LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10422\

Data File : VNO70464.D

Acqg On 4 Jan 2022 15:27

Operator : JC/MD

Sample : N1003-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 13  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

STORAGE-BLANK-WATER-REF-5

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Title : SW846 8260
Signal : TIC: VNO70464.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max total
1 2.231 78 90 103 rBV3 384794 680400 13.21%  2.555%
2 4.580 944 966 990 rBV 40699 134881 2.62% 0.506%
3 8.019 2224 2248 2259 rBV 645049 1517606 29.47% 5.698%
4  8.083 2260 2272 2296 rVB2 1222028 2795871 54.29% 10.497%
5 8.437 2381 2404 2430 rBV2 805953 1876578 36.44% 7.046%
6 8.965 2580 2601 2642 rBV 1870099 3925752 76.23% 14.740%
7 10.440 3131 3151 3187 rBV 2769790 5150128 100.00% 19.337%
8 11.744 3618 3637 3669 rBV 2387563 4398819 85.41% 16.516%
9 12.731 3987 4005 4034 rBV 1786532 3226944 62.66% 12.116%
10 13.675 4339 4357 4382 rBV 1658346 2927105 56.84% 10.990%
Sum of corrected areas: 26634084
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10422\
Data File : VN@70464.D

Acqg On : 4 Jan 2022 15:27

Operator : JC/MD

Sample : N1003-02 :

Misc : 5.00mL/MSVOA_N/WATER STORAGE-BLANK-WATER-REF-5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

Abundance TIC: VN070464.D\data.ms

2500000
2000000
1500000
1000000

500000 2.231

4.580
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
2

Time--> .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 6.40 6.60 6.80
Abundance TIC: VNO70464.D\data.ms

10.440
2500000 11.744

2000000 8.965

1500000
8.083

1000000
8.437

8.0

500000

Ot —T— — —r— T — —— — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN070464.D\data.ms

2500000

2000000
12.731
13.675

1500000

1000000

500000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N122721W.M Wed Jan 05 16:09:05 2022 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10422\
Data File : VN@70464.D

Acqg On : 4 Jan 2022 15:27

Operator : JC/MD

Sample : N1003-02 :

Misc : 5.00mL/MSVOA_N/WATER STORAGE-BLANK-WATER-REF-5

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 wunknown2.231 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.231  12.17 ug/1 680400 Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroguanidine 113 CH2F3N3 037950-72-4 9
2 Sulfur diimide, dimethyl- 90 C2H6N2S 013849-02-0 9
3 S-Methyl-L-cysteine, N-(methoxyc... 207 C7H13NO4S 1010453-29-1 5
4 Methyl nitrite 61 CH3NO2 000624-91-9 5
5 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4

Abundance  Scan 90 (2.231 min): VN070464.D\data.ms (-78) (-) m/z 60.95 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10422\
Data File : VN@70464.D

Acqg On : 4 Jan 2022 15:27

Operator : JC/MD

Sample : N1003-02 :

Misc : 5.00mL/MSVOA_N/WATER STORAGE-BLANK-WATER-REF-5

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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|

unknown2.231 2.231 12.2 ug/l 680400 1 8.086 2795870 50.0
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