LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX040513.D

Acqg On : 28 Feb 2024 16:03
Operator : JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X022624W.M

Title : SW846 8260

Signal : TIC: VXe40513.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.142 6 9 18 rVB 18032 18427 1.20% 0.205%
2 2.380 205 212 226 rBV 214231 356591 23.13% 3.975%
3  4.233 505 516 530 rBV 26545 70976  4.60% 0©.791%
4 5.385 694 705 719 rBV 51444 147119 9.54% 1.640%
5 5.556 722 733 747 rW 82900 234073 15.18% 2.609%

6 5.958 789 799 814 rBV2 57857 155850 10.11% 1

7 6.763 922 931 943 rBV 129558 310209 20.12% 3

8 7.580 1060 1065 1076 rVB2 9630 19335 1.25% ©.216%

9 8.647 1234 1240 1246 rVV 265966 425303 27.58% 4
8.720 1246 1252 1266 rVB 1007572 1541996 100.00% 17.188%

11 9.519 1374 1383 1388 rBV 58058 84420 5.47% ©
12 9.580 1388 1393 1402 rVB 153479 210147 13.63% 2
13 10.055 1465 1471 1481 rBV 293617 417525 27.08% 4.654%
14 10.195 1488 1494 1504 rBV 198533 263706 17.10% 2
15 10.299 1504 1511 1519 rBV 970435 1285444 83.36% 14.328%

16 10.640 1562 1567 1572 rBV 383674 488923 31.71% 5.450%
17 10.762 1581 1587 1596 rBV3 25136 59312 3.85% 0.661%
18 11.079 1633 1639 1644 rBV 255034 325573 21.11% 3.629%
19 11.128 1644 1647 1653 rVB 19736 26250 1.70% 0.293%
20 11.280 1668 1672 1682 rVB2 22150 33066 2.14% ©.369%
21 11.384 1682 1689 1694 rBV3 16269 31084 2.02% 0.346%
22 11.567 1714 1719 1724 rBV 343431 438190 28.42%  4.884%
23 11.610 1724 1726 1733 rVV3 21611 37875 2.46% 0.422%
24 11.683 1733 1738 1746 rVV 1041337 1178152 76.40% 13.132%
25 11.75@ 1746 1749 1754 rW 18571 27416 1.78% ©.306%
26 11.823 1757 1761 1767 rVV 33109 45389 2.94% 506%

27 11.988 1781 1788 1790 rVV 123454 154588 10.03%
28 12.018 1790 1793 1801 rVB 335668 439357 28.49%

OO0 PR,
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R

29 12.232 1823 1828 1836 rBvV3 23089 68839 4.46% 767%

30 13.609 2047 2054 2060 rBV3 19641 33166 2.15% 370%

31 13.676 2060 2065 2070 rVv2 35311 43182 2.80% 0.481%
Sum of corrected areas: 8971483
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX040513.D

Acqg On : 28 Feb 2024 16:03
Operator : JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.M
Quant Title : SW846 8260

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

Abundance TIC: VX040513.D\data.ms
1000000

800000
600000

400000

2.380
200000

556

5.385 5.958
4.233

142 JAN

07/}‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘/N\\‘HH‘\H\‘HH‘\H\‘HH‘\TH‘HH‘HH‘HH‘\H
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Abundance TIC: VX040513.D\data.ms
1000000 8.120 10.299

800000
600000

400000 10.640

10.055
8.64 11.079

200000 9.580 10199

118

9.5
o 7.580 0.762 1112828384
S A — — ‘

— ‘ T ——
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VX040513.D\data.ms

100000011.683

T
11.00

800000

600000

400000 12018

200000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX040513.D

Acqg On : 28 Feb 2024 16:03
Operator : JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.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 Butanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4,233 15.16 ug/l 70976  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Propane 44 C3H8 000074-98-6 47
3 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 43
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
5 Ethene, ethoxy- 72 C4H80 000109-92-2 28
Abundance Scan 516 (4.233 min): VX040513.D\data.ms (-505) (-) m/z 44.10 100.00%
44.1
72.0
5000
57.0
m\\\\‘\\\\’\\\\‘\\\\‘\\\
a6 ‘ 4.00 4.20 4.40 4.60
0 et il m/z 43.10 95.93%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #737: Butanal
27.0 44.0
72.0
5000 L L L B LN B
4.00 4.20 4.40 4.60
15.0 ‘ 57.0 m/z 41.10 85.19%
O”se?
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #89: Propane
29.0
R EREREEEE
4.00 4.20 4.40 4.60
5000 m/z 72.00 69.39%
44.0
15.0 ‘
0 ‘H%p‘H,‘JH"‘14“HMM“W““_“‘_““
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #796: 1-Propene, 3-methoxy- R ARmEEEE
29.0 410 4.00 4.20 4.40 4.60
' 720 m/z 39.00 55.92%
5000 57.0
15.0
o"""",m“"‘pl!,‘MH‘WHWmm_m_m_
m/z--> 0 10 20 30 40 50 60 70 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX040513.D

Acqg On : 28 Feb 2024 16:03
Operator : JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.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 Hexanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.519 10.11 ug/l 84420  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 25
3 Butanal 72 C4H80 000123-72-8 25
4 Cyclobutane 56 C4H8 000287-23-0 18
5 Glutaraldehyde 100 C5H802 000111-30-8 16
Abundance Scan 1383 (9.519 min): VX040513.D\data.ms (-1374) (-) m/z 44.10 100.00%
44.1
57.1
5000
72.1
T \
9.50
97.0
Ol il Ll 92D 1121 m/z 41.e5 98.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: Hexana
56.0
41.0
5000 N :
220 9.50
ZTF ' m/z 56.10 84.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4431: Cyclopentanol, 2-methyl-, cis-
57.0
SR \
9.50
5000 41.0 m/z 43.05 62.97%
' 82.0
“ 100.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #739: Butanal T ‘
44.0 9.50
m/z 57.10 62.50%
72.0
29.0
5000
57.0
1!:_\)0 “ \‘\‘\ I N
O ettt e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX@40513.D

Acqg On : 28 Feb 2024 16:03

Operator JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.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 Acetic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.580 25.17 ug/l 210147  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 39
3 1-Butanol, 4-chloro-, acetate 150 C6H11C102 006962-92-1 17
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): VX040513.D\data.ms (-1388) (-) m/z 43.05 100.00%
43.0
5000 56.1 AA\
73.0 1
>
bbbl bl SS 20 m/z 56.16 39.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 56.0 T
9.50
oo 73.0 m/z 73.00 17.63%
ol 180 B || ||| 8701010 1170
H‘HH‘\\H‘HH‘HH‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9158: Isobutyl acetate
43.0
T
9.50
5000 m/z 41.10 17.54%
56.0
73.0
0 15\9 220 \“ AT \‘ 860 101.0
R AR aRA R R e A RRARAREAR
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #27946: 1-Butanol, 4-chloro-, acetate T ‘J
43.0 9.50
m/z 61.10 13.28%
5000
73.0
0 ) 7\'\0 Ll #8\‘ ‘ gqo 10\7'0120'0 i\
AR ARt o e R — ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX@40513.D

Acqg On : 28 Feb 2024 16:03

Operator JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 unknownl®.762 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.762 7.10 ug/1 59312 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol 116 C7H160 000589-55-9 45
2 4-Pentenoic acid ethyl ester 128 C7H1202 001968-40-7 38
3 Pentanoic acid, 2-(aminooxy)- 133 C5H11NO3 005699-55-8 38
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 37
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 33

Abundance Scan 1587 (10.762 min): VX040513.D\data.ms (-1581) (- m/z 55.10 100.00%

55.1
73.1
5000
411
e i
98.1
o‘_m_‘HMH_wm_m‘yumwumwl_ml_lf‘ﬁwww m/z 43.10  66.04%
m/z--> 20 30 40 50 60 70 80 90 100110 120 130
Abundance #9446: 4-Heptanol
55.0
73.0
5000
1050 1100
41.0 . .67%
270 m/z 73.10 64.67
“\ “\\ I Al 98.0
O\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #14040: 4-Pentenoic acid ethyl ester
55.0 /\
e A s )y
10.50 11.00
5000 m/z 41.18  34.08%
83.0
41.0
0 & 1000 1280
W‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #16765: Pentanoic acid, 2-(aminooxy)-
55.0 1050 1100
m/z 38.95 20.80%
73.0
5000 41.0
101.0
P O o L ‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120130 1050 1100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX040513.D

Acqg On : 28 Feb 2024 16:03
Operator : JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.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 5 4-Heptanone, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.567 49.87 ug/1 438190 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 91
2 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 80
3 5-Nonanone 142 C9H180 000502-56-7 64
4 t-Butyl isobutyl ketone 142 C9H180 014705-50-1 53
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 50
Abundance Scan 1719 (11.567 min): VX040513.D\data.ms (-1714) (- | m/z 57.05 100.00%
57.0
85.1
5000 41.0 M
‘ ‘ ‘ 142.2 1150 |
ol 1012 1250 | p g5.1p  83.21%
miz-> 20 40 60 80 100 120 140
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 e :
41.0 11.50
m/z 41.05 41.88%
142.0
miz-> 20 40 60 80 100 120 140
Abundance #23034: 4-Octanone, 2-methyl-
57.0
85.0 N
11.50
5000 41.0 m/Z 58.10 24.75%
142.0
040 | Ll L mso 1T
miz--> 20 40 60 80 100 120 140 I
Abundance #22978: 5-Nonanone e NS
57.0 11.50
85.0 m/z 43.10  20.80%
5000 41.0
142.0
L ) | L A
m/z--> 20 40 60 80 100 120 140 11.50

82X022624W.M Thu Feb 29 13:46:08 2024 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX040513.D

Acqg On : 28 Feb 2024 16:03
Operator : JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.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, butyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.683 134.08 ug/l 1178156 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 90
2 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 72
3 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 72
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 59
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 56
Abundance Scan 1738 (11.683 min): VX040513.D\data.ms (-1733) (- m/z 71.10 100.00%
71.1
89.1
5000
‘ 11 50 12 00
0 ‘ ‘ ol 11811430 sz 43.05  54.75%
miz--> 80 100 120 140 160
Abundance #24129. Butanoic acid, butyl ester
71.0
43.0
5000 89.0
11.50 12.00
m/z 89.10 53.31%
0 150H ‘\ L, 1160
\\\‘\1\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #24222: Butanoic acid, 2-methylpropyl ester
71.0
——
11 50 12.00
5000 43.0 m/z 56.10  44.02%
89.0
0 150“ ‘\ \‘\ L 11140
e et
m/z--> 20 40 60 80 100 120 140 160
Abundance #75747: Butanoic acid, octyl ester —p—
43.0 71.0 11 50 12.00
m/z 41.05 43.44%
89.0
5000
112.0
ob2s0 I I, |, \H_ w0 1720 A
T B T —
m/z--> 20 40 60 80 100 120 140 160 11 50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX040513.D

Acqg On : 28 Feb 2024 16:03
Operator : JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.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 2-Heptanone, 4,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.823 5.17 ug/1 45389 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 83
2 N-Allyl-N,N-dimethylamine 85 C5H11N 002155-94-4 40
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 37
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 28
5 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 28
Abundance Scan 1761 (11.823 min): VX040513.D\data.ms (-1757) (- | m/z 43.05 100.00%
43.0
5000 58.1
85.1
- ——
109.2 11.50 12.00
Obreprerrprrerprresitber bl b ol T 1272 m/z 58.18  50.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
58.0
5000 ‘ AJL —
85.0 11.50 12.00
m/z 69.15 32.92%
0H\‘HH‘\H\‘HH‘HH‘\H ‘\H\i\\\\“\“‘\\\\‘\\\\‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1782: N-Allyl-N,N-dimethylamine
58.0
S L ] V)
11.50 12.00
5000 42.0 ITI/Z 85.10 28.09%
85.0
260 1 ‘
Ottt et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8491: 2-Hexanone, 5-methyl- . —
43.0 11.50 12.00
m/z 41.05 27.73%
5000
58.0
27.0
ob 280 Ll 810 990 1140
T e e e e e e - ——
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_X\Data\VX022824\
Data File : VX040513.D

Acqg On : 28 Feb 2024 16:03
Operator : JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.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 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.232 7.83 ug/1 68839 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 53
3 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19C102 005345-58-4 53
4 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 53
5 2-Ethyl-1-hexanol, methyl ether 144 CS9H200 1000365-10-2 47
Abundance Scan 1828 (12.232 min): VX040513.D\data.ms (-1823) (- m/z 57.10 100.00%
57.1
83.2 TS s
112.1 12.00 12.50
0136'3 m/z 41.10 43.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 S ——
12.00 12.50
29.0 83.0 m/z 55.10  35.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #108747: 2-Ethylhexyl hydrogen maleate
57.0
= Py
12.00 12.50
5000 m/z 43.10 32.43%
117.0
26.0 83.0
0 \‘ “\ | ‘h 1420  185.0212.0
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81976: Chloroacetic acid, 2-ethylhexyl ester e T
57.0 12.00 12.50
m/z 70.20 23.72%
5000
83.0
i 1 B )
obrrer ot bl i 2870 VAN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022824\
Data File : VX040513.D

Acqg On : 28 Feb 2024 16:03
Operator : JC/MD

Sample : P1613-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022624W.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|
Butanal 4.233 15.2 ug/l 70976 1 5.556 234073 50.0
Hexanal 9.519 10.1 ug/l 84420 3 10.055 417525 50.0
Acetic acid, bu... 9.580 25.2 wug/l 210147 3 10.055 417525 50.0
unknown10.762 10.762 7.1 ug/l 59312 3 10.055 417525 50.0
4-Heptanone, 2,... 11.567 49.9 ug/l 438190 4 12.024 439357 50.0
Butanoic acid, ... 11.683 134.1 wug/l 1178150 4 12.024 439357 50.0
2-Heptanone, 4,... 11.823 5.2 ug/l 45389 4 12.024 439357 50.0
1-Hexanol, 2-et... 12.232 7.8 ug/l 68839 4 12.024 439357 50.0
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