LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090320\
Data File : VX018246.D

Aca On : 03 Sep 2020 19:32

Operator : JC/SP

Sample : L3876-14 20X

Misc : 5.0mL/MSVOA X/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 X\METHOD\82X082120W.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 1.477 61 64 67 rBv 23577 28145 1.23% 0.166%
2 1.593 72 83 85 rBvV10 21976 48684 2.12% 0.288%
3 2.995 304 313 320 rBV3 15554 42444 1.85% 0.251%
4 4.641 581 583 592 rVB 13630 29904 1.30% 0.177%
5

5.471 707 719 729 rBv2 287885 833087 36.32% 4._.920%

5.629 733 745 759 rvv 482244 1338824 58.36% 7.907%
6.031 799 811 822 rBV 317404 843319 36.76% 4._.980%
rBv 710183 1706459 74.39% 10.078%
8.696 1240 1248 1257 rBV 1498853 2293982 100.00% 13.548%
9.604 1392 1397 1404 rBV 784520 1447933 63.12% 8.551%

QO ~NO®
(9}
o0}
W
o
O
w
=
(e}
N
N
O
a1
I

11 9.659 1404 1406 1420 rVB 127182 213698 9.32% 1.262%
12 10.098 1471 1478 1486 rBV 1609858 2124056 92.59% 12.544%
13 11.122 1641 1646 1653 rBV 1339851 1671817 72.88% 9.873%
14 12.061 1795 1800 1807 rBV 1740016 2114032 92.16% 12.485%

15 12.372 1846 1851 1858 rVB6 14492 28180 1.23% 0.166%
16 13.463 2025 2030 2036 rVB4 16296 24402 1.06% 0.144%
17 13.817 2083 2088 2094 rBV 585364 711710 31.03% 4._.203%
18 13.963 2108 2112 2117 rBV6 14230 28219 1.23% 0.167%
19 14.115 2133 2137 2141 rBV 29045 35722 1.56% 0.211%
20 14.262 2156 2161 2166 rBv4 28497 51714 2.25% 0.305%
21 14.359 2173 2177 2181 rBV 38905 52263 2.28% 0.309%
22 14.414 2181 2186 2190 rVB2 20258 30206 1.32% 0.178%

23 14.676 2222 2229 2237 rBV 539654 689104 30.04% 4_.070%
24 14.822 2246 2253 2258 rBV 314693 389748 16.99% 2.302%

25 15.426 2347 2352 2355 rBV4 16381 27071 1.18% 0.160%

26 15.524 2364 2368 2374 rBV4 27760 48448 2.11% 0.286%

27 15.664 2386 2391 2395 rBV3 35130 56595 2.47% 0.334%

28 16.145 2466 2470 2475 rBV6 14269 23068 1.01% 0.136%
Sum of corrected areas: 16932834
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090320\
VX018246.D

03 Sep 2020 19:32

JC/SP

L3876-14 20X

5.0mL/MSVOA X/WATER

26 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M

SW846 8260

TIC Library

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VX018246.D
1500000
1000000
500000 5.63
5.47 6.03
o 1.48.59 300 464
R R AR B e R AR A SRR
Time--> 1m1m1m1m2m2m2m2m2m3m3m3m3m3m4m4m4m4m4m5m5m5m5m5m6m6m
Abundance TIC: VX018246.D
10.10
1500000 8.70
11.12
1000000
9.60
6.83
500000
L { J
O e e e e P e P e gt
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX018246.D
12/06
1500000
1000000
13.82 14.68
500000
14.82
12.37 13.964.124 26361 16.15
e A e = AL e SEEES == =S ;
Time-- 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090320\
Data File : VX018246.D

Aca On : 03 Sep 2020 19:32

Operator : JC/SP

Sample : L3876-14 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .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 Propylene Glycol Concentration Rank 1

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

9.60 34.08 ug/1 1447930 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 90
2 Isopropvl Alcohol 60 C3H80 000067-63-0 80
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 78
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 40
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 1396 (9.598 min): VX018246.D (-1392) (-) m/z 45.00 100.00%
45
5000
61 9.20 9.40 9.60 9.80 10.00
o 75 93 110 127 147 177 201216 235 259 282 n/z  43.00 21.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #938: Propylene Glycol
45
5000 IR P TR N I
9.20 9.40 9.60 9.80 10.00
m/z 44_.00 6.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
9.20 9.40 9.60 9.80 10.00
5000 m/z 61.10 6.25%
. 27 59
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #944: R—(—)—l,Z—propanedioI | LELELELN L L R L ljl
45 9.20 9.40 9.60 9.80 10.00

m/z 42.00 4.64%

5000

29

%, h 61 76

e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090320\
Data File : VX018246.D

Aca On : 03 Sep 2020 19:32

Operator : JC/SP

Sample : L3876-14 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .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 Isopropyl Alcohol Concentration Rank 4

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

9.66 5.03 ug/Il 213698 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 50
2 Ethanol. 2.2"-oxvbis- 106 C4H1003 000111-46-6 40
3 2-Butanol 74 C4H100 000078-92-2 39
4 Methoxvacetvl chloride 108 C3H5CI02 038870-89-2 38
5 Diethyl carbonate 118 C5H1003 000105-58-8 9

Abundance Scan 1406 (9.659 min): VX018246.D (-1404) (-) m/z 45.00 100.00%

45
5000

9.40 9.60 9.80 10.00

9
o 82 107 133 151 170 190 207221 258 279 m/z_43.00 29.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #295: Isopropy! Alcohol
45
5000 R ARRERRsmESEEEEEEE RS

9.40 9.60 9.80 10.00

m/z 44_.05 10.41%

13\ ‘M il 59
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45

940 9.60 9.80 10.00

o

5000 m/z 41.00 8.97%
75
31
0 15 61
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #835: 2-Butanol
45 9.40 9.60 9.80 10.00

m/z 57.00 6.29%

5000
31 59

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 960 980 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090320\
Data File : VX018246.D

Aca On : 03 Sep 2020 19:32

Operator : JC/SP

Sample : L3876-14 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.68 16.30 ug/Il 689104 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 l1l.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
4 1H-Indene. 1-ethvlidene- 142 C11H10 002471-83-2 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 2230 (14.682 min): VX018246.D (-2222) (-) m/z 142.10 100.00%
142
5000
115
63 89 14.40 14.60 14.80 15.00
Ot bt e e o ABQ 77 206 227 251269284 | 777141.05  90.38%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142
5000 L UL UL UL I
115 14.40 14.60 14.80 15.00
m/z 115.10 35.52%
o2 P, B s
miz-> 20 Jo 60 85 100 150 140 160 180 200 220 240 260 280
Abundance
142
14.40 1460 14.80 15.00
5000 115 m/z 143.10 10.98%
ol 39 63 89 128
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- R EREEAR S
141 14.40 14.60 14.80 15.00
m/z 139.00 10.96%
5000 115
39 63 g9
of R e e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090320\
Data File : VX018246.D

Aca On : 03 Sep 2020 19:32

Operator : JC/SP

Sample : L3876-14 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .82 9.22 ug/l 389748 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 l1l.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 Spiro(tricyclo[6.2.1.0(2,7)Junde... 186 C13H140 1000210-02-3 83
Abundance Scan 2253 (14.822 min): VX018246.D (-2246) (-) m/z 142.10 100.00%
142
5000 115
39 63 89 14.60 14.80 15.00 15.20
Ot ot e e 08 176190 208 228 253267281 | "m/z 141.05  87.86%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 115 " 14:60 14.80 15.00 15.20
m/z 115.00 38.72%
0 39 i \6\3 il 8\9 ‘
mz-> 20 Jo 60 85 100 150 150 160 180 200 220 240 260 280
Abundance
142
" 14:60 14.80 15.00 15.20
5000 m/z 143.10 11.52%
115
39 63 89
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141 14.60 14.80 15.00 15.20
m/z 139.00 10.95%
5000 115
39 63 g9
o} A EaEEa m e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VX090320\
Data File : VX018246.D

Acq On : 03 Sep 2020 19:32

Operator : JC/SP

Sample : L3876-14 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 26 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .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 9.60 34.1 ug/1 1447930 3 10.10 2124060 50.0
Isopropyl Alcohol 9.66 5.0 ug/Il 213698 3 10.10 2124060 50.0
1,4-Methanonaphth... 14.68 16.3 ug/I1 689104 4 12.06 2114030 50.0
Naphthalene, 1-me... 14.82 9.2 ug/Il 389748 4 12.06 2114030 50.0
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