LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : @03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X121323W.M

Title : SW846 8260

Signal : TIC: VX@39602.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.374 204 211 225 rBV 331169 530611 8.86% 3.441%
2 2.526 229 236 249 rVB 33342 63414 1.06% 0.411%
3  4.227 504 515 535 rBV 104980 290617 4.85%  1.885%
4 5.385 693 705 722 rVW3 67914 198237 3.31% 1.286%
5 5.550 722 732 750 rVB2 99845 282202 4.71% 1.830%

6 5.952 789 798 812 rBV 79134 209394 3 1
7 6.099 814 822 836 rBV 73120 200470 3 1
8 6.757 921 930 945 rBV 186703 450128 7.51% 2.919%
9 7.202 996 1003 1014 rBV 109154 230451 3 1
8.647 1234 1240 1248 rBV 399838 629295 10.51% 4

11 10.049 1465 1470 1483 rBV 433393 623690 10.41%
12 10.750 1581 1585 1594 rBV3 42026 74178 1.24%
13 11.079 1633 1639 1645 rBV 379975 478827  7.99%
14 11.567 1714 1719 1733 rBV 4947130 5989945 100.00% 3
15 11.683 1733 1738 1746 rVB 253655 294909  4.92%

R OoOWO® M
=
()
Ul
X

16 11.823 1756 1761 1766 rBV 1202691 1419851 23.70%
17 11.884 1766 1771 1779 rVV 303136 402991 6.73%
18 11.988 1779 1788 1790 rVV2 129463 200157 3.34%

N WEDNO
N
O
[e]
R

19 12.018 1790 1793 1801 rVB 464658 603556 10.08% 914%
20 12.098 1801 1806 1812 rBV 250682 335162 5.60% 173%
21 12.213 1820 1825 1836 rBV 414076 579094 9.67% 3.755%
22 12.524 1869 1876 1885 rBV2 43790 77602 1.30% 0.503%
23 13.146 1970 1978 1980 rBV 100816 150681 2.52% 0.977%
24 13.213 1985 1989 1998 rVB 172488 232453 3.88% 1.507%
25 13.579 2041 2049 2052 rBV3 53048 97300 1.62% 0.631%
26 13.676 2058 2065 2069 rBvV2 76253 103998 1.74% 0.674%
27 13.731 2069 2074 2078 rBV 375519 489814 8.18% 3.176%
28 13.774 2078 2081 2086 rVB 81576 102287 1.71% 0.663%
29 15.969 2435 2441 2452 rBvV2 44148 79192 1.32% 0.514%
Sum of corrected areas: 15420506
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.M
Quant Title : SW846 8260

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

Abundance TIC: VX039602.D\data.ms
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Abundance TIC: VX039602.D\data.ms
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Abundance TIC: VX039602.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 3
R.T. EstConc Area Relative to ISTD R.T.
4,227 51.49 ug/l 290617  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Ethene, ethoxy- 72 C4H80 000109-92-2 49
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 49
4 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 38
5 2-Propen-1-o0l, 2-methyl-, acetate 114 C6H1002 000820-71-3 17
Abundance Scan 515 (4.227 min): VX039602.D\data.ms (-504) (-) m/z 44.05 100.00%
44.0
72.1
5000
57.1
R e RN
37 4.00 4.20 4.40 4.60
Obgrrrrerresrrsprrgrer ek | M/z 43.10 97.39%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #739: Butanal
44.0
e M
29.0
5000 UL B A N I R R
57.0 4.00 4.20 4.40 4.60
m/z 41.10 89.93%
O \‘HH‘\\]\-ﬁ.\(\)\\‘\\\\‘l\!\‘H\ﬁix\\}\! iHHiH{H\H\‘\H\‘\H\‘l\}\‘\\\\‘\\\\‘\\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #774: Ethene, ethoxy-
44.0
R RARENEE
720 4.00 4.20 4.40 4.60
5000 20.0 m/z 72.10 71.68%
15.0
0 | ol 570 790
P R e T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #782: Propanal, 2-methyl- ““‘H““H““f}w‘
43.0 4.00 4.20 4.40 4.60
m/z 39.10 46.67%
72.0
5000
27.0
0 15.0 | \‘ 36v | ‘ 50'05\7.0 |
A e e R ARAREEEE R S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 4.00 4.20 4.40 4.60

82X121323W.M Thu Jan 04 14:04:25 2024 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 1-Propanol, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.099 35.52 ug/l 200470  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 90
2 Pentane 72 C5H12 000109-66-0 45
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 27
4 Isobutylene epoxide 72 C4H80 000558-30-5 25
5 Oxirane, ethyl- 72 C4H80 000106-88-7 17
Abundance Scan 822 (6.099 min): VX039602.D\data.ms (-814) (-) m/z 43.10 100.00%
431
5000 /k
AR ERRERREEES
55.1 74.1 5.80 6.00 6.20 6.40
35. 62.1 9
Ol e e SO st O3 et e | M/z 41,10 69.96%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #984: 1-Propanol, 2-methyl-
43.0
5000 L L B B AL
5.80 6.00 6.20 6.40
m/z 42.10 57.07%
oo UL me e
O\‘HH‘\\Hi\\\\‘HH‘}\H‘HH‘H}\ \\‘\H\‘HH’}HM\H\‘HH’HH‘HH‘HH’
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
AR ARERERRNEEES
5.80 6.00 6.20 6.40
5000 m/z 39.10 26.30%
27.0 57.0 720
0 15.0 ‘M ‘ 50,0 ‘ 65.0
T T Ty
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #782: Propanal, 2-methyl- T T e
43.0 5.80 6.00 6.20 6.40
m/z 74.10 8.83%
72.0
5000
27.0
0 15.0 H‘ 3 \J ‘\ 5005\7\0 |
Aty L ] e A ARRERRR TS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 1-Butanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.202  25.60 ug/l 230451 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H1e0 000071-36-3 86
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 39
3 Isobutylene epoxide 72 C4H80 000558-30-5 9
4 Butane, 1-chloro- 92 C4HoCl 000109-69-3 9
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9

Abundance Scan 1003 (7.202 min): VX039602.D\data.ms (-996) (-) m/z 56.10 100.00%

56.1
41.0
5000
Raama e AR
‘ ‘ 721 6.80 7.00 7.20 7.40 7.60
0 e et e eSS m/z 41.05 74.55%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #959: 1-Butano
31.0
56.0
41.0
5000 [T T[T T T[T T ir]rT
6.80 7.00 7.20 7.40 7.60
m/z 43.10 59.99%
0 \\\‘\\\\‘\\\\‘\\11“\‘\\‘}‘}\H\\‘\\“\‘\\\\‘7\3\.(\)\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1687: Propane, 2-cyclopropyl-
56.0
41.0 T R
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.10 32.15%
27.0
69.0
s |
0 \\\1"\0\\\‘\\‘\\‘\\}U‘\\\}}!\\\“\H“\‘\\\‘\“\\\\‘8\4\..\0\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #781: Isobutylene epoxide T T T T R T
41.0 6.80 7.00 7.20 7.40 7.60
m/z 39.10 26.48%
5000 72.0
27.0
s0 |
O v e e e e RRRR R ERaN
m/z--> 0 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.567 496.22 ug/1 5989950 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 94
2 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 72
3 5-Nonanone 142 C9H180 000502-56-7 64
4 t-Butyl isobutyl ketone 142 C9H180 014705-50-1 59
5 3-Buten-2-0l, 2,3-dimethyl- 100 C6H120 010473-13-9 50
Abundance Scan 1719 (11.567 min): VX039602.D\data.ms (-1714) (- m/z 57.05 100.00%
510 85.1
5000
—
39HL 142.2 11.50
0l 2092 L sz 8510 81.98%
miz--> 0O 20 40 60 80 100 120 140
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 ‘ Ay
ll 50
29.0 41.10  41.86%
H 142.0
O\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\‘\\\‘\\\\‘\‘\\\“\\\
miz--> 0 60 80 100 120 140
Abundance #23034: 4-Octanone, 2-methyl-
57.0
85.0
11.50
5000 m/z 58.05 25.54%
290 142.0
“ I | | 113.0 Il ‘
0 \‘HH‘HH \H\‘\H\‘HH‘HH‘HH‘H\
miz--> 0 60 80 100 120 140
Abundance #22977: 5-Nonanone - i
57.0 11.50
85.0 9
20.0 43.10  20.13%
5000
130 420
SIETCHEY N N SR R
m/z--> 0 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 5 Butanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.683 24.43 ug/l 294909  1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 cais02 000109-21-7 90

2 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 72
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 56
Abundance Scan 1738 (11.683 min): VX039602.D\data.ms (-1733) (- m/z 71.10 100.00%
71.1
43.1 89.1
5000
‘ ‘ 116.0 11.50 12.00
bl T80 mjz 89.10 54.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24129: Butanoic acid, butyl ester
71.0
43.0
5000 89.0 —— P
11.50 12.00
m/z 43.10 52.10%
0 \\\F?‘}b\“‘\\\‘\‘l\\H\‘\}‘\\“\\1\]-\6-‘0\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #75741: Butanoic acid, octyl ester
71.0
43.0
89.0
11.50 12.00
5000 m/z 56.05 47.13%
112.0
0 26 | ‘H\ ‘\ 1y ‘\ 1430
T \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15467: Butanoic acid, propyl ester
71.0 11.50 12.00
30 m/z 41.05 38.38%
43. 89.0
5000
NI 2 T T RN i (S | O VN
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\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 2-Heptanone, 4,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.823 117.62 ug/1 1419850 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 72
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 50
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 43
4 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 40
5 1-Octene, 4-methyl- 126 CSH18 013151-12-7 37
Abundance Scan 1761 (11.823 min): VX039602.D\data.ms (-1756) (- | m/z 43.10 100.00%
43.1
58.1
5000
85.1
11.50 12.00
1092
[— ‘ M:H‘ ‘ 1202 m/z 58.10 55.30%
miz--> 20 60 80 100 120 140
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
58.0 /k
5000 L
85.0 11.50 12.00
m/z 69.10  31.92%
27.0
109.0
0 ok ’ \‘U\ \‘ 1\\“1”‘ \‘\“\ T “‘\‘\ [ \‘\ T ‘1\27\\0\ T
m/z--> 60 80 100 120 140
Abundance #8506:2—Hexanone,54nethyh
43.0
- A
11.50 12.00
5000 58.0 m/z 85.10 30.35%
‘H,HH‘wH“HH‘HH‘HH‘HH_H
miz--> 20 40 60 80 100 120 140
Abundance #8627: Hexane, 3-ethyl- . 1
43.0 11.50 12.00
m/z 84.10  28.31%
5000 85.0
270 ‘ ‘
T YV S
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@39602.D

Acqg On : 03 Jan 2024 15:13

Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 7 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.884  33.38 ug/l 402991 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 7-Oxabicyclo[2.2.1]heptane, 1-me...

2 4-Hepten-3-one, 2,5,6-trimethyl-
3 Tetrahydrocarvone

4 Benzenamine, 3-fluoro-

5 2(5H)-Furanone, 3,5,5-trimethyl-

154 C10H180
154 C10H180
154 C1eH180
111 C6H6FN

126 C7H1002

000470-67-7 95
016466-21-0 58
000499-70-7 49
000372-19-0 43
050598-50-0 38

m/z 43.10 100.00%

~

11.50 12.00

m/z 111.10  78.82%

‘
11.50 12.00

m/z 71.05 61.81%

-

11.50 12.00

Abundance Scan 1771 (11.884 min): VX039602.D\data.ms (-1766) (-
43.1
111.1
71.0
5000
‘ “ 93.1 154.2
ol v elll m;‘w“ “M‘: g, M‘u‘“ Al “““‘1‘:’,9‘2‘ : ‘ -
miz--> 20 40 60 80 100 120 140 160
Abundance #31304: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth
43.0
111.0
71.0
5000
27.0 154.0
93. ‘
0 T \‘H\ \‘i‘{ \‘\M“‘ \‘H‘l \“‘HH\ \M\ﬁ‘ \Wl T “\‘\1\3\6h0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #31109: 4-Hepten-3-one, 2,5,6-trimethyl-
43.0 111.0
5000
71.0
270 93.0 15k
ol b Al bl il w1290 ]
m/z--> 20 40 60 80 100 120 140 160
Abundance #30995: Tetrahydrocarvone
55.0
111.0
5000
39.0
‘ ‘ ‘ ‘ 83.0 154.0
S O Y O P T - N
m/z--> 20 40 60 80 100 120 140 160

m/z 55.10 55.04%

E

11.50 12.00

m/z 41.10 46.43%

-

11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 Eucalyptol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.098 27.77 ug/1 335162 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 97
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 50
3 4-Isopropyl-1-methylcyclohex-2-enol 154 C10H180 000619-62-5 38
4 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 25
5 3-Ethylidene- heptan-2,6-dione 154 CSH1402 1000223-47-9 14
Abundance Scan 1806 (12.098 min): VX039602.D\data.ms (-1801) (- m/z 43.10 100.00%
81.1
5000
108.1
139.1
‘ ‘ ‘ # 12.00 12.50
ol el ﬁ‘uw“J‘MM \Ui\ﬂﬂH\J(\}\§?\ m/z 81.10 52.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30928: Eucalyptol
43.0
81.0 /\K
108.0 A
5000 MNAAL :
154.0 12.00 12.50
m/z 71.10 41.01%
126.0
O T \‘\p\ \“ S ‘\‘\‘\“‘ \‘\H T “\H\ T l‘i T \‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
69.0 12.00 12.50
5000 108.0 154.0 m/z 84.05 37.48%
T
om_m_ I ‘mwH‘W‘H‘Hmwm
m/iz--> 20 40 80 100 120 140 160
Abundance #31129: 4—Isopropyl—l—methylcyclohex—Z—enoI — SN ‘
43.0 12.00 12.50
m/z 108.10 36.70%
5000
0 Lo 1110 1390
m/z--> 20 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.213  47.97 ug/1 579094 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 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 59
3 2-Propyl-1-pentanol, chlorodiflu... 242 C10H17C1F202 1000447-27-3 53
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
Abundance Scan 1825 (12.213 min): VX039602.D\data.ms (-1820) (- m/z 57.05 100.00%
57.0
1 Jt
83.0
39 P ‘ 1122 12. oo 1250
o‘w””“‘m S RN M m/z 41.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000
12. 00 12.50
29.0 83.0 m/z 32.79%
\\\ “N \“ | 1120
O\\\‘\\\\‘\\\ ‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #92371: Heptane, 1,1'-oxybis-
57.0
——
12 00 12.50
5000 m/z 26.74%
29 0 98.0
o | (e 0 | 11701350 1710
‘H“““““““ e
miz--> 60 80 100 120 140 160
Abundance  #125243: 2- Propyl 1-pentanol, chlorodifluoroacetate
57.0 12 00 12 50
m/z 70.05 20.95%
5000
84.0
29.0
ol 2 w‘ “u | \M 1120 1390157.0 A
e _““ R i —
m/z--> 20 40 60 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 1,3-Cyclohexadiene, 1-methy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.213  19.26 ug/l 232453  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 93
2 2-Carene 136 C1oH16 000554-61-0 91
3 Cyclohexene, 1-methyl-4-(1-methy... 136 C1l@H16 000586-62-9 91
4 (+)-4-Carene 136 C10H16 029050-33-7 86
5 Bicyclo[2.2.1]hept-2-ene, 1,7,7-... 136 C1@H16 000464-17-5 78

Abundance Scan 1989 (13.213 min): VX039602.D\data.ms (-1985) (- m/z 81.10 100.00%

81.1
43.0
121.2
5000
P

e
Lﬁ 0%‘ iy P2 T
0l LNV\““Mw ‘WE:HUJ‘NWH“““ m/z 93.106 90.67%
m/z--> 20 80 100 120 140
Abundance #18219: 1,3-Cyc|ohexad|ene, 1-methyl-4-(1-methylethyl)-
93.0 121.0
5000 — el
13.00 13.50
m/z 43.05 73.16%
\

o

43.0
‘;sa‘qu”\,\\wf?“o‘ m‘ls.o |
m/z--> 20 60 80 100 120 140
Abundance #17994: 2-Carene
93.0 121.0
s

13.00 13.‘50

5000 m/z 121.15 64.31%
41.0
H 7.0 ‘
olaso | W I aseo

miz--> 20 40 60 80 100 120 140 /\/J
Abundance #18196: Cyclohexene, 1-methyl-4-(1-methylethylidene)- P L

93.0 13.00 13.50

121.0 m/z 91.18 52.12%

) h
39.0
“ 65.0 ‘
oL, [ N‘ A ‘ I e SSA

miz--> 80 100 120 140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039602.D

Acqg On : 03 Jan 2024 15:13
Operator : JC/MD

Sample : P1002-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 4.227 51.5 wug/l 290617 1 5.550 282202 50.0
1-Propanol, 2-m... 6.099 35.5 wug/l 200470 1 5.550 282202 50.0
1-Butanol 7.202 25.6 ug/l 230451 2 6.757 450128 50.0
4-Heptanone, 2,... 11.567 496.2 wug/l 5989950 4 12.024 603556 50.0
Butanoic acid, ... 11.683 24.4 ug/l 294909 4 12.024 603556 50.0
2-Heptanone, 4,... 11.823 117.6 ug/l 1419850 4 12.024 603556 50.0
7-Oxabicyclo[2.... 11.884 33.4 ug/l 402991 4 12.024 603556 50.0
Eucalyptol 12.098 27.8 ug/l 335162 4 12.024 603556 50.0
1-Hexanol, 2-et... 12.213 48.0 ug/l 579094 4 12.024 603556 50.0
1,3-Cyclohexadi... 13.213 19.3 ug/l 232453 4 12.024 603556 50.0
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