LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040920\

Data File : VX015603.D

Aca On - 09 Apr 2020 17:52

Operator : JC/SP

sample - 1L2190-15 -
Misc - 5.0mL/MSVOA X/WATER SR 020
ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X032720W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.064 23 29 43 rBY 7168117 9488592 61.82% 14.301%
2 1.393 80 83 94 rVB 3051006 3058608 19.93% 4.610%
3 4.569 591 604 625 rBY 5554807 15348698 100.00% 23.134%
4 5.472 741 752 765 rBV 638452 1810158 11.79% 2.728%
5 5.636 765 779 792 rVV 1126898 3079391 20.06% 4.641%

6.032 833 844 856 rBV 734462 1913179 12.46% 2.884%
6.831 965 975 988 rBV 1771908 4207061 27.41% 6.341%
7.191 1027 1034 1042 rVB 85649 176834 1.15% 0.267%
8.697 1274 1281 1295 rBV 3683529 5724358 37.30% 8.628%
9.318 1377 1383 1388 rBvV2 258621 382721 2.49% 0.577%

=
QO ~NO®

11 9.623 1424 1433 1452 rBV 1216285 4654433 30.32% 7.015%
12 10.099 1505 1511 1522 rVB 3840753 5271118 34.34% 7.945%
13 11.123 1674 1679 1687 rVB 3520010 4446511 28.97% 6.702%
14 12.062 1828 1833 1841 rVB 4624924 5744832 37.43% 8.659%
15 14.903 2283 2299 2300 rBV5 216580 797427 5.20% 1.202%

16 15.299 2359 2364 2374 rBV 129049 243281 1.59% 0.367%

Sum of corrected areas: 66347202
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX040920\
Data File : VX015603.D

Aca On : 09 Apr 2020 17:52

Operator : JC/SP

Sample : L2190-15

Misc - 5.0mL/MSVOA X/WATER

ALS Vial :© 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W .M

SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

SS037MW301-200406
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040920\

Data File : VX015603.D

Aca On - 09 Apr 2020 17:52

Operator : JC/SP

sample - 1L2190-15 -
Misc - 5.0mL/MSVOA X/WATER SR 020
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Propylene Glycol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

9.62 44 .15 ug/1 4654430 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 90
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 78
3 (S)Y-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 56
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance Scan 1432 (9.617 min): VX015603.D (-1424) (-) m/z 45.10 100.00%
45
5000 /\\
I EmEmE T S
61 9.20 9.40 9.60 9.80 10.00
o....,....,'-~...',...7.6,..?.6,...1.1,?...1.4.‘?.,1.6.‘?.,.1.9.1.,2]9?.2]2..7.,.2]“??...2.8.1..2.9,?‘. m/z 43.00 20.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #938: Propylene Glycol
45
5000 RS S UL AN
9.20 9.40 9.60 9.80 10.00
m/z 44_.05 6.61%
O'Eﬁ”MW“'ﬁ”7ﬁ””I“”I”“P'”P'”P”'P“W'”W”'W“"””I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45
920 9.40 9.60 9.80 10.00
5000 m/z 60.95 6.18%
29
ol 14 61 75
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #946: (S)-(+)-1,2-Propanediol BRAEEEEE LRSS Ry
45 9.20 9.40 9.60 9.80 10.00
m/z 42.00 3.67%
5000 A/A\KL‘M‘~—‘NwW/\
o142 | 6176
m/z--> 20 40 6|O 80 100 120 140 160 180 200 220 240 260 280 300 920 9.40 9.60 9.80 10.00

82X032720W.M Fri Apr 10 15:49:07 2020 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX040920\
Data File : VX015603.D

Aca On : 09 Apr 2020 17:52

Operator : JC/SP

Sample : L2190-15

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W_.M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Hexaethylene glycol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.90 6.94 ug/Il 797427 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 58
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 58
3 Acetvl methvl carbinol dimer 176 C8H1604 023147-57-1 53
4 Ethanol. 2-I2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 50
5 Acetic acid, trifluoro- 114 C2HF302 000076-05-1 30

Abundance Scan 2299 (14.903 min): VX015603.D (-2283) (-) m/z 45.00 100.00%
45
124 14.60 14,80 15.00 15.20
155 : : : :
o 06 || 139155171187 210227 248 267 296 n/z 43.10 57 31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128695: Hexaethylene glycol
45
5000 89 R U R B LR
14.60 14.80 15.00 15.20
m/z 89.10 39.52%
14 % 3 1177 148163170105 239
o R AT TNl R YA .- v Fo N E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45
14.60 14.80 15.00 15.20
5000 m/z 57.10 36.78%
89
o2 3 1733151 177 207223230 267283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #42934: Acetyl methyl carbinol dimer A EEEEmEE RS S
43 14.60 14.80 15.00 15.20
m/z 71.10 35.27%
5000 72
89 131
0 %7 ‘ 114 | 159
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX040920\

Data File : VX015603.D

Acg On - 09 Apr 2020 17:52

Operator : JC/SP

Sample - L2190-15 :
Misg - 5.0mL/MSVOA_X/WATER S A
ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W_M
SW846 8260

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propylene Glycol 9.62 44_.1 ug/l 4654430 3 10.10 5271120 50.0
Hexaethylene glycol 14.90 6.9 ug/Il 797427 4 12.07 5744830 50.0
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