 1554 1559 1564 rVB 9015 14775 1.50% ©.263%

11 11.496 1580 1587 1598 rVB 532346 855478 86.58% 15.253%

12 11.715 1615 1623 1629 rBV8 5780 13025 1.32% 0.232%
13 12.489 1743 1750 1760 rVB 417103 685043 69.33% 12.215%
14 12.806 1797 1802 1807 rBV2 25979 38601 3.91% ©.688%

15 13.428 1897 1904 1913 rVB 527669 802798 81.25% 14.314%

16 13.757 1951 1958 1962 rBV 47904 72180 7.31% 1.287%
17 13.971 1989 1993 1998 rVB2 10820 16118 1.63% 0.287%
18 14.270 2036 2042 2046 rVV7 8208 20761 2.10% 0.370%
19 14.385 2057 2061 2064 rBV5S 8381 12841 1.30% 0.229%
20 14.428 2064 2068 2072 rVB5 9510 13916 1.41% 0.248%
21 14.617 2094 2099 2105 rVB 35466 51691 5.23% 0.922%
22 14.678 2105 2109 2114 rBVS 7625 18613 1.88% 0.332%
23 14.733 2114 2118 2124 rVB3 14609 24039 2.43% 0.429%
24 15.141 2183 2185 2191 rVB5 8164 11984 1.21% 0.214%
25 15.215 2193 2197 2200 rBV3 11003 15969 1.62% 0.285%
26 15.440 2229 2234 2241 rVB 20877 31502 3.19% 0.562%
27 16.495 2402 2407 2411 rVB7 5319 10218 1.03% 0.182%
Sum of corrected areas: 5608414
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040721\
Data File : VY004314.D

Acqg On : 07 Apr 2021 14:54
Operator : SY/MD

Sample : M1955-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

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

Abundance TIC: VY004314.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40721\
Data File : VY004314.D

Acqg On : 07 Apr 2021 14:54

Operator : SY/MD

Sample : M1955-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
: SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.229 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.229 5.36 ug/1 53665 Pentafluorobenzene 7.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Boric acid 62 BH303 010043-35-3 45
2 Dimethyl diglycolcarbonate 222 C8H1407 087292-23-7 9
3 Propanamide, 2-hydroxy- 89 C3H7NO2 002043-43-8 9
4 Formamide 45 CH3NO 000075-12-7 7
5 Dimethoxyamine 77 C2H7NO2 007487-32-3 7
Abundance  Scan 67 (2.229 min): VY004314.D\data.ms (-45) (-) m/z 45.00 100.00%
45.0
. N
77.1 \\‘\\\\‘\\\\‘\\\\‘\\\
‘ 1031 1348 1771 2.00 2.20 2.40 2.60
el 2031 1338 T 2069 1, e2.08  39.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #321: Boric acid
45.0
5000 LI L L L L L
2.00 2.20 2.40 2.60
m/z 44.00 30.15%
\\2\‘2\.9\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #79687: Dimethyl diglycolcarbonate
45.0
REaEa e
2.00 2.20 2.40 2.60
5000 103.0 m/z 77.10  17.94%
15.0
‘ ‘77-0 134.0
\\\“\‘\‘\“\\\‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2174: Propanamide, 2-hydroxy- RRLEEREREE RS
45.0 2.00 2.20 2.40 2.60
m/z 60.90 12.49%
5000
w‘ 74.0
e e e e e e R A REmEEE
m/z--> 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\VY040721\
Data File : VY004314.D

Acqg On : 07 Apr 2021 14:54
Operator : SY/MD

Sample : M1955-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown2.577 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.577 5.77 ug/1 57726  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanamine, N,N-dimethyl-, N-oxide 75 C3H9NO 001184-78-7 32
2 Ethene, (2-ethoxy-1-methoxyethoxy)- 146 C7H1403 054063-18-2 32
3 5-0-Methyl-d-gluconic acid dimet... 237 C9H19NO6 013096-67-8 25
4 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H3208 1000352-04-1 25
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 148 C7H1603 211321-90-3 17

Abundance Scan 124 (2.577 min): VY004314.D\data.ms (-114) (-) m/z 75.05 100.00%

78.0
45.0
5000
R
‘104 1 1349 161 0 190 9 2.20 2.40 2.60 2.80
‘\\H‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\ m/z 45.66 89.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #907: Methanamine, N,N-dimethyl-, N-oxide
75.0
5000 L L L L B LA BN B
2.20 2.40 2.60 2.80
42.0 m/z 59.00 68.10%
\\\‘\‘\\H‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21965: Ethene, (2-ethoxy-1-methoxyethoxy)-
59.0
e R mman A
2.20 2.40 2.60 2.80
5000 m/z 58.05 47 .76%
29.0
87.0
I O O P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #91686: 5-O-Methyl-d-gluconic acid dimethylamide e
45.0 78.0 2.20 2.40 2.60 2.80
m/z 44.00 32.54%
5000 /N“W%
A “ 70 1610 19302100
R RARRE P R R SRRRT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.20 2.40 2.60 2.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040721\
Data File : VY004314.D

Acqg On : @7 Apr 2021 14:54
Operator : SY/MD

Sample : M1955-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.229 2.229 5.4 ug/l 53665 1 7.801 500460 50.0
unknown2.577 2.577 5.8 wug/l 57726 1 7.801 500460 50.0
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