LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22521\
Data File : VNO66028.D

Acqg On : 25 Feb 2021 15:20

Operator : JC/MD

Sample : M1484-04

Misc : 5.00mL/MSVOA_N/WATER GW804-20-25-022421

ALS Vvial : 13  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_N\methods\82N©21721W.M
Title : SW846 8260
Signal : TIC: VN@66028.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.814 14 23 35 rBV2 43436 56553 6.59% 1.197%
2 2.158 122 130 145 rVB2 18063 35787 4.17% 0.758%
3 7.331 1721 1739 1755 rBV 31776 83207 9.69% 1.762%
4 7.553 1786 1808 1819 rBV2 101066 256365 29.85% 5.428%
5 7.627 1819 1831 1854 rVB 203654 484835 56.46% 10.265%
6 7.991 1927 1944 1968 rBV 117325 275731 32.11% 5.838%
7 8.550 2101 2118 2139 rBV 298311 621551 72.38% 13.159%
8 9.129 2289 2298 2311 rBV2 5486 10738 1.25% 0.227%
9 10.058 2571 2587 2603 rBV 466335 858722 100.00% 18.181%
10 10.823 2812 2825 2841 rBV2 37809 70512 8.21% 1.493%

11 11.380 2983 2998 3023 rBV 394320 724107 84.32% 15.331%

12 12.106 3214 3224 3240 rBV3 35172 72584  8.45% 1.537%
13 12.373 3295 3307 3333 rBV 295700 530485 61.78% 11.231%
14 13.177 3549 3557 3562 rBV7 6005 10013 1.17% 0.212%

15 13.315 3588 3600 3619 rBV 349623 606032 70.57% 12.831%

16 14.096 3837 3843 3856 rBve 14351 25998 3.03% 0.550%

Sum of corrected areas: 4723220
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: M1484-04
: 5.00mL/MSVOA_N/WATER
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©22521\

: VN@66028.D
: 25 Feb 2021 15:20

JC/MD

GW804-20-25-022421

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21721W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

300000

200000

100000

TIC: VN066028.D\data.ms

1.814
2.158

0
Time-->
Abundance

400000

300000

200000

100000

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

TIC: VN066028.D\data.ms

10.p58

11.380

8.550

7.627

7.991

7.5

10.823
9.129

0
Time-->
Abundance

400000

300000

200000

100000

—T —— 1 T T =
9.00 9.50 10.00 10.50 11.00 11.50

TIC: VN066028.D\data.ms

13.315

12.373

12.106 14.096

13.17

Time-->

82N021721W.M

T ‘ T T ‘ T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

Fri Feb 26 15:29:48 2021 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22521\
Data File : VN@G66028.D

Acq On : 25 Feb 2021 15:20

Operator : JC/MD

Sample : M1484-04 0
Misc : 5.00mL/MSVOA_N/WATER GW804-20-25-022421

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.814 5.83 ug/1 56553  Pentafluorobenzene 7.627

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 83
3 2-Butenal, (E)- 70 C4H60 000123-73-9 78
4 Aluminum, tripropyl- 156 C9H21Al 000102-67-0 74
5 3-Butenoic acid 86 C4H602 000625-38-7 74
Abundance  Scan 23 (1.814 min): VN066028.D\data.ms (-14) (-) m/z 41.00 100.00%
41.0
5000 ]\ /K
REARaE e A R
1.801.902.002.102.20
208.C
0 e e e e e m/z 39.00 77.46%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #57: Propene
41.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
1.801.902.002.102.20
m/z 42.00 63.66%
15.0‘
0 \“H\“\‘i\‘u\ ‘HH‘HH‘\\H‘HH‘HH“H\‘HH‘HH“H\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #540: Furan, 2,5-dihydro-
39,0
RARRaE
70.0 1.801.902.002.102.20
5000 m/z 43.00 23.89%
15.0
0- R R RAAENRAEESEasESSER
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #529: 2-Butenal, (E)- e e e
41.0 70.0 1.801.902.002.102.20
' m/z 39.95 23.01%
5000
0 S — Aﬂ/\MHAMf
m/z--> 20 40 60 80 100 120 140 160 180 200 1.801.902.002.102.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22521\
Data File : VN@G66028.D

Acq On : 25 Feb 2021 15:20

Operator : JC/MD

Sample : M1484-04 0
Misc : 5.00mL/MSVOA_N/WATER GW804-20-25-022421

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Heptanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.106 5.01 ug/1 72584  Chlorobenzene-d5 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 64
3 Hexanal, 3-methyl- 114 C7H140 019269-28-4 38
4 Oxirane, 2-(1,1-dimethylethyl)-3... 114 C7H140 053897-30-6 37
5 2-Pentene, (Z)- 70 C5H1e0 000627-20-3 35

Abundance Scan 3224 (12.106 min): VN066028.D\data.ms (-3214) (- m/z 70.00 100.00%

41.0 70.0
5000
96.1 T ‘ T \A/\\ ‘ T
‘ ‘ 207.0 12.00 12.50
0! e m/z 41,00 83.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7421: Heptanal
41.0 70.0
5000 L 1 \MM‘MM
12.00 12.50
96.0 m/z 44.00 78.18%
0l15:0 “‘ ‘
T \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1923: 1-Butanamine, 3-methyl-
30.0
o F
12.00 12.50
5000 ITI/Z 43.00 71.83%
70.0
] S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7463: Hexanal, 3-methyl- L FnFu
70.0 12.00 12.50
43.0 m/z 55.00 68.05%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22521\
Data File : VNO66028.D

Acqg On : 25 Feb 2021 15:20

Operator : JC/MD

Sample : M1484-04

Misc : 5.00mL/MSVOA_N/WATER GW804-20-25-022421

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.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|
Propene 1.814 5.8 ug/l 56553 1 7.627 484835 50.0
Heptanal 12.106 5.0 ug/l 72584 3 11.380 724107 50.0
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