Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
1 VXe32221.D
: 19 Oct 2022 20:28

JC/MD

: N5170-08 50X

5.0mL/MSVOA_X/WATER

. 26

Parameters:

RTE
ON

01

0.2

. 0

Sample Multiplier: 1

Peak separation: 5

Method
Title

Signal

RTEINT.P

: TIC: VX@32221.D\data.ms

peak R.T. first

# min

6 4.568
7 5.385
8 5.556
9 5.958

6.763

.647
.720
.055
.195
.299

16
17
18
19
20

10.
11.

640
079
11.378
11.616
11.750

21
22
23
24
25

12.
12.

024
091
12.244
12.317
12.420

26
27
28
29
30

12.695
12.963
13.170
13.268
13.292

31
32
33
34
35

13.420
13.664
13.774
13.847
13.926
36

14.036
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scan

56
155
206
297
321

560
691
721
789
922

1234
1248
1465
1488
1505

1563
1634
1682
1721
1745

1788
1800
1827
1838
1851

1899
1944
1978
1993
1999

2019
2055
2077
2088
2100

2117

213
304
332

571
705
733
799
931

1240
1252
1471
1494
1511

1567
1639
1688
1727
1749

1794
1805
1830
1842
1859

1904
1948
1982
1998
2002

2023
2063
2081
2093
2106

2124

last
scan

68
182
221
315
343

580
721
747
812
943

1248
1262
1481
1499
1519

1572
1653
1697
1733
1757

1800
1812
1833
1849
1863

1909
1955
1986
1999
2007

2032
2069
2088
2098
2111

2128

PK  peak
TY height
rvB 16078
rBv3 20149
rBv 6204
rvB 5500
rBv 65899
rBv 4026
rBv2 88251
rvB 149116
rBv 100184
rBv 221622
rBv 476816
rvB 6599
rBv 464208
rvB 5609
rBv 19213
rBv 12970
rVB 409542
rBv 12852
rBv 7387
rvB 27594
rBv 470137
rvB2 13940
rvB 10510
rve4 6384
rBv 7630
rBvV 5015
rvBe3 6676
rve2 7428
rBv2 10160
rvB3 18672
rvB 15799
rBv3 2783
rvB2 5818
rv7 5600
rvB5 4883
rBvV 11003
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Filtering:
Min Area:
Max Peaks:
Peak Location:

151045

14119
259594
418709
264253
523621

745332
11393
607351
7507
27525

16548
514196
25947
10622
35133

591307
25654
12052
10902

9998

7931
11048
9831
11277
23205

22649
7883
8884
9909
8713

13075

100.

79.
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5

3 % of largest Peak

100
TOP

: Z:\voasrv\HPCHEM1\MSVOA X\Method\82X101922W.M
: SW846 8260

(ORI RN OCoOoOO0OO0ON

[OI ORI R RN




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX032221.D

Acqg On : 19 Oct 2022 20:28
Operator : JC/MD

Sample : N5170-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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 X\Method\82X101922W.M

Title : SW846 8260

37 14.231 2147 2156 2163 rVB 11895 21362 2.87% 0.462%

38 14.481 2191 2197 2207 rVB7 8111 13569 1.82% 0.293%

39 14.615 2215 2219 2221 rBV2 8072 10635 1.43% 0.230%

40 14.755 2238 2242 2245 rBV 10059 11207 1.50% 0.242%

41 15.182 2308 2312 2315 rBv4 6096 9377 1.26% 0.203%

42 15.493 2357 2363 2367 rBvV3 9151 14721 1.98% 0.318%
Sum of corrected areas: 4625672
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@032221.D

Acqg On : 19 Oct 2022 20:28
Operator : JC/MD

Sample : N5170-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

Abundance TIC: VX032221.D\data.ms

400000

300000

200000
5.556

100000 5.385 5.958

3.111
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Abundance TIC: VX032221.D\data.ms
8.647 10.055

o

11.079
400000
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Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX032221.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101922\
Data File : VX@032221.D

Acqg On : 19 Oct 2022 20:28
Operator : JC/MD

Sample : N5170-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.117 10.25 ug/l 85853  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Formic acid 46 CH202 000064-18-6 4
4 Propanedioic acid, dihydroxy- 136 C3H406 000560-27-0 4
5 Methoxyacetyl chloride 108 C3H5C102 038870-89-2 4

Abundance Scan 169 (2.117 min): VX032221.D\data.ms (-155) (-) m/z 45.10 100.00%

45.1
5000 /\
R RAREE e A RmaLS
590 241 1.80 2.00 2.20 2.40
O Qs b e e e M/Z 46,10 38.76%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #106: Ethano
31.0
5000 45.0 T T T T T T
1.80 2.00 2.20 2.40
m/z 43.05 21.56%
15.0 J ‘
O \\‘HH‘HH}\HH%%}H}\L \H‘HH‘\}!\ \\H‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #110: Dimethyl ether
45.0
29.0
R e ARARRE AL
15.0 1.80 2.00 2.20 2.40
5000 m/z 42.00 8.68%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #112: Formic acid
29.0 1.80 2.00 2.20 2.40
m/z 44.00 4.65%
46.0
5000
17.0
1 — S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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\VX101922\
Data File : VX@32221.D

Acqg On : 19 Oct 2022 20:28
Operator : JC/MD

Sample : N5170-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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|

Ethanol 2.117 10.3 ug/1 85853 1 5.556 418709 50.0
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