LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110221\
Data File : VU@45504.D

Acqg On : 01 Nov 2021 21:59

Operator : SY/MD

Sample : M4438-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18

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 : Z:\voasrv\HPCHEM1\MSVOA U\Method\82U102821W.M

Title : SW846 8260

Signal : TIC: VU@45504.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.475 35 42 51 rVB 53863 53247 4.16% 0.768%
2 2.806 437 456 493 rBvV2 20004 85400 6.67% 1.231%
3 4.629 1007 1023 1046 rBV 24462 66438 5.19% 0.958%
4 5.295 1213 1230 1243 rBV 184863 392903 30.69% 5.664%
5 5.378 1243 1256 1276 rVB 283654 582447 45.50%  8.396%
6 5.706 1343 1358 1383 rBV 219599 445301 34.79% 6.419%
7 6.253 1512 1528 1557 rBV = 476522 898921 70.23% 12.958%
8 7.902 2023 2041 2088 rBV 738214 1280030 100.00% 18.452%
9 9.420 2499 2513 2534 rBVY 697762 1133538 88.56% 16.340%
10 10.635 2878 2891 2914 rBV 530614 844724 65.99% 12.177%
11 11.812 3245 3257 3279 rBV 728726 1154082 90.16% 16.637%

Sum of corrected areas: 6937031
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110221\

: VUe455e4.D

: 01 Nov 2021 21:59
: SY/MD

: M4438-06

: 5.0mL/MSVOA_U/WATER
. 18

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U102821W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110221\
Data File : VU@45504.D

Acqg On : 01 Nov 2021 21:59

Operator : SY/MD

Sample : M4438-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U102821W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\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 1 Isopropyl Alcohol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.806 7.33 ug/1 85400  Pentafluorobenzene 5.378
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 64
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 43
3 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 40
4 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 9
5 2-Pentanol 88 C5H120 006032-29-7 9
Abundance Scan 456 (2.806 min): VU045504.D\data.ms (-437) (-) m/z 45.00 100.00%
45.0
5000
e
590 2.40 2.60 2.80 3.00 3.20
\\\‘\\\\‘\\\\‘\\\\‘\\\\““\‘\\\‘\\\\“.\\\\’\7\5\.\9’\\\\’\\\\ m/z 42.99 23.3900
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #342: Isopropyl Alcohol
45.0
5000 “‘A‘(\uwuu,uu‘uu/‘\u
2.40 2.60 2.80 3.00 3.20
m/z 41.00 8.42%
\\\‘\\\\‘]\-\5\(\)‘\\1‘\“‘\\\\“‘}‘}\\‘\\5\?‘.(\)\\\’\\\\’\\\\’\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2366: Propane, 2-ethoxy-
45.0
wl o
2.40 2.60 2.80 3.00 3.20
5000 m/z 38.90 7 .40%
73.0
27.0
L 590 8.0
‘H“H‘_‘H“H‘_‘H“H‘_‘H“H‘W‘H,‘H‘W‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2327: Formic acid, 1-methylethyl ester ‘H“_“W“H“H“‘
45.0 2.40 2.60 2.80 3.00 3.20
m/z 41.90 4.78%
5000
270 73.0
59.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110221\
Data File : VU@45504.D

Acqg On : 01 Nov 2021 21:59

Operator : SY/MD

Sample : M4438-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 18

Quant Method
Quant Title : SW846 8260

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

Library Search Compound Report

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U102821W.M

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
Concentration Rank 2

Peak Number 2 Silanol, trimethyl-

R.T. EstConc Area Relative to ISTD R.T.
4.629 5.70 ug/1 66438 Pentafluorobenzene 5.378
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Silanol, trimethyl-

90 C3H100Si

2 Formamide, N-methylthio 75 C2H5NS
3 Ethanol, 2-(trimethylsilyl)- 118 C5H140Si
4 Ethanethioamide 75 C2HS5NS

5 Glycolaldehyde dimethyl acetal

106 C4H1e03

001066-40-6 64
018952-41-5 56
002916-68-9 43
000062-55-5 5
030934-97-5 4

Abundance Scan 1023 (4.629 min): VU045504.D\data.ms (-1007) (-) m/z 75.00 100.00%
78.0
5000
R RRRRL
44"9 6.0 4.40 4.60 4.80 5.00
H“H"H"_"wu‘i“wupu“_‘h“w“w“_“w m/z 44.90  15.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2524: Silanol, trimethyl-
78.0
5000 L L L BN LI B
4.40 4.60 4.80 5.00
45.0 m/z 46.90 11.14%
270 || et0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1019: Formamide, N-methylthio
75.0
R R B
4.40 4.60 4.80 5.00
m/z 75.90 7.34%
5000 300 /
45.0
| ‘ 60.0
H“‘H"H‘“H‘Hm1M‘H‘H}H“_‘U‘_“‘_“W“‘w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9975: Ethanol, 2-(trimethylsilyl)- A RRmEEE R
75.0 4.40 4.60 4.80 5.00
m/z 76.90 4.43%
5000
150 290 470 590 . 87.0 1010
R R R T e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110221\
Data File : VU@45504.D

Acqg On : 01 Nov 2021 21:59
Operator : SY/MD

Sample : M4438-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U102821W.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|
Isopropyl Alcohol 2.806 7.3 ug/l 85400 1 5.378 582447 50.0
Silanol, trimet... 4.629 5.7 wug/l 66438 1 5.378 582447 50.0
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