LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41725\
Data File : VX045836.D

Acqg On : 17 Apr 2025 18:10

Operator : JC/MD

Sample : Q1818-06 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title : SW846 8260
Signal : TIC: VX@45836.D\data.ms

peak R.T. first max last PK peak
# min  scan scan scan TY height

118805

6 10.055 1464 1471 1488 rBV 82157
7 10.994 1620 1625 1634 rBV3 3340
8 11.079 1634 1639 1651 rVB 43531
9 11.969 1777 1785 1789 rBV2 17211
0 12.024 1789 1794 1802 rVV2 43811

11 12.097 1802 1806 1811 rVB2 7966
12 12.585 1882 1886 1895 rBV3 4392
13 14.451 2187 2192 2197 rBV2 15383

46990
142059
27905
165529
207130

121293
6715
63169
21968
65862

10589
8469
20250

Sum of corrected areas:
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¢ Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040225W.M

corr. % of
% max. total

58.56% 13.359%
3.24% ©.740%
30.50% 6.957%
10.61% 2.420%
31.80%  7.254%

5.11% 1.166%
.09%  0.933%
9.78%  2.230%
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041725\
Data File : VX045836.D

Acqg On : 17 Apr 2025 18:10
Operator : JC/MD

Sample : Q1818-06 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040225W.M
Quant Title : SW846 8260

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

Abundance : . .
350000 TIC: VX045836.D\data.ms

300000
250000
200000
150000

100000

50000 5.556

5.397 5.964
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 : . .
350000 TIC: VX045836.D\data.ms

300000
250000
200000

150000
8.647

100000 10.055

6.763

50000 11.079

10.9
0 —— —— ——

T T T T T L — T —="
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance : . .

350000 TIC: VX045836.D\data.ms

300000
250000
200000
150000
100000

50000 12.024

11.
J097 12.585 14.451

T ‘ T ‘ T
Time--> 12.00 12.50

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VX041725\
Data File : VX045836.D

Acqg On : 17 Apr 2025 18:10
Operator : JC/MD

Sample : Q1818-06 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040225W.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 Eucalyptol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.097 8.04 ug/l 10589 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 94
2 1-Cyclopentene-1-methanol, .alph... 154 C10H180 056666-69-4 35
3 1-Cyclopentene-1-methanol, .alph... 154 C10H180 056666-68-3 35
4 7-Decen-2-one 154 C10H180 035194-33-3 25
5 2-Cyclohexen-1-o0l, 1-methyl-4-(1... 154 C1@H180 029803-82-5 17
Abundance Scan 1806 (12.097 min): VX045836.D\data.ms (-1802) (- m/z 43.00 100.00%
43.0
5000 71.0 /l
l 10 139.1 L ‘A‘MA ‘A‘MA‘A/\‘A A‘
I M |
N ‘“H‘M b m/z 71,00 38.85%
m/z--> 20 40 100 120 140 160
Abundance #30927.EucaWpKﬂ
43.0
5000 —h :
108.0 12.00 12.50
154.0 m/z 81.00 38.03%
136/0 ‘
0\175\(‘)\“\\"“ ‘ ‘M\\‘\\\\}-‘\\\‘\‘\
m/z--> 20 40 100 120 140 160
Abundance #31338: 1—Cyc|opentene—l—methanol, .alpha.,.alpha.,4,5-t /J\
43.0
81.0 U ‘ﬂ\ﬂ
12.00 12.50
5000 121.0 m/z 93.00 36.94%
L 154.0
o zo0 L Jemdl ol |
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #31335: 1-Cyclopentene-1-methanol, .alpha.,.alpha.,4,5-1 L, —
43.0 12.00 12.50
81.0 m/z 84.20  34.12%
5000
121.0
1540
o““z‘e‘wp“;ww w‘%‘ — L —
m/z--> 20 40 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041725\
Data File : VX045836.D

Acqg On : 17 Apr 2025 18:10
Operator : JC/MD

Sample : Q1818-06 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040225W.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-Octanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.585 6.43 ug/1 8469 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol 130 C8H180 000111-87-5 80
2 3-Chlorohexane 120 C6H13C1 002346-81-8 47
3 2-Amino-oxazole 84 C3H4N20 004570-45-0 43
4 1-Heptanol 116 C7H160 000111-70-6 38
5 Hexane, 2-chloro- 120 C6H13Cl 000638-28-8 35
Abundance Scan 1886 (12.585 min): VX045836.D\data.ms (-1882) (- m/z 55.00 100.00%
55,0
41.0
70.1
5000 84.1
A AL ‘M/W\]V
Il | | o
Obrerrrrrprrrepref e e b e m/z 56.00  95.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15651: 1-Octanol
41.0 56.0
70.0 m
27. 84.0
5000 ! L M
12.50
m/z 41.05 82.82%
0\\\%\4\.)‘9‘H}!i\ui}\“u“\w 1‘\H‘!“\‘\\\‘1\‘H‘\Q\Z\.(‘)H\l\]‘-}z\-p\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10588: 3-Chlorohexane PM
55,0 /M
Wkt T
41.0 84.0 12.50
5000 69.0 m/z 43.20 60.76%
27.0
0+
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1507: 2-Amino-oxazole
56.0 12.50
m/z 70.10 57.50%
5000
4
1. 84.0
o‘H‘m‘_H‘_HM““‘HMH S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041725\
Data File : VX045836.D

Acqg On : 17 Apr 2025 18:10
Operator : JC/MD

Sample : Q1818-06 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040225W.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 di-t-Butylacetylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.451  15.37 ug/1 20250 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-t-Butylacetylene 138 C10H18 017530-24-4 62
2 Cyclopentane, 1-methyl-1-(2-meth... 138 C1@H18 074764-47-9 58
3 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C1@H18 061142-30-1 58
4 Cyclohexene,1-(2-methylpropyl)- 138 C10H18 003983-03-7 52
5 Cyclodecene 138 C10H18 003618-12-0 46
Abundance Scan2192(14451num VX045836.D\data.ms (-2187) (- m/z 57.10 100.00%
51.1 81.0
41.1 123.1
5000
95.0
138.1
‘ M ‘ 14.50
owwwwwum‘H“Hw_‘WHWWWH‘www m/z 81.00 86.67%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19407: di-t- Butylacetylene
81.0
123.0
5000
14.50
410 470 95.0 m/z 123.10  76.70%
27.0 ‘ ‘ ‘ 138.0
0\H‘HH‘\\H“\‘H\“\‘\H\‘\‘\‘\\“\\\‘\“HH“\‘\H‘\]\_%Q‘\(\)H‘\1\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19548: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl)
81.0 123.0
95.0 I
67.0 tT
41.0 14.50
5000 m/z 41.10 75.98%
27.0 138.0
109.0
0 ‘“‘1_Hm‘m““wm“wwluwu_m
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19557: Cyclopentane, 1,3-dimethyl-2-(1-methylethyliden b
81.0 123.0 14.50
m/z 67.00 70.45%
5000 41.0 95.0
67.0 138.0
27.0
N T T A0 S
m/z--> 20 30 40 50 60 70 80 90 100110120130140 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041725\
Data File : VX045836.D

Acqg On : 17 Apr 2025 18:10
Operator : JC/MD

Sample : Q1818-06 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040225W.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|
Eucalyptol 12.097 8.0 ug/l 10589 4 12.024 65862 50.0
1-Octanol 12.585 6.4 ug/l 8469 4 12.024 65862 50.0
di-t-Butylacety... 14.451 15.4 ug/1 20250 4 12.024 65862 50.0
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