LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acq On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 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\82X043024W.M

Title : SW846 8260

Signal : TIC: VXe41420.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.385 692 705 720 rBV2 82573 248875 2.98% 1.566%
2 5.544 720 731 753 rVB 147328 428285 5.13% 2.695%
3 5.952 787 798 813 rBV 87458 235955 2.83% 1.485%
4 6.757 921 930 949 rBV 221561 530120 6.35% 3.335%
5 8.647 1233 1240 1255 rBV 419695 656735 7.86% 4.132%

6 10.055 1465 1471 1485 rBV 474244 655922 7.86% 4.127%
7 11.079 1634 1639 1655 rBV 363831 472176  5.65%  2.971%
8 11.286 1667 1673 1692 rBV 1812138 2305083 27.61% 14.503%
9 12.024 1788 1794 1800 rBV 454953 600052  7.19% 3.775%
0

1 13.457 2024 2029 2041 rVB2 250865 451881 5.41% 2.843%
11 13.749 2072 2077 2088 rBV 7036614 8350213 100.00% 52.537%
12 14.036 2121 2124 2128 rVB 112968 122233 1.46% ©.769%
13 14.615 2215 2219 2225 rBV3 60336 89761 1.07% ©.565%
14 14.755 2238 2242 2246 rBV 140182 150950 1.81% ©.950%
15 15.188 2308 2313 2320 rBV2 186427 335630 4.02% 2.112%
16 15.487 2357 2362 2368 rBV 114096 167971 2.01% 1.057%
17 15.670 2387 2392 2398 rVB4 59096 92210 1.10% 0.580%
Sum of corrected areas: 15894052
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\

1 VXe41420.D

: 08 May 2024 15:06

: JC/MD

: P2418-01 50X

: 5.0mL/MSVOA_X/WATER

: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M

Quant Title

TIC Library

: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VX041420.D\data.ms

5.385.544 5.952

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
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VX041420.D\data.ms

11.286

8.647 10.055 11.079

0
Time-->

T T [N
10.50 11.00

—T — —
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00

Abundance
7000000

6000000

Time-->

TIC: VX041420.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acqg On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 2-Propanol, 1-butoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.287 192.07 ug/l 2305080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 4-Heptanol, 3,5-dimethyl- 144 C9H200 019549-79-2 53
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 47
4 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 42
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 42
Abundance Scan 1673 (11.286 min): VX041420.D\data.ms (-1667) (- m/z 45.10 100.00%
45.1
7.1
5000 8 k
— ‘ ‘
11.00 11.50
b el U699 Ly 1170 1738 ny 57.10 97.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000 T L
87.0 11.00 11.50
m/z 87.10 51.61%
o‘}ﬁﬁhyﬂﬂu‘ PRSI PR ¥ £
m/z--> 20 40 60 80 100 120 140 160
Abundance
45.0
87.0 T ‘ T T ‘ T
11.00 11.50
5000 m/z 41.10 49.04%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #15775: Butane, 1-(1-methylpropoxy)- ‘ ‘
m/z 56.10  35.60%
W'J k
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acqg On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 unknownl3.457 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.457 37.65 ug/1 451881 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (2,2-Dimethylcyclobutyl)methylamine 113 C7H15N 1000195-04-0 46
2 2,4,4-Trimethyl-1-hexene 126 CO9H18 051174-12-0 38
3 4-Octanone 128 C8H160 000589-63-9 38
4 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 35
5 Tetrahydrogeranyl formate 186 C11H2202 1000429-39-6 27
Abundance Scan 2029 (13.457 min): VX041420.D\data.ms (-2024) (-t  m/z 57.05 100.00%
57.0
5000 85.0 Jk
111.1 o —
13.50
140.0
0 : ‘m ‘ 1“‘ ‘ “ 2820 2070 n/z a3.10 92.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7939: (2,2-Dimethylcyclobutyl)methylamine
57.0
5000 85.0 i
13.50
28.0 m/z 71.10 84.48%
N Y-S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 71-0
T ‘ T
13.50
5000 m/z 41.10 80.20%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
Abundance #14268: 4-Octanone
m/z 55.85 71.65%
A¥
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acqg On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 1-Heptanol, 2-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.749 695.79 ug/l 8350210 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 64
2 Octane, 4-methyl- 128 C9H20 002216-34-4 43
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 43
4 Cyclodecane 140 C1eH20 000293-96-9 38
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 38
Abundance Scan 2077 (13.749 min): VX041420.D\data.ms (-2072) (- m/z 43.10 100.00%
43.1
71.0
5000 97.0
e —e
13.50 14.00
126.1
ow_m;‘lm H!“_“Mm;“157‘-?”””_‘ m/z 57.10  81.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34631: 1-Heptanol, 2-propyl-
43.0
71.0
5000 T T LA
13.50 14.00
0
97.0 m/z 71.05 80.41%
o‘}ﬁ?uﬂuhh‘wq‘w1wwu‘h“uﬁgﬁg;“H“‘H“H“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
T ‘ T T ‘ T
13.50 14.00
5000 m/z 41.05 69.17%
TTTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT TT
m/z-->
Abundance #126390: Octane, 1,1'-oxybis- I
m/z 55.05 64.74%
\‘ [ \“‘ Il A¥
\\\\‘\\\\‘\\\ ‘\ \‘\\\\‘\\\\‘\\\\ TTTT TTTT TTTT TT
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acqg On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.036 10.19 ug/l 122233 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 (C13H28 000629-50-5 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 86
4 Undecane 156 C11H24 001120-21-4 86
5 Dodecane 170 C12H26 000112-40-3 86

Abundance Scan 2124 (14.036 min): VX041420.D\data.ms (-2121) (- m/z 57.05 100.00%

57.0
5000
85.0
T \
14.00
184.2
oHWHWwH‘_J‘m“!m‘ﬁlﬁ"l‘w‘lf‘ﬁ}%wH‘Jm‘w_m m/z 43.10 80.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane
57.0
5000 i4ﬂ06 T
85.0 .
29.0
m/z 71.05 57.48%
. 2040 1840
R Y N s T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T \
14.00
5000 m/z 41.05 42.72%

TTT TTTT TTTT \\H‘HH‘HH‘\H\‘HH TTTT TTTT TTTT TTTT
m/z--> ]L
Abundance #74005: Tetradecane

m/z 85.05 35.71%

|
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acqg On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.615 7.48 ug/1 89761 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 64
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 42
3 Benzene, (3-methyl-1-methylenebu... 160 C12H16 038212-14-5 38
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 30
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 27

Abundance Scan 2219 (14.615 min): VX041420.D\data.ms (-2215) (- m/z 57.10 100.00%

57.1
118.1
5000 160.1

e N
14.50 15.00
R ﬁ.;“we.zm( m/z 71.85 91.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
5000 s )
14.50 15.00
m/z 118.10 66.96%
390 770 ‘
0\u‘\‘1‘\\L‘\H‘l‘wm\‘wi““\\“m“‘1‘”!‘\Jm\““1‘\uu\u\‘\u\‘\m‘\m‘\m‘uu‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
118.0
160.0 Proggest A,
14.50 15.00
5000 m/z 43.05 54.36%

\H‘\H\‘\H\‘HH‘\\H‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
1 1

Abundance #36238: Benzene, (3-methyl-1-methylenebutyl)-

m/z 160.10  48.46%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acqg On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.755 12.58 ug/1 150950 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Hexadecane 226 C16H34 000544-76-3 87
3 Tridecane 184 (C13H28 000629-50-5 87
4 Tetradecane, 1-iodo- 324 C14H29I 019218-94-1 86
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86

Abundance Scan 2242 (14.755 min): VX041420.D\data.ms (-2238) (- m/z 57.10 100.00%

57.1
5000 85.0
l

112.1 1401 198.2
H‘_H‘U;‘n”_“‘mlmwu_mw“1‘98”2_”””_”‘ m/z 43.10  75.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0

5000 85.0 — e
14.50 15.00

29.0 m/z 71.05 65.10%

H‘_‘\H_"u_‘w‘m‘wﬁ??f?}f‘&f?&‘699}?‘?9”_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0

o

o

14.50 15.00
5000 m/z 41.10 45.65%
\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->
Abundance #59027: Tridecane I
m/z 85.05 41.93%
‘ “\ by | ML/\/
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acqg On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 Cyclodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.188 27.97 ug/1 335630 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclodecane 140 Cl1eH20 000293-96-9 90
2 Dodecanal 184 C12H240 000112-54-9 87
3 Tridecanal 198 C13H260 010486-19-8 81
4 1,1-Dodecanediol, diacetate 286 C1l6H3004 056438-07-4 81
5 13-Methyltetradecanal 226 C15H300 075853-51-9 81
Abundance Scan 2313 (15.188 min): VX041420.D\data.ms (-2308) (-  m/z 57.10 100.00%
57.1
82.0
5000
145.1
—T= T
109.1 15.00 15.50
0 ol pl) 16821980 A 16 og. 68k
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20644: Cyclodecane
55.0
5000 83.0 7 —
15.00 15.50
27.0 -
111.0 140.0 m/z 43.10 88.37%
o} ‘JM‘““H“L‘H“H“H“_‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
82.0
T ‘ T T ‘ T
15.00 15.50
5000 m/z 55.10 72.89%
‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #73886: Tridecanal I I
m/z 82.05 62.18%
‘M\ \‘\ m i J/w
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acqg On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.487 14.00 ug/1 167971 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 98
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 87
4 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 86
5 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
Abundance Scan 2362 (15.487 min): VX041420.D\data.ms (-2357) (-t  m/z 57.10 100.00%
57.1
o J\J\/J\M‘/\
iQSd
141. :
ob—A H‘ Ld ﬂ‘ Iy ‘0“‘17‘4‘1‘ 202 280wy a3t 74.27%
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
5000 R
15.50
m/z 71.10 62.82%
0 27‘ ‘\ \ \‘\ \\\9?0\ ‘1410 183. 02120
—— 7
m/z--> 50 100 150 200 250
Abundance
57.0
T ‘ T
15.50
5000 m/z 41.00 43.88%
T T T T T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
Abundance #74004: Tetradecane
m/z 85.05 42.79%
JWLH\J‘A o ‘ ! WJW/V\MwﬂwvwWVwM“
T T T T ‘ T T T T ‘ T T T \ T T T T ‘ T T T T T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acqg On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 unknownl5.670 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.670 7.68 ug/1 92210 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Cyclohexen-1-01, 1-methyl- 112 C7H120 023758-27-2 30
2 1'-Methyl-1,4"'-bipiperidin-4-ami... 281 C16H31N30 1000469-28-9 30
3 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 30
4 1H-Imidazole-4-methanol 98 C4H6N20 000822-55-9 30
5 (7S,8S)-cis-syn-trans-Tricyclo[7... 196 C12H2002 1000099-69-7 27

Abundance Scan 2392 (15.670 min): VX041420.D\data.ms (-2387) (- m/z 41.05 100.00%

41 .0 97-1
5000

— —
35.2165.1

15.50 16.00
0b— w o ‘ ABL Y w2 97.10 85.17%

|
m/z--> 50 100 150 200 250
Abundance #7441 2-Cyclohexen-1-ol, 1-methyl-
97.0

5000 43.0

—
15.50 16.00
m/z 43.10 81.46%

. \L S
m/z--> 50 100 150 200 250
Abundance
97.0

T ‘ T
15.50 16.00

o

5000 m/z 55.05 71.42%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #7479: 7-Oxabicyclo[4.1.0]heptane, 1-methyl- ‘ I
m/z 71.05 60.03%
T “\‘ H‘ T “ \‘ T T T T T T T T T T T T T T T M/\/\\—/\AA
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050824\
Data File : VX041420.D

Acq On : 08 May 2024 15:06
Operator : JC/MD

Sample : P2418-01 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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|
2-Propanol, 1-b... 11.287 192.1 ug/l 2305080 4 12.024 600052 50.0
unknown13.457 13.457 37.6 ug/l 451881 4 12.024 600052 50.0
1-Heptanol, 2-p... 13.749 695.8 ug/l 8350210 4 12.024 600052 50.0
Tridecane 14.036 10.2 ug/1 122233 4 12.024 600052 50.0
Naphthalene, 1,... 14.615 7.5 ug/l 89761 4 12.024 600052 50.0
Tetradecane 14.755 12.6 ug/1 150950 4 12.024 600052 50.0
Cyclodecane 15.188 28.0 ug/l 335630 4 12.024 600052 50.0
Pentadecane 15.487 14.0 ug/1l 167971 4 12.024 600052 50.0
unknownl5.670 15.670 7.7 ug/l 92210 4 12.024 600052 50.0
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