LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@G69062.D

Acqg On : 20 Oct 2021 15:21
Operator : JC/MD

Sample : M4259-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M

Title : SW846 8260

Signal : TIC: VN@69062.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.101 1137 1160 1191 rVB4 22180 75059 1.53% 0.319%
2 8.024 2228 2250 2262 rBV 240171 578432 11.81% 2.462%
3 8.088 2262 2274 2303 rVB 462818 1054427 21.54% 4.488%
4  8.440 2385 2405 2432 rBV 260244 607403 12.41%  2.585%
5 8.568 2436 2453 2459 rBV3 42813 92543 1.89% 0.394%

8.971 2584 2603 2631 rBV 670946 1409965 28.80% 6.001%
9.550 2802 2819 2830 rBV3 28728 66336 1.35% 0.282%
9.625 2830 2847 2888 rVW 1674929 3213215 65.63% 13.675%
10.245 3061 3078 3100 rBV 306909 544378 11.12%  2.317%
10 10.446 3134 3153 3181 rBV 1057925 2001063 40.87% 8.517%

11 10.617 3205 3217 3237 rVB 32379 61405 1.25% ©
12 10.875 3297 3313 3331 rBV 86390 151023 3 0
13 10.969 3333 3348 3369 rVV 188895 331760 6.78% 1.412%
14 11.092 3371 3394 3416 rVV 2857368 4896010 100.00% 20.
15 11.181 3416 3427 3458 rVB 291010 523195 10.69% 2

16 11.494 3526 3544 3577 rBV 1963130 3315015 67.71% 14.109%
17 11.747 3621 3638 3670 rVB 996521 1800887 36.78%
18 12.200 3793 3807 3825 rBV 59888 99754  2.04%
19 12.733 3987 4006 4031 rBV 729823 1283528 26.22%
20 13.678 4341 4358 4378 rBV 820495 1390868 28.41%
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Sum of corrected areas: 23496266
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@G69062.D

Acqg On : 20 Oct 2021 15:21
Operator : JC/MD

Sample : M4259-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN069062.D\data.ms
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Abundance TIC: VN069062.D\data.ms

11.092
2500000

2000000 11.494
9.625
1500000

1000000
8.971

500000 8.088
8.0 8.440

10.446 11.747
10.245 181
10.96
jxgigi\\‘i 9.550 10.617 1087
A T e L — — — A ‘
Time-->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN069062.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@G69062.D

Acqg On : 20 Oct 2021 15:21
Operator : JC/MD

Sample : M4259-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.625 113.95 ug/l 3213220 1,4-Difluorobenzene 8.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 36
3 Isobutyl acetate 116 C6H1202 000110-19-0 9

4 1-Butanamine 73 CAH11N 000109-73-9 7
5 Isobutylamine 73 C4H11N 000078-81-9 4

Abundance Scan 2847 (9.625 mln) VN069062.D\data.ms (-2830) (-) 43.00 100.00%

43.0
5000
61.0
73.0
‘ 9.50 10.00
Ol ol L 87.0 1010 o 61,00 29.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4776 n-Propyl acetate
43.0
5000 — ——
9.50 10.00
61.0 m/z 73.00  16.94%
270 73.0
O\\‘]\_?\.(\)‘\\\‘\.“\\\\“w{\\‘\\\\“\\\\‘\‘\\\‘\8\\7\.0‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4786: Isopropyl acetate
43.0
— —
9.50 10.00
5000 m/z 42.00 11.01%
61.0
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9159: Isobutyl acetate — —
43.0 9.50 10.00
m/z 41.00 9.59%
5000
56.0 73.0
ol 150 270 Al ‘ “ 86.0 101.0
e e e e e — —
m/z--> 10 20 30 40 50 60 70 80 90 100 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@G69062.D

Acqg On : 20 Oct 2021 15:21
Operator : JC/MD

Sample : M4259-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Propanoic acid, 1-methyleth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.245 19.30 ug/l 544378 1,4-Difluorobenzene 8.971
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
3 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 28
4 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 23
5 o-Isopropylhydroxylamine 75 C3H9NO 1000322-42-6 9
Abundance Scan 3078 (10.245 min): VN069062.D\data.ms (-3061) (- m/z 57.00 100.00%
57.0
43.0
5000
75.0
—— —
101.0 10.00 10.50
Ol e m/z 43.00 60.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 —— o
290 10.00 10.50
75.0 m/z 75.00 29.60%
101.0
O\\‘\\\\‘\\}‘\‘\\\\‘i‘l\‘\\‘\\\}“\\\\‘\}\\‘\\?\9‘.(\)\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9263: Propanoic acid, propyl ester
57.0
—— —
10.00 10.50
m/z 41.00 21.03%
5000 290 75.0
43.0
87.0
ol 150
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #15464: Propanoic acid, butyl ester — ‘ ‘A‘/\ ‘
57.0 10.00 10.50
m/z 101.00  11.33%
29.0
5000
75.0
41.0
87.0
0 15.0 \“ I Ll iR 1l ‘ 101.0
R R aaa —— ——
m/z--> 10 20 30 40 50 60 70 80 90 100 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@G69062.D

Acqg On : 20 Oct 2021 15:21
Operator : JC/MD

Sample : M4259-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Butanoic acid, ethyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.969 9.21 ug/l 331760  Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 87
2 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 59
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 50
4 3-Mercaptohexyl butanoate 204 C10H2002S 136954-21-7 42
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 38

Abundance Scan 3348 (10.969 min): VN069062.D\data.ms (-3333) (- m/z 71.00 100.00%

71.0
43.0
88.0
5000
11.00
|| s7b | 116.1 :
oHwwwwe‘i‘:‘wmw‘l1‘H_m‘_“19‘2;9_”‘“””_”w m/z 43.00 78.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9237: Butanoic acid, ethyl ester
43.0 71.0
29.0
88.0
5000 T '
11.00
m/z 88.00 52.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9320: Propanoic acid, 2-methyl-, ethyl ester
43.0 A J
o
71.0 11.00
5000 ITI/Z 41.00 30.74%
29.0
88.0 116.0
BN N M - 10
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15462: Butanoic acid, propyl ester = -
43.0 71.0 11.00
m/z 60.00 20.40%
5000 27.0 89.0
obrrreerertbb e S0 L 1030 1200 ‘ “/‘\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@G69062.D

Acqg On : 20 Oct 2021 15:21
Operator : JC/MD

Sample : M4259-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.092 135.93 ug/l 4896010 Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 28
3 Isobutyl ether 130 C8H180 000628-55-7 9
4 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 9
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 7

Abundance Scan 3394 (11.092 min): VN069062.D\data.ms (-3371) (- m/z 57.00 100.00%

57.0
5000 75.0
43.0
“ 11 00
bt e 882 S0 myz 75.00  42.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 75.0
29.0 11 00
43.0 43.00 19.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15457: Propanoic acid, butyl ester
57.0
11.00
5000 29.0 40.95 13.75%
75.0
0L.150 ||, 4‘1?.0 I ‘ . 1010
et e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15669: Isobutyl ether
57.0 11.00
m/z 87.00 9.44%
5000
41.0
0 27{0 ‘ L 730 87\'0 101.0 130.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@G69062.D

Acqg On : 20 Oct 2021 15:21
Operator : JC/MD

Sample : M4259-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.181 14.53 ug/l 523195 Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Isobutylamine 73 C4H11N 000078-81-9 9
3 2-Pentanone 86 C5H100 000107-87-9 9
4 Ethanol, 2-chloro-, acetate 122 C4H7C102 000542-58-5 9
5 Isopropyl acetate 102 C5H1002 000108-21-4 9
Abundance Scan 3427 (11.181 min): VN069062.D\data.ms (-3416) (- m/z 43.00 100.00%
43.0
5000 56.0
73.0
‘ ‘ 870 11.00 11.50
bt el 222009 myz 566 39.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester
43.0
5000 s A
56.0 11.00 11.50
m/z 73.00 19.26%
Lo 290 73.0 /
0 H‘H‘\.\’\\ih“‘\\\\“‘“\\‘H‘\‘\"\H\“\‘\\\‘\8\\7\.(‘)\\:\'_\()’]\"\(\)\:"-;\5\.\(‘)\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #857: Isobutylamine /U\
30.0
VWi
11.00 11.50
5000 m/z 41.00 16.65%
ol 150 550 790
R e EARARAR R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1923: 2-Pentanone
43.0 11.00 11.50
m/z 61.00 15.51%
5000
86.0
27.0 | 58.0 71.0
o) S N ] S S N P —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@G69062.D

Acqg On : 20 Oct 2021 15:21
Operator : JC/MD

Sample : M4259-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.494 92.04 ug/l 3315020 Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
4 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 64
5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 64

Abundance Scan 3544 (11.494 min): VN069062.D\data.ms (-3526) (-  m/z 43.00 100.00%
e

43.0 71.0
5000
89.0
oHWHWW“!:m??“‘bmw:‘uwl_wWW‘HW?RQW n/z 71.00  82.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000
89.0 ll 50
m/z 41.00 32.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
ll 50
5000 ITI z 89.00 31.59%
71.0
27 0 89.0
HW‘Hw‘uw‘uw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15556: Propanoic acid, 2-methyl-, propyl ester
43.0 1150
m/z 39.00 15.89%
71.0
5000 89.0
O m M\ 57 \0 1

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ll 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102021\
Data File : VN@69062.D

Acqg On : 20 Oct 2021 15:21
Operator : JC/MD

Sample : M4259-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Propyl acetate 9.625 114.0 ug/l 3213220 2 8.971 1409970 50.0
Propanoic acid,... 10.245 19.3 wug/l 544378 2  8.971 1409970 50.0
Butanoic acid, ... 10.969 9.2 ug/l 331760 3 11.746 1800890 50.0
Propanoic acid,... 11.092 135.9 ug/l 4896010 3 11.746 1800890 50.0
Acetic acid, bu... 11.181 14.5 ug/1 523195 3 11.746 1800890 50.0
Isopropyl butyrate 11.494 92.0 wug/l 3315020 3 11.746 1800890 50.0
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