LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064694.D

Aca On : 17 Nov 2020 20:43

Operator : JC/MD

Sample : L4783-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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

7.547 1789 1806 1818 rBv2 232182 588058 3.40% 1.959%
7.624 1818 1830 1853 rVB 346129 834901 4.82% 2.781%
1962 rBV 263526 617081 3.56% 2.055%
8.550 2104 2118 2135 rVB 628911 1295124 7.48% 4_.313%
10.058 2573 2587 2605 rBV 983158 1783942 10.31% 5.941%
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10.257 2631 2649 2653 rBV5 80207 220942 1.28% 0.736%
10.781 2793 2812 2881 rBV2 3830854 17309567 100.00% 57.650%
11.380 2985 2998 3014 rVB 1108976 1909658 11.03% 6.360%
12.373 3296 3307 3324 rVB 888971 1483660 8.57% 4.941%
13.315 3587 3600 3615 rBY 1053530 1728548 9.99% 5.757%

=
QO ~NO®

11 14.109 3829 3847 3891 rBV6 429289 1832357 10.59% 6.103%
12 16.100 4447 4466 4490 rBVe 128482 421533 2.44% 1.404%

Sum of corrected areas: 30025371
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064694.D

Aca On 17 Nov 2020 20:43

Operator : JC/MD

Sample : L4783-01

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.M
Quant Title : SW846 8260

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

Abundance TIC: VN064694.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064694.D

Aca On : 17 Nov 2020 20:43

Operator : JC/MD

Sample : L4783-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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 unknownl10.26 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.26 5.78 ug/l 220942 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. anhvdride with form... 88 C3H403 002258-42-6 17
2 Adenosine. 47-de(Chvdroxvmethvl)-... 442 C20H22N606 1000129-52-5 17
3 Ethvlamine 45 C2H7N 000075-04-7 9
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
5 1,2-Ethanediol 62 C2H602 000107-21-1 9
Abundance Scan 2650 (10.261 min): VN064694.D (-2631) (-) m/z 43.00 100.00%
43
5000
7 s o 10000 10,20 1040 1060
O T e o N B m/z 45.00 47 .87%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #1955: Acetic acid, anhydride with formic acid
43
5000 13 LR NN SRR SUMILN B
10.00 10.20 10.40 10.60
m/z 41.95 36.59%
fo) B l ‘ ‘ 87
AR NN WAL UURLELELA SO BN AL SURLLL WL
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43
10.00 10.20 10.40 10.60
5000 m/z 61.95 28.22%
0 7195 135 176109 208 256 304 337 370402 420
m/z--> 6 55 160 1%0 260 2éo 360 3%0 460 '
Abundance #86: Ethylamine
30 10.00 10.20 10.40 10.60
m/z 44.00 26.29%
5000
OI“"JI""I'"W""I""I'"'I""I""I""I AR ARERA RARRA R
miz--> 0 50 100 150 200 250 300 350 400 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064694.D

Aca On : 17 Nov 2020 20:43

Operator : JC/MD

Sample : L4783-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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.
10.78 453.21 ug/Il 17309600 Chlorobenzene-d5 11.38
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 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
4 2-Pentanol 88 C5H120 006032-29-7 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
Abundance Scan 2812 (10.781 min): VN064694.D (-2793) (-) m/z 45.00 100.00%
45
5000 —/P\kh_
R aammmEs R
61 10.40 10.60 10.80 11.00
0 bt 2 e A3 A4 2 222, m/z 43.00 22.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #938: Propylene Glycol
45
5000 AMUNUABMLVER B
10,40 10.60 10.80 11.00
m/z 61.00 6.84%
o2 \H “\ o1 76
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240
Abundance
45
10.40 10,60 10.80 11.00
5000 m/z 43.95 6.56%
29
. 15 61 46
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #297: Isopropyl Alcohol BEERNRERAE S Sy
45 10.40 10.60 10.80 11.00
m/z 42.00 4_49%
5000
0 ] 2(\ \‘ 59
mzs 26 4 60 80 100 130 140 150 180 200 230 250 | | 1040 1060 1080 1000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064694.D

Aca On : 17 Nov 2020 20:43

Operator : JC/MD

Sample : L4783-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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 unknownl14.11 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.11  53.00 ug/l 1832360  1,4-Dichlorobenzene-d4  13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Decane. 1.1%-oxvbis- 208 C20H420 002456-28-2 49

2 2- Bromopropionic acid. pentadec... 362 C18H35Br02
3 Oxalic acid. allvl octadecvl ester 382 C23H4204

4 Dichloroacetic acid. tetradecvl ... 324 C16H30CI202 083005-02-1 38
5 1-Hexacosanol 382 C26H540 000506-52-5 30

Abundance Scan 3847 (14.109 min): VN064694.D (-3829) (-) m/z 43.05 100.00%

5000

i

13.80 14.00 14.20 14.40
m/z 57.05  98.70%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143258: Decane, 1,1'-oxybis-
57

85

-

1000292-44-2 38
1000309-24-5 38

5000 4
13.80 14.00 14.20 14.40
m/z 41.00 82.31%
0 ...,2.‘.%..‘,‘;..‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
41 83 13.80 14.00 14.20 14.40
5000 m/z 55.05 62.81%
111
o 26 126 153 182 208 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #203464: Oxalic acid, allyl octadecyl ester
41 13.80 14.00 14.20 14.40

m/z 71.10 57.28%
57

5000

111

297

o

.”,?é.ﬂﬂu.u . 139

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

-

13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111720\
Data File : VN064694.D

Aca On : 17 Nov 2020 20:43

Operator : JC/MD

Sample : L4783-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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 4 1-Decanol, 2-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.10 12.19 ug/Il 421533 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 58
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 58
3 Oxalic acid. allvl tetradecvl ester 326 C19H3404 1000309-24-2 46
4 7-Heptadecene. 1-chloro- 272 C17H33ClI 056554-78-0 43
5 Decane 142 C10H22 000124-18-5 43
Abundance Scan 4466 (16.100 min): VN064694.D (-4447) (-) m/z 57.05 100.00%
43 ¥/
71
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:

15.80 16.00 16.20 16.40
m/z 43.10 83.46%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95993: 1-Decanol, 2-hexyl-
57

43

71

%

15.80 16.00 16.20 16.40
111 m/z 41.00 79.09%

125139 154168182196210224

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
T )
15.80 16.00 16.20 16.40
5000 43 m/z 55.00 65.61%
71
29 85

111125 148 168 196 241

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165885: Oxalic acid, allyl tetradecy! ester R e e
a9 15.80 16.00 16.20 16.40
57 m/z 71.00 60.95%

5000 7

gl

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40

1112559 241

5
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111720\
Data File : VN064694.D

Acq On : 17 Nov 2020 20:43

Operator : JC/MD

Sample - L4783-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 25 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]
unknown10.26 10.26 5.8 ug/Il 220942 3 11.38 1909660 50.0
Propylene Glycol 10.78 453.2 ug/1 17309600 3 11.38 1909660 50.0
unknownl4 .11 14.11 53.0 ug/1 1832360 4 13.32 1728550 50.0
1-Decanol, 2-hexyl- 16.10 12.2 ug/I1 421533 4 13.32 1728550 50.0
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