LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX061419\

Data File : VX010306.D

Aca On - 14 Jun 2019 17:26

Operator : JC/SP

sample - K3384-02 :

Misc - 5.0mL/MSVOA X/WATER SR G L NS gl
ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X060719W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.282 16 21 27 rBv2 75907 89446 6.26% 1.169%
2.611 233 239 247 rVB 8136 14870 1.04% 0.194%
rBv 169464 494468 34.59% 6.462%
5.659 728 739 752 rVvV 296787 831352 58.16% 10.864%
6.062 795 805 817 rBV 161777 424894 29.72% 5.552%
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6.860 924 936 948 rBV 431256 1029415 72.02% 13.452%
8.713 1233 1240 1253 rBV 926475 1429422 100.00% 18.679%
rBv 885780 1221945 85.49% 15.968%
11.134 1631 1637 1648 rBVY 748666 965651 67.56% 12.619%
12.079 1786 1792 1801 rBV 891696 1150998 80.52% 15.041%
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Sum of corrected areas: 7652461
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061419\

Data File : VX010306.D

Aca On : 14 Jun 2019 17:26

Operator : JC/SP

Vise e . 5. OML/MSVOA X/WATER e
ALS Vvial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X060719W .M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX010306.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX061419\

Data File : VX010306.D

Aca On - 14 Jun 2019 17:26

Operator : JC/SP

sample - K3384-02 :

Misc - 5.0mL/MSVOA X/WATER SR G L NS gl
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X060719W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknownl.28 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

1.28 5.38 ug/Il 89446 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Aminoethvl hvdroaen sulfate 141 C2H7NO4S 000926-39-6 43
2 Sulfur dioxide 64 02S 007446-09-5 43
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 37
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Pentaborane(1l) 66 B5H11 018433-84-6 9

Abundance Scan 21 (1.282 min): VX010306.D (-16) (-) m/z 61.00 100.00%
61.0
5000
48.0
1.30 1.40 1.50 1.60 1.70
o...“..w..”,.ﬁgﬁn.!“..w: e 82 e | M/z 63.85 69.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #18804: 2-Aminoethyl hydrogen sulfate
64.0
5000 48.0 RN AR AN RS AR R
1.30 1.40 1.50 1.60 1.70
m/z 60.00 68.41%
. . 800 930 111.0
o R R UL RS AR IR RS AR R AR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64.0
1.30 1.40 1.50 1.60 1.70
5000 48.0 m/z 48.00 30.25%
16.0 32.0
o)
I [ [ I | I I I I | | I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6177: Aminomethanesulfonic acid
64.0 1.30 1.40 1.50 1.60 1.70
m/z 46.00 30.10%
5000 48.0
17.0
320 . 760 96.0
e R R UL S A LA R LA AR SRR BN HERAN RS RARAE RALAE RRRAN DR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.30 1.40 1.50 1.60 1.70
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX061419\

Data File : VX010306.D

Acq On 14 Jun 2019 17:26

Operator : JC/SP

Sample - K3384-02 STORAGE-BLANK-WATER-REF-5
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X060719W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknownl.28 1.28 5.4 ug/Il 89446 1 5.67 831352 50.0
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