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_U\Data\VU110921\
: VUe45654.D

: 09 Nov 2021 13:37

: SY/MD

: M4591-02

5.0mL/MSVOA_U/WATER

. 8

Parameters:

RTE
ON

01

0.2

. 0

Sample Multiplier: 1

Peak separation: 5

Method
Title
Signal
peak R.T. f

# min
1 1.359
2 1.591
3 1.684
4  2.626
5 2.755
6 4.629
7 5.292
8 5.375
9 5.703
10 6.250
11 7.899
12 9.420
13 10.636
14 11.812
15 12.886
16 14.089
17 15.224

RTEINT.P

: TIC: VU@45654.D\data.ms

irst
scan

102
390
430

1008
1214
1243
1343
1513

2026
2500
2878
3243
3578

3956
4307

1023
1229
1255
1357
1527

2040
2513
2891
3257
3591

3965
4318

last
scan

1039
1243
1271
1375
1544

2072
2552
2909
3277
3603

3985
4327

Sum

Filtering: 5

Min Area:

Max Peaks: 100

PK  peak corr.
TY height area
rVB 62089 57568
rBv2 24306 39555
rvVB 8504 10370
rvB2 7467 12289
rBv 7855 15147
rBv2 6126 16653
rBvV 144774 303144
rvB 218620 449797
rBv 159248 321668
rBv 345197 651859
rBv 546340 940618
rVB 507515 844685
rBv 414115 646072
rBV 560255 873606
rBv3 15852 25911
rvVB 5992 9441
rBv 6603 10044

of corrected areas:
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Peak Location: TOP

: Z:\voasrv\HPCHEM1\MSVOA U\Method\82U110521W.M
: SW846 8260

corr.
% max.

100.00%
89.80%
68.69%
92.88%

1.00%
1.07%

5228427

3 % of largest Peak
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110921\
Data File : VU@45654.D

Acqg On : 09 Nov 2021 13:37
Operator : SY/MD

Sample : M4591-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
Quant Title : SW846 8260

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

Abundance TIC: VU045654.D\data.ms

500000

400000

6.250

300000

5.375

200000

5.29 5.703

100000 859

1'%84 2.626755 4.629
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Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VU045654.D\data.ms

7.899 11.812
9.420

o

500000

10.636

400000

300000

200000

100000

o _ :

T — CT — —— — o ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU045654.D\data.ms

500000

400000
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200000

100000

12.886 14,089 15.224
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Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110921\
Data File : VU@45654.D

Acqg On : 09 Nov 2021 13:37
Operator : SY/MD

Sample : M4591-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.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 Propene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.359 6.40 ug/1l 57568 Pentafluorobenzene 5.379

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cyclopropane 42 C3H6 000075-19-4 40
3 Cyclopropene 40 C3H4 002781-85-3 5

4 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 2

5 1-Hexanamine 101 C6H15N 000111-26-2 2
Abundance Scan 6 (1.359 min): VU045654.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000

1.40 1.50 1.60 1.70 1.80
- m/z 39.00  81.85%

35H ‘

m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000 [T T irrtyrrs
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 65.46%
\HH\HJ‘“}\OH‘H\\‘\\%}5}.\0\\\2‘]?\(\)\‘!\\\‘\\H‘\M\‘ M‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane
42.0
A A ERaR
1.401.501.601.70 1.80
m/z 43.00 33.99%
5000 270
14.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #54: Cyclopropene e e AR
39.0 1.401.501.601.70 1.80
m/z 44.00 32.74%
5000
26.0 |
A | |
T e e R AR
mlz--> 0 5 10 15 20 25 30 35 40 45 50 1.401.50 1.60 1.70 1.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110921\
Data File : VU@45654.D

Acqg On : 09 Nov 2021 13:37
Operator : SY/MD

Sample : M4591-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.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|

Propene 1.359 6.4 ug/l 57568 1 5.379 449797 50.0
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