LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102823\
Data File : VU@55976.D

Acqg On : 28 Oct 2023 16:05
Operator : MD/SY

Sample : 05114-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 18 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@55976.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.489 56 62 77 rBvV 49957 51160 2.46% 0.409%
2 1.599 88 96 111 rVB 153357 177431 8.52% 1.418%
3 1.914 186 194 209 rVB 126286 171563 8.24% 1.371%
4 2.566 384 397 410 rBV 267862 441787 21.23% 3.531%
5 3.199 574 591 618 rBV2 25930 94266 4.53% 0.753%
6 4.627 1019 1038 1083 rBV3 163702 511420 24.57% 4.088%
7 5.081 1157 1179 1205 rBV3 758523 2081411 100.00% 16.636%
8 5.724 1357 1379 1410 rBV2 495006 1286289 61.80% 10.281%
9 6.248 1528 1542 1570 rBV 398227 793138 38.11% 6.339%
106 6.688 1661 1679 1703 rBV 295885 593169 28.50% 4.741%
11  7.103 1795 1808 1831 rBV 162898 311606 14.97%  2.490%
12 7.563 1939 1951 1973 rBV 135643 255623 12.28% 2.043%
13 7.894 2040 2054 2073 rBV 604166 1095260 52.62% 8.754%
14  8.177 2131 2142 2158 rBV 81201 146749 7.05% 1.173%
15 8.634 2271 2284 2325 rBV2 533237 1204233 57.86% 9.625%
16 8.807 2328 2338 2351 rVB2 35098 65181  3.13% 521%

17  9.415 2513 2527 2551 rBV 566580 993291 47.72%
18 10.753 2928 2943 2965 rBV 210867 352266 16.92%
19 11.810 3259 3272 3296 rBV 556962 939272 45.13%
20 12.190 3376 3390 3418 rBV 553342 946679 45.48%
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Sum of corrected areas: 12511794
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102823\

: VU@55976.D

: 28 Oct 2023 16:05

: MD/SY

: 05114-11

: 25.0mL/MSVOA_U/WATER

: 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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o

TIC: VU055976.D\data.ms

5.724
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6.68
2.566

1.599 4.627
1.914

1.48
3.190

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102823\
Data File : VU@55976.D

Acqg On : 28 Oct 2023 16:05
Operator : MD/SY

Sample : 05114-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 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 1-Butanol, 3-methoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.190 0.59 ug/L 94266  1,4-Difluorobenzene 6.248

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 72
2 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 40
3 3-Pentanol 88 C5H120 000584-02-1 33
4 1,2-Butanediol 90 C4H1002 000584-03-2 33
5 1,2-Butanediol 90 C4H1e02 000584-03-2 28
Abundance Scan 591 (3.190 min): VU055976.D\data.ms (-574) (-) m/z 59.00 100.00%
59.0
89.0
5000
R
40‘ 9 4.9 2.80 3.00 3.20 3.40 3.60
bt el A mjz 89.ee  51.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5375: 1-Butanol, 3-methoxy-
59.0
5000 | LI AL B R
2.80 3.00 3.20 3.40 3.60
31.0 m/z 40.90 16.30%
O TT ‘]\_\5\(\)‘ TT \‘\“‘\‘\ T \T‘ﬁ\‘(\)\ ‘ T \‘\H ‘ TT \7\‘1\(\)\ T ‘ T \8\%‘(\)\ T \]_‘o\ T \()\ ‘ TT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5384: 1-Butanol, 3-methoxy-
59.0
Py | Ny
2.80 3.00 3.20 3.40 3.60
5000 m/z 42.90 10.81%
31.0
15.0 ‘ 71.0 89.0
0 \\‘\\‘\\‘\\\‘\“\‘\\H“W\\‘\\‘\‘1{\\\\“1m‘m\“\m‘\m‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2358: 3-Pentanol
59.0 2.80 3.00 3.20 3.40 3.60
m/z 57.00 7.29%
5000 31.0
3.0
04‘710 N R SN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\VU102823\
Data File : VU@55976.D

Acqg On : 28 Oct 2023 16:05
Operator : MD/SY

Sample : 05114-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 18 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|

1-Butanol, 3-me... 3.190 0.6 ug/L 94266 1 6.248 793138 5.0
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