LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062524\
Data File : VU@59503.D

Acqg On : 26 Jun 2024 04:31
Operator : MD/SY

Sample : P3006-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 50 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@59503.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 86 95 111 rVB 53951 63465 3.28% 0.802%
2 1.908 183 192 205 rBV 53115 71302 3.69% 0.901%
3 2.561 383 395 405 rBV 92372 150401 7.78%  1.900%
4 2.628 405 416 447 rVW 356911 850435 43.98% 10.744%
5 2.798 450 469 537 rVB 344955 1933532 100.00% 24.427%
6 4.622 1020 1036 1053 rBV3 71187 198336 10.26%  2.506%
7 4.705 1057 1062 1086 rVB 25422 63607 3.29% 0.804%
8 5.001 1136 1154 1157 rBV3 23059 40049 2.07% ©.506%
9 5.052 1160 1170 1201 rVB 99453 243107 12.57% 3.071%
106 5.718 1358 1377 1405 rBvV2 187335 481316 24.89% 6.081%
11  6.242 1527 1540 1563 rBV 162220 320455 16.57% 4.048%
12 6.538 1619 1632 1655 rBV 87406 168115 8.69% 2.124%
13 6.683 1664 1677 1697 rBV 113126 224713 11.62% 2.839%
14 7.560 1940 1950 1968 rBV 41957 76841 3.97% 0.971%
15 7.891 2040 2053 2076 rBV 210907 373565 19.32% 4.719%
16 8.178 2130 2142 2160 rBvV2 24725 44014 2.28% 0.556%
17  8.547 2241 2257 2272 rBV 521464 867646 44.87% 10.961%
18 8.628 2272 2282 2314 rVB 241010 471988 24.41% 5.963%
19 9.412 2514 2526 2545 rBV 247593 420964 21.77% 5.318%
20 10.750 2929 2942 2959 rBV 96652 158016 8.17% 1.996%

21 11.808 3259 3271 3292 rBV 216755 361559 18.70%
22 12.187 3374 3389 3410 rBV 198777 332151 17.18%  4.196%
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Sum of corrected areas: 7915577
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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\VU@62524\

: VU@59503.D

: 26 Jun 2024 04:31

: MD/SY

: P3006-12

: 25.0mL/MSVOA_U/WATER

: 50 Sample Multiplier: 1

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

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

Abundance
500000

400000

300000

200000

100000

o

TIC: VU059503.D\data.ms
2.628 798

5.718
6.242

6.68

23 4.622 o092 6.538
1.596 1.908 :

705 50

Time-->
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TIC: VU059503.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062524\
Data File : VU@59503.D

Acqg On : 26 Jun 2024 04:31

Operator : MD/SY

Sample : P3006-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: 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 30.17 ug/L 1933530  1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 83
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 64
Abundance Scan 469 (2.798 min): VU059503.D\data.ms (-450) (-) m/z 44.95 100.00%
45.0
5000 k
R A ARSRARREE
18 ‘ 59.0 58 2.40 2.60 2.80 3.00 3.20
oHW_WH‘wawwﬂm:Hw""_"\MWww”w m/z 42.95 19.78%
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 [T T T[T T T[T [T T T TT
2.40 2.60 2.80 3.00 3.20
m/z 40.95 8.37%
27.0
O\\\‘\\\\‘H\\i\]\-ﬁl‘?\\‘\!\l‘}\\\‘\?\’ﬁx\ﬂ{!}{\\\‘\\\\‘\!:_\,%.‘\()H\‘HH‘HH‘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 ARSRARRNY
2.40 2.60 2.80 3.00 3.20
5000 m/z 38.95 6.92%
190 ZTO ‘ 59.0
Y X .11 o
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #344: Isopropyl Alcohol R e ARSRRRRNEE
45.0 2.40 2.60 2.80 3.00 3.20
m/z 41.95 5.42%
5000
15.0 27.0
0 AN “M 30, 590 69.0
e Ty E A R ARBRARREN
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@59503.D

Acqg On : 26 Jun 2024 04:31

Operator : MD/SY

Sample : P3006-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 2-Butanol, (R)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.001 0.62 ug/L 40049 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, (R)- 74 C4H1e0 014898-79-4 83
2 2-Butanol 74 C4H1e0 000078-92-2 78
3 2-Butanol 74 C4H1e0 000078-92-2 64
4 2-Butanol 74 C4H1e0 000078-92-2 9

5 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 9

Abundance Scan 1154 (5.001 min): VU059503.D\data.ms (-1136) (-) m/z 44.90 100.00%

44.9
5000
59.0

“H‘_‘H“H‘W‘H“
4.60 4.80 5.00 5.20 5.40
il

e e e e m/z 59.00 27.61%

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 B PR M. S NTR
4.60 4.80 5.00 5.20 5.40

31.0 59.0 ITI z 42.90 21.50%

M H‘ Ly 720
O H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH \H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #962: 2-Butanol
45.0

4.60 4.80 5.00 5.20 5.40

o

=

5000 ITI/Z 40.90 16.07%
31.0 59.0
ol 120 L 730
HH_HWHH_HWHH_HWHH_“HH“HW N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #960: 2-Butanol L RR ARAREL ARSI
45.0 4.60 4.80 5.00 5.20 5.40

m/z 43.85 9.53%

m/z-->

|
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5000
27.0 59.0
90 7o

O brrrerrgrebrreere e

5 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@59503.D

Acqg On : 26 Jun 2024 04:31
Operator : MD/SY

Sample : P3006-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 50 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 30.2 ug/L 1933530 1 6.242 320455
2-Butanol, (R)- 5.001 0.6 ug/L 40049 1  6.242 320455
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