LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040920\
Data File : VX015602.D

Aca On - 09 Apr 2020 17:30

Operator : JC/SP

sample - 1L2190-05 -
Misc - 5.0mL/MSVOA X/WATER SRE i
ALS Vial : 20 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 6622342 8499856 24.88% 8.535%
2 4_.563 592 603 617 rBV 427259 1150345 3.37% 1.155%
3 5.466 741 751 764 rVB 706139 2024252 5.92% 2.033%
4 5.630 764 778 791 rBV2 1228022 3441620 10.07% 3.456%
5 6.033 834 844 856 rBV 824347 2139467 6.26% 2.148%

6.831 963 975 988 rBV 1934600 4611601 13.50% 4.631%
7.191 1024 1034 1042 rBV 1822442 3882379 11.36% 3.898%
8.697 1274 1281 1291 rBV 4082426 6346577 18.58% 6.373%
9.319 1376 1383 1396 rBV 23397762 34165364 100.00% 34.306%
9.605 1423 1430 1457 rBV 3253734 11415609 33.41% 11.463%

=
QO ~NO®

11 10.099 1505 1511 1523 rVB 4120566 5803556 16.99% 5.827%
12 11.123 1673 1679 1688 rBV 3971519 5020848 14.70% 5.042%
13 12.062 1828 1833 1842 rBV 5425237 6447267 18.87% 6.474%
14 14.653 2246 2258 2270 rBV3 135743 504528 1.48% 0.507%
15 14.921 2282 2302 2337 rBV5 464369 3737938 10.94% 3.753%

16 15.299 2359 2364 2375 rVB 229386 397941 1.16% 0.400%

Sum of corrected areas: 99589148
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX040920\
VX015602.D

09 Apr 2020 17:30

JC/SP

L2190-05

5.0mL/MSVOA X/WATER

20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X032720W.M

Quant Title

TIC Library

- SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

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

Data File : VX015602.D

Aca On - 09 Apr 2020 17:30

Operator : JC/SP

sample - 12190-05 -
Misc - 5.0mL/MSVOA X/WATER SRE i
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W.M
Quant Title : 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.

9.61 98.35 ug/1 11415600 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 90
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 78
3 (H-(H)-1.2-Propanediol 76 C3H802 004254-15-3 64
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 1431 (9.611 min): VX015602.D (-1423) (-) m/z 45.10 100.00%
45
5000 /\\‘
61 9.20 9.40 9.60 9.80 10.00
o....,....,~I ~...',...7.6,...9.?..1..1,7.1.??1.‘.‘?. (LI0185201 225242 266 287 . m/z 43.00 19.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #938: Propylene Glycol
45
5000 AR RN SRR AR
920 9.40 9.60 9.80 10.00
m/z 44_.05 6.53%
O'Eﬁwmﬁm'ﬁ”ZQ””I””P'”P”'P”'P”W'”W'”W”'W””I””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 6.06%
29
ol 14 61 75
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 J\
Abundance #946: (S)—(+)—l,2—Pr0panedi0I | S LA LI N LN
45 920 9.40 9.60 9.80 10.00
m/z 42.00 3.73%
5000
J1a2 | 617
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 920 9.40 9.60 9.80 10.00
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Library Search Compound Report

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

Data File : VX015602.D

Aca On - 09 Apr 2020 17:30

Operator : JC/SP

sample - 12190-05 -
Misc - 5.0mL/MSVOA X/WATER SRE i
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W.M
Quant Title : 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 3 Pentaethylene glycol monodo... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.92 28.99 ug/1 3737940 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 53
2 Tetraethvlene alvcol 194 C8H1805 000112-60-7 50
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 50
4 Hexaethvlene alvcol 282 C12H2607 002615-15-8 50
5 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 47

Abundance Scan 2302 (14.921 min): VX015602.D (-2282) (-) m/z 45.10 100.00%

5000 71

5

124
97 14.60 14.80 15.00 15.20

155
ol ik 20178201228 257281 "m/z 43.05 59.02%

T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #214415: Pentaethylene glycol monododecy! ether

4

5000 89 LI L L L B L LB
14.60 14.80 15.00 15.20

m/z 57.10 42 .83%

‘ 6 133 166
LSl LT 1% aeae 2 owr g1 e g7
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
e A RRamEE RS
14.60 14.80 15.00 15.20
5000 m/z 71.10 41.16%
89
o5 119 163
L e L L s
m/z--> 50 100 150 200 250 300 350 400
Abundance #91749: Pentaethylene glycol AR REEEEEEE
45 14.60 14.80 15.00 15.20
m/z 89.10 38.27%
5000
89
oL19 | 169 \1 133 163 195219
—+ =t
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX040920\

Data File : VX015602.D

Acq On = 09 Apr 2020 17:30

Operator : JC/SP

Sample : L2190-05 :
Misc - 5.0mL/MSVOA_X/WATER AT RS
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032720W.M
Quant Title : SW846 8260

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 9.61 98.3 ug/1 11415600 3 10.10 5803560 50.0
Pentaethylene gly... 14.92 29.0 ug/1 3737940 4 12.06 6447270 50.0
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