LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 27 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\82N©51523W.M

Title : SW846 8260

Signal : TIC: VNO78060.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.824 140 148 155 rVB2 38843 89429 1.85% 0.303%
2 5.289 555 567 578 rBv3 18700 57384 1.18% 0.194%
3 7.571 949 955 966 rvB2 45546 107777 2.22% 0.365%
4 8.171 1047 1057 1062 rBV 309617 743491 15.35%  2.518%
5 8.230 1062 1067 1078 rVB 522279 1179654 24.35%  3.995%

6 8.588 1118 1128 1135 rBV 317601 714747 14.76% 2

7 8.694 1135 1146 1158 rBV 313604 941039 19.43% 3

8 9.106 1207 1216 1228 rBV 798826 1631692 33.69% 5.526%

9 9.677 1304 1313 1318 rBV2 131337 279010 5.76% ©
9.747 1318 1325 1344 rVV 2635009 4843933 100.00% 16.405%

11 10.365 1422 1430 1439 rBV 600309 1013392 20.92%
12 10.453 1439 1445 1456 rVB4 16455 51467 1.06%
13 10.571 1456 1465 1477 rBV 1233092 2322256 47.94%
14 10.735 1486 1493 1512 rVB 719159 1249435 25.79%
15 10.994 1527 1537 1544 rBV 790533 1329512 27.45%

A hANOW
00
o)
Ul
X

16 11.088 1546 1553 1561 rVV3 152369 288317  5.95%
17 11.206 1561 1573 1582 rVV2 1195673 2506919 51.75%
18 11.294 1582 1588 1601 rVB 767398 1265290 26.12%

ON PO
N
(o]
U1
S

19 11.606 1634 1641 1654 rBV 2322697 3660590 75.57% 12.398%
20 11.776 1664 1670 1678 rVB4 33793 65431 1.35% 222%
21 11.871 1678 1686 1697 rVV 1103171 1987813 41.04% 6.732%
22 11.965 1697 1702 1711 rVB2 27516 54733 1.13% 0.185%
23 12.212 1737 1744 1753 rBV2 26512 49879 1.03% 0.169%
24 12.312 1753 1761 1767 rBV2 160259 269426 5.56% ©.912%
25 12.853 1843 1853 1863 rBV 840663 1467256 30.29%  4.969%

26 13.800 2006 2014 2023 rBV 785045 1356519 28.00% 4.594%

Sum of corrected areas: 29526391
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

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

Abundance TIC: VN078060.D\data.ms
2500000

2000000
1500000
1000000

500000

2.824 5.289

0 LR L S N L L L L L L L L L L L L L L A B L B

Time--> 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 6.80
Abundance TIC: VN078060.D\data.ms

2500000 9147

11.606

2000000

1500000
10.571 11.206

1000000

9.106 10.735 10.994 171.294
10.365

8.230

8.1 8.58%694
9.6 1.08
45 11.77)

500000

0 7.57
— — T — — e — T = e —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN078060.D\data.ms
2500000

2000000

1500000

871

1000000
12.853 13.800

500000

12.312
0 11.96512.212

T I T

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 3-Pentanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.677 8.55 ug/1 279010 1,4-Difluorobenzene 9.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 80
2 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 25
3 Butanoic acid, 2-oxo- 102 C4H603 000600-18-0 9
4 2,2-Dimethyl-3-heptanone 142 C9H180 019078-97-8 9
5 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 9

Abundance Scan 1313 (9.677 min): VN078060.D\data.ms (-1304) (-) m/z 57.00 100.00%

57.0
5000 /M
—— —
41.0 74.0 e 102.0 9:50 10.00
O e e e e e e e e m/z 86.10 16.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1925: 3-Pentanone
29.0 57.0
5000 — —
9.50 10.00
86.0 m/Z 41.00 4.69%
O y ‘ ‘ Il f“\%‘o 1 71'0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4869: Propanoic acid, 2,2-dimethyl-
57.0
—— —
9.50 10.00
5000 410 m/z 58.00  4.37%
29.0
0 L, M“\ [y 690 8?'0 102.0
et
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4755: Butanoic acid, 2-oxo- ‘ ‘A‘ T
29.0 57.0 9.50 10.00
m/z 41.95 4.007%
5000
45.0
0 15.0 mh“\ i 73.0 102.0
R e N e AR R RS — —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 n-Propyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.747 148.43 ug/l 4843930 1,4-Difluorobenzene 9.106
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 38
3 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 36
4 Isobutyl acetate 116 C6H1202 000110-19-0 9
5 1-Butanamine 73 C4H11N 000109-73-9 7

Abundance Scan 1325 (9.747 min): VN078060.D\data.ms (-1318) (-) m/z 43.00 100.00%

43.0
5000
61.0
73.0
‘ 9.50 10 00
bl b L 870 1001 s 61,00 30.11%
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 18.62%
27.0 3.0
O \\‘]\_?\‘?‘\\\‘\.“\\\\“w{\\‘\\\\“\\\\‘\‘\\\‘\8\\7\.(‘)\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4786: Isopropyl acetate
43.0
‘ ‘ ‘ —
10.00
5000 m/z 41 95 10.74%
61.0
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2550: Propanal, 2,3-dihydroxy-, (S)- —
43.0 10.00
m/z 41 10 9.38%
5000 61.0
73.0
L o
0 ‘w‘“"H‘“"H““‘_““‘H““‘w““‘u““u“ -
m/z--> 10 20 30 40 50 60 70 80 90 100 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Propanoic acid, 1-methyleth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.365 31.05 ug/l 1013390  1,4-Difluorobenzene 9.106
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 42
3 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 9
Abundance Scan 1430 (10.365 min): VN078060.D\data.ms (-1422) (- | m/z 57.00 100.00%
57.0
43.0
5000
75.0
— —
101.0 10.00 10.50
Ol L1188 43 05 59.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9303: Propanoic acid, 1-methylethyl ester
57.0
43.0 A
5000 29.0 s
10.00 10.50
150 75.0 m/z 75.00 30.08%
' 101.0
0H\‘\}‘H‘HH“HH“M‘\\‘H\}“\H\‘\}H‘\\8\8\.‘0\\\\“\\\\‘]-\]\-\6\.9\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9264: Propanoic acid, propyl ester
57.0
— ——
10.00 10.50
5000 750 m/z 40.95 20.39%
29.0 43.0
SN T Y ) N
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5062: Propane, 1-(1-methylethoxy)- T I
43.0 10.00 10.50
m/z 101.00 11.83%
5000
73.0
57.0 87.0
21.0 ‘ | ‘ 00
O T S N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Isobutyl acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.735 31.43 ug/l 1249440  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 83
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 22
3 Isobutylamine 73 C4H11IN 000078-81-9 9
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 9
5 2-Pentanone 86 C5H100 000107-87-9 9
Abundance Scan 1493 (10.735 min): VN078060.D\data.ms (-1486) (- | m/z 43.00 100.00%
43.0
5000 /\
73.0
| ‘ 1050 11.00
ol 2010 2068 /7 s6.05  33.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9157: Isobutyl acetate
43.0
5000 — P
10.50 11.00
73.0 m/z 73.00  24.34%
ol ‘ |__1010
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1988: 2-Butanone, 3-methyl-
43.0
— g
10.50 11.00
5000 m/z 40.95 15.73%
86.0
150‘ ‘
0l e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #857: Isobutylamine == ~
30.0 10.50 11.00
m/z 39.00 9.13%
5000
73.0
b e e e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32

Operator JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Propanoic acid, 2-methyl-, Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.994  33.44 ug/l 1329510 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
3 Isopropyl butyrate 130 C7H1402 000638-11-9 45
4 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 42
5 Propanoic acid, 2-methyl-, 2-met... 172 C10H2002 084254-82-0 39

Abundance Scan 1537 (10.994 min): VN078060.D\data.ms (-1527) (- 43.05 100.00%

43.0
5000 71.1
89.0

11.00
57,0 115.1430.1 0
0 wawm“!wWwauw‘w_WWWW m/z 71.10  44.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000
71.0 11 OO
m/z 41.00 27.29%

o

m/z-->

5000

o

270 M

270 89.0
L, | 11501309
\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
10 20 30 40 50 60 70 80 90 100110120130
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester
43.0

71.0
89.0

570 |

m/z-->

10 20 30 40

50 60 70 80 90 100110120130

11 00

Abundance

5000

#

15396: Isopropyl butyrate

43.0

71.0

89.0

270 ‘
L

570 | | 11504309

m/z-->

10 20 30 40

m/z 89.00 16.81%

8%

11.00

50 60 70 80 90 100110120130

m/z 38.95 11.34%

%

11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Butanoic acid, ethyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.088 7.25 ug/1 288317 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 64
2 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 53
3 Isopropyl butyrate 130 C7H1402 000638-11-9 50
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 40
5 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 38

Abundance Scan 1553 (11.088 min): VN078060.D\data.ms (-1546) (- | m/z 71.00 100.00%

71.0
5000
41,0 00.1 N

11 OO

0 e 28 43.00  85.37%

iR
m/z--> 50 100 150 200 250
Abundance #9243: Butanoic acid, ethyl ester
71.0
29.0
5000

11.00
m/z 57.00 40.05%

H 01.0
\“\M\h‘ ‘\\“\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #9320: Propanoic acid, 2-methyl-, ethyl ester

43.0

—
11.00

o

5000 m/z 88.00 37.86%
116.0
‘ ‘ 73.0‘ ‘
oH““Muu‘“‘p”H_ S
mlz--> 50 100 150 200 250 A
Abundance ) #15399: Isopropyl butyrate ey
43.0 11.00
m/z 41.00 24.44%
5000 890
30, L L/l a0 gy
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 7 Propanoic acid, propyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.206 63.06 ug/l 2506920  Chlorobenzene-d5 11.871
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 17
4 S-(-)-2-Methylbutylamine 87 C5H13N 020626-52-2 9
5 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 9
Abundance Scan 1573 (11.206 min): VN078060.D\data.ms (-1561) (- | m/z 57.00 100.00%
57.0
5000
—= —
M 87.1 11.00 11.50
Ot L2240 2071 sz 75,00 44.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 - e
29.0 11.00 11.50
m/z 43.10 20.13%
| ‘ 87.0
O \\\‘\‘“\\“H\\\‘\“‘\\\‘\‘\‘\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15457: Propanoic acid, butyl ester
57.0
4 —
11.00 11.50
5000 29.0 m/z 41.05 13.69%
| ‘ ‘ 87.0
O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 N
Abundance #15669: Isobutyl ether A
57.0 11.00 11.50
m/z 87.10 9.62%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

82N©51523W.M Tue Jun 06 15:41:20 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 8 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.294  31.83 ug/l 1265290 Chlorobenzene-d5 11.871
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 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 12
4 Isobutylamine 73 C4H11N 000078-81-9 9
5 Ethanol, 2-chloro-, acetate 122 C4H7C102 000542-58-5 9
Abundance Scan 1588 (11.294 min): VN078060.D\data.ms (-1582) (- | m/z 43.00 100.00%
43.0
73.0 T 1
‘ | ‘ 11.00 11.50
Ol bl 2020 2070 n/z 6.1 45.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9201: Acetic acid, butyl ester
43.0
5000 e ——
11.00 11.50
73.0 m/z 73.00 22.43%
15.0 ‘ | ‘
0 \\‘\‘\‘M‘\\“HH‘\“\\‘\\‘\\:\L\O‘lw.pw\’\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9158: Isobutyl acetate
43.0
ie. -t
11.00 11.50
5000 m/z 41.00 17.76%
73.0
o0, L, 1010
R B B e A RmmE e
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #49477: 1,4-Butanediol, diacetate At
43.0 11.00 11.50
m/z 61.00 16.53%
5000
71.0
114.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 9 Isopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.606 92.08 ug/l 3660590 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
3 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
4 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 64
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 64
Abundance Scan 1641 (11.606 min): VN078060.D\data.ms (-1634) (- | m/z 43.05 100.00%
43.0 71.0
5000
89.1
— —
H H ‘ 115.1 302 11.50 12.00
Obrrrpererprrrrrreete oot e ey m/z 71,08 92.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 — ——
89.0 11.50 12.00
' m/z 89.10  35.44%
27.0
O H\‘HH‘H\‘i‘HH“M“H‘\\HHH\\M‘H\’H\!‘HHHH\]‘-\].\?;(‘)\%\?\)‘()\.\(\)\’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15452: Butanoic acid, propyl ester
43.0 71.0
— —
270 11.50 12.00
5000 89.0 m/z 41.85 33.53%
b2l el 115,0130.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 JM\
Abundance #36510: Ethylene glycol Formate Isobutyrate T —r—
71.0 11.50 12.00
m/z 38.95 16.89%
43.0
5000
89.0
b T amsesmo ALl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VNO78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 10 Butanoic acid, propyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.312 6.78 ug/1 269426  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 78
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
4 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 64
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 64
Abundance Scan 1761 (12.312 min): VN078060.D\data.ms (-1753) (- | m/z 71.00 100.00%
71.0
43.0
89.0
5000
H 57 12.00 12.50
0HwwmWWHW‘H‘RH“‘1“”“;“\1””‘w‘mwwm m/z 42.95 80.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15467: Butanoic acid, propyl ester
71.0
43.0 89.0
5000 = et
12.00 12.50
27.0 m/z 89.00 64.30%
O H\‘HH‘\H‘\“HH‘!H\‘HH‘H\\M‘\H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24131: Butanoic acid, butyl ester
71.0
43.0 o 12,50
- 89.0 12.00 12.50
5000 m/z 40.95 31.60%
57.0
0 12\\\\\w1160
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15547: Propanoic acid, 2-methyl-, propyl ester /‘\w ‘ el
43.0 12.00 12.50
m/z 41.95 18.89%
5000 71.0
0 I ‘\‘ 570 | 115.0130.0
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12. 00 12 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78060.D

Acqg On : 05 Jun 2023 21:32
Operator : JC\MD

Sample : 03029-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51523W.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|
3-Pentanone 9.677 8.6 ug/l 279010 2 9.106 1631690 50.0
n-Propyl acetate 9.747 148.4 ug/l 4843930 2 9.106 1631690 50.0
Propanoic acid,... 10.365 31.1 wug/l 1013390 2 9.106 1631690 50.0
Isobutyl acetate 10.735 31.4 ug/l 1249440 3 11.871 1987810 50.0
Propanoic acid,... 10.994 33.4 ug/l 1329510 3 11.871 1987810 50.0
Butanoic acid, ... 11.088 7.3 ug/l 288317 3 11.871 1987810 50.0
Propanoic acid,... 11.206 63.1 wug/l 2506920 3 11.871 1987810 50.0
Acetic acid, bu... 11.294 31.8 ug/l 1265290 3 11.871 1987810 50.0
Isopropyl butyrate 11.606 92.1 ug/l 3660590 3 11.871 1987810 50.0
Butanoic acid, ... 12.312 6.8 ug/l 269426 3 11.871 1987810 50.0
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