LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX100518\

Data File : VX005075.D

Aca On - 05 Oct 2018 19:18

Operator : JC/MD

sample - J5192-02

Misc - 5.0mL/MSVOA X/WATER AR AR
ALS Vial : 8 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\82X092618W.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 2.446 206 212 220 rBV 29895 51255 3.74% 0.635%
2 2.861 273 280 286 rBV 13223 25007 1.83% 0.310%
3 5.507 703 714 726 rBV 163665 466878 34.11% 5.787%
4 5.665 728 740 757 rBV 210185 611893 44.71% 7.584%
5 6.067 794 806 823 rBV2 182719 476133 34.79% 5.901%
6 6.470 860 872 890 rBV 140548 364007 26.60% 4_.512%
7 6.860 926 936 953 rBV 336137 837531 61.19% 10.381%
8 7.884 1097 1104 1124 rBV 176445 325872 23.81% 4_.039%
9 8.719 1234 1241 1263 rVV 808060 1368672 100.00% 16.964%
10 9.408 1350 1354 1366 rvVB2 19964 33128 2.42% 0.411%

11 9.549 1370 1377 1383 rBV 82466 116505 8.51% 1.444%
12 9.646 1388 1393 1402 rVB 20592 31350 2.29% 0.389%
13 9.975 1441 1447 1455 rBvV 91167 121221 8.86% 1.502%
14 10.116 1462 1470 1488 rBV 771269 1074178 78.48% 13.314%
15 11.140 1632 1638 1652 rBV 762940 975636 71.28% 12.092%

16 12.079 1786 1792 1801 rBV 964828 1188843 86.86% 14.735%

Sum of corrected areas: 8068109
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100518\
VX005075.D

05 Oct 2018 19:18

JC/MD

J5192-02

5.0mL/MSVOA X/WATER

8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
SW846 8260

: C:\DATABASE\NIST11.L
LSCINT.P

AU-05-100218-A
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Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100518\

5.0mL/MSVOA X/WATER

Data Path :

Data File : VX005075.D

Aca On : 05 Oct 2018 19:18
Operator : JC/MD

Sample - J5192-02

Misc :

ALS Vial :

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

8 Sample Multiplier: 1

C:\DATABASENNIST11.L

LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

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

n-Propyl acetate

Concentration Rank 1

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

7.88 19.45 ug/Il 325872 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 Isopropvl acetate 102 C5H1002 000108-21-4 36
3 Isobutvl acetate 116 C6H1202 000110-19-0 9
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 Isobutane 58 C4H10 000075-28-5 5

Abundance Scan 1103 (7.878 min): VX005075.D (-1097) (-) m/z 43.05 100.00%
43
5000 /\&
61
. . B e 760 7.80 8.00 8.20
bl S5 L 87 100 0 h/z 61.00 26.83%
m/z--> 10 40 50 60 70 8 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 UL L U I R
7.60 7.80 8.00 8.20
61 m/z 73.00 13.84%
27 73
o } 37 103
R S UL A I LIS IS S RS SRR
m/z--> 10 40 50 60 70 8 90 100 110
Abundance #4255: Isopropy! acetate
43
7.60 7.80 8.00 8.20
5000 m/z 42.10 11.71%
61
87
o A e, | | 1m
L UL SUR BRI SURLELEL SR AL SR UL UL SURBLELS SURILELE AL B
m/z--> 10 40 50 60 70 8 90 100 110
Abundance #8081: Isobutyl acetate TP T T T
43 7.60 7.80 8.00 8.20
m/z 41.10 10.08%
5000
56 73
0 15 27 a A L 86 101
m/z--> 10 ' ' 40 50 i 70 8 9 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX100518\

Data File : VX005075.D

Aca On - 05 Oct 2018 19:18

Operator : JC/MD

sample - J5192-02

Misc - 5.0mL/MSVOA X/WATER AR AR
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Propanoic acid, propyl ester Concentration Rank 3

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

9.55 5.42 ug/1l 116505 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 45
3 Azetidine 57 C3H7N 000503-29-7 9
4 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 9
5 Formic acid, 2-propenyl ester 86 C4H602 001838-59-1 5

Abundance Scan 1377 (9.549 min): VX005075.D (-1370) (-) m/z 57.10 100.00%
g7
5000 75 }\‘A
43 S ARERE N A E SEE
37|| 87 o7 9.20 9.40 9.60 9.80
o 4 LT S NS L/ S m/z 75.10 39.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
57
29
5000 SRR SR
43 75 9.20 9.40 9.60 9.80
‘ m/z 43.05 18.31%
0 1L 37,h| L | & 1m us
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13459: Propanoic acid, butyl ester
57
9.20 9.40 9.60 9.80
5000 29 m/z 41.05 14 _.06%
75
41
o 15 | “‘ 51 |, 87 101
mz> 10 20 30 40 50 60 70 8 90 1060 110 130
Abundance #196: Azetidine
28 9.20 9.40 9.60 9.80
m/z 42.10 10.47%
57
5000
‘ 42
B R R RS RS RN RAARS REAAS AN SRARS RS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX100518\

Data File : VX005075.D

Aca On - 05 Oct 2018 19:18

Operator : JC/MD

sample - J5192-02

Misc - 5.0mL/MSVOA X/WATER AR AR
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Butanoic acid, l-methylethy... Concentration Rank 2

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

9.98 5.64 ug/Il 121221 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 72
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 64
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 56
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 42

Abundance Scan 1448 (9.981 min): VX005075.D (-1441) (-) m/z 43.10 100.00%
43 71
5000
89
€0 115
3| | I | | 102 | 9.60 9.80 10.00 10.20
O R R R R R LN R L A o e m/z 71.00 85.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13514: Butanoic acid, 1-methylethyl ester
43 7n
5000 SN
89 9.60 9.80 10.00 10.20
27 60 m/z 41.10 34.05%
o1 sl sl | e M5
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13466: Butanoic acid, propy! ester
43 7
9.60 9.80 10.00 10.20
5000 27 89 m/z 89.10 30.89%
60
o Al 3slll, 53, |y L 101 115 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43 9.60 9.80 10.00 10.20
m/z 42.05 18.49%
71
5000 89
27
Jos Tl s | 101
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX100518\
Data File : VX005075.D

Acg On - 05 Oct 2018 19:18

Operator : JC/MD

Sample - J5192-02

Misg - 5.0mL/MSVOA_X/WATER R
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Propyl acetate 7.88 19.4 ug/I1 325872 2 6.87 837531 50.0
Propanoic acid, p.--. 9.55 5.4 ug/Il 116505 3 10.12 1074180 50.0
Butanoic acid, 1-... 9.98 5.6 ug/Il 121221 3 10.12 1074180 50.0

82X092618W.M Mon Oct 08 14:36:07 2018 Page: 6



