LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103023\
Data File : VU@55991.D

Acqg On : 30 Oct 2023 12:46
Operator : MD/SY

Sample : 05113-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102423WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@55991.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.599 87 96 110 rBV 143176 161765 13.09% 1.564%
2 1.914 186 194 213 rVB 121452 164803 13.33% 1.593%
3 2.567 384 397 412 rBV 247951 403172 32.62% 3.898%
4 2.801 455 470 473 rBV5 10822 21486 1.74% 0.208%
5 3.194 575 592 618 rBV4 20397 89577 7.25% 0.866%
6 4.628 1022 1038 1078 rBV2 156225 491875 39.80% 4.756%
7 5.058 1157 1172 1198 rVB2 237856 539405 43.64% 5.215%
8 5.724 1350 1379 1412 rBV2 473164 1236016 100.00% 11.950%
9 6.248 1528 1542 1567 rBV 387709 767204 62.07% 7.418%
10 6.689 1662 1679 1702 rBV2 283789 578291 46.79% 5.591%
11  7.563 1938 1951 1976 rBV 134757 251256 20.33% 2.429%
12 7.894 2040 2054 2083 rBV 556918 1017167 82.29% 9.834%
13 8.177 2130 2142 2158 rBV 77573 142495 11.53% 1.378%
14  8.470 2223 2233 2244 rBV2 13164 22036 1.78% 0.213%
15 8.550 2247 2258 2272 rBV 42792 74455  6.02% 0.720%
16 8.634 2272 2284 2326 rBV2 528924 1182085 95.64% 11.429%

17  9.415 2514 2527 2554 rBV 539867 966591 78.20%
18 10.753 2930 2943 2960 rBV 203891 340167 27.52%
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19 10.891 2974 2986 3000 rVB 46029 78105 6.32% 755%
20 11.811 3259 3272 3295 rBV 547087 914612 74.00% 843%
21 12.190 3377 3390 3414 rBV 522621 884105 71.53%  8.548%
22 12.769 3559 3570 3583 rBV2 10362 16356 1.32% 0.158%

Sum of corrected areas: 10343024
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103023\

: VU@55991.D

: 30 Oct 2023 12:46

: MD/SY

: 05113-02

: 25.0mL/MSVOA_U/WATER

: 7 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

500000
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TIC: VUO055991.D\data.ms
5.724

6.248

6.68
2.567 5.058

1.599 4.628
1.914

Time-->
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TIC: VU055991.D\data.ms
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TIC: VUO055991.D\data.ms

L 12.769

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103023\
Data File : VU@55991.D

Acqg On : 30 Oct 2023 12:46
Operator : MD/SY

Sample : 05113-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.194 0.58 ug/L 89577 1,4-Difluorobenzene 6.248

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 L-Threonine, O-methyl-, methyl e... 147 C6H13NO3 1000452-62-7 40

2 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 38

3 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 36

4 Acetic acid, 3-methoxy-2-butyl e... 146 C7H1403 1000151-29-7 33

5 3-Hexanol 102 C6H140 000623-37-0 33

Abundance Scan 592 (3.194 min): VU055991.D\data.ms (-575) (-) m/z 59.00 100.00%

59.0
89.0
5000

SR
4ﬁf 2.80 3.00 3.20 3.40 3.60
0 HWH“_Hm‘m_m‘_m_m_m m/z 89.00  54.07%
m/fz--> 20 60 80 100 120 140
Abundance #25921: L-Threonine, O-methyl-, methyl ester
59.0
89.0

5000 e P
2.80 3.00 3.20 3.40 3.60

29.0 m/z 41.00  15.30%
‘ Il

1160  147.0
m/z--> 40 60 80 100 120 140
Abundance #992: 2-Propanol, 2-methyl-
59.0
[yl ¢

2.80 3.00 3.20 3.40 3.60

o

5000 ITI z 42.90 14.23%
31.0
0 ‘¥§?‘MJ‘NJL“J;“‘ N —
m/z--> 20 40 60 80 100 120 140
Abundance #5375: 1-Butanol, 3-methoxy-
59.0 2.80 3.00 3.20 3.40 3.60

m/z 38.80 7.70%

5000
31.0
89.0
0 150 \“\ il LIy L M 105.0

m/z--> 20 40 60 80 100 120 140 2.80 3.00 3.20 3.40 3.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103023\
Data File : VU@55991.D

Acqg On : 30 Oct 2023 12:46
Operator : MD/SY

Sample : 05113-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

unknown-01 3.194 0.6 ug/L 89577 1 6.248 767204 5.0
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