LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036847.D

Acqg On : 07 Aug 2023 19:17
Operator : JC/MD

Sample : 03887-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 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 X\Method\82X072123W.M

Title : SW846 8260

Signal : TIC: VX@36847.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.380 206 212 222 rBV 29556 49959  2.98% 0.485%
2 2.788 272 279 289 rBV 9251 18575 1.11% 0.180%
3 3.575 399 408 426 rBV3 14301 35659 2.13%  0.346%
4 4,574 562 572 585 rBV2 11176 36660 2.19% 0.356%
5 5.385 694 705 721 rBV2 91174 264694 15.79% 2.568%
6 5.550 721 732 748 rVB 144650 414021 24.70% 4.016%
7 5.958 786 799 816 rBV 95954 256538 15.31% 2.488%
8 6.342 853 862 878 rBV 71878 185384 11.06% 1.798%
9 6.763 921 931 943 rBV 242785 576347 34.39% 5.591%
10 7.641 1064 1075 1080 rBV 47908 87247 5.21% 0.846%
11 7.696 1080 1084 1093 rVB 14899 26608 1.59% 0.258%
12 7.799 1093 1101 1122 rBV 989380 1675930 100.00% 16.257%
13 8.549 1213 1224 1234 rBV2 216581 437149 26.08% 4.240%
14  8.647 1234 1240 1249 rBV 497255 797034 47.56% 7.731%
15 8.952 1284 1290 1308 rBV 260444 391874 23.38% 3.801%
16 9.244 1332 1338 1344 rBvV 267849 372815 22.25% 3.616%
17 9.311 1344 1349 1351 rWV 29427 41965 2.50% 0.407%
18 9.342 1351 1354 1357 rWV 44958 71916 4.29% ©.698%
19 9.378 1357 1360 1367 rVB 113153 152949 9.13% 1.484%
20  9.482 1372 1377 1384 rVV 509450 652587 38.94%  6.330%

21 9.580 1388 1393 1411 rVB 349648 449481 26.82%
22 9.915 1442 1448 1461 rBV 892019 1126170 67.20% 10.924%

IN
w
JoX
®
R

23 10.055 1461 1471 1478 rBV 532509 747073 44.58% 7.247%
24 10.281 1503 1508 1520 rVB 12178 17757 1.06% 0.172%
25 10.506 1540 1545 1555 rVB 15182 20348 1.21% 0.197%
26 10.640 1562 1567 1573 rBV 79764 97065 5.79% 0.942%
27 11.079 1634 1639 1654 rBV 439029 561845 33.52% 5.450%
28 11.555 1712 1717 1723 rBV 12984 16921 1.01% 0.164%
29 12.018 1788 1793 1800 rBV 530776 690471 41.20% 6.698%
30 12.219 1821 1826 1837 rBV 22059 36233 2.16% 0.351%
Sum of corrected areas: 10309275
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036847.D

Acqg On : 07 Aug 2023 19:17
Operator : JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

Abundance TIC: VX036847.D\data.ms

800000
600000
400000

200000 5.550

5.385 5.958
2380 5788 3575 4574 A /\ J

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/‘\\\\\‘\\\\‘\\\\‘\\\{’\\\\\‘\\\\‘\\\\‘\\\\‘\\\/\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 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

Abundance TIC: VX036847.D\data.ms
7.799

9.915

800000

600000

10.055

8.647 9.482
11.079
400000 580

8.952 9.244

6.763 8.54

200000

9.37

B J

; P
Time--> 6.50 7.00 7 8.00 8.50 9.00 9.50
Abundance TIC: VX036847.D\data.ms

800000

600000

12.018

400000

200000

12.219

T ‘ 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_X\Data\VX080723\
Data File : VX036847.D

Acqg On : 07 Aug 2023 19:17
Operator : JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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.
7.641 7.57 ug/1 87247  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 90
2 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 9
3 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 9
4 Neopentane 72 C5H12 000463-82-1 9
5 Ethyl-1-propenyl ether 86 C5H100 000928-55-2 7

Abundance Scan 1075 (7.641 min): VX036847.D\data.ms (-1064) (-) m/z 57.00 100.00%

57.0
5000
7.40 7.60 7.80 8.00
or-——iit—trr-————7 m/z 86.10 23.20%
miz--> 50 100 150 200 250 300 350
Abundance #1925: 3-Pentanone
57.0
5000 L B I L I LN B
7.40 7.60 7.80 8.00
m/z 42.10 4.71%
O\‘\ ‘\‘“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #85469: Propanoic acid, 2,2-dimethyl-, silver(1+) salt
57.0
A ARAREREREY
7.40 7.60 7.80 8.00
5000 m/z 56.00 4.41%
317.0
R e oo 1
m/z--> 50 100 150 200 250 300 350 /LW
Abundance #4868: Propanoic acid, 2,2-dimethyl- H‘Aﬁu“,‘u““‘W‘N‘
57.0 7.40 7.60 7.80 8.00
m/z 58.00 3.30%
5000
LSJ 02.0
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036847.D

Acqg On : 07 Aug 2023 19:17
Operator : JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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.
7.799 145.39 ug/l 1675930 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 36
3 Isopropyl acetate 102 C5H1002 000108-21-4 36
4 Isobutyl acetate 116 C6H1202 000110-19-0 9
5 1-Butanamine 73 C4H11IN 000109-73-9 5

Abundance Scan 1101 (7.799 min): VX036847.D\data.ms (-1093) (-) m/z 43.05 100.00%

5000
61.0
730 [T rs
‘ 7.40 7.60 7.80 8.00 8.20
Ol et 870 1000 s 61,00 32.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4776: n-Propyl acetate
43.0
5000 DL R R A W
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.00 17.65%
27.0 3.0
O\\‘]\_?\‘?‘\\\‘\."\\\\"”}\\’\\\\"\\\\’\‘\\\’\gz;?\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2550: Propanal, 2,3-dihydroxy-, (S)-
43.0
R AR
7.40 7.60 7.80 8.00 8.20
5000 61.0 m/z 42.05 10.93%
73.0
Lo 00
0 H“H‘“H‘,H“W‘“W“W“H,i‘u,‘u‘,u“,u“_
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4786: Isopropyl acetate R R
43.0 7.40 7.60 7.80 8.00 8.20
m/z 41.10 9.46%
5000
61.0
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX@36847.D

Acqg On : 07 Aug 2023 19:17

Operator : JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
. 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 TIsobutyl acetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.952  26.23 ug/l 391874 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 83
2 Isobutylamine 73 C4H11N 000078-81-9 9
3 2-Pentanone 86 C5H100 000107-87-9 9
4 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 9

5 Acetic acid, butyl ester 116 C6H1202 000123-86-4 9

Abundance Scan 1290 (8.952 min): VX036847.D\data.ms (-1284) (-) m/z 43.10 100.00%
3.1

9.

5000
56.1
73.0

| 860 1011 116 8.60 8.80 9.00 9.20
‘ 86 1115,
Obrrprrrrprrrr et e e 20 m/z 56.16

m/z-->

32.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9158: Isobutyl acetate
43.0
5000 IR e R
56.0 8.60 8.80 9.00 9.20
73.0 m/z 73.00 23.23%
0 15\(\) 2\9\0 \‘\ T \“ 860 101.0
\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #857: Isobutylamine
30.0
R RAREaREE
8.60 8.80 9.00 9.20
5000 ITI/Z 41.10 15.00%
o 150 . L 55.0 73\'0
R e RAARaaas R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1922: 2-Pentanone R RREREREEa
43.0 8.60 8.80 9.00 9.20
m/z 39.10 8.70%
5000
86.0
27.0 58.0 71.0
0 14r0 ‘ \‘M ‘ ‘
T T T P T T T T T T T T T T T T

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_X\Data\VX080723\
Data File : VX036847.D

Acqg On : 07 Aug 2023 19:17
Operator : JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.244  24.95 ug/l 372815 Chlorobenzene-d5 10.055

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 Propanoic acid, 2-methyl-, 2-met... 172 C10H2002 084254-82-0 56
4 Isopropyl butyrate 130 C7H1402 000638-11-9 56
5 2,3-Hexanedione 114 C6H1002 003848-24-6 53
Abundance Scan 1338 (9.244 min): VX036847.D\data.ms (-1332) (-)| m/z 43.85 100.00%
43.0
5000 71.1
891 1151 9.00 9.20 9.40 9.60
0 Moy 1303 m/z 71.10  40.88Y%
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\ . . 0
m/z--> 20 40 60 80 100 120 140
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \\\/\\‘\\\\‘\\\\’\\\\‘\\\
71.0 9.00 9.20 9.40 9.60
89.0 m/z 41.10 25.76%
70 ) " o
O\\\‘\}\\“H\\\"\\\‘\‘\{\\‘\\\‘\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #15556: Propanoic acid, 2-methyl-, propyl ester
43.0
71.0 9.00 9.20 9.40 9.60
5000 " 89.0 m/z 89.10  16.41%
27.0
Ot
miz--> 20 40 60 80 100 120 140
Abundance #47181: Propanoic acid, 2-methyl-, 2-methylpentyl ester  RRRERRRRE /\, R
43.0 9.00 9.20 9.40 9.60
69.0 m/z 39.10 10.70%
5000
9.0
27.0 M ‘
N Y O O .0 PO SO 101
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX@36847.D

Acqg On : 07 Aug 2023 19:17

Operator JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
. 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 5 3-Pentanone, 2,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.378 10.24 ug/l 152949  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
2 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 86
3 4-Heptanone 114 C7H140 000123-19-3 72
4 2,3-Hexanedione 114 C6H1002 003848-24-6 64
5 Pyrrolidine 71 C4HON 000123-75-1 42
Abundance Scan 1360 (9.378 min): VX036847.D\data.ms (-1357) (-) m/z 43.10 100.00%
43.1
5000 71.0
A A e
56.0 114.1 9.00 9.20 9.40 9.60 9.80
Ol 290l 850 990 L /7 71.00  41.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8577: 3-Pentanone, 2,4-dimethyl-
43.0
5000 /\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
710 9.00 9.20 9.40 9.60 9.80
27.0 ' m/z 41.10 24.05%
ol 140 ““ | 560 ‘ 85.0 99.0 140
H\‘\H\‘HH‘\H\‘HH‘\\H‘\H\‘H\\‘HH’\H\‘HH‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8509: 3-Hexanone, 2-methyl-
43.0
A L e AR
710 9.00 9.20 9.40 9.60 9.80
5000 ' m/z 114.05 13.35%
27.0
114.0
o ., 570 | 850 99.0 |
R e e B RARRESARE e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8419: 4-Heptanone T
43.0 710 9.00 9.20 9.40 9.60 9.80
m/z 39.10 10.59%
5000
27.0 114.0
0 : | | ‘\ | ?8\0 | 86.0 990
T e e e e e e PP e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX@36847.D

Acqg On : 07 Aug 2023 19:17

Operator JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 6 Propanoic acid, propyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.482 43.68 ug/l 652587  Chlorobenzene-d5 10.055
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 Isobutyl ether 130 C8H180 000628-55-7 9

Abundance Scan 1377 (9.482 min): VX036847.D\data.ms (-1372) (-) m/z 57.00 100.00%

57.0
5000 75.0
43.0

9.20 9.40 9.60 9.80

\“ 89.1 115.1

0l ettt R AR m/z 75.00  44.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9263: Propanoic acid, propyl ester /L
57.0
5000 5, 750 530540 560650
43.0 m/z 43.05 19.96%

o

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15457: Propanoic acid, butyl ester
57.0

9.20 9.40 9.60 9.80

5000 29.0 m/z 41.05 13.29%
75.0
oL 150 || f‘ho L ‘ . 101.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15445: 2-(Isobutoxymethyl)oxirane AR
57.0 9.20 9.40 9.60 9.80
m/z 87.00 9.70%
5000 41.0 73.0
27.
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036847.D

Acqg On : 07 Aug 2023 19:17
Operator : JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.580 30.08 ug/l 449481  Chlorobenzene-d5 10.055

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 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 9

Abundance Scan 1393 (9.580 min): VX036847.D\data.ms (-1388) (-) 43.05 100.00%

43.0 a
5000
73.0
‘ 5 b ‘ 88.1 115.0 950
Oyl il S e e e M/z 56,05 42.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9207: Acetic acid, butyl ester
43.0
5000 = :
9.50
10 m/z 73.00 19.89%
0 H‘\\‘\\‘EZ}.“()H\\“HH‘H‘\‘\“HH‘\‘\\\’ﬁ?\‘()\\\\‘\\\\‘]\-\]-\7\‘(\)\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9158: Isobutyl acetate
43.0
! T
9.50
5000 m/z 41.10 17.06%
73.0
270 | sgo |
Obrrpreteb et R e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #49477: 1,4-Butanediol, diacetate e — ‘
43.0 9.50
m/z 61.00 16.51%
5000
71.0
0 280 | | | 860 114.0 1310
T T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036847.D

Acqg On : 07 Aug 2023 19:17
Operator : JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Isopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.915 75.37 ug/l 11261760  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 95
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
3 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 64
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
5 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
Abundance Scan 1448 (9.915 min): VX036847.D\data.ms (-1442) (-) m/z 43.05 100.00%
43.0 71.1
5000
89.1
I
0l e e m/z 71.18 86.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 1
89.0 10.00
' m/z 89.10 35.00%
O\]_\5\.(‘)\“\\\“““\\\u\\‘\‘\‘\!\\"\}]\-?'?\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester
43.0
B
71.0 10.00
5000 89.0 m/z 41.10 31.83%
180 ‘ \h\ 1 | |
R
m/z--> 20 40 60 80 100 120 140 160
Abundance #35353: Butanoic acid, pentyl ester — T
43.0 71.0 10.00
m/z 60.00 14.82%
5000 89.0
o) 150 L ‘ . 1150 159.0
R B T e B T T
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036847.D

Acqg On : 07 Aug 2023 19:17
Operator : JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Butanoic acid, propyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.640 6.50 ug/1 97065  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
3 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 72
4 Malic Acid 134 C4H605 006915-15-7 64
5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 64
Abundance Scan 1567 (10.640 min): VX036847.D\data.ms (-1562) (- m/z 71.00 100.00%
71.0
431
89.1
5000
N —
‘ ‘ ‘ 10.50 11.00
bl L 06 mjz 43.10 72.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15467: Butanoic acid, propyl ester
71.0
43.0 89.0
5000 e o
10.50 11.00
m/z 89.10 63.69%
O \\\‘2\6‘“}‘\\‘i‘}‘\\‘\‘l‘\\}‘\‘\\‘\\‘“\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15547: Propanoic acid, 2-methyl-, propyl ester
43.0
— —
10.50 11.00
5000 71.0 m/z 41.10 30.66%
89.0
0 Ll il | 115'0
e
m/z--> 20 40 60 80 100 120 140 160 j\‘
Abundance #35460: Propanoic acid, 2-methyl-, pentyl ester ~J¥~> - posy
43.0 10.50 11.00
71.0 m/z 42.10 18.55%
5000 89.0
020 L | . 80 130 -
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036847.D

Acqg On : 07 Aug 2023 19:17
Operator : JC/MD

Sample : 03887-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 7.641 7.6 ug/l 87247 2 6.763 576347 50.0
n-Propyl acetate 7.799 145.4 ug/l 1675930 2 6.763 576347 50.0
Isobutyl acetate 8.952 26.2 wug/l 391874 3 10.055 747073 50.0
Propanoic acid,... 9.244 24.9 ug/l 372815 3 10.055 747073 50.0
3-Pentanone, 2,... 9.378 10.2 ug/l 152949 3 10.055 747073 50.0
Propanoic acid,... 9.482 43.7 ug/l 652587 3 10.055 747073 50.0
Acetic acid, bu... 9.580 30.1 wug/l 449481 3 10.055 747073 50.0
Isopropyl butyrate 9.915 75.4 ug/l 1126170 3 10.055 7470673 50.0
Butanoic acid, 10.640 6.5 ug/l 97065 3 10.055 747073 50.0
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