LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53122\
Data File : VU@48769.D

Acqg On : 01 Jun 2022 04:10

Operator : SY/MD

Sample : N3099-01

Misc : 5.24g/10.emL/100uL/5.emL/MSVOA_U/MEOH 20220417-COMPOSITE-F

ALS Vvial : 45 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

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\82U052622W.M

Title : SW846 8260

Signal : TIC: VU@48769.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.475 28 42 51 rBV3 22430 48783  2.96% ©0.497%
2 1.855 122 160 168 rBV3 57609 247154 14.99% 2.517%
3 2.964 491 505 513 rBV3 15810 36666 2.22% 0.373%
4 3,170 553 569 586 rBV2 21292 60888 3.69% 0.620%
5 3.848 765 780 795 rBV2 16229 42359  2.57% 0.431%
6 4.652 1015 1030 1045 rBV2 33017 86271 5.23% 0.879%
7 4.739 1045 1057 1080 rBV 21752 74801 4.54% 0.762%
8 5.292 1210 1229 1239 rBV3 191013 508651 30.85% 5.180%
9 5.363 1240 1251 1272 rVB 379684 893969 54.22% 9.103%
106 5.700 1339 1356 1387 rBV 234498 615416 37.32% 6.267%
11 5.980 1430 1443 1472 rBV6 22859 75416 4.57% 0©.768%
12 6.244 1506 1525 1547 rBV 508992 1154361 70.01% 11.755%
13 6.536 1604 1616 1628 rBV6 13017 27927 1.69% 0.284%
14 6.607 1628 1638 1660 rVB5 9121 24662 1.50% 0.251%
15 6.748 1672 1682 1693 rVB6 9908 21631 1.31% 0.220%
16 7.227 1815 1831 1846 rBV6 11105 35362 2.14% 0.360%
17 7.896 2026 2039 2063 rBV 850046 1648901 100.00% 16.791%
18 9.420 2499 2513 2537 rBV 663234 1445098 87.64% 14.716%
19 10.642 2879 2893 2910 rBV 600647 1148876 69.68% 11.699%
20 10.893 2959 2971 2983 rBV3 14891 26228 1.59% 0.267%
21 11.128 3032 3044 3055 rVB3 35449 69699 4.23% 0.710%
22 11.816 3245 3258 3278 rBV 850198 1417115 85.94% 14.431%
23 12.774 3547 3556 3566 rVB 45306 71252 4.32% 0.726%
24 16.195 4614 4620 4631 rVB8 25677 38664 2.34%  0.394%
Sum of corrected areas: 9820150
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53122\

: VUe48769.D

: 01 Jun 2022 04:10

: SY/MD

: N3099-01

: 5.24g/10.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 45

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U052622W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

0

TIC: VU048769.D\data.ms

1.855
1.475

20220417-COMPOSITE-F

5.363

6.244

5.700
5.2
2.9643.170 3.848 4.65739 5.980 6.63RH7-
N |

Time-->
Abundance

800000

700000

600000

500000

400000

300000

200000

100000

TIC: VU048769.D\data.ms
7.896

9.420

10.642

11.

1.40 1.60 1.80 2.00 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

816

Time-->
Abundance

800000

700000

600000

500000

400000

300000

200000

100000

0=

Time-->

82U052622W.M

0b—

. T — ‘
9.00 9.50 10.00
TIC: VU048769.D\data.ms

12.774

10.50

1.128
ooty

11.00

16.195

11.50

=
12.00

T ‘ T T T T T T ‘ T T T ‘ T T T
12.50 13.00 13.50 14.00 14.50 15.00 15.50

Wed Jun 01 17:36:24 2022

16.00

16.50

Page: 2

‘
17.00

17.50



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53122\
Data File : VU@48769.D

Acqg On : 01 Jun 2022 04:10

Operator : SY/MD

Sample : N3099-01

Misc : 5.24g/10.0emL/100uL/5.emL/MSVOA_U/MEOH 20220417-COMPOSITE-F

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 unknownl.855 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.855 13.82 ug/l 247154  Pentafluorobenzene 5.363

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 10
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 10
3 Rhamnose 164 C6H1205 003615-41-6 10
4 2H-1,2-Oxazine, tetrahydro-2-met... 191 C12H17NO 015769-90-1 10
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 10
Abundance Scan 160 (1.855 min): VU048769.D\data.ms (-122) (-) m/z 60.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53122\
Data File : VU@48769.D

Acqg On : 01 Jun 2022 04:10

Operator : SY/MD

Sample : N3099-01

Misc : 5.24g/10.0mL/100uL/5.emL/MSVOA_U/MEOH 20220417-COMPOSITE-F

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U852622W.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|

unknownl.855 1.855 13.8 wug/l 247154 1 5.363 893969 50.0
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