LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101918\

Data File : VX005452.D

Aca On - 19 Oct 2018 12:33

Operator : JC/MD

sample - J5195-06

Misc - 5.0mL/MSVOA X/WATER Ll e
ALS Vial : 9 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\82X101218W.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

2.446 207 212 219 rVB 13044 22107 1.77% 0.288%
2.568 228 232 237 rBV 11387 18759 1.50% 0.244%
rvB3 8038 17312 1.39% 0.225%
5.501 698 713 727 rBV2 157845 450145 36.05% 5.855%
5.659 729 739 755 rBV 264857 790700 63.32% 10.285%
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6.068 794 806 818 rBv2 169851 447552 35.84% 5.821%
6.464 860 871 884 rBV 138848 333470 26.71% 4 _.338%
6.860 926 936 951 rBV 389468 960823 76.95% 12.498%
rBv 152299 268969 21.54% 3.499%
8.714 1233 1240 1265 rVV 736131 1248698 100.00% 16.242%
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11 9.409 1350 1354 1358 rVB 12819 15984 1.28% 0.208%
12 9.549 1371 1377 1383 rBvV 68040 93898 7.52% 1.221%
13 9.640 1388 1392 1404 rVB 19586 29541 2.37% 0.384%

14 9.976 1441 1447 1461 rBvV 75539 107443 8.60% 1.398%
15 10.116 1463 1470 1484 rBV 741292 1064263 85.23% 13.843%

16 11.140 1632 1638 1652 rBV 625469 814181 65.20% 10.590%
17 12.079 1786 1792 1800 rBV 827069 1004085 80.41% 13.061%

Sum of corrected areas: 7687930
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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\VX101918\
VX005452.D

19 Oct 2018 12:33

JC/MD

J5195-06

5.0mL/MSVOA X/WATER

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.M
SW846 8260

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

Abundance
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400000

200000

TIC: VX005452.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101918\
Data File : VX005452.D

Aca On : 19 Oct 2018 12:33

Operator : JC/MD

Sample : J5195-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 14.00 ug/Il 268969 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 lIsopropvl acetate 102 C5H1002 000108-21-4 36
3 Isobutvlamine 73 C4H11IN 000078-81-9 9
4 l1sobutyl acetate 116 C6H1202 000110-19-0 9
5 1-Butanamine 73 C4H11IN 000109-73-9 5

Abundance Scan 1103 (7.878 min): VX005452.D (-1095) (-) m/z 43.10 100.00%
43
5000
61
& 760 7.80 800 8.20
e SOl S8 e 100 T 61.10 0 28.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4251: n-Propyl acetate
a3
5000
7.60 7.80 8.00 8.20
61 m/z 73.00 14 _.86%
.37 , 103
mz> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4255: Isopropyl acetate
43
760 7.80 800 820
5000 m/z 42.10 11.92%
61
87
T '|'ﬁ?'| "?ZI "??\H “"I""‘I""I' "'I""'I""%O}"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #749: Isobutylamine R E R
30 7.60 7.80 8.00 8.20
m/z 41.10 10.31%
5000
41 73
'w'}§'|“'l‘”"MM”"|'ﬁﬁ|"'w""|”"|"“|""w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101918\
Data File : VX005452.D

Aca On : 19 Oct 2018 12:33

Operator : JC/MD

Sample : J5195-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 Butanoic acid, l-methylethy... Concentration Rank 2

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

9.98 5.05 ug/Il 107443 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 59
3 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 42
4 2-Furanmethanol. tetrahvdro-. ac... 144 C7H1203 000637-64-9 38
5 1,6-Heptadien-4-ol 112 C7H120 002883-45-6 38

Abundance Scan 1448 (9.982 min): VX005452.D (-1441) (-) m/z 43.10 100.00%
43 71
5000
89
36|| 51 6|0 102 115 9.60 9.80 10.00 10.20
eSOl S e | m/z 71.00 82.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13514: Butanoic acid, 1-methylethyl ester
48 7
5000 a9 RN R SN I
9.60 9.80 10.00 10.20
27 60 m/z 89.10 33.87%
5 |all sl || e TSy
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13469: Butanoic acid, propy! ester
43 n
9.60 9.80 10.00 10.20
5000 27 89 m/z 41.10 33.35%
60
“'P'”I”*““”jP'”I”“wM“'NM”I”'H'”}R%“I“'W'”'P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20894: Butanoic acid, butyl ester
7 9.60 9.80 10.00 10.20
m/z 42.10 18.04%
43
5000 56 89
29
15 H Ll \‘ | 1l ! 191 116
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:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101918\
Data File : VX005452.D

Acq On : 19 Oct 2018 12:33

Operator : JC/MD

Sample - J5195-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 14.0 ug/I1 268969 2 6.86 960823 50.0
Butanoic acid, 1-... 9.98 5.0 ug/Il 107443 3 10.12 1064260 50.0
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