LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021519\
Data File : VX007543.D

Aca On : 14 Feb 2019 14:09

Operator : JC/SP

Sample = K1458-07

Misc : 5.0mL/MSVOA X/WATER

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\82X020119W.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 1.611 66 75 80 rBv 26408 61839 1.16% 0.238%
2 2.446 207 212 221 rVB 35676 59603 1.12% 0.229%
3 2.861 271 280 294 rBVY 2855755 5334708 100.00% 20.521%
4 5.501 700 713 726 rBV3 284656 817008 15.31% 3.143%
5 5.665 726 740 752 rVwV 459357 1268065 23.77% 4.878%

6.068 796 806 821 rBV 286472 730853 13.70% 2.811%
6.860 925 936 949 rBV 700411 1642427 30.79% 6.318%
7.878 1096 1103 1116 rBV 1673373 2868905 53.78% 11.036%
8.616 1217 1224 1233 rBV 402720 619319 11.61% 2.382%
8.714 1233 1240 1250 rBV 1533630 2363366 44.30% 9.091%

=
QO ~NO®

11 9.305 1331 1337 1343 rBvV 256728 357266 6.70% 1.374%
12 9.402 1350 1353 1357 rVVv 100730 143045 2.68% 0.550%
13 9.543 1370 1376 1382 rBV 1596978 2016692 37.80% 7.757%
14 9.640 1388 1392 1397 rVB 92829 120554 2.26% 0.464%
15 9.969 1441 1446 1457 rBV 1449239 1783525 33.43% 6.861%

16 10.110 1463 1469 1477 rBV 1529465 2088123 39.14% 8.032%
17 10.695 1561 1565 1571 rBV 77056 95063 1.78% 0.366%

18 11.134 1630 1637 1645 rBV 1248143 1632979 30.61% 6.281%
19 12.079 1786 1792 1799 rBV 1558182 1993376 37.37% 7.668%

Sum of corrected areas: 25996716
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021519\
Data File : VX007543.D

Aca On : 14 Feb 2019 14:09

Operator : JC/SP

Sample . K1458-07

Misc - 5.0mL/MSVOA X/WATER

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M
SW846 8260

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

Abundance TIC: VX007543.D
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Abundance TIC: VX007543.D

2500000

2000000

7.88
8.71 9.54

0.11
1500000 9.07

11.13

1000000
6.86

500000 8.6
9.30
N

ot A

T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX007543.D

2500000

2000000

12.08

1500000

1000000

500000

T T B e e L o o e e e T T e o e S S

I 1
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82X020119W.M Fri Feb 15 15:39:26 2019 Page: 2



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021519\
Data File : VX007543.D

Aca On : 14 Feb 2019 14:09

Operator : JC/SP

Sample : K1458-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 n-Propyl acetate Concentration Rank 1

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

7.88 87.34 ug/1 2868910 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 1-Butanamine 73 C4H11IN 000109-73-9 9
3 Propanal. 2.3-dihvdroxv-. (S)- 90 C3H603 000497-09-6 9
4 Isopropvl acetate 102 C5H1002 000108-21-4 9
5 Isobutylamine 73 C4H11IN 000078-81-9 4

Abundance Scan 1103 (7.878 min): VX007543.D (-1096) (-) m/z 43.00 100.00%
a3
5000
61
7.60 7.80 8.00 8.20
o...,....','...',..J.,?.7.??.1..1.,2.1...,.1.??,...1.?9...2]97.?2]2]..2]‘.‘?..,....,%9.9, m/z 61.00 29.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4251: n-Propyl| acetate
a3
5000 UL L I I R
7.60 7.80 8.00 8.20
61 m/z 73.00 16.27%
Y 5 103
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #746: 1-Butanamine
30
760 7.80 8.00 8.20
5000 m/z 42.10 10.97%
oL15 | . 56 3
HALURERIS SR I A SARS LRSS RS AL RS SURAS LA SRR SARAS SARAS'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2271: Propanal, 2,3-dihydroxy-, (S)- T

43 760 780 800 820
m/z 41.05 9.10%

5000 61 /\
0 “ ‘LS 90 AN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20

82X020119W.M Fri Feb 15 15:39:26 2019 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021519\
Data File : VX007543.D

Aca On : 14 Feb 2019 14:09

Operator : JC/SP

Sample : K1458-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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, 1-methyleth... Concentration Rank 4

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

8.62 14.83 ug/Il 619319 Chlorobenzene-d5 10.12
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 50
3 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 28
4 Propane. 1-(1-methvlethoxv)- 102 C6H140 000627-08-7 25
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 12

Abundance Scan 1225 (8.622 min): VX007543.D (-1217) (-) m/z 56.95 100.00%
57
43
5000
75
101 N ann /R0 QRO QN0
8.20 8.40 8.60 8.80 9.00
S T B (-~ - T~ B o Voo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8200: Propanoic acid, 1-methylethyl ester
57
43
5000
8.20 8.40 8.60 8.80 9.00
75 m/z 75.00 29.73%
J J | 1ot
0 SN - IIII III|I S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8164: Propanoic acid, propyl ester
57
820 840 8.60 8.80 9.0
5000 75 m/z 41.10 20.06%
29 43
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13468: Propanoic acid, butyl ester
57 8.20 8.40 8.60 8.80 9.00
m/z 101.00 12.58%
5000
75
29
ol 14 M B3 | 10
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 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\VX021519\
Data File : VX007543.D

Aca On : 14 Feb 2019 14:09

Operator : JC/SP

Sample : K1458-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Propanoic acid, 2-methyl-, ... Concentration Rank 5

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

9.30 8.55 ug/Il 357266 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 72
3 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 45
4 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 42
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 39

Abundance Scan 1336 (9.299 min): VX007543.D (-1331) (-) m/z 43.10 100.00%
43
5000 7
T s 30 81 20822123 272 200 _9.20 540 950
0 2 130 Ass 18l 123 ! m/z 71.00 39.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 rerprTrTrTT T T e T T T
71 9.00 9.20 9.40 9.60
a9 m/z 41.10 29 .25%
21 115
0"'I':"I II5I?I""I"l"l"" :'L'z'g'l"" RS S S A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13515: Butanoic acid, 1-methylethyl ester
43
71 9.00 9.20 9.40 9.60
5000 m/z 89.00 14 _.42%
89
ol 2 1| | 15
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260
Abundance #13466: Butanoic acid, propy! ester R B
43 T 9.00 9.20 9.40 9.60
m/z 38.95 12.05%
soo0] 27 8
ol L ST L | 103116130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021519\
Data File : VX007543.D

Aca On : 14 Feb 2019 14:09

Operator : JC/SP

Sample : K1458-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 4 Propanoic acid, propyl ester Concentration Rank 2

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

9.54 48.29 ug/1 2016690 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 40
3 1-Butanamine. 3-methvl- 87 C5H13N 000107-85-7 9
4 1-Penten-3-ol 86 C5H100 000616-25-1 7
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 7

Abundance Scan 1376 (9.543 min): VX007543.D (-1370) (-) m/z 56.95 100.00%
g7
5000 75
h 920 9.40 9.60 9.80
Obrrrrres .',|'|. et tOL LS 138153 181 207 230244 287 'm/z 74.95  42.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8163: Propanoic acid, propyl ester
g7
5000 75 ERRARL SRR S R
29 9.20 9.40 9.60 9.80
43 m/z 43.05 19.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13468: Propanoic acid, butyl ester
g7
RN SRR S R
9.20 9.40 9.60 9.80
5000 m/z 41.05 13.13%
75
29
ol.14 | 48| | o
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #1921: 1-Butanamine, 3-methyl-
30 9.20 9.40 9.60 9.80

m/z 87.00 9.56%

5000

15 | 445770 87
O L L .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021519\
Data File : VX007543.D

Aca On : 14 Feb 2019 14:09

Operator : JC/SP

Sample : K1458-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 5 Butanoic acid, l-methylethy... Concentration Rank 3

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

9.97 42.71 ug/1 1783530 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 91
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
3 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 72
4 Butanoic acid. 1-methvlpropvl ester 144 C8H1602 000819-97-6 72
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 64

Abundance Scan 1446 (9.969 min): VX007543.D (-1441) (-) m/z 43.05 100.00%
8 7
5000
89
115 9.60 9.80 10.00 10.20
Obrerrrrrtbread ey bk 130 155070 102 221 243 293 7100 84.97%
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 SRR UM R B
89 9.60 9.80 10.00 10.20
21 m/z 88.95 33.43%
0 IIIIIIIII TerpTT II"''I":I-'::'-I:'L':a'o'I""I""I""IIIII TTTTTTT T T T ITTTTy
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
7 9.60 9.80 10.00 10.20
5000 89 m/z 41.10 31.53%
27
0 III‘I"""Ia""l"*"l"''I"'"I""I""I'"'I""I"''I""I""I""I""I
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 9.60 9.80 10.00 10.20
m/z 42.00 15.52%
5000
71
89
. 2 115139
m/z--> 20 45 eb 80 100 150 140 160 180 200 220 240 260 280 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\VX021519\
Data File : VX007543.D

Acq On : 14 Feb 2019 14:09

Operator : JC/SP

Sample - K1458-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 87.3 ug/1 2868910 2 6.86 1642430 50.0
Propanoic acid, 1... 8.62 14.8 ug/I1 619319 3 10.12 2088120 50.0
Propanoic acid, 2... 9.30 8.6 ug/Il 357266 3 10.12 2088120 50.0
Propanoic acid, p-.. 9.54 48.3 ug/l 2016690 3 10.12 2088120 50.0
Butanoic acid, 1-... 9.97 42.7 ug/l 1783530 3 10.12 2088120 50.0
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