LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064695.D

Aca On : 17 Nov 2020 21:07

Operator : JC/MD

Sample : L4783-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 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 N\METHODS\82N110420W.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

7.550 1787 1807 1818 rBV 216740 539862 8.71% 3.384%
7.624 1818 1830 1852 rVB 310643 742173 11.97% 4.652%
1967 rBV 242893 566406 9.13% 3.550%
8.196 1979 2008 2010 rBV3 38059 128727 2.08% 0.807%
8.550 2104 2118 2138 rVB 574041 1183507 19.08% 7.418%
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10.058 2573 2587 2607 rBV 883993 1606716 25.91% 10.071%
10.251 2632 2647 2650 rBV4 45020 92934 1.50% 0.583%
10.775 2793 2810 2868 rBVY 1506282 6201616 100.00% 38.872%
rvB 972315 1689205 27.24% 10.588%
12.376 3295 3308 3328 rBVY 754226 1258936 20.30% 7.891%

=
O w©w~NO»

=

=

w

\l

()]

N

©

(00]

D

N

©

©

\l

w

o

=

(00]

11 13.315 3587 3600 3617 rBV 922237 1532994 24.72% 9.609%
12 14.164 3835 3864 3866 rBV5 155723 411060 6.63% 2.577%

Sum of corrected areas: 15954136
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064695.D

Aca On 17 Nov 2020 21:07

Operator : JC/MD

Sample : L4783-02

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N110420W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN064695.D
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Abundance TIC: VN064695.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064695.D

Aca On : 17 Nov 2020 21:07

Operator : JC/MD

Sample : L4783-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 1 Acetic acid Concentration Rank 3

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

8.20 5.44 ug/l 128727 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Thiirane 60 C2H4S 000420-12-2 9
3 Ammonium acetate 77 C2H7NO2 000631-61-8 9
4 Propanal. 3-methoxy- 88 C4H802 002806-84-0 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 2009 (8.200 min): VN064695.D (-1979) (-) m/z 43.00 100.00%
48
60
5000
ISR R R AR
7.80 8.00 8.20 8.40 8.60
I | I,.‘?..,...?ﬁ...,....,....,. m/z 45.00 91.28%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #261: Acetic acid
43
60
5000 15 RS R LSS R
780 800 820 8.40 8.60
29 m/z 60.00 59.51%
(18 26 32 40 46
G e R RS RS RS RARRS RA R RARRN RARRS RARRS RARRS RARRS RARRE N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
45
60 ISR R U AR
7.80 8.00 8.20 8.40 8.60
5000 27 m/z 44.00 19.59%
. 14 " 34 57
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #980: Ammonium acetate A B o
43 7.80 8.00 8.20 8.40 8.60
17 0 m/z 42.00 17.80%
5000
0 1\ | 25 \2‘9 40‘ | 6 |
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 780 8.00 8.0 840 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064695.D

Aca On : 17 Nov 2020 21:07

Operator : JC/MD

Sample : L4783-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 1
R.T. EstConc Area Relative to ISTD R.T.
10.78 183.57 ug/Il 6201620 Chlorobenzene-d5 11.38
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 Isopropvl Alcohol 60 C3H80 000067-63-0 72
4 (RY-(-)-3-MethvIl-2-butanol 88 C5H120 001572-93-6 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
Abundance Scan 2812 (10.781 min): VN064695.D (-2793) (-) m/z 45.00 100.00%
45
5000 /\¥
R B
61 10.40 10.60 10.80 11.00
0 i S e m/z 43.00 21.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #938: Propylene Glycol
45
5000 [rrr T T e
10.40 10.60 10.80 11.00
m/z 60.95 6.54%
29 61
0"}?th'J“'“H"Zﬁ"'W""P"'I”"I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
10.40 10.60 10.80 11.00
5000 m/z 44.00 6.07%
29
15 61 g
e L L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropyl Alcohol IR R RN R
45 10.40 10.60 10.80 11.00
m/z 42.00 4._72%
5000
15\ 2‘7\\ \‘ 5\9
e L L I U L S SN BRI B S NN SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064695.D

Aca On : 17 Nov 2020 21:07

Operator : JC/MD

Sample : L4783-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 3 Methoxyacetic acid, 2-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.16 13.41 ug/Il 411060 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 83
2 Methoxvacetic acid. 2-tridecvl e... 272 C16H3203 1000282-04-5 83
3 Oxalic acid. allvl nonvl ester 256 C14H2404 1000309-23-7 43
4 2.3-Dimethvldecane 170 C12H26 017312-44-6 38
5 4-Amino-1-butanol 89 C4H11NO 013325-10-5 35
Abundance Scan 3863 (14.161 min): VN064695.D (-3835) (-) m/z 44.95 100.00%
RN SURIUR BRI B
13.80 14.00 14.20 14.40
141
o 1= m/z 43.05 83.85Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132964: Methoxyacetic acid, 2-tetradecy! ester
5 57
71
5000 85 R PR SRR B B B
29 13.80 14.00 14.20 14.40
o7 m/z 40.95 70.33%
oAl | L 2127141 155168 180 17 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
45 57
7 13.80 14.00 14.20 14.40
5000 m/z 56.95 64 .90%
29 85
o 99 113127 14115, 183 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107137: Oxalic acid, allyl nonyl ester
41 13.80 14.00 14.20 14.40
m/z 71.05 62.49%
5000 57 o
29 ‘ a5
0"|'H"th"hl"h'|hk'?z"" 1'2'6"|""|'1'7'1'|"" T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40

82N110420W.M Wed Nov 18 18:06:38 2020 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111720\
Data File : VN064695.D

Acq On : 17 Nov 2020 21:07

Operator : JC/MD

Sample - L4783-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 26 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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]
Acetic acid 8.20 5.4 ug/Il 128727 2 8.55 1183510 50.0
Propylene Glycol 10.78 183.6 ug/l 6201620 3 11.38 1689210 50.0
Methoxyacetic aci... 14.16 13.4 ug/I1 411060 4 13.32 1532990 50.0
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