LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\624X051524W.M
Title : METHOD 624 VOLATILE ORGANIC ANALYSIS
Signal : TIC: VX@41785.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.538 71 74 83 rBV 40806 47816 1.52% 0.486%
2 2.398 207 215 234 rBV 1579959 3144888 100.00% 31.941%
3  2.599 238 248 262 rVW 506099 1560430 49.62% 15.848%
4 2.709 262 266 275 rVB 19013 41860 1.33% 0.425%
5 4.568 562 571 593 rBV 180210 570195 18.13% 5.791%
6 4.904 616 626 641 rBvV2 46705 149542 4.76% 1.519%
7 5.056 641 651 674 rVW 46821 198804 6.32% 2.019%
8 5.958 789 799 812 rBV 58812 159008 5.06% 1.615%
9 6.757 922 930 948 rVB 124606 304137 9.67% 3.089%
10 8.647 1234 1240 1246 rW 260410 411721 13.09% 4.182%

11 8.714 1246 1251 1269 rVB 1236829 1918893 61.02% 19.489%
12 10.055 1466 1471 1483 rVB 264523 360218 11.45%

3.
13 11.079 1630 1639 1649 rBV 221430 299694 9.53% 3.044%
14 11.701 1736 1741 1746 rVB 43352 60262 1.92% 0.612%
15 11.768 1746 1752 1760 rVB2 55469 98175 3.12% 0.997%
16 11.890 1767 1772 1782 rVB3 97217 160050 5.09% 1.626%
17 12.091 1801 1805 1808 rBV3 50069 79029 2.51% 0.803%
18 12.219 1821 1826 1839 rBV 63848 114647 3.65% 1.164%
19 13.335 2005 2009 2015 rVB 39701 50543 1.61% 0.513%
20 13.591 2046 2051 2060 rBV5 23083 38065 1.21% 0.387%
21 14.640 2215 2223 2230 rBV 22206 33508 1.07% 0.340%
22 14.792 2243 2248 2255 rVB2 23208 44496 1.41% 0.452%
Sum of corrected areas: 9845981

624X051524W.M Mon Jun 10 12:45:51 2024 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

Abundance TIC: VX041785.D\data.ms
2.398

1400000
1200000
1000000

800000

600000 2599

400000

200000 4.568

238 709 4.904.056 5.9
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time—> 160 1.80 2.00 220 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 420 4.40 4.60 4.80 500 520 540 560 5.80

Abundance TIC: VX041785.D\data.ms

1400000
8.714
1200000
1000000

800000

600000

400000

8.647 10.055
200000 6.757

L s R
Time--> 620 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 820 840 8.60 880 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40

Abundance TIC: VX041785.D\data.ms

1400000
1200000
1000000
800000
600000

400000

11.079
200000 890
111G 12.0932.219 13.335 13591 14.6404.792

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 10.60 10.80 11.00 11.20 11.40 11.60 11.80 12.00 12.20 12.40 12.60 12.80 13.00 13.20 13.40 13.60 13.80 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Methanethiol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.538 9.59 ug/l 47816  Bromochloromethane 4.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanethiol 48 CH4S 000074-93-1 91
2 Methanethiol 48 CH4S 000074-93-1 90
3 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7

4 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 4
5 Formamide 45 CH3NO 000075-12-7 4

Abundance  Scan 74 (1.538 min): VX041785.D\data.ms (-71) (-) m/z 47.00 100.00%

47.0
5000

I 610 1.20 1.40 1.60 1.80
Obrr ol S T8O myz 48.e0  79.33%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #127: Methanethiol
47.0

5000 e e
1.20 1.40 1.60 1.80

m/z 45.00 54.88%

o 7,
O T ’ T ‘ T TT ‘ T ‘ T ‘ L ‘ T TT ‘ L ’ L ‘
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #126: Methanethiol
47.0

1.20 1.40 1.60 1.80

5000 ITI z 44.00 13.67%
15.0 33.0
0 *H!*“H\HH\”H*MH AABRARERSRRSSRS AR
mlz--> 10 20 30 40 50 60 70 80 90
Abundance #122: Hydroxylamine, O-methyl- RS e
47.0 1.20 1.40 1.60 1.80

m/z 46.00 13.52%

5000 32.0

0 m,‘m_m“‘HWHWm‘mwm,mw e M Ad's S ST
m/z--> 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Isopropyl Alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.599 313.04 ug/l 1560430  Bromochloromethane 4.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
Abundance Scan 248 (2.599 min): VX041785.D\data.ms (-238) (-) m/z 45.10 100.00%
45.1
5000
R R
2.20 2.40 2.60 2.80 3.00
Ol 789 12681419 ;43,05 20.62%
miz-> 20 40 60 80 100 120 140
Abundance #343: Isopropyl Alcohol
45.0
5000 [T T T [ T T T
2.20 2.40 2.60 2.80 3.00
m/z 41.05 8.40%
27.0
O\\\‘\"\‘\H\\“““\‘\\\“\\\\‘\\\\|\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #342: Isopropyl Alcoho
43.0
Rama s
2.20 2.40 2.60 2.80 3.00
5000 m/z 39.00 7.35%
27.0
oHu“‘,u“‘w““mm_m_‘H,HH_MW
miz--> 20 40 60 80 100 120 140
Abundance #346: Isopropyl Alcohol R e R
45.0 2.20 2.40 2.60 2.80 3.00
m/z 42.00 5.01%
5000
27.0
L B e mm—
m/z--> 20 40 60 80 100 120 140 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 3 5-Ethyl-3-methylhept-1-en-4-ol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.701 5.02 ug/1 60262  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethyl-3-methylhept-1-en-4-o0l 156 C10H200 286424-80-4 59
2 3-Heptanol, 6-methyl- 130 C8H180 018720-66-6 47
3 3-Octanol 130 C8H180 000589-98-0 43
4 Hexane, 1-ethoxy- 130 C8H180 005756-43-4 43
5 Heptane, 1-ethoxy- 144 C9H200 001969-43-3 38

Abundance Scan 1741 (11.701 min): VX041785.D\data.ms (-1736) (- m/z 59.00 100.00%
.0

59
43.0
83.0
5000
A
I, ‘\

A A
101.1 129.2 11.50 12.00

m/z 43.e5  73.19%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #32946: 5-Ethyl-3-methylhept-1-en-4-ol
59.0
101.0
43.0

o

5000 83.0 T R
11.50 12.00

m/z 55.10 62.92%

29.0
\H‘HH‘\H‘\“‘HH“\\H‘HHi\\\‘\“‘\\\\‘\}‘H‘H\\‘H\H‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15707: 3-Heptanol, 6-methyl-
59.0

—r— L
83.0 11.50 12.00

o

5000 41.0 m/z 83.00 57.38%
27.0
101.0
O3 el el el 2, 0129,0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15663: 3-Octanol Dapoponpy T
59.0 11.50 12.00

m/z 41.05 53.89%

5000 83.0
41.0 101.0
27T
0 ‘\“ ‘ \“\ \H\

\ T
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\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 unknownll.890 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.890  13.33 ug/l 160050  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans--4-Nonene 126 C9H18 010405-85-3 35
2 4-Nonene 126 C9H18 002198-23-4 35
3 3-Amino-1-azabicyclo[2.2.2]octane 126 C7H14N2 006238-14-8 35
4 cis-4-Nonene 126 C9H18 010405-84-2 27
5 3-Heptene, 4-ethyl- 126 CSH18 033933-74-3 27
Abundance Scan 1772 (11.890 min): VX041785.D\data.ms (-1767) (| m/z 73.05 100.00%
55.0 73.0
5000
97.1
39, 126.1 T T
‘ ‘ ‘ 11.50 12.00
Olerperrrrerrrere sl b irerrib o m/z 55.05  86.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13180: trans--4-Nonene
553.0
5000 == A
11.50 12.00
390 700 126.0 m/z 41.00  59.54%
1 I
OH‘\\\.\‘\\\‘1“\\\\‘“\\\“\‘!‘!‘\‘H‘\M“H\‘\‘NH\\’\\\‘}‘HH‘HH‘\H‘\‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13167: 4-Nonene
53.0
= ——
11.50 12.00
5000 m/z 70.10 55.93%
70.0
390 126.0
W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #12861: 3-Amino-1-azabicyclo[2.2.2]octane - —
70.0 11.50 12.00
m/z 57.10 35.18%
5000 42.0
96.0 126.0
27, ‘
A T O O -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00

624X051524W.M Mon Jun 10 12:45:57 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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-Heptanol, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.091 6.58 ug/1 79029  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol, 2,3-dimethyl- 144 CS9H200 019549-71-4 50
2 2-Propenoic acid, 2-methyl-, dec... 226 C14H2602 003179-47-3 38
3 Cyclopropanecarboxylic acid, non... 212 C13H2402 060128-06-5 35
4 N,N-Dimethylvaleramide 129 C7H15NO 006225-06-5 27
5 3-Pentanol, 2,3,4-trimethyl- 130 C8H180 003054-92-0 27
Abundance Scan 1805 (12.091 min): VX041785.D\data.ms (-1801) (- m/z 55.05 100.00%
55.0
87.1
5000
126.0 RN
154.0 12.00
0" m/z 87.10 69.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24434: 3-Heptanol, 2,3-dimethyl-
87.0
55.0 /\
5000 bohpep s :
27.0 12.00
m/z 69.05 67.81%
126.0
O' ‘\“\H\‘\‘\w\\“‘\\\\‘\H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #106958: 2-Propenoic acid, 2-methyl-, decyl ester
69.0
R [
41.0 12.00
5000 m/z 41.10 58.75%
97.0
140.0
(I . W A H‘ e 1 rrrriBel 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #89853: Cyclopropanecarboxylic acid, nonyl ester T
69.0 12.00
m/z 45.05 47.09%
5000
41.0
97.0 126.0
0 hmo‘ NU A .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.219 9.55 ug/l 114647  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50

Abundance Scan 1826 (12.219 min): VX041785.D\data.ms (-1821) (- m/z 57.05 100.00%

57.0
5000
70.1 83.0 =t

\M M 98.0 1121 12.00 1250
H‘H\W\H\M\H‘H\W\H\M‘M‘H\wwuwwwu‘u\W\H\M m/z 41.05 42.52%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0

5000 Al p
12.00 12.50
70.0 83.0

29.0 m/z 43.85  35.24%
‘ \w

98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0

T
12.00 12.50

(@

O

5000 m/z 55.10 29.98%
43.0
29.0 70.0 830
980
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl- 7 =y
57.0 12.00 12.50

m/z 56.05 22.67%

5000 41.0
29.0 70.0 83.0
“\ N H \‘ M 9?0 112.0
0 i e Aot

m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 unknown13.335 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.335 4.21 ug/l 50543  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, .alpha.,.al... 154 C10H180 007299-42-5 40
2 trans-2,7-Dimethyl-4,6-octadien-... 154 C10H180 1010281-69-5 38
3 2-(3,4-Dibromo-4-methylcyclohexy... 312 C1@H18Br20 110202-13-6 38
4 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 33
5 S-(+)-5-(1-Hydroxy-1-methylethyl... 168 C10H1602 060593-11-5 28

Abundance Scan 2009 (13.335 min): VX041785.D\data.ms (-2005) (- m/z 58.95 100.00%

59.0
5000 95.0
‘ T T ‘ T \/\ T
h | 1381 13.00 13.50
0 il M bbb m/z 81.05  40.79%
miz--> 50 100 150 200 250 300
Abundance #31325: Cyclohexanemethanol, .alpha.,.alpha.-dimethyl-2
59.0
5000 stagmalorn Har
13.00 13.50
‘ 93.0 136.0 m/z 95.00 37.63%
O u]o“ H‘Mhu h\ ‘H‘\“‘ — “‘\‘ N st s s e s s
miz--> 50 100 150 200 250 300
Abundance #31143: trans-2,7-Dimethyl-4,6-octadien-2-ol
59.0
96.0 13. 00 13 50
5000 m/z 55.00  26.42%
ol d g0
miz--> 50 100 150 200 250 300
Abundance #213403: 2-(3,4-Dibromo-4-methylcyclohexyl)propan-2-o
59.0 13. 00 13 50
m/z 67.00 25.54%
95.0
5000
1350
02770\\‘ w1l \H\ lu 1740 2170 299.( ’\w!\ H\m/\\

m/z--> 50 100 150 200 250 300 13. 00 13 50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

: VX041785.D

: 07 Jun 2024 13
JC/MD

. P2751-01

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\

.04

: 5.0mL/MSVOA_X/WATER
: 10 Sample Multiplier: 1

hod : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
le : METHOD 624 VOLATILE ORGANIC ANALYSIS

ry : C:\Database
ration Parameters:

\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 8 Cyclohexene,1-(2-methylprop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13501 3.7 ug/l 38065 Chlorobenzene-ds 16.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-(2-methylpropyl)- 138 CleWis 663983-03-7 95

2 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18
3 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18
4 Cyclopentane, 1-methyl-3-(2-meth... 138 C10H18

001879-07-8 70
001124-25-0 64
075873-01-7 64

5 d1l-Menthol 156 C10H200 000089-78-1 64
Abundance Scan 2051 (13.591 min): VX041785.D\data.ms (-2046) (- m/z 80.95 100.00%
81.0
T \
0 “ 4?0 179.8 13.50
or A m/z 95.05  75.20%
miz--> 100 120 140 160 180
Abundance #19463 Cydohexene 1-(2-methylpropyl)-
5000 oA ‘
138.0 13.50
m/z 41.05 72.99%
o 1000 | |
N ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 120 140 160 180
Abundance #19550.Cydohexane,14neﬂwh4{l4neﬂwkﬁheny0nCE
95.0
T \
68.0 13.50
5000 41.0 m/z 71.05 66.58%
138.0
A 1 O O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19553: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, trar | 2 10AF o
81.0 13.50
m/z 55.05 60.49%
55.0
5000
138.0
109.0
O \\W"\L\ww\\\‘\\u‘\\\\‘\\ e
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : 07 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 4-(t-Butyl)benzaldehyde Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.792 3.71 ug/1 44496  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(t-Butyl)benzaldehyde 162 C11H140 000939-97-9 96
2 Benzene, 1,4-bis(1-methylethyl)- 162 C12H18 000100-18-5 64
3 Benzene, 1-(1,1-dimethylethyl)-4... 162 C12H18 007364-19-4 64
4 Benzene, 1-(1,1-dimethylethyl)-4... 162 C12H18 007364-19-4 58
5 Benzene, 1-(1,1-dimethylethyl)-3... 162 C12H18 014411-56-4 58
Abundance Scan 2248 (14.792 min): VX041785.D\data.ms (-2243) (| m/z 147.05 100.00%
147.1
5000 91.0
119.0 b ey
‘ ‘ ‘ 14.50 15.00
0 e J: w ‘?‘W ot Ml “ el m/z 91.00  49.40%
miz--> 20 40 80 100 120 140 160
Abundance #37799.4{&BLnyDbenzmdehyde
147.0
5000 91.0 Pl el e
14.50 15.00
410 1190 m/z 142.00  36.82%
| 580 \ -
O \\\‘\\\\“\\\\‘\\\\‘\\}\“‘\‘\\\Hi\\\\‘\\\\‘\\\
miz--> 20 80 100 120 140 160
Abundance #37960. Benzene, 1,4-bis(1-methylethyl)-
147.0
14 50 15 00
5000 m/z 141.00 35.89%
119.0
43.0 910
180 U eso || |
O o e
m/z--> 20 40 60 80 100 120 140 160
Abundance #37993: Benzene, 1-(1,1-dimethylethyl)-4-ethyl-
147.0 14 50 15 00
m/z 119.00 24.23%
5000
910 119.0
410 650 ‘
o230 el Ml L b
m/z--> 20 40 60 80 100 120 140 160 14. 50 15 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041785.D

Acqg On : @7 Jun 2024 13:04
Operator : JC/MD

Sample : P2751-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Methanethiol 1.538 9.6 ug/l 47816 1 4.904 149542 30.0
Isopropyl Alcohol 2.599 313.0 ug/l 1560430 1 4.904 149542 30.0
5-Ethyl-3-methy... 11.701 5.0 ug/l 60262 3 10.055 360218 30.0
unknownl11.890 11.890 13.3 ug/l 160050 3 10.055 360218 30.0
3-Heptanol, 2,3... 12.091 6.6 ug/l 79029 3 10.055 360218 30.0
1-Hexanol, 2-et... 12.219 9.6 ug/l 114647 3 10.055 360218 30.0
unknown13.335 13.335 4.2 ug/l 50543 3 10.055 360218 30.0
Cyclohexene,1-(... 13.591 3.2 ug/l 38065 3 10.055 360218 30.0
4-(t-Butyl)benz... 14.792 3.7 wug/l 44496 3 10.055 360218 30.0
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