LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040920\

Data File : VX015604.D

Aca On - 09 Apr 2020 18:15

Operator : JC/SP

sample - 1L2190-16 -
Misc - 5.0mL/MSVOA X/WATER SlEheh bl hiAz Hh: 00
ALS Vial : 22 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\82X032720W.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 1.064 20 29 43 rBY 6025130 8060495 30.64% 10.537%
2 2.576 270 277 285 rVB 186924 329707 1.25% 0.431%
3 4.569 591 604 619 rBVY 2494306 6832176 25.97% 8.931%
4 5.472 740 752 765 rBV 636087 1786013 6.79% 2.335%
5 5.636 767 779 792 rBVY 1084913 3028302 11.51% 3.959%

6.039 834 845 858 rBV 710763 1876695 7.13% 2.453%
6.831 965 975 992 rBV 1691205 4098707 15.58% 5.358%
7.191 1025 1034 1045 rVB2 400546 850863 3.23% 1.112%
8.697 1274 1281 1291 rBV 3459245 5519818 20.98% 7.216%
9.319 1376 1383 1398 rBV 17658318 26309528 100.00% 34.394%

=
QO ~NO®

11 9.623 1423 1433 1453 rBvV 839363 3155993 12.00% 4.126%
12 10.099 1505 1511 1522 rVB 3696305 5019342 19.08% 6.562%
13 11.123 1674 1679 1686 rBV 3384946 4227284 16.07% 5.526%
14 12.062 1828 1833 1840 rVB 4505447 5400606 20.53% 7.060%

Sum of corrected areas: 76495529
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX040920\
VX015604.D

09 Apr 2020 18:15

JC/SP

L2190-16

5.0mL/MSVOA X/WATER

22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040920\

Data File : VX015604.D

Aca On - 09 Apr 2020 18:15

Operator : JC/SP

sample - 1L2190-16 -
Misc - 5.0mL/MSVOA X/WATER SlEheh bl hiAz Hh: 00
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W_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 Isopropyl Alcohol Concentration Rank 3

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

2.58 5.44 ug/l 329707 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 56
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 56
3 Methoxvacetic acid. 2-butvl ester 146 C7H1403 070159-90-9 9
4 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 9
5 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 9

Abundance Scan 278 (2.582 min): VX015604.D (-270) (-) m/z 45.05 100.00%

45
5000

I 220 240 260 280 300
Obrrrprrreller §2 0 401116 136 161 181 202 220 244250274283 | "m/z 43.00  21.83%

T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #294: 1sopropy! Alcohol
45

5000 R e EEm A
220 2.40 2.60 2.80 3.00

m/z 41.05 7.91%

27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45

220 2.40 2.60 2.80 3.00

o

5000 m/z 39.00 6.77%
73
. 27 88
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21957: Methoxyacetic acid, 2-butyl ester R e AR RRR
45 220 2.40 2.60 2.80 3.00
m/z 42.10 4.66%
5000
29
89
0 | \l \wo ‘ ‘ 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 220 2.40 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040920\

Data File : VX015604.D

Aca On - 09 Apr 2020 18:15

Operator : JC/SP

sample - 1L2190-16 -
Misc - 5.0mL/MSVOA X/WATER SlEheh bl hiAz Hh: 00
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W_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 3 R-(-)-1,2-propanediol Concentration Rank 2

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

9.62 31.44 ug/1 3155990 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 78
2 Propvlene Glvcol 76 C3H802 000057-55-6 64
3 (S)Y-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 56
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 1432 (9.617 min): VX015604.D (-1423) (-) m/z 45.05 100.00%
45
5000 /\\\_
61 920 9.40 9.60 9.80 10.00
o....,....,J'...,..?.G,....l,(??..1..2.9. 151 ira 198214233 258271 21 .| [ 'm/z 43.00 20.68%

1 BREANBRAN 1 AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #944: R-(-)-1,2-propanediol
45

5000 L e A RAREE R
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29 m/z 44.10 7.05%

61
.}ﬁwuﬁ”wmlﬁnwnnpnwnnpnwnnpnw””P”wnnpnw”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45

9.20 9.40 9.60 9.80 10.00

o

5000 m/z 61.10 6.33%
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 L
Abundance #946: (S)-(+)-1,2-Propanediol e R
45 9. 20 940 9. 60 980 10.00

m/z 42.05 4_.31%

5000

14 29 || 6176 o

S PR T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9. 20 940 9. 60 980 10. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX040920\

Data File : VX015604.D

Acq On : 09 Apr 2020 18:15

Operator : JC/SP

Sample : L2190-16 :
Misc - 5.0mL/MSVOA_X/WATER SR AN 00
ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W_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]
Isopropyl Alcohol 2.58 5.4 ug/Il 329707 1 5.64 3028300 50.0
R-(-)-1,2-propane. .. 9.62 31.4 ug/1 3155990 3 10.10 5019340 50.0
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