LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 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\82X112120W.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 1.471 59 63 71 rBvV 162903 206983 2.77% 0.991%
2 2.178 171 179 191 rBvV 572594 997078 13.35% 4_.775%
3 2.331 199 204 213 rBvY 139461 240217 3.22% 1.150%
4 2.434 213 221 233 rVB3 43237 130262 1.74% 0.624%
5 4.001 460 478 507 rBV 823748 2633146 35.25% 12.610%
6 5.172 657 670 682 rVB 28218 84471 1.13% 0.405%
7 5.464 705 718 732 rBV 144262 416402 5.58% 1.994%
8 5.623 732 744 761 rVvV 269705 756595 10.13% 3.623%
9 6.031 799 811 828 rBV 167260 439373 5.88% 2.104%
10 6.830 930 942 962 rBV 406487 985124 13.19% 4.718%

11 8.695 1241 1248 1257 rBV 813954 1281974 17.16% 6.139%
12 10.097 1472 1478 1490 rBV 787473 1078321 14.44% 5.164%
13 10.981 1618 1623 1631 rBV 146763 204510 2.74% 0.979%
14 11.122 1640 1646 1653 rBV 665131 838532 11.23% 4.016%
15 11.463 1696 1702 1708 rBV 79319 103009 1.38% 0.493%

16 12.061 1795 1800 1808 rVB 811549 1020237 13.66% 4 _886%
17 12.256 1827 1832 1846 rBV 6424585 7469015 100.00% 35.768%

18 13.457 2023 2029 2033 rBV5 34412 80055 1.07% 0.383%
19 14.670 2223 2228 2232 rBV5 46163 93495 1.25% 0.448%
20 14.713 2232 2235 2238 rBV3 61021 75111 1.01% 0.360%

21 15.225 2314 2319 2327 rBV5 98766 219950 2.94% 1.053%
22 15.426 2348 2352 2355 rBV3 76665 104326 1.40% 0.500%
23 15.462 2355 2358 2362 rVB2 75047 101180 1.35% 0.485%
24 15.529 2365 2369 2375 rVv2 78089 133285 1.78% 0.638%
25 15.584 2376 2378 2385 rVB3 55139 87074 1.17% 0.417%

26 15.664 2387 2391 2394 rBV 94605 134160 1.80% 0.642%
27 15.792 2406 2412 2417 rBV2 132687 274005 3.67% 1.312%
28 16.029 2446 2451 2460 rBVS8 89640 221545 2.97% 1.061%
29 16.145 2466 2470 2475 rBV2 77701 140971 1.89% 0.675%
30 16.334 2496 2501 2502 rBV2 73442 119550 1.60% 0.573%

31 16.663 2551 2555 2560 rBV3 65873 124482 1.67% 0.596%
32 16.767 2568 2572 2575 rBvV4 48947 87180 1.17% 0.417%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On = 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
SW846 8260

Sum of corrected areas: 20881618
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX019519.D
6000000

5000000
4000000
3000000
2000000

1000000 4.00
2.18

5.62
1.47 Ag@% 517 5467 603
A L L R~ SO SR RUESMRSRUMRURSIY I SRSV S (N S0 A NS 2 S—

Time--> 1.20 1.40 1.60 1.80 200 220 240 260 280 300 320 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX019519.D
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o

5000000
4000000
3000000
2000000

1000000 8.70 10.10 11.12

6.83
N A /\ 10-98f\ 11.46
T A T Al

T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX019519.D
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S e ADA DI N DS e N

o———rh——_— e e e A P T e A e

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\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 Acetaldehyde Concentration Rank 5

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

1.47 13.68 ug/Il 206983 Pentafluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 64
2 Ethvlene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3HS8 000074-98-6 4
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Ethyne, fluoro- 44 C2HF 002713-09-9 3

Abundance Scan 63 (1.471 min): VX019519.D (-59) (-) m/z 44.05 100.00%

44
5000

120 140 160 1.80
4 55 60 73 80
o,,,,,,,,‘PI 0 80 73 80 | m/z 43.10 53.81%

m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #72: Acetaldehyde
29
44

5000  Rmma s R
15 1.20 140 1.60 1.80

m/z 42_.10 18.12%

o 1, 2125 40
L L oS L s O s LAy oA LN LR LR LN e an s e e s b
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
29
44

1.20 1.40 160 1.80

15

5000 m/z 41.10 7.90%
o 2125 40
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #79: Propane
29 1.20 1.40 1.60 1.80
m/z 45.05 2.52%
5000
44
39
1 1\5 20 25 ‘\M\
O e P T T T e e e e e e e LI A i i i i e o o
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .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 Ethanol Concentration Rank 3

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

2.18 65.89 ug/1 997078 Pentafluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 179 (2.178 min): VX019519.D (-171) (-) m/z 45.10 100.00%
45
5000 /k
180 200 220 240 260
ol el 08 18 92 107 128 2| m/z 46.05  40.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #96: Ethanol
31
45
5000 LI L L L L L LB L L B
1.80 2.00 2.20 2.40 2.60
m/z 43.05 20.87%
2 15 || \‘
O T T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
29 IIIIIIIIIIIIIIIIIIIIIII
15 1.80 2.00 2.20 2.40 2.60
5000 m/z 42.10 8.05%
O T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92: Methane, nitroso-
30 1.80 2.00 2.20 2.40 2.60
45 m/z 44.10 3.66%
5000
15
ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .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 Propanal Concentration Rank 4

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

2.33 15.87 ug/Il 240217 Pentafluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethvlene oxide 58 C3H60 000503-30-0 56
3 Quinolin-2(1H)-one. 3.4.5.6.7.8-... 208 C12H20N20 1000259-95-6 9
4 _.alpha.-Pinene. 10-(dimethvlamin... 193 C13H23N 015063-97-5 9
5 Propylene oxide 58 C3H60 000075-56-9 7

Abundance Scan 204 (2.331 min): VX019519.D (-199) (-) m/z 58.10 100.00%
58
5000 !
39 2.00 220 2.40 2.60
oY S Y SN £ S-S m/z 57.05 28.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #218: Propanal
29 58
5000
2.00 220 2.40 2.60
m/z 39.10 6.22%
15 ‘ I \\4\2 I
e S UL UL UL B B B B B WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
28
2.00 220 2.40 2.60
5000 58 m/z 42.10 5.22%
15 39
e I UL UL S B B B B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67638: Quinolin-2(1H)-one, 3,4,5,6,7,8-hexahydro-3-dimeth...
58 2.00 220 2.40 2.60
m/z 38.10 4.27%
5000 ~ﬁj\/N\NM~
0 42|77 91 106 120 134 149 163 187 208
m/z--> 20 40 60 80 100 120 140 160 180 200 200 220 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.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 4 1-Propanol Concentration Rank 2

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

4.00 174.01 ug/Il 2633150 Pentafluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 78
2 2-Fluoropropene 60 C3H5F 001184-60-7 52
3 Allvl fluoride 60 C3H5F 000818-92-8 47
4 Methanamine. N-hvdroxv-N-methvl- 61 C2H7NO 005725-96-2 9
5 Acetaldoxime 59 C2H5NO 000107-29-9 7

Abundance Scan 478 (4.001 min): VX019519.D (-460) (-) m/z 59.05 100.00%
42
5000
7 207 3.60 3.80 4.00 4.20 4.40
o s WAy s S m/z 42.10 73 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #291: 1-Propanol
31
5000
3.60 3.80 4.00 4.20 4.40
59 m/z 60.10 58.21%
42
0"}?PM"N”"M'”'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.05 47 .40%
39
27
15
e L U I UL U S SIS SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #285: Allyl fluoride
50 3.60 3.80 4.00 4.20 4.40
m/z 39.10 34 .84%
5000
0"}?w"'|'”'"'w""|“"|"”|""w"'|"“|""
m/z--> 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40

82X112120W.M Mon Nov 23 16:49:05 2020 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .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 5 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.98 9.48 ug/Il 204510 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 95
2 _.alpha.-Pinene 136 C10H16 000080-56-8 95
3 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
4 _gamma.-Terpinene 136 C10H16 000099-85-4 91
5 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 90
Abundance Scan 1623 (10.981 min): VX019519.D (-1618) (-) m/z 93.10 100.00%
3
5000
77
sy e || || 105 120 15 o | 1080180 11001150 |
o et b2 Tm/z 91.10  47.21%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000 LRI AU SN
41 10.60 10.80 11.00 11.20
m/z 92.10 37.28%
53 g7 ‘ 105 121 436
o .----.--“‘ u‘, \ | o
m/z--> 20 100 120 140 160 180 200
Abundance
93
10,60 10.80 11.00 11.20
5000 m/z 77.10 30.38%
41 "
27 53 g7 105 121 136
R L S S L UL B B L B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- e R
] 10.60 10.80 11.00 11.20
m/z 79.10 23.85%
5000
A
0 ..‘....‘.“. .“...‘.....‘....................... SIS I NS VI S
miz-> 20 40 60 80 100 120 140 160 180 200 10,60 10.80 11.00 11.20
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method

Library Search Compound Report

Quant Title : SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M

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 6 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.26 366.04 ug/Il 7469020 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 56
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
Abundance Scan 1833 (12.262 min): VX019519.D (-1827) (-) m/z 57.05 100.00%
57
5000 /L
41 70 83 MMM
98 12,00 12.20 12.40 12.60
112
o “JL.ﬁ..J“.:.H??.“...“...“...EQZ. m/z 41.10 33.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 L SULLN SN BULRIN I
0 12,00 12.20 12.40 12.60
29 83 m/z 43.05 28.17%
98
0 Illlsllm R ....|....|.:.U.-Z.l....l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
112,00 12.20 12,40 12,60
5000 43 m/z 55.10 27 .38%
29 69 83
18 98 112
G S S I UL W S S B BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13662: 2-Propyl-1-pentanol
57 12.00 12.20 12.40 12.60
m/z 70.10 25.17%
5000
41 70 A_
29 08
m/z--> 20 40 60 80 100 120 140 160 180 200 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .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 7 unknownl5.22 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.22 10.78 ug/Il 219950 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-heptvne 172 C13H16 014374-45-9 45
2 Indanol2.1-d11.3-dioxane. 176 C11H1202 102688-70-0 38
3 1H-Indene. 1-methvIl-3-propvl- 172 C13H16 111400-83-0 38
4 1-Naphthalenemethanol. 1.2.3.4-t... 176 C12H160 036052-28-5 30
5 (4-Methyl-1-methylenepent-4-enyl... 172 C13H16 063942-88-1 25

Abundance Scan 2318 (15.219 min): VX019519.D (-2314) (-) m/z 129.10 100.00%

5000

15.00 15.20 15.40 15.60

0 m/z 115.10 77.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39871: 1-Phenyl-1-heptyne
115
129143
5000 TT T T[T T T T [T T T T[T T TT[TT
172 15.00 15.20 15.40 15.60
91 m/z 143.15 70.11%
o7 41 63 77 | ‘ 157
Ol il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
115
AR Amma ma
15.00 15.20 15.40 15.60
5000 m/z 116.10 60.21%
129 146
39 63 89
176
o 160
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39879: 1H-Indene, 1-methyl-3-propyl- O e o
143 15.00 15.20 15.40 15.60
m/z 130.10 57 .64%
128
5000
172
A R B e A ERaa B s e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .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 8 unknownl15.79 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.79 13.43 ug/Il 274005 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile. 4-ethenvl- 129 C9H7N 003435-51-6 27
2 5H-Benzocvcloheptene. 6.7-dihvdro- 144 C11H12 007125-62-4 27
3 .alpha.-Methvl-2-naphthalenemeth... 172 C12H120 007228-47-9 17
4 Adipic acid. di(trans-2-methvlcyv... 338 C20H3404 1000324-75-9 16
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 16
Abundance Scan 2412 (15.792 min): VX019519.D (-2406) (-) m/z 129.10 100.00%
1%9
193
5000

15.40 15.60 15.80 16.00 16.20

0 m/z 193.30 54 _.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13077: Benzonitrile, 4-ethenyl-
129
5000 | BB BN N L L LB IO
15.40 15.60 15.80 16.00 16.20
102 m/z 69.10 41.05%
0 37 51 7”6 \h ]
B R L R L a B o S B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
129
R AR RS T
15.40 15.60 15.80 16.00 16.20
5000 m/z 97.20 37.63%
115
27 °les o1 143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39851: .alpha.-Methyl-2-naphthalenemethanol AR BRI
129 15.40 15.60 15.80 16.00 16.20
m/z 41.10 37.02%
5000 157 172
43
e | ST 100 | |
R R R L T S o e ERREARRELS EaEs EEE S O T e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 40 15. 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .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 9 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.03 10.86 ug/Il 221545 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 95
2 Thiocoumarine. 4.4.6.7-tetramethvl- 220 C13H160S 1000128-90-2 30
3 OQuinazolin-4(3H)-one. 1.2.5.6.7.... 220 C13H20N20 030152-60-4 22
4 N-Cvclohexvlidene-2-carbamvlcvcl... 220 C13H20N20 007149-51-1 22
5 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 20
Abundance Scan 2451 (16.029 min): VX019519.D (-2446) (-) m/z 177.20 100.00%
177
41 .
5000 220
205 et B g s o
1 08 15.80 16.00 16.20 16.40
of 1 m/z 41.10 64._40%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
41
5000 R SUNN SRR SO IR
67 135749 205 15.80 16.00 16.20 16.40
g1 9 121 163 102 m/z 67.10 54 _17%
2
0 | I‘;rl 'U" : ‘M‘l ‘:‘H‘: IWHI le | ‘:“ﬁ”‘: ‘:“l“‘u lehlul H‘: I‘Iw\‘lwl : "l r wl - ‘: RARMEREEEE
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
177
220 1580 16.00 1620 16.40
5000 m/z 220.25 46.72%
162 205
41 g3 77 91 115128 147 101
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77273: Quinazolin-4(3H)-one, 1,2,5,6,7,8-hexahydro-2-spir...
177 15.80 16.00 16.20 16.40
m/z 123.20 41.37%
5000
41
220
0 LT 96110124140 163 | 19,0,
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 " 15.80 16.00 16.20 16.40

82X112120W.M Mon Nov 23 16:49:09 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019519.D

Aca On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .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 10 unknownl6.15 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.15 6.91 ug/Il 140971 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1.2.3.4-tetrahvdro-.bet... 186 C12H14N2 013100-00-0 38
2 Isoaquinoline. 1-methvl- 143 C10HSN 001721-93-3 35
3 1-Ethvl-2-methvlauinolinium iodide 299 C12H14IN 000606-55-3 35
4 Quinolinium. 1.4-dimethvl-. iodide 285 C11H12IN 016859-86-2 35
5 1,2,3-Trimethylindene 158 C12H14 004773-83-5 32
Abundance Scan 2471 (16.151 min): VX019519.D (-2466) (-) m/z 143.10 100.00%
143
5000
128
91 117 157 186 205 B
4l 57 77 106 168 220 15.80 16.00 16.20 16.40
o m/z 128.10 35.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50286: 2-Methyl-1,2,3,4-tetrahydro-.beta.-carboline
143
5000 AL AR SRR SRR &
15,80 16.00 16.20 16.40
186 m/z 157.20 20.17%
15 27 ff 63 77 93 1ﬁ5128 | 157169
mz> 20 4 80 80 10 130 140 160 180 200 230
Abundance
143
15:80 16.00 16.20 16.40
5000 m/z 205.30 18.82%
115
539 58 75 go101 = 1%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143395: 1-Ethyl-2-methylquinolinium iodide LR RS B
143 15.80 16.00 16.20 16.40
m/z 186.25 18.75%
5000

29
5128 156 170

115
15 ‘ 40 51 63 77 89 101 “ ‘ I

T RN St

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15. 80 16. 00 16.20 16.40

82X112120W.M Mon Nov 23 16:49:10 2020 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
Data File : VX019519.D

Acq On : 21 Nov 2020 02:00

Operator : JC/MD

Sample : L4779-02 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W_.M
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]
Acetaldehyde 1.47 13.7 ug/I1 206983 1 5.62 756595 50.0
Ethanol 2.18 65.9 ug/I 997078 1 5.62 756595 50.0
Propanal 2.33 15.9 ug/I1 240217 1 5.62 756595 50.0
1-Propanol 4.00 174.0 ug/l 2633150 1 5.62 756595 50.0
(1R)-2,6,6-Trimet... 10.98 9.5 ug/Il 204510 3 10.10 1078320 50.0
1-Hexanol, 2-ethyl- 12.26 366.0 ug/l 7469020 4 12.06 1020240 50.0
unknownl15.22 15.22 10.8 ug/I1 219950 4 12.06 1020240 50.0
unknownl15.79 15.79 13.4 ug/I1 274005 4 12.06 1020240 50.0
2,5-Cyclohexadien... 16.03 10.9 ug/I1 221545 4 12.06 1020240 50.0

4

unknownl16.15 16.15 6.9 ug/l 140971 12.06 1020240 50.0
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