Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe40723\
1 VX034975.D

: 07 Apr 2023 17:44

: JC/MD

: IBLK

: 5.0mL/MSVOA_X/WATER

: 16  Sample Multiplier: 1

Parameters: RTEINT.P

RTE

ON Filtering:
1 Min Area:

0.2 Max Peaks:

0 Peak Location:

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

tion: 5

¢ TIC: VX@34975.D\data.ms

¢ Z:\voasrv\HPCHEM1\MSVOA_ X\Method\82X032923W.M
: SW846 8260

peak R.T. first

# min

5.952
6.763
8.647
0.055
1.079

11 12.024
12 13.164
13 14.225
14 14.481

scan

786
920
1233
1465
1634

1788
1976
2149
2192

798
931
1240
1471
1639

1794
1981
2155
2197

last
scan

105
190
722
750

814
948
1250
1484
1651

1804
1987
2160
2202

Sum

PK  peak corr
TY height area
rBve 7929 19086
rVB6 6836 36097
rvVB 47960 256798
rBV 159900 472088
rvB2 290816 835497
rBv 191572 522195
rBV 455429 1097490
rBV 934866 1485117
rBV 939118 1290539
rBv 779795 1007989
rBV 954281 1222381
rVB6 6703 18012
rVB3 11962 19830
rBv4 12551 16006

of corrected areas:

82X032923W.M Mon Apr 10 10:51:18 2023

corr % of

% max total
1.29% 0.230%
2.43% ©0.435%
17.29% 3.094%
31.79% 5.688%
56.26% 10.067%
35.16% 6.292%

73.90% 13.224%
100.00% 17.895%
86.90%
67.87% 12.146%

82.31% 14.729%
1.21% 0.217%
1.34% ©.239%
1.08% ©.193%

8299125
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. IBLK
: 5.0mL/MSVOA_X/WATER
. 16

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040723\

: VX@34975.D
: @7 Apr 2023 17:44

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

o

TIC: VX034975.D\data.ms

5.550

5.385 5952

2.136
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Time-->
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800000

600000

400000

200000

TIC: VX034975.D\data.ms

8.647 10.p55

11.079

6.763

k

0
Time-->

— —T — —
8.50 9.00 9.50 10.00 10.50 11.00

Abundance

800000

600000

400000

200000

Time-->

TIC: VX034975.D\data.ms
12.

L

13.164 14.225 14.481

13.50 14.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040723\
Data File : VX@034975.D

Acqg On : @7 Apr 2023 17:44
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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 1 unknown2.136 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.136 15.37 ug/1 256798  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 43
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Formic acid 46 CH202 000064-18-6 4
4 2,2-Dichloroethyl methyl ether 128 C3H6C120 034862-07-2 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 172 (2.136 min): VX034975.D\data.ms (-158) (-) m/z 45.10 100.00%

45.1
5000

1.80 2.00 2.20 2.40
0t e 088 908 sz 46.05  43.54%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #105: Ethano
31.0
45.0

5000 T REEL SEEEEE
1.80 2.00 2.20 2.40

m/z 43.05 22.73%

mi/z--> 10 20 30 40 50 60 70 80 90
Abundance #110: Dimethyl ether
45.0
29.0

R AREREREERES
15.0 1.80 2.00 2.20 2.40
5000 ITI z 42.00 8.65%
0""M‘m‘mw“"‘,Hu‘m“HH‘HH‘HHWH
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #113: Formic acid O LR
29.0 1.80 2.00 2.20 2.40
46.0 m/z 44.05 3.56%
5000
18.0 ‘ ‘
0 H‘“wm"H"‘H“‘H“‘H“‘H“‘H“‘H“‘H‘ R RARRE R
m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040723\
Data File : VX@34975.D

Acqg On : @7 Apr 2023 17:44
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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|

unknown2.136 2.136 15.4 wug/l 256798 1 5.556 835497 50.0
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