LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91525\
Data File : VNe87843.D

Acqg On : 15 Sep 2025 17:06

Operator : JC\MD

Sample : Q3075-06

Misc : 1.23g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE

Smoothing : ON

Filtering: 5

Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

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 : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.M

Title : SW846 8260

Signal : TIC: VN@87843.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.847 139 152 153 rBV5 44556 122815 3.04% 0.826%
2 6.283 724 736 745 rBV7 13874 43819 1.08% 0.295%
3 8.147 1043 1053 1057 rBV 275022 655386 16.20%  4.406%
4 8.200 1057 1062 1073 rVB2 345030 801835 19.82% 5.391%
5 8.559 1112 1123 1137 rBV 305600 712231 17.60% 4.788%

9.082 1203 1212 1225 rBV 633283 1343233 33.20% 9.031%

10.541 1453 1460 1471 rBV 1005784

6

7 1901049 46.98% 12.781%
8 11.847 1671 1682 1692 rBV 829720

9

(]

1576523 38.96% 10.599%
4046490 100.00% 27.205%
1188913 29.38% 7.993%

12.600 1787 1810 1842 rBV5 658225

12.829 1842 1849 1864 rVB 616706

11 13.770 1993 2009 2029 rBV 1113192 2481930 61.34% 16.686%

Sum of corrected areas: 14874224
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91525\
Data File : VN@87843.D

Acqg On : 15 Sep 2025 17:06

Operator : JC\MD

Sample : Q3075-06

Misc : 1.23g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.M
Quant Title : SW846 8260

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

Abundance TIC: VN087843.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91525\
Data File : VN@87843.D

Acqg On : 15 Sep 2025 17:06

Operator JC\MD

Sample : Q3075-06

Misc : 1.23g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.M

. SW846 8260

: 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 unknown2.847 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.847 7.66 ug/l 122815  Pentafluorobenzene 8.200
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pyrrol2-[2-(2-chloro-ethoxy)-e... 260 C12H17C104 1000317-43-5 25
2 3,3,5-Trichloro-2,4-dithiahexane... 288 C4H7C1304S2 068483-82-9 17
3 2-[2-(2-Chloro-ethoxy)-ethoxy]-p... 216 C1@H13C103 1000317-46-1 17

4 Ethane, 1-bromo-2-chloro- 142 C2H4BrCl 000107-04-0 12
5 Ethylamine 45 C2H7N 000075-04-7 9
Abundance Scan 152 (2.847 min): VN087843.D\data.ms (-139) (-) m/z 63.00 100.00%
63.0
5000 /ﬂ\/\
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Abundance #147603: 2-Pyrrol2-[2-(2-chloro-ethoxy)-ethoxy]-ethoxym
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5000

136.0 2.60 2.80 3.00 3.20
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Abundance #184402: 3,3,5-Trichloro-2,4-dithiahexane 2,2,4,4-tetroxi
63.0 161.0

2.60 2.80 3.00 3.20
5000 m/z 43.90 68.12%
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Abundance #93614: 2-[2-(2-Chloro-ethoxy)-ethoxy]-phenol R R RRN
63.0 2.60 2.80 3.00 3.20
m/z 48.90 52.40%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91525\
Data File : VN@87843.D

Acqg On : 15 Sep 2025 17:06

Operator : JC\MD

Sample : Q3075-06

Misc : 1.23g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.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 Dodecanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.600 128.34 ug/l 4046490  Chlorobenzene-d5 11.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanal 184 C12H240 000112-54-9 91
2 1,1-Dodecanediol, diacetate 286 C16H3004 056438-07-4 91
3 Tridecanal 198 C13H260 010486-19-8 90
4 13-Methyltetradecanal 226 C15H300 075853-51-9 90
5 Pentadecanal- 226 C15H300 002765-11-9 87
Abundance Scan 1810 (12.600 min): VN087843.D\data.ms (-1787) (- | m/z 41.00 100.00%
41.0
82.1
5000
109.1 1401 12:50 13.00
0 ] ee2 2071 scas gp.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58867: Dodecanal
41.0
82.0
5000 - —
12.50 13.00
42.95 84.99%
1100 140.0 "
14.0 I \
O' ‘\\1\’”\\\“’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #181275: 1,1-Dodecanediol, diacetate
43.0
— —
12.50 13.00
5000 m/z 55.00 75.05%
82.0
‘h 110.0 140.0 166.0
01 H\“‘\\”‘1\,‘1m‘,‘\m,\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73885: Tridecanal = ==
43.0 12.50 13.00
82.0 m/z 82.10 56.08%
5000
110.0
“h [T 15‘\4'0 180.0
ol b bt e e~ —r
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91525\
Data File : VN@87843.D

Acqg On : 15 Sep 2025 17:06

Operator : JC\MD

Sample : Q3075-06

Misc : 1.23g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.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|
unknown2.847 2.847 7.7 ug/l 122815 1 8.200 801835 50.0
Dodecanal 12.600 128.3 ug/l 4046490 3 11.847 1576520 50.0
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