LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102418\
Data File : VX005578.D

Aca On = 25 Oct 2018 08:30

Operator : JC/MD

Sample : J5639-12

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 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\82X102418W.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 1.605 66 74 77 rBvV5 5866 10499 1.05% 0.166%
2 2.440 204 211 217 rBV 8508 15399 1.54% 0.243%
3 2.775 262 266 273 rVV 7229 11362 1.14% 0.179%
4 2.861 273 280 291 rVB 63363 120704 12.10% 1.904%
5 5.501 700 713 727 rBV2 123836 352111 35.30% 5.555%

6 5.665 727 740 757 rBV 200164 569678 57.12% 8.987%
7 6.068 795 806 819 rBv2 143906 364414 36.54% 5.749%
8 6.464 860 871 885 rBV 104174 263899 26.46% 4.163%
9 6.860 926 936 949 rBV 295379 731777 73.37% 11.545%
10 7.683 1063 1071 1075 rBV3 8221 19381 1.94% 0.306%
11 7.884 1097 1104 1120 rBV 135056 243350 24.40% 3.839%
12 8.622 1220 1225 1233 rBV2 5628 11145 1.12% 0.176%
13 8.713 1233 1240 1261 rBV 600428 997389 100.00% 15.735%
14 9.408 1350 1354 1358 rVB 12630 15339 1.54% 0.242%
15 9.543 1370 1376 1383 rBV 67743 96348 9.66% 1.520%
16 9.640 1388 1392 1401 rVB 23617 32641 3.27% 0.515%

17 9.975 1439 1447 1459 rBvV 71249 101378 10.16% 1.599%
18 10.116 1463 1470 1485 rBV 608160 861546 86.38% 13.592%
19 11.140 1632 1638 1651 rBV 498961 642459 64.41% 10.135%
20 12.079 1786 1792 1802 rBV 657562 793766 79.58% 12.522%

21 13.834 2076 2080 2085 rBV 10991 13299 1.33% 0.210%

22 14.694 2216 2221 2227 rBV 14838 19682 1.97% 0.311%

23 14.840 2239 2245 2250 rBV 12067 16298 1.63% 0.257%

24 16.419 2498 2504 2511 rVB 18138 34867 3.50% 0.550%
Sum of corrected areas: 6338731
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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\VX102418\
VX005578.D

25 Oct 2018 08:30

JC/MD

J5639-12

5.0mL/MSVOA X/WATER

50 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_M
: SW846 8260

= C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102418\
Data File : VX005578.D

Aca On : 25 Oct 2018 08:30

Operator : JC/MD

Sample : J5639-12

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W .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 16.63 ug/Il 243350 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 Isopropvl acetate 102 C5H1002 000108-21-4 36
3 Isobutvlamine 73 C4H11IN 000078-81-9 7
4 1-Butanamine 73 C4H11IN 000109-73-9 7
5 Isobutane 58 C4H10 000075-28-5 4

Abundance Scan 1103 (7.878 min): VX005578.D (-1097) (-) m/z 43.00 100.00%
a3
5000 /\\
61
73 760 7.80 8.00 8.20
b Sl SSL |87 100 77T 61.00 26.16%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: n-Propyl acetate
a3
5000
o1 7.60 7.80 8.00 8.20
73 m/z 73.00 13.72%
o 1B 2 sy . | e
LN SURLELN SURLEL L SURLELS SURLELELN I S DU SUREMS SURILL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4255: Isopropy! acetate
43
760 7.80 8.00 8.20
5000 m/z 42.10 12._.47%
61
87
o A | 101
LN SURLELN SURELEL SURLELS SURL LI I S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #749: |sobutylamine
30 7.60 7.80 8.00 8.20
m/z 41.00 10.11%
5000
41 73
0 "|'%§'|"'w‘”"'|M"'§P'§f*l""|""|""|""|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102418\
Data File : VX005578.D

Aca On : 25 Oct 2018 08:30

Operator : JC/MD

Sample : J5639-12

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W .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, propyl ester Concentration Rank 3

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

9.54 5.59 ug/Il 96348 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 72
3 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 10
4 1-Pentanamine 87 C5H13N 000110-58-7 9
5 1-Penten-3-ol 86 C5H100 000616-25-1 9

Abundance Scan 1376 (9.543 min): VX005578.D (-1370) (-) m/z 57.00 100.00%
g7
5000 75
43
- || 87 9.20 9.40 9.60 9.80
Obrrprrerprrrr ol el oot e e || M7z 75.00  38.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8163: Propanoic acid, propyl ester
g7
5000 75 RS SSESE RE
29 9.20 9.40 9.60 9.80
43 m/z 43.05 19.79%
15 . ) . 87
R A K A LN AR AR RN KR LARAN LARAN LRSS SRS LA WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13468: Propanoic acid, butyl ester
g7
9.20 9.40 9.60 9.80
5000 m/z 41.10 15.40%
75
29 4
87
0"|}ﬂ'|“ﬂjv"ﬁt“'w'J'H"“|“l“l'“tl“'}e%"v"w"“l'“'l'“'l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #75231: di-tert-Butyl dicarbonate
57 9.20 9.40 9.60 9.80

m/z 42.10 11.59%

5000

41
29 ‘
LI

73 83 94 103 119 146

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102418\
Data File : VX005578.D

Aca On : 25 Oct 2018 08:30

Operator : JC/MD

Sample : J5639-12

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W .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 Butanoic acid, l-methylethy... Concentration Rank 2

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

9.98 5.88 ug/Il 101378 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 64
3 Butanoic acid. pentvl ester 158 C9H1802 000540-18-1 50
4 Butanoic acid. anhvdride 158 C8H1403 000106-31-0 50
5 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 47

Abundance Scan 1448 (9.982 min): VX005578.D (-1439) (-) m/z 43.10 100.00%
43 n
5000
89
| | (Iilo | 102 115 9.60 9.80 10.00 10.20
0'WH“P“W“”F“W“MVHWL“V“W““P“WJ“V“W““VHW““P“' m/z 71.00 80.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13507: Butanoic acid, 1-methylethyl ester
a3
71
5000 RS UL SURLN UL B
85 9.60 9.80 10.00 10.20
- 60 m/z 41.10 32.79%
oL 15 | | I | 102 115 439
iz 10 %0 30 40 %0 €0 0 8 90 100 110 150 150 180 150 180
Abundance #13469: Butanoic acid, propy! ester
43 n
9.60 9.80 10.00 10.20
5000 27 89 m/z 89.10 30.83%
\ d I 101
OHPHWH“V“H““P“WH“V“'““V“W““P“W““V“W““V“W““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30218: Butanoic acid, pentyl ester e e
43 7 9.60 9.80 10.00 10.20
m/z 42.10 17.12%
5000 89
27 55
0 15 M “ ! | 1N l 191 115 130 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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\VX102418\
Data File : VX005578.D

Acq On : 25 Oct 2018 08:30

Operator : JC/MD

Sample - J5639-12

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial =: 50 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W.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 16.6 ug/I 243350 2 6.86 731777 50.0
Propanoic acid, p.--. 9.54 5.6 ug/Il 96348 3 10.12 861546 50.0
Butanoic acid, 1-... 9.98 5.9 ug/Il 101378 3 10.12 861546 50.0
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