LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN042220\
Data File : VN061145.D

Aca On : 22 Apr 2020 22:10

Operator : JC/MD

Sample : L2359-04

Misc : 5.00mL/MSVOA N/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 N\METHODS\82N042220W_.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

6.503 1509 1528 1552 rBV3 10322 32143 1.91% 0.319%
7.313 1762 1780 1793 rBV 117115 296395 17.59% 2.946%
rvB 232563 557238 33.08% 5.539%
7.767 1901 1921 1941 rBV 149836 346963 20.60% 3.449%
7.918 1951 1968 1982 rBV 45889 98731 5.86% 0.981%
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6 8.349 2086 2102 2124 rBV 369356 750532 44 _.55% 7.460%
7 8.966 2278 2294 2307 rBV 23175 45827 2.72% 0.455%
8 9.053 2307 2321 2353 rVV 943223 1684604 100.00% 16.744%
9 9.702 2508 2523 2537 rBV 133106 224481 13.33% 2.231%
10 9.882 2565 2579 2594 rBvV 617317 1076280 63.89% 10.698%
11 10.085 2630 2642 2659 rVB 42824 71092 4.22% 0.707%
12 10.352 2712 2725 2739 rBV 247939 400211 23.76% 3.978%
13 10.445 2744 2754 2766 rVvVv2 41605 67436 4._00% 0.670%

14 10.522 2766 2778 2785 rVV 64792 106494 6.32% 1.058%
15 10.574 2785 2794 2811 rVvV 400649 619516 36.78% 6.158%

16 10.664 2811 2822 2838 rVB 24963 42736 2.54% 0.425%
17 10.982 2909 2921 2936 rBV 547087 830267 49.29% 8.252%
18 11.210 2977 2992 3010 rVB 576564 964126 57.23% 9.583%
19 11.590 3098 3110 3121 rBV 13674 21002 1.25% 0.209%
20 11.692 3128 3142 3157 rBV 70596 107529 6.38% 1.069%

21 12.210 3291 3303 3318 rBV 473737 749932 44 .52% 7.454%
22 13.152 3584 3596 3614 rBV 604900 949255 56.35% 9.435%
23 13.940 3834 3841 3851 rVB4 12585 18080 1.07% 0.180%

Sum of corrected areas: 10060870
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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 N\DATA\VNO042220\
VN061145.D

22 Apr 2020 22:10

JC/MD

L2359-04

5.00mL/MSVOA N/WATER

24 Sample Multiplier: 1

o Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042220W .M
- SW846 8260

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

Abundance
1200000

1000000

800000

600000

400000
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TIC: VN061145.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN042220\
Data File : VN061145.D

Aca On : 22 Apr 2020 22:10

Operator : JC/MD

Sample : L2359-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042220W.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.

9.05 112.23 ug/l 1684600 1,4-Difluorobenzene 8.35
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 Isobutvl acetate 116 C6H1202 000110-19-0 9
4 1-Butanamine 73 C4H11IN 000109-73-9 7
5 Isobutylamine 73 C4H11IN 000078-81-9 7

Abundance Scan 2320 (9.050 min): VN061145.D (-2307) (-) m/z 42.95 100.00%
43
5000
61
73 IR AR RN LR A
37, | 55 | g7 101 8.80 9.00 9.20 9.40
ot e 2 e e e m/z 61.00 29.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 IR AR AR R A
8.80 9.00 9.20 9.40
61 m/z 73.00 15.58%
27 ‘ 73
0 L 37 ‘ \ 103
L UL SU BRI SURLELEL SR SR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
880 9.00 920 9.40
5000 m/z 42.00 11.02%
61
87
0% '|'%?' |"?T| "??I' I I SR UL SURELL U }P}"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8081: Isobutyl acetate e o R RaE pmms s
43 8.80 9.00 9.20 9.40
m/z 41.00 9.55%
5000
56 73
0 15 27 a A L 86 101
mz> 10 20 30 40 50 60 70 80 90 100 110 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN042220\
Data File : VN061145.D

Aca On : 22 Apr 2020 22:10

Operator : JC/MD

Sample : L2359-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042220W.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, l1-methyleth... Concentration Rank 5

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

9.70 14.95 ug/I 224481 1,4-Difluorobenzene 8.35
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 42
3 Propane. 1-(1-methvlethoxv)- 102 C6H140 000627-08-7 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 2522 (9.699 min): VN061145.D (-2508) (-) m/z 57.00 100.00%
g7
43
5000
75
37| 101 9.40 9.60 9.80 10.00
ot m/z 43.00 59.81%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8200: Propanoic acid, 1-methylethyl ester
57
43
5000
29 9.40 9.60 9.80 10.00
& m/z 75.00 27 .28%
0 . ‘ \‘\ | | 89 1(\)1
LU SR FURLL AL S AL SRR SULRLL SR SURLLIL SRR S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
57
040 9.60 9.80 10.00
5000 75 m/z 41.00 21.48%
29 43
87
15
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4494: Propane, 1-(1-methylethoxy)-
43 9.40 9.60 9.80 10.00

m/z 101.00 9.93%

5000

73
s 7 | 5\7\ | 8\7 o
[ L1y L

1M MM UM SRR (8 Nt N S —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN042220\
Data File : VN061145.D

Aca On : 22 Apr 2020 22:10

Operator : JC/MD

Sample : L2359-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042220W.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.35 20.76 ug/1 400211 Chlorobenzene-d5 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 59
3 Butanoic acid. 1-methvlethvl ester 130 C7H1402 000638-11-9 56
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 50
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 36
Abundance Scan 2724 (10.348 min): VN061145.D (-2712) (-) m/z 42.95 100.00%
ile]
5000 -
89

10.00 10.20 10.40 10.60

1P | 115
O R R L L B R m/z 71.00 37.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 LA L L L L L LB LN B
71 10.00 10.20 10.40 10.60
89 m/z 41.00 25.76%
27
15 [ L “ 1 5\9 1]\-5 129
o} N N NS MBI FSNSNS HNMUMMS—" R .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71 10.00 10.20 10.40 10.60
5000 89 m/z 89.00 14 .26%
27
18 59 101
o) N S SN M e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethy! ester  EEaas e e A
43 10.00 10.20 10.40 10.60
m/z 39.00 10.86%
71
5000
59 89
o} SRS NN SNBSS | MBI ¥ VAN MBI, oM i M.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN042220\
Data File : VN061145.D

Aca On : 22 Apr 2020 22:10

Operator : JC/MD

Sample : L2359-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042220W.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 3-Pentanone, 2,4-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.52 5.52 ug/Il 106494 Chlorobenzene-d5 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 86
2 3-Hexanone. 2-methvl- 114 C7H140 007379-12-6 80
3 4-Heptanone 114 C7H140 000123-19-3 59
4 Pvrrolidine 71 C4HON 000123-75-1 42
5 2,3-Hexanedione 114 C6H1002 003848-24-6 35
Abundance Scan 2777 (10.519 min): VN061145.D (-2766) (-) m/z 43.00 100.00%
43
5000 71
114 10.20 10.40 10.60 10.80
55
Ol el 2> 297 Tz 71.00  40.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7576: 3-Pentanone, 2,4-dimethyl-
43
5000
- 10.20 10.40 10.60 10.80
27 m/z 41.00 24 .10%
Jo1s | s e o 1
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
n 10.20 10.40 10.60 10.80
5000 m/z 39.00 12 .34%
27
114
0 55 85 99
LA S S SULEL L SURLIL UL DAL B UL SN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7432: 4-Heptanone
43 10.20 10.40 10.60 10.80
n m/z 114.00 7.90%
5000 27
114
0 1\5 Il ““w ?8 . 86 99
m/z--> 20 40 60 80 100 120 140 160 180 200 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN042220\
Data File : VN061145.D

Aca On : 22 Apr 2020 22:10

Operator : JC/MD

Sample : L2359-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042220W.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 Propanoic acid, propyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.57 32.13 ug/1 619516 Chlorobenzene-d5 11.21
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 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 12
4 l1sobutvl ether 130 C8H180 000628-55-7 9
5 1-Penten-3-ol 86 C5H100 000616-25-1 7

Abundance Scan 2793 (10.570 min): VN061145.D (-2785) (-) m/z 57.00 100.00%
g7
5000 75
43 AR R S U B
87 007 10.20 10.40 10.60 10.80
r-rrr-—itr—t-------————— m/z 75.00 40.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8160: Propanoic acid, propyl ester
57
29
5000 AR U S U B
75 10,20 10.40 10.60 10.80
m/z 43.00 17.43%
0 "'I""I""I' "'I??'}?}'%%ﬁ SRR SR SR R
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
57
10.20 10.40 10.60 10.80
5000 29 m/z 41.00 13.25%
75
41
ol 15 87 101
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75231: di-tert-Butyl dicarbonate
57 10.20 10.40 10.60 10.80
m/z 86.95 8.76%
5000
o ‘M l, 73 83 94 107 119 146 A
m/z--> 20 ' 60 80 100 120 140 160 180 200 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN042220\
Data File : VN061145.D

Aca On : 22 Apr 2020 22:10

Operator : JC/MD

Sample : L2359-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042220W.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 6 Butanoic acid, l-methylethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.98 43.06 ug/1 830267 Chlorobenzene-d5 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1-methvlethvl ester 130 C7H1402 000638-11-9 94
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
3 Butanoic acid. pentvl ester 158 C9H1802 000540-18-1 64
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 64
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 50
Abundance Scan 2920 (10.979 min): VN061145.D (-2909) (-) m/z 43.00 100.00%
48 -
5000
89
60 10.60 10.80 11.00 11.20

102 115
rerereerererei el e e e R0 Tm/z 71.00  78.35%

0
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
43
71
5000 /\|||||||||||||||||||||||
89 10.60 10.80 11.00 11.20
m/z 41.00 31.91%
27
s e s
T T e [ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
A e
71 10.60 10.80 11.00 11.20
5000 89 m/z 89.00 29.20%
27
0 18 59 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30218: Butanoic acid, pentyl ester A REaEs L
43 7 10.60 10.80 11.00 11.20
m/z 42.00 14 _.49%
5000 89
27 55
0 15 M “ ! | [l ! 191 115 130 159
SRR L e A R L LR LR R an ne Ry na s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN042220\
Data File : VN061145.D

Aca On : 22 Apr 2020 22:10

Operator : JC/MD

Sample : L2359-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042220W.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 7 Butanoic acid, propyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.69 5.58 ug/Il 107529 Chlorobenzene-d5 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid. hexvl ester 172 C10H2002 002639-63-6 78
3 Butanoic acid. octvl ester 200 C12H2402 000110-39-4 72
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 64
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 59
Abundance Scan 3141 (11.689 min): VN061145.D (-3128) (-) m/z 71.00 100.00%
43 "
89
5000
11.40 11.60 11.80 12.00
o....,....|,| A e 2 e | W7z 42.95 78.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13455: Butanoic acid, propy! ester
43 71
27
5000 89
11.40 11.60 11.80 12.00
m/z 89.00 59.96%
ol 13 | ST 510
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 71
A"'I”"I”"I”"I”"
89 11.40 11.60 11.80 12.00
5000 m/z 41.00 35.40%
27
o ¥ 115129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61145: Butanoic acid, octyl ester
43 71 11.40 11.60 11.80 12.00
m/z 42.00 21.71%
89
5000
27 7
‘ ] 112
0 “ I w ‘H “ 129144158172
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN042220\
Data File : VN061145.D

Acq On 22 Apr 2020 22:10

Operator : JC/MD

Sample : L2359-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042220W.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 9.05 112.2 ug/1 1684600 2 8.35 750532 50.0
Propanoic acid, 1... 9.70 14.9 ug/I1 224481 2 8.35 750532 50.0
Propanoic acid, 2... 10.35 20.8 ug/I1 400211 3 11.21 964126 50.0
3-Pentanone, 2,4-... 10.52 5.5 ug/Il 106494 3 11.21 964126 50.0
Propanoic acid, p... 10.57 32.1 ug/I1 619516 3 11.21 964126 50.0
Butanoic acid, 1-... 10.98 43.1 ug/1 830267 3 11.21 964126 50.0
Butanoic acid, pr... 11.69 5.6 ug/Il 107529 3 11.21 964126 50.0
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