LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101118\

Data File : VU027597.D

Acq On : 11 Oct 2018 14:34

Operator : MD/SY

Sample - J5326-38

Misc - 5.0mL/MSVOA_U/WATER L L e
ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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_U\METHOD\82U101118W_M

Title : SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

2.324 347 358 369 rVvB 10319 15973 2.23% 0.388%
2.704 467 476 488 rVB3 5165 8543 1.19% 0.208%
rBv2 99812 230468 32.13% 5.603%
4.987 1172 1186 1207 rVV 164635 363315 50.65% 8.833%
5.311 1270 1287 1310 rBV 124445 267622 37.31% 6.506%
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5.553 1348 1362 1400 rBV 89727 200652 27.97% 4._.878%
5.890 1450 1467 1494 rBV 254856 514854 71.77% 12.517%
rBv 89715 175088 24.41% 4._.257%
7.569 1975 1989 2023 rBV 399700 717361 100.00% 17.440%
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8.269 2192 2207 2217 rBV5 8585 17425 2.43% 0.424%
11 8.421 2243 2254 2271 rBV 38933 65918 9.19% 1.603%
12 8.530 2279 2288 2311 rVB2 10249 18828 2.62% 0.458%
13 8.906 2393 2405 2428 rBvV 42649 72081 10.05% 1.752%

14 9.093 2449 2463 2491 rBV 339911 578120 80.59% 14.055%
15 10.311 2828 2842 2867 rBV 245364 397204 55.37% 9.657%
16 11.485 3193 3207 3230 rBV 294060 469806 65.49% 11.422%

Sum of corrected areas: 4113258
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
VU027597.D

11 Oct 2018 14:34

MD/SY

J5326-38

5.0mL/MSVOA_U/WATER

17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W.M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027597.D

Acq On : 11 Oct 2018 14:34

Operator : MD/SY

Sample - J5326-38

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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.

6.71 17.00 ug/Il 175088 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 38
3 1-Butanamine 73 C4H11N 000109-73-9 7
4 Isobutylamine 73 C4H11N 000078-81-9 5
5 Butane, 2-methyl- 72 C5H12 000078-78-4 4

Abundance Scan 1722 (6.710 min): VU027597.D (-1710) (-) m/z 43.00 100.00%
43
5000
61
. 7|3 . 6.40 6.60 6.80 7.00
SN 8§ OSSN NS U -] (—— m/z 61.00 26.89%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4249: n-Propyl acetate
43
5000 RS RS R AN A
o1 6.40 6.60 6.80 7.00
3 m/z 73.00 13.91%
T |'%§' |"?Z| "?le R RS RS AR "gzl T T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
640 660 680 7.00
5000 m/z 42.00 11.00%
61
87
L2y 101
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #748: 1-Butanamine R o R
30 6.40 6.60 6.80 7.00
m/z 41.10 8.98%
5000
18 41 50 56 s
m/z--> 10 20 30 40 50 6 70 8 9 100 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027597.D

Acq On : 11 Oct 2018 14:34

Operator : MD/SY

Sample - J5326-38

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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.

8.42 5.70 ug/l 65918 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38
3 Azetidine 57 C3H7N 000503-29-7 9
4 l1sobutyl ether 130 C8H180 000628-55-7 9
5 1-Penten-3-ol 86 C5H100 000616-25-1 4

Abundance Scan 2254 (8.421 min): VU027597.D (-2243) (-) m/z 57.00 100.00%
57
5000 75
43
|| 87 8.00 820 8.40 8.60 8.80
L 1t —— m/z 75.00 41.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8157: Propanoic acid, propyl ester
57
29
75
5000 RS RS LR
8.00 820 8.40 8.60 8.80
43 a7 m/z 43.00 18.47%
SR N 1 | RO YNNI PN NSNS - S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
8.00 820 8.40 8.60 8.80
5000 m/z 41.00 15.54%
75
29 41
14 51 87 101
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #196: Azetidine
28 8.00 820 8.40 8.60 8.80
m/z 42.00 10.81%
57
5000
“ 42
mz> 10 20 30 40 50 60 70 80 90 100 110 120 | | 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027597.D

Acq On : 11 Oct 2018 14:34

Operator : MD/SY

Sample - J5326-38

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W_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.

8.91 6.23 ug/l 72081 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 90
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 59
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 45
5 Ethane-1,1-diol dibutanoate 202 C10H1804 025572-25-2 37

Abundance Scan 2406 (8.909 min): VU027597.D (-2393) (-) m/z 43.10 100.00%
a3
71
5000
89
I ‘|3|0 | 100 115 8.60 8.80 9.00 9.20
el e e R e e || M7z 71.000 70.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13513: Butanoic acid, 1-methylethyl ester
43
71
5000 IR S S N AR
97 8.60 8.80 9.00 9.20
60 89 m/z 41.00 32.09%
‘ sl ss | | 102 ms i
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
8.60 8.80 9.00 9.20
5000 71 m/z 89.10 22 .95%
59 101 115 130
wwmmmmﬁrwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13455: Butanoic acid, propy! ester R A REREY
43 7 8.60 8.80 9.00 9.20
m/z 42.00 16.19%
27
5000 89
60
15
= S~ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
Data File : VU027597.D

Acq On : 11 Oct 2018 14:34

Operator : MD/SY

Sample - J5326-38

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W.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 6.71 17.0 ug/I1 175088 2 5.89 514854 50.0
Propanoic acid, p.--. 8.42 5.7 ug/Il 65918 3 9.09 578120 50.0
Butanoic acid, 1-... 8.91 6.2 ug/Il 72081 3 9.09 578120 50.0
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