LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070120\
Data File : VX017102.D

Aca On = 01 Jul 2020 16:46

Operator : JC/SP

Sample : L3163-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X062920W .M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.178 9 15 22 rVB 18297 22440 1.64% 0.243%
2 1.245 22 26 31 rBv 70616 73582 5.38% 0.796%
3 2.087 159 164 174 rBVY 41773 69675 5.10% 0.754%
4 2.416 211 218 224 rBV 408392 678320 49.62% 7.341%
5 2.556 234 241 253 rBV2 403107 797433 58.33% 8.631%
6 2.684 256 262 271 rVB 15606 30298 2.22% 0.328%
7 4.641 574 583 592 rBV 13175 38369 2.81% 0.415%
8 5.470 707 719 733 rBV 147138 429121 31.39% 4.644%
9 5.629 734 745 760 rVB 232858 666899 48.78% 7.218%
10 6.031 801 811 821 rBV 159417 415837 30.42% 4_.501%
11 6.116 821 825 832 rVvB4 7446 18603 1.36% 0.201%
12 6.830 932 942 959 rBV 378946 910828 66.62% 9.858%
13 8.457 1201 1209 1219 rBvV2 16106 34839 2.55% 0.377%
14 8.695 1241 1248 1256 rBV 833295 1267000 92.68% 13.713%
15 8.890 1275 1280 1287 rVB2 8771 15086 1.10% 0.163%

16 10.097 1472 1478 1488 rBV 893885 1217444 89.05% 13.176%
17 11.122 1640 1646 1654 rBV 852628 1054045 77.10% 11.408%
18 12.060 1795 1800 1806 rBV 1114825 1367140 100.00% 14.797%
19 13.816 2084 2088 2094 rBV 86822 109567 8.01% 1.186%
20 16.151 2466 2471 2477 rBV3 14814 23004 1.68% 0.249%

Sum of corrected areas: 9239530
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070120\
Data File : VX017102.D

Aca On : 01 Jul 2020 16:46

Operator : JC/SP

Sample : L3163-02

Misc - 5.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
SW846 8260

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

Abundance TIC: VX017102.D

1000000

800000

600000

2.42.56

400000

200000

o
Time--> 1.20 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
Abundance TIC: VX017102.D

1000000

10.10 11.12

8.70
800000

600000

400000 6.83

200000

8.46 L 8'.89 L\

LA e e e e e e e LN B e e e B
9.00 9.50 10.00 10.50 11.00

O e e

o=
Time--> 6.50 7.00 7.50 8.00 8.50
Abundance TIC: VX017102.D
12|06
1000000
800000
600000
400000
200000 13.82
M‘w 16.15
O T E e e e e o L e e e e e e T e o L B s e e e o R L e e e e e e B
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82X062920W.M Thu Jul 02 14:47:36 2020 Page: 2



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070120\
Data File : VX017102.D

Aca On : 01 Jul 2020 16:46

Operator : JC/SP

Sample : L3163-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Allene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

1.25 5.52 ug/Il 73582 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allene 40 C3H4 000463-49-0 90
2 Propvne 40 C3H4 000074-99-7 90
3 3-Butvn-1-ol 70 C4H60 000927-74-2 74
4 2-Butvnal 68 C4H40 001119-19-3 74
5 1-Propyne, 3-bromo- 118 C3H3Br 000106-96-7 64

Abundance Scan 27 (1.251 min): VX017102.D (-22) (-) m/z 39.95 100.00%
5000 }\
R RAaAE Ba
1.20 1.30 1.40 1.50 1.60 1.70
Ol 22 7L 9 v 191 27 1 Tn/z 39.00  82.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48: Allene
0
5000
1.20 1.30 1.40 1.50 1.60 1.70
m/z 37.95 29.86%
12 26
0"“1N'J"'”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
40
1.20 1.30 1.40 1.50 1.60 1.70
5000 m/z 36.95 23.53%
13 26
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #515: 3-Butyn-1-ol P R T P T
40 1.20 1.30 1.40 1.50 1.60 1.70
m/z 35.85 6.52%
5000
2
51 69
0! 15 .I‘H‘..‘“l“.|..‘..|....l....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 1.20 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070120\
Data File : VX017102.D

Aca On : 01 Jul 2020 16:46

Operator : JC/SP

Sample : L3163-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Ethanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

2.09 5.22 ug/l 69675 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. chloromethoxv- 80 C2H5CIO 000107-30-2 5
4 Formic acid 46 CH202 000064-18-6 4
5 Propanedioic acid, dihydroxy- 136 C3H406 000560-27-0 4

Abundance Scan 165 (2.093 min): VX017102.D (-159) (-) m/z 45.00 100.00%
45
5000 ! ?
1.80 2.00 2.20 2.40
Ol oo 0024 M 4L 028 2Bl Tm/z 46.00 42.51%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94: Ethanol
31
5000
1.80 2.00 2.20 2.40
6 m/z 42.95 21.83%
s
0'I""'I'U"I""'I""I""I'"'I'"'I""I""I""I""I"" T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
2 RS AR SRS IR
15 1.80 2.00 2.20 2.40
5000 m/z 41.95 9.76%

§

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1050: Methane, chloromethoxy-
45 1.80 2.00 2.20 2.40
m/z 44.00 3.01%
5000 15 29
N T N .
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.80 2.00 2.20 2.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX070120\
Data File : VX017102.D

Acq On = 01 Jul 2020 16:46

Operator : JC/SP

Sample - L3163-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
SW846 8260

Quant Method
Quant Title

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Allene 1.25 5.5 ug/Il 73582 1 5.63 666899 50.0
Ethanol 2.09 5.2 ug/Il 69675 1 5.63 666899 50.0
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