LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062524\
Data File : VU@59501.D

Acqg On : 26 Jun 2024 03:43
Operator : MD/SY

Sample : P3006-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 48 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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59501.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 86 95 115 rVB 55526 66923 4.80% 0.967%
2 1.907 184 192 205 rVB 53664 71356 5.11% 1.031%
3 2.560 384 395 405 rBV 92549 149726 10.73% 2.164%
4 2.628 405 416 449 rVW 299028 690641 49.51%  9.982%
5 2.798 450 469 532 rVB2 267071 1395039 100.00% 20.162%
6 3.181 578 588 604 rBv4 5505 15798 1.13% 0.228%
7 4.621 1024 1036 1052 rBvV2 73524 199124 14.27%  2.878%
8 4.701 1054 1061 1099 rVB 40642 114353 8.20% 1.653%
9 4.997 1140 1153 1159 rBv2 34342 79304 5.68% 1.146%
10 5.052 1161 1170 1199 rVB 101166 246198 17.65% 3.558%
11 5.718 1358 1377 1400 rBvV2 185922 477937 34.26% 6.908%
12 6.242 1527 1540 1564 rBV 168101 327506 23.48% 4.733%
13 6.682 1664 1677 1699 rBV 114520 224590 16.10% 3.246%
14 7.560 1936 1950 1976 rBV 43310 77041  5.52% 1.113%
15 7.891 2041 2053 2072 rBV 209850 371529 26.63% 5.370%
16 8.177 2130 2142 2158 rBV3 25961 44735 3.21% 0.647%
17  8.547 2244 2257 2272 rBV 326921 560882 40.21% 8.106%
18 8.627 2272 2282 2317 rVWW 244390 483737 34.68% 6.991%
19 9.412 2514 2526 2550 rBV 253255 432169 30.98% 6.246%
20 10.749 2930 2942 2962 rVB 96917 157245 11.27% 2.273%
21 11.807 3259 3271 3293 rBV 226087 374406 26.84% 5.411%
22 12.187 3376 3389 3411 rBV 194540 329861 23.65% 4.767%
23 16.881 4840 4849 4860 rVB5 18834 28894 2.07% 0.418%

Sum of corrected areas: 6918994
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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\VU@62524\

: VUe59501.D

: 26 Jun 2024 03:43

: MD/SY

: P3006-10

: 25.0mL/MSVOA_U/WATER

: 48  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: 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\VU062524\
Data File : VU@59501.D

Acqg On : 26 Jun 2024 03:43
Operator : MD/SY

Sample : P3006-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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.
2.798 21.30 ug/L 1395040 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 64
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance Scan 469 (2.798 min): VU059501.D\data.ms (-450) (-) m/z 44.95 100.00%
45.0
5000 /m\\\\
R RS R
2.40 2.60 2.80 3.00 3.20
378, 599 7 5
O+ b e e e e m/z 42.90 19.77%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #343: Isopropyl Alcohol
45.0
5000 N RN RN R
2.40 2.60 2.80 3.00 3.20
m/z 40.95 8.48%
27.0
0 \19"0 ‘ | 381q\‘\ I 59\.0
\‘HH‘HH‘HH’HH‘HH‘\H\’HH‘HHHH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #342: Isopropyl Alcoho
45.0
R ARERARRERE
2.40 2.60 2.80 3.00 3.20
5000 m/z 38.90 6.62%
27.0
19.0
oWH_H;W‘l,w;!‘!‘l”ﬁﬁﬂ:!:w_mf%}?wwm_m_m‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #345: Isopropyl Alcohol R e AN
45.0 2.40 2.60 2.80 3.00 3.20
m/z 41.85 5.27%
5000
27.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062524\
Data File : VU@59501.D

Acqg On : 26 Jun 2024 03:43
Operator : MD/SY

Sample : P3006-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 2 2-Butanol, (R)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.997 1.21 ug/L 79304  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, (R)- 74 C4Hl1e0 014898-79-4 83
2 2-Butanol 74 C4H1e0 000078-92-2 83
3 2-Butanol 74 C4H1e0 000078-92-2 64
4 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 59
5 2-Butanol 74 C4H1e0 000078-92-2 50
Abundance Scan 1153 (4.997 min): VU059501.D\data.ms (-1140) (-) m/z 44.85 100.00%
44.9
5000
59.0
R ARANEEEEEES
‘ ‘ 4.60 4.80 5.00 5.20 5.40
72.0
oWW_WH‘wwf?m\mmmm”_Hwwmww m/z 59.00 27.23%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #975: 2-Butanol, (R)-
45.0
5000 RN R R
4.60 4.80 5.00 5.20 5.40
31.0 59.0 ITI/Z 42.85 20.38%
0H\\‘HH‘\H\‘HH‘\!}}‘!H\‘H\M!{M iH\‘\H\iH\!‘HH‘\HZ%.\\O‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #960: 2-Butano
45.0
T T T
4.60 4.80 5.00 5.20 5.40
5000 m/z 40.90 16.12%
27.0 59.0
18.0 ‘ ‘ ‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #962: 2-Butanol P T
45.0 4.60 4.80 5.00 5.20 5.40
m/z 43.90 9.56%
5000
31.0 59.0
T ‘ i “““‘73?‘ S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.60 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062524\
Data File : VU@59501.D

Acqg On : 26 Jun 2024 03:43
Operator : MD/SY

Sample : P3006-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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|

Isopropyl Alcohol 2.798 21.3 ug/L 1395040 1 6.242 327506
2-Butanol, (R)- 4.997 1.2 ug/L 79304 1 6.242 327506
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