LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45594.D

Acqg On : 06 Nov 2021 05:34
Operator : SY/MD

Sample 1 M4472-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 49 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 U\Method\82U110521W.M

Title : SW846 8260

Signal : TIC: VU@45594.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.292 1214 1229 1243 rBV 122970 260510 9.34%  2.231%
2 5.378 1243 1256 1272 rVB 183247 376213 13.48% 3.221%
3 5.706 1343 1358 1376 rBV 139784 281147 10.08%  2.407%
4 5.912 1409 1422 1438 rBV3 14676 29223 1.05% 0.250%
5 6.076 1454 1473 1477 rBV4 13161 43657 1.56% 0.374%
6 6.253 1515 1528 1564 rVB 301282 610515 21.88% 5.227%
7 6.925 1719 1737 1752 rVB3 11661 34776  1.25%  0.298%
8 7.041 1758 1773 1804 rBV 1085832 1877169 67.27% 16.073%
9 7.738 1972 1990 2003 rBV 157065 263926 9.46% 2.260%
10 7.899 2025 2040 2068 rBV 470531 831771 29.81% 7.122%
11  8.468 2205 2217 2233 rBV2 39141 67521 2.42% ©.578%
12 8.574 2233 2250 2261 rVV 105464 179911 6.45% 1.540%
13 8.729 2282 2298 2320 rVV 1794368 2790502 100.00% 23.893%
14  8.835 2321 2331 2358 rVB 188097 301651 10.81% 2.583%
15 9.211 2430 2448 2480 rBV 1070403 1635273 158.60% 14.002%

16 9.420 2501 2513 2538 rVB 448780 742992 26.63%
17 10.073 2705 2716 2727 rBV 34370 51119 1.83%
18 10.632 2879 2890 2914 rBV 344803 551113 19.75%
19 11.812 3245 3257 3274 rBV 482909 750080 26.88%
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Sum of corrected areas: 11679069
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45594.D

Acqg On : 06 Nov 2021 05:34
Operator : SY/MD

Sample 1 M4472-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
Quant Title : SW846 8260

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

Abundance TIC: VU045594.D\data.ms

1600000
1400000
1200000
1000000
800000
600000

400000 6.253

200000 5553’8 5706

5.918.076
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\Y_F\TY_Y_F\T\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\Tﬁ\/\\/—(\\

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU045594.D\data.ms

8.729

1600000
1400000
1200000
7.041 9.211
1000000
800000

600000

10.632
835
7.138 8.574
/L 8.46 10.073

T ‘ T T T ‘ T T ‘ T T T \"—Yi T T ‘ T T ‘ T T T ‘ U T ‘ T T ‘ T T ‘ T
Time--> 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU045594.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45594.D

Acqg On : 06 Nov 2021 05:34
Operator : SY/MD

Sample 1 M4472-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.041 153.74 ug/l 1877176  1,4-Difluorobenzene 6.253

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 1-Butanamine 73 C4H11IN 000109-73-9 7
4 Isobutylamine 73 C4H11N 000078-81-9 4
5 N-Acetylethylenediamine 102 C4H1eN20 001001-53-2 4

Abundance Scan 1773 (7.041 min): VU045594.D\data.ms (-1758) (-) m/z 42.95 100.00%

43.0
5000
61.0

73.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ 6.80 7.00 7.20 7.40

bl L 870 1000 p, 61,00 31.63%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000

6.80 7.00 7.20 7.40

61.0 m/z 73.00 17.02%
73.0
0\\‘\\\\‘\2\3\‘?\\\\“‘1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘()\3\\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4786: Isopropyl acetate
43.0
R R A
6.80 7.00 7.20 7.40
5000 ITI z 42.00 10.89%
61.0
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #852: 1-Butanamine e
30.0 6.80 7.00 7.20 7.40

m/z 41.00 8.92%

5000
ol 180 440 560 30

m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45594.D

Acqg On : 06 Nov 2021 05:34
Operator : SY/MD

Sample 1 M4472-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Propanoic acid, 1-methyleth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.738  21.61 ug/l 263926 1,4-Difluorobenzene 6.253

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 42
3 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 25
4 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 25
5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 10

Abundance Scan 1990 (7.738 min): VU045594.D\data.ms (-1972) (-) m/z 57.00 100.00%

57.0
43.0
5000
75.0

‘ 101.1 7.40 7.60 7.80 8.00
el L mjz 43.00 55.68%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
43.0

o

5000 \\‘\\\\‘\\\\‘\\\\’\\\\‘
20.0 7.40 7.60 7.80 8.00
75.0 m/z 75.00 27.79%
101.0
O\\‘\\\\‘\\\‘\‘\\\\“M\‘\\‘\\\}“\\\\‘\}\\‘\\?\9‘.(\)\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9264: Propanoic acid, propyl ester
57.0
R R RR AN
7.40 7.60 7.80 8.00
5000 75.0 ITI z 41.00 19.30%
29.0 43.0
‘ ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15464: Propanoic acid, butyl ester H_m‘uu_m,uw
57.0 7.40 7.60 7.80 8.00

m/z 59.10 10.32%

290
5000
75.0
41.0
87.0
oL 150 | 1l %7 1010

m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45594.D

Acqg On : 06 Nov 2021 05:34
Operator : SY/MD

Sample 1 M4472-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Butanoic acid, ethyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.574 12.11 ug/l 179911  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 97
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 50
3 3-Mercaptohexyl butanoate 204 C1eH2002S 136954-21-7 45
4 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 40
5 Butanoic acid, 2-methylbutyl ester 158 C9H1802 051115-64-1 37
Abundance Scan 2250 (8.574 min): VU045594.D\data.ms (-2233) (-) m/z 71.10 100.00%
71.1
43.0
88.1
5000
N ERARERGETRESSE
‘ ‘ ‘ N ‘ ‘ | 116.1 8.20 8.40 8.60 8.80
0 e e e e e e e m/z 43.00 75.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9237: Butanoic acid, ethyl ester
43.0 71.0
88.0
5000
210 8.20 8.40 8.60 8.80
m/z 88.10 55.77%
Ll ! It \ 11§.0
0\H‘HH‘HH‘HHiHH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15467: Butanoic acid, propyl ester
71.0
AT e
43.0 89.0 8.20 8.40 8.60 8.80
5000 m/z 40.95 28.61%
27.0 ‘
0‘H_‘H_‘Mpuwpm‘_mﬂwuwJHW‘Hq‘wa‘WH‘WHH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #79335: 3-Mercaptohexyl butanoate AT
43.0 8.20 8.40 8.60 8.80
1.0 m/z 60.00  20.53%
5000 88.0
116.0
) S B Y O S <= EEEEUEEEE RS S S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45594.D

Acqg On : 06 Nov 2021 05:34
Operator : SY/MD

Sample 1 M4472-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.729 187.79 ug/l 2790500 Chlorobenzene-d5 9.420

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 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 9
4 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9
5 1-Penten-3-o0l 86 C5H100 000616-25-1 7

Abundance Scan 2298 (8.729 min): VU045594.D\data.ms (-2282) (-) m/z 57.00 100.00%

57.0
5000 75.1

43.0 T e
8.40 8.60 8.80 9.00

Obrrrrrrrrreprrrtcr et k890 1180 2 75 10 41.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 UL L B I B B |
290 5.0 8.40 8.60 8.80 9.00
43.0 m/z 43.00 18.63%

o

150 |, H‘ | 89.0
H‘HH‘HH‘HH‘H\\‘\H\‘HH‘\H\‘HH’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15457: Propanoic acid, butyl ester
57.0

8.40 8.60 8.80 9.00

5000 29.0 m/z 41.00 12.13%
75.0
oL 150 || f‘ho L ‘ . 101.0
el e T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15445: 2-(Isobutoxymethyl)oxirane AR
57.0 8.40 8.60 8.80 9.00

m/z 87.10 8.83%

27.
87.0
T ‘\H H‘ | 129.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45594.D

Acqg On : 06 Nov 2021 05:34

Operator : SY/MD

Sample 1 M4472-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Acetic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.835 20.30 ug/l 301651 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Isobutyl acetate 116 C6H1202 000110-19-0 40
3 Isobutylamine 73 C4H11N 000078-81-9 9
4 2-Pentanone 86 C5H100 000107-87-9 9
5 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 9
Abundance Scan 2331 (8.835 min): VU045594.D\data.ms (-2321) (-) m/z 43.00 100.00%
43.0
5000 56.0
73.0
‘ ‘ ‘ 87.0 8.60 8.80 9.00 9.20
Obrrrrerr et b e 020 m/z 56.05  44.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 560 L B I L L LN B R
8.60 8.80 9.00 9.20
oo 73.0 m/z 73.00 19.64%
ol 150 2 1 Ll | 870 1010 1170
H‘\\H‘\H\‘HH‘\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9158: Isobutyl acetate
43.0
 EEEEmEEEE
8.60 8.80 9.00 9.20
5000 m/z 41.00 17.21%
56.0
73.0
150 290 || | 860 1010
R R L L B e e AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #857: Isobutylamine
30.0 8.60 8.80 9.00 9.20
m/z 61.00 15.37%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45594.D

Acqg On : 06 Nov 2021 05:34
Operator : SY/MD

Sample 1 M4472-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.211 110.05 ug/l 1635270  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 94
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
3 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
4 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 64
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 50

Abundance Scan 2448 (9.211 min): VU045594.D\data.ms (-2430) (-) m/z 43.00 100.00%

43.0 711
5000
89.1
R EEAERE RS B
1151 8.80 9.00 9.20 9.40 9.60
0 H_MWWH\Mﬁ?‘PW:‘WWH_Hw‘wuﬁh m/z 71.10  84.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 | BN AL R
89.0 8.80 9.00 9.20 9.40 9.60
' m/z 89.10  32.48%
27.0
O H‘HH‘HH‘\H\‘MH\‘HH‘P\H‘H\H‘H\!‘HH‘\\\\]‘-\].\?\?\\1-\3\99\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester
43.0
R A RARE
71.0 8.80 9.00 9.20 9.40 9.60
5000 89.0 m/z 41.00 30.03%
270
; T
H‘HH‘H‘W‘H‘_H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘HH‘H‘W‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #36510: Ethylene glycol Formate Isobutyrate R e RRRR
71.0 8.80 9.00 9.20 9.40 9.60
m/z 60.00 14.65%
43.0
5000
89.0
ol 20 | s70 | 114.0 1300
e e e e e e e e R EAARS AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45594.D

Acqg On : 06 Nov 2021 05:34
Operator : SY/MD

Sample 1 M4472-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.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 7.041 153.7 wug/l 1877170 2 6.253 610515 50.
Propanoic acid,... 7.738 21.6 wug/l 263926 2 6.253 610515 50.
Butanoic acid, 8.574 12.1 wug/1l 179911 3  9.420 742992 5e.
Propanoic acid,... 8.729 187.8 wug/l 2790500 3  9.420 742992 50.
Acetic acid, bu... 8.835 20.3 wug/l 301651 3  9.420 742992 5.
Isopropyl butyrate 9.211 110.1 ug/l 1635270 3  9.420 742992 5e0.
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