LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121118\
Data File : VX006433.D

Aca On : 11 Dec 2018 20:51

Operator : JC/MD

Sample : J6331-36

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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\82X112918W.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

1.611 65 75 79 rBv2 39003 84189 1.86% 0.265%
2.782 261 267 273 rBV 24458 45882 1.02% 0.144%
287 rBvY 107890 204587 4_.53% 0.644%
5.507 702 714 729 rBV 418723 1214691 26.91% 3.825%
5.665 729 740 756 rVvB2 733623 2070290 45.86% 6.520%
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6.068 795 806 823 rVB 426339 1088155 24.10% 3.427%
6.464 861 871 883 rBvV 35563 93445 2.07% 0.294%
951 rBV 1073122 2576071 57.06% 8.113%
7.634 1057 1063 1069 rBV2 43426 105210 2.33% 0.331%
7.884 1095 1104 1124 rBV 2573945 4514500 100.00% 14.217%
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11 8.616 1218 1224 1233 rBV 529324 794809 17.61% 2.503%
12 8.713 1233 1240 1249 rVV 2216366 3495005 77.42% 11.007%

13 9.018 1286 1290 1298 rVB 60867 95421 2.11% 0.301%
14 9.305 1332 1337 1344 rBvV 305331 449714 9.96% 1.416%
15 9.372 1344 1348 1350 rvv2 46379 62770 1.39% 0.198%

16 9.402 1350 1353 1357 rVVv 137027 195916 4_.34% 0.617%
17 9.439 1357 1359 1365 rVB 38632 48873 1.08% 0.154%
18 9.543 1371 1376 1388 rVV 2309635 2959348 65.55% 9.320%
19 9.640 1388 1392 1399 rVB 178178 225855 5.00% 0.711%
20 9.969 1441 1446 1460 rVB 1720525 2192746 48.57% 6.906%

21 10.110 1463 1469 1477 rBV 2174519 3009311 66.66% 9.477%

22 10.360 1505 1510 1518 rVB 32764 49663 1.10% 0.156%
23 10.695 1561 1565 1569 rBV2 119134 142791 3.16% 0.450%
24 10.738 1569 1572 1580 rVB 37266 48821 1.08% 0.154%
25 11.140 1632 1638 1645 rBV 1819669 2397868 53.11% 7.552%
26 11.804 1742 1747 1753 rBV 72177 99249 2.20% 0.313%
27 12.079 1786 1792 1799 rBV 2346822 2937944 65.08% 9.252%
28 12.298 1824 1828 1835 rVB3 27174 47472 1.05% 0.150%
29 13.347 1996 2000 2006 rVB2 54383 77274 1.71% 0.243%
30 13.719 2054 2061 2069 rVB2 27418 57956 1.28% 0.183%
31 13.835 2073 2080 2088 rBV 114343 152715 3.38% 0.481%
32 14.280 2146 2153 2162 rBV3 26340 59480 1.32% 0.187%
33 14.694 2213 2221 2225 rBV 61386 96890 2.15% 0.305%
34 14.840 2241 2245 2249 rBV 45985 58613 1.30% 0.185%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121118\
Data File : VX006433.D

Aca On : 11 Dec 2018 20:51

Operator : JC/MD

Sample : J6331-36

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112918W_.M
SW846 8260

Sum of corrected areas: 31753524
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121118\
Data File : VX006433.D

Aca On : 11 Dec 2018 20:51

Operator : JC/MD

Sample : J6331-36

Misc - 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112918W.M
Quant Title : SW846 8260

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

Abundance TIC: VX006433.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121118\
Data File : VX006433.D

Aca On : 11 Dec 2018 20:51

Operator : JC/MD

Sample : J6331-36

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112918W.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 87.62 ug/1 4514500 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 1-Butanamine 73 C4H11IN 000109-73-9 7
4 Butane. 2-methvl- 72 C5H12 000078-78-4 4
5 Isobutylamine 73 C4H11IN 000078-81-9 4

Abundance Scan 1103 (7.878 min): VX006433.D (-1095) (-) m/z 43.00 100.00%
43
5000
61
7.60 7.80 8.00 8.20
o) ,14 88 101114 133 155170 190 208 22| m/z 61.00 30.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4249: n-Propyl acetate
43
5000 UL L L I R
o1 7.60 7.80 8.00 8.20
m/z 73.00 17.25%
IIIII'2I'7I"II '"I"-'/I"‘rl""l""l""l'"' R S R B N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4255: Isopropy! acetate
43
760 7.80 8.00 8.20
5000 m/z 42.05 10.62%
61
87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #748: 1-Butanamine N RmmER T L
30 7.60 7.80 8.00 8.20
m/z 41.05 9.14%
5000
15 | 44 7B
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 760 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121118\
Data File : VX006433.D

Aca On : 11 Dec 2018 20:51

Operator : JC/MD

Sample : J6331-36

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112918W.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 13.21 ug/Il 794809 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 78
2 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 53
3 Ethvl ether 74 C4H100 000060-29-7 9
4 o-Isopropvlhvdroxvlamine 75 C3HONO 1000322-42-6 9
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 9

Abundance Scan 1225 (8.622 min): VX006433.D (-1218) (-) m/z 57.10 100.00%
57
5000
75
q 101 820 840 8.60 8.80 9.0
116 145163 215 241 267 295 n/z 43.10 54 A4%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8198: Propanoic acid, 1-methylethyl ester
57
5000 SR RS AR R R
75 8.20 8.40 8.60 8.80 9.00
29 m/z 75.00 29.83%

101

bl iy |
B BB e o B e B e R e e e R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8164: Propanoic acid, propyl ester
57

8.20 8.40 8.60 8.80 9.00
5000 75 m/z 41.05 18.55%

29

La L

e aTE  R S m a a ma

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #843: Ethyl ether
31 8.20 8.40 8.60 8.80 9.00

m/z 100.95 12 .66%

5000 59

15

| 7

m/z--> 0 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\VX121118\
Data File : VX006433.D

Aca On : 11 Dec 2018 20:51

Operator : JC/MD

Sample : J6331-36

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112918W.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 7.47 ug/l 449714 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. l-methvlethvl ester 130 C7H1402 000638-11-9 56
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 53
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 40
5 2-0xo-n-valeric acid 116 C5H803 001821-02-9 38

Abundance Scan 1336 (9.299 min): VX006433.D (-1332) (-) m/z 43.10 100.00%
43
5000 71
5 ﬁg 115129 153 175 193 231244 270 9.00 9.20 9.40 9.60
el e b e e o207 281284 270 "m/z  70.95  41.83%
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 REE AR SARRE SR
71 9.00 9.20 9.40 9.60
89 m/z 41.05 24 .59%
271 s | 115359
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 .90%
89
27 4 | | ws
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester R R R EEE s
43 9.00 9.20 9.40 9.60
m/z 38.95 9.32%
71
5000 89
27
"WJ“'ﬂ'ﬁz““w'“'h'“l“'w'”'"“ SRS SRR SRR AR SR
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\VX121118\
Data File : VX006433.D

Aca On : 11 Dec 2018 20:51

Operator : JC/MD

Sample : J6331-36

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112918W.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 49.17 ug/1 2959350 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 28
3 1-Butanamine. 3-methvl- 87 C5H13N 000107-85-7 9
4 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 9
5 Acetaldehyde, O-ethyloxime- 87 C4H9NO 1000288-34-6 7

Abundance Scan 1376 (9.543 min): VX006433.D (-1371) (-) m/z 57.00 100.00%
57
5000 75
h 87 9.20 9.40 9.60 9.80
Obrrr et b TOL 118 133 152 190 208 248 m/z 75.00 44_89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8157: Propanoic acid, propyl ester
57
29
75
5000 ERRARL SRR S R
9.20 9.40 9.60 9.80
43 a7 m/z 43.10 19.11%
B I Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13459: Propanoic acid, butyl ester
57
9.20 9.40 9.60 9.80
5000 29 m/z 41.10 12.38%
75
15 || ‘ 87 101
m/z--> 20 45 éo 86 100 120 140 160 180 200 220 240
Abundance #1921: 1-Butanamine, 3-methyl-
30 9.20 9.40 9.60 9.80
m/z 87.00 10.06%
5000
1 44 57 79 87
iz 20 4 8 B 10 130 140 1% 180 200 30 2% 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121118\
Data File : VX006433.D

Aca On : 11 Dec 2018 20:51

Operator : JC/MD

Sample : J6331-36

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112918W.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 36.43 ug/1 2192750 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 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 64
3 Butanoic acid. pentvl ester 158 C9H1802 000540-18-1 64
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 56
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 56

Abundance Scan 1446 (9.969 min): VX006433.D (-1441) (-) m/z 43.10 100.00%
43 71
5000
89
I P 250 95 10,00 1020
e b e e b 22 20 202 202 237 m/z 71.00 86.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13514: Butanoic acid, 1-methylethyl ester
43 7
5000 89 R A SN SRS B
9.60 9.80 10.00 10.20
27 m/z 89.10 34.35%
59 115
15 . 102" 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20897: Butanoic acid, butyl ester
7
43 89 9.60 9.80 10.00 10.20
5000 56 m/z 41.05 30.11%
27
15 H 1T I Wl
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240
Abundance #30218: Butanoic acid, pentyl ester
43 7 9.60 9.80 10.00 10.20
m/z 88.00 14 .09%
5000 89
27 55
15 | “ b | 101115130 159 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\VX121118\
Data File : VX006433.D

Acq On : 11 Dec 2018 20:51

Operator : JC/MD

Sample - J6331-36

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112918W.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 87.6 ug/1l 4514500 2 6.86 2576070 50.0
Propanoic acid, 1... 8.62 13.2 ug/I1 794809 3 10.12 3009310 50.0
Propanoic acid, 2... 9.30 7.5 ug/l 449714 3 10.12 3009310 50.0
Propanoic acid, p-.. 9.54 49.2 ug/l 2959350 3 10.12 3009310 50.0
Butanoic acid, 1-... 9.97 36.4 ug/1 2192750 3 10.12 3009310 50.0
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