LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062922\
Data File : VX029860.D

Acqg On : 29 Jun 2022 14:33

Operator : JC/MD

Sample : N3494-34

Misc : 5.67g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 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 X\Method\82X062822W.M

Title : SW846 8260

Signal : TIC: VX029860.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.940 296 304 315 rBV 24984 61642 1.73% 0.563%
2 5.391 693 706 718 rBV2 138043 403541 11.33% 3.687%
3 5.550 721 732 749 rVB 262261 740858 20.81% 6.768%
4 5.958 787 799 818 rBV2 160121 430102 12.08% 3.929%
5 6.763 920 931 942 rBV 408952 984510 27.65%  8.994%

6 8.647 1233 1240 1249 rBV 810044 1311957 36.84% 11.986%
7 9.592 1386 1395 1397 rBV 1674354 3560869 100.00% 32.531%
8 10.055 1466 1471 1482 rVB 778256 1199688 33.69% 10.960%
9 11.006 1621 1627 1631 rVB2 43148 68188 1.91% 0.623%
@ 11.085 1634 1640 1651 rVB 579030 760062 21.34%  6.944%

11 12.024 1789 1794 1803 rBV 806207 1053346 29.58% 9.623%
12 12.341 1837 1846 1851 rBV 250561 330418 9.28%  3.019%
13 13.780 2077 2082 2091 rVB 31026 40866 1.15% ©.373%

Sum of corrected areas: 10946047
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062922\
Data File : VX029860.D

Acqg On : 29 Jun 2022 14:33

Operator : JC/MD

Sample : N3494-34

Misc : 5.67g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029860.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000
5.550

200000 5.391 5.958
2.940

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 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
Abundance TIC: VX029860.D\data.ms

1600000

9.492

1400000
1200000

1000000
800000 8.647 10.055

600000 11.085

400000 6.763

200000
11.0

0——7— — —— —T— —T— — ‘ T — .
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX029860.D\data.ms

1600000

1400000

1200000

1000000
800000 12.024
600000

400000
12.341
200000

13.780

O T T ‘ T
Time--> 12.00

T ‘ T 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 16.00 16.50

82X062822W.M Fri Jul 01 13:23:57 2022 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062922\
Data File : VX029860.D

Acqg On : 29 Jun 2022 14:33

Operator : JC/MD

Sample : N3494-34

Misc : 5.67g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propylene Glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.592 148.41 ug/l 3560870 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 2-Hexanol 102 C6H140 000626-93-7 9

Abundance Scan 1395 (9.592 min): VX029860.D\data.ms (-1386) (-) m/z 45.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062922\
Data File : VX029860.D

Acqg On : 29 Jun 2022 14:33

Operator : JC/MD

Sample : N3494-34

Misc : 5.67g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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|

Propylene Glycol 9.592 148.4 wug/l 3560870 3 10.055 11996990 50.0
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