LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006843.D

Aca On : 27 Dec 2018 15:35

Operator : JC/MD

Sample : J6579-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 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\82X121818W.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

1.642 66 80 84 rvVvB5 48082 144869 3.58% 0.496%
2.446 206 212 218 rBV 55154 96607 2.38% 0.331%
rvv 517483 996061 24.59% 3.410%
5.501 700 713 727 rBV 361619 1039232 25.65% 3.558%
5.665 727 740 758 rVB 650857 1858433 45.87% 6.363%
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6 6.068 795 806 825 rBV 378808 982177 24.24% 3.363%
7 6.458 859 870 881 rBV3 23152 64188 1.58% 0.220%
8 6.860 925 936 951 rBV 968353 2260768 55.80% 7.740%
9 7.549 1043 1049 1056 rBvV2 22048 45864 1.13% 0.157%
10

7.878 1096 1103 1116 rBV 2422786 4051336 100.00% 13.871%

11 8.616 1218 1224 1233 rBV 487472 737279 18.20% 2.524%
12 8.713 1233 1240 1249 rBV 2046794 3153068 77.83% 10.796%

13 9.024 1284 1291 1296 rBV 47352 75093 1.85% 0.257%
14 9.305 1330 1337 1344 rBvV 301979 432893 10.69% 1.482%
15 9.372 1344 1348 1350 rBV2 35677 47198 1.16% 0.162%

16 9.402 1350 1353 1357 rVVv 118122 164347 4._.06% 0.563%
17 9.439 1357 1359 1367 rVB 37959 49607 1.22% 0.170%
18 9.543 1371 1376 1383 rBV 2200527 2787332 68.80% 9.543%
19 9.640 1388 1392 1400 rVB 151330 191482 4.73% 0.656%
20 9.969 1440 1446 1459 rBV 1724225 2169170 53.54% 7.427%

21 10.110 1462 1469 1477 rBV 2018191 2780805 68.64% 9.521%
22 10.695 1560 1565 1571 rBV 108561 136270 3.36% 0.467%

23 11.134 1632 1637 1651 rBV 1717816 2227055 54.97% 7.625%
24 12.079 1786 1792 1800 rBV 2182110 2716093 67.04% 9.299%

Sum of corrected areas: 29207227
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006843.D

Aca On - 27 Dec 2018 15:35

Operator : JC/MD

Sample : J6579-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121818W.M
Quant Title : SW846 8260

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

Abundance TIC: VX006843.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006843.D

Aca On : 27 Dec 2018 15:35

Operator : JC/MD

Sample : J6579-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121818W.M
Quant Title : 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 n-Propyl acetate Concentration Rank 1

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

7.88 89.60 ug/1 4051340 1,4-Difluorobenzene 6.86
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 Acetic acid. pentvl ester 130 C7H1402 000628-63-7 9
4 1-Butanamine 73 C4H11IN 000109-73-9 7
5 Isobutylamine 73 C4H11IN 000078-81-9 4

Abundance Scan 1103 (7.878 min): VX006843.D (-1096) (-) m/z 42.95 100.00%
48
5000
61
7.60 7.80 8.00 8.20
o) M— ...',...|.,?.7..,?9?. 127 149 170 207 227245 283238 m/z 61.00 29.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4251: n-Propyl| acetate
43
5000 UL L U R R
7.60 7.80 8.00 8.20
61 m/z 73.00 16.52%
ol 2 L1 10
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4255: Isopropy! acetate
43
760 7.80 8.00 8.20
5000 m/z 41.95 10.80%
61
87
27
102
0'AVL'W“"'“WA'W““|““v'“V”W'HWH'W““l““P'“V“"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13449: Acetic acid, pentyl ester LI L L L L
43 7.60 7.80 8.00 8.20
m/z 41.10 8.91%
70
5000
OH'EKW”w'“w?Zw'HWH'WH“l““l““ SRR BRRAN SRRAN SRS SRAAS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006843.D

Aca On : 27 Dec 2018 15:35

Operator : JC/MD

Sample : J6579-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121818W.M
Quant Title : 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, 1-methyleth... Concentration Rank 4

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

8.62 13.26 ug/Il 737279 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 33
3 Propane. 1-(1-methvlethoxv)- 102 C6H140 000627-08-7 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 o-Isopropylhydroxylamine 75 C3HO9NO 1000322-42-6 9

Abundance Scan 1225 (8.622 min): VX006843.D (-1218) (-) m/z 57.00 100.00%
g7
43
5000
75
I 101115131 150 169 189 207 227 252 281 820 840 BE0 880 900
O el ol e 215 131 150 169 189 207 227 252 281 75 43 05 56.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8200: Propanoic acid, 1-methylethyl ester
g7
43
5000
8.20 8.40 8.60 8.80 9.00
75 m/z 75.00 30.70%
| | | 101
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8164: Propanoic acid, propyl ester
g7
820 840 8.60 8.80 9.00
5000 75 m/z 41.00 19.23%
29 43
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4494: Propane, 1-(1-methylethoxy)-
43 8.20 8.40 8.60 8.80 9.00

m/z 101.00 12 .43%

5000

27 || 57 287
I ‘\ \‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006843.D

Aca On : 27 Dec 2018 15:35

Operator : JC/MD

Sample : J6579-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121818W.M
Quant Title : 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 Propanoic acid, 2-methyl-, ... Concentration Rank 5

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

9.30 7.78 ug/l 432893 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 56
3 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 53
4 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 42
5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 36

Abundance Scan 1336 (9.299 min): VX006843.D (-1330) (-) m/z 43.10 100.00%
43
5000 7
T 115130 147 167184 207 246 292 9.00 9.20 9.40 9.60
o} m/z 71.00 39.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 ISR SRS R
71 9.00 9.20 9.40 9.60
a9 m/z 41.10 25.26%
27
| 115139
G A SR R R BARSS A DA A LA SRS AN RARA SRR ARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13551: Propanoic acid, 2-methyl-, propyl ester
43
71 9.00 9.20 9.40 9.60
5000 89 m/z 88.95 15.13%
27 ‘
0'“W““H“HHHVWH'W“'W'“W'“'VH'P“'V'“V'“l““l““l“'w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13507: Butanoic acid, 1-methylethy! ester R EERARY EEE S S
43 9.00 9.20 9.40 9.60
71 m/z 39.00 10.92%
5000
89
27
0 ”'I'"W""P"'I”"I'i%?}?gl"”I""P"'I”"I'”' AR SARAE BRARY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006843.D

Aca On : 27 Dec 2018 15:35

Operator : JC/MD

Sample : J6579-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121818W.M
Quant Title : 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 4 Propanoic acid, propyl ester Concentration Rank 2

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

9.54 50.12 ug/1 2787330 Chlorobenzene-d5 10.11
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 28
3 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 9
4 1-Butanamine. 3-methvl- 87 C5H13N 000107-85-7 7
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 7

Abundance Scan 1376 (9.543 min): VX006843.D (-1371) (-) m/z 57.00 100.00%
g7
5000 75
4 9.20 9.40 9.60 9.80
Obrrrprrr e oS 135 160176 204 228 k| m/z 75.00  42.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8164: Propanoic acid, propyl ester
g7
5000 AN N AR B
™ 920 9.40 960 9.80
29 m/z 43.10 19.36%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13459: Propanoic acid, butyl ester
g7
RN SRR R
9.20 9.40 9.60 9.80
5000 29 m/z 41.10 12.51%
75
0'%?IJh'iu'”\""Ph'%?%"I'”'I"”I"'W""P"'I”"I'”'I"”I"'W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75231: di-tert-Butyl dicarbonate
57 9.20 9.40 9.60 9.80
m/z 87.00 9.42%
5000
41
ol 26 . | 73 94 119 146
HRLUREREN RIS IRURER NS LU BN AR B SRS BRASY SARANARRAS SARAN BRARA RS SSERE SUE RE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006843.D

Aca On : 27 Dec 2018 15:35

Operator : JC/MD

Sample : J6579-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121818W.M
Quant Title : 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 5 Butanoic acid, l-methylethy... Concentration Rank 3

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

9.97 39.00 ug/1 2169170 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1-methvlethvl ester 130 C7H1402 000638-11-9 91
2 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 56
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 56
4 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 50
5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 50

Abundance Scan 1446 (9.969 min): VX006843.D (-1440) (-) m/z 43.05 100.00%
Z -
5000
89
115 9.60 9.80 10.00 10.20
O prrrebrer bbb 180 161 205 226 260 282 m/z 71.00 81.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13514: Butanoic acid, 1-methylethyl ester
43 7
5000 BRI B
89 9.60 9.80 10.00 10.20
21 m/z 89.00 32.61%
0 , 1} 130
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
9.60 9.80 10.00 10.20
5000 m/z 40.95 29.92%
71
89
27
o 1 115139
m/z--> 20 45 eb 80 100 150 140 160 180 200 220 240 260 280
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43 9.60 9.80 10.00 10.20
m/z 42.00 14 .49%
71
5000 89
27
A A AR AL LA LARAN SARAS LARAN AR SR SAMA SR AR SARRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX122718\
Data File : VX006843.D

Acq On : 27 Dec 2018 15:35

Operator : JC/MD

Sample - J6579-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W.M
Quant Title : 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 89.6 ug/1 4051340 2 6.86 2260770 50.0
Propanoic acid, 1... 8.62 13.3 ug/I1 737279 3 10.11 2780810 50.0
Propanoic acid, 2... 9.30 7.8 ug/l 432893 3 10.11 2780810 50.0
Propanoic acid, p-.. 9.54 50.1 ug/1 2787330 3 10.11 2780810 50.0
Butanoic acid, 1-... 9.97 39.0 ug/1 2169170 3 10.11 2780810 50.0

82X121818W.M Fri Dec 28 11:51:03 2018 Page: 8



