LSC Area Fercent Report

Data Path : Z:\voasrv\HFCHENVI\NSVOA N\Data\VN122920\
Data File : VN065305.D

Acg On : 29 Dec 2020 14:46
Operatcr - JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Nultiplier: 1

Integration Farameters: RTEINT.P
Integratar: RTE

Smoothing : CN Filtering: 5

Sampling : 1 Vin Area: 3 % of largest Peak
Start Thrs: (0.2 Vax Peaks: 100

Stop Thrs - G Feak Location: TOP

If leading ar trailing edge < 100 prefer < Baseline drop else tangent >
Peak separatiaon: 5

Method = Z:\voasrv\HFCHENI\VSVOA N\methads\82N122220W .M
Title - SW846 8260

Signal = TIC: VNO653CE5.C\data.ms

peak R.T. first max last FK peak carr.  corr. % of
# min scan scan scan TY height area % max. total

1 2.142 115 125 136 rBv 41975 60818 1 0
2 2.296 160 173 218 rBv 1598215 2633072 54. 5
3 3.254 458 471 490 rVB 26638 61388 1.27% 0.35%%
4 3.666 585 599 619 rVvB 33489 83271 1 0
5 3.785 624 636 657 rVB 29461 74860 1 0

6 4.775 923 944 972 rBv2 30689 106942 2.21% (C.625%
7 5.37C 1107 1129 1162 rvB2 41921 142608 2.95% (0.834%
8 6.502 1458 1481 1547 rBv 1596138 4839704 100.00% 28.3C7%
9 7.553 1789 1808 1819 rBv 182744 463278 9.57%  2.71C%
10 7.627 1819 1831 1852 rvB 365073 866828 17.91% 5.07C%
11 .991 1926 1944 1966 rBv 216685 509698 10.53% 981%

7

8.55C 2103 2118 2141 rVBE 498101 1037264 21.43%
13 8.766 2169 2185 2205 rBv 83673 184838  3.82%

9.135 2282 2300 2324 rBv 102488 20891C  4.32%

0.061 2571 2588 2626 rBv 780149 1469061 30.35%

0k R, ON
o
o
o3}
=
55

16 11.38C 2985 2998 3025 rVE 754396 1330696 27.50%
17 11.974 3175 3183 3206 rVE 24447 48801 1.03%
18 12.376 3294 3308 3334 rBv 550865 944993 19.53%
19 12.888 3457 3467 3485 rVB 84287 134178 2.77%
20 13.080C 3518 3527 3544 rVB 34789 63618 1.31%

como~
o
%)
N
3
=

21 13.174 3545 3556 3565 rBvZ 34545 58334 1.23% (C.347%
22 13.318 3588 3601 3621 rBv 597515 1023512 21.15% 5.S86€%

23 13.425 3622 3634 3652 rBv 443388 748448 15.46% 4.378%

Sur of caorrected areas: 17097123
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HFCHEN1\WSVOA_N\Data\VN122920\
Data File : VN0O65305.D

Acq On : 29 Dec 2020 14:46

Operatcr - JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13  Sample Multiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_N\rethads\82N12222C\ .M
SW846 8260

TIC Library - C:\DATABASEMIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN065305.D\data.ms
1600000 2.296 6.502

1400000
1200000
1000000

800000

600000

400000

200000

ZMZL 3.254 3.686785 4.775 5.370
O B e s e e B T

Time--> 180 2.00 2.20 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 6.20 6.40 6.60

Abundance i
1600000 TIC: VN065305.D\data.ms

1400000
1200000
1000000
800000 10.061 11.380

600000
8.550

400000 7.627

200000 7.5 7.991
8.766 9.135

0 A

T I T I
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance -
1600000 TIC: VN065305.D\data.ms

1400000

1200000

1000000

800000

600000 12.376 13.318

3.425
400000

200000

12.88
11.974 N ?3/.’[\189\.‘7\4

I I I I 1 I 1 I
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 Corpound Repcrt

Data Path : Z:\voasrv\HFCHEN1\MSVOA N\Data\VN122920\
Data File : VN0O65305.D

Acg On : 29 Dec 2020 14:46

Operatcr - JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_ N\rethads\82N12222C\ .M
SW846 8260

TIC Library = C:\DATABASEMNIST11.L
TIC Integration Parameters: LSCINT.P

FAEAEAEKEAAEAEAEAAXA AR AAAEAAAAXAAAAA A A XA A A AAAAAAAXAXAA A A A A AKX AAAXRAXAAXAAAXAA A A XA XKLL X

Peak Number 1 Acetaldehyde Concentraticon Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.296 151.88 ug/I 2633070  Pentaflucrcbenzene 7.627

Hit# of & Tentative IC MA NolForm CASH Qual
1 Acetaldehyde 44 C2H40 000Q75-07-0 74
2 Ethylene oxide 44 C2H40 000Q075-21-8 5
3 Propane 44 C3H8 C00CQ74-98-6 4
4 1,2-Prgpanediamine 74 C3HION2 00C078-90-0 4
5 Alanine 89 C3H7NO2 0000s6-41-7 4

Abundance  scan 173 (2.296 min): VN065305.D\data.ms (-160) (-) | Mz 44.00 100.00¢

44.0
5000
2070 2.00 2.50
o 79 "wz 43.00 55.53
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #71: Acetaldehyde
29.0
5000 T | T T T T | T T
2.00 2.50
m/z 42.00 17.5%
0 ‘\ luy ‘
EREEEE L R L R RAARAEAEES AL S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
29.0
———
2.00 2.50
5000 m/z 41.00 7.24Y
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #79: Propane A T T T T
29.0 2.00 2.50
m/z 45.00 2.57Y
5000
0%;9...,.‘..‘w....,....,....,....,.... SN ——— S 1 U —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.00 250
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Library Search Corpound Repcrt

Data Path : Z:\voasrv\HFCHEN1\MSVOA N\Data\VN122920\
Data File - VN065305.D

Acg On : 29 Dec 2020 14:46

Operatcr - JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_ N\rethads\82N12222C\ .M
SW846 8260

TIC Library = C:\DATABASEMNIST11.L
TIC Integration Parameters: LSCINT.P

FAEAEAEKEAAEAEAEAAXA AR AAAEAAAAXAAAAA A A XA A A AAAAAAAXAXAA A A A A AKX AAAXRAXAAXAAAXAA A A XA XKLL X

Peak Number 2 Propanal, 2-rethyl- Concentraticn Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.370 8.23 ug/I 142608  Pentafluarcbenzene 7.627

Hit# of & Tentative IC MA NolForm CASH Qual
1 Propanal, 2-methyl- 72 C4H80 0coa78-84-2 91
2 Butanal 72 C4H80 000123-72-8 58
3 1-Propene, 3-methoxy- 72 C4H80 00C627-40-7 53
4 2-Hexancne, 3-methyl- 114 C7H140 002550-21-2 33
5 Propare, 1-nitro- 839 C3H7NO2 000108-03-2 23
Abundance  scan 1129 (5.370 min): VN065305.D\data.ms (-1107) (-)| Mz 43.00 100.00¢
43.0
72.0
5000
———f
L 57.0 5.00 5.50
Otprrrrprrrrprrrrprerprrrprerr e m/z 41.00 84.29
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #688: Propanal, 2-methy!l-
43.0
5000 27.0 72.0 T
5.00 5.50
m/z 72.00 55.27Y
o 360 | 500570 ‘
s e e Ak Laad
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
27.0 44.0
T
72.0 5.00 5.50
5000 m/z 39.00 31.99
15.0 57.0
37.0
Ofprrrrrrprerrprerrpreprrrprrreprrprerr T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #694: 1-Propene, 3-methoxy- A [N
41.0 72.0 5.00 5.50
m/z 42.10 10.55
5000 29.0
57.0
15.0
0 Al ] | L
L L L L A
Mz 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 5.00 550
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Library Search Corpound Repcrt

Data Path : Z:\voasrv\HFCHEN1\MSVOA N\Data\VN122920\
Data File : VN0O65305.D

Acg On : 29 Dec 2020 14:46

Operatcr - JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_ N\rethads\82N12222C\ .M
SW846 8260

TIC Library = C:\DATABASEMNIST11.L
TIC Integration Parameters: LSCINT.P

FAEAEAEKEAAEAEAEAAXA AR AAAEAAAAXAAAAA A A XA A A AAAAAAAXAXAA A A A A AKX AAAXRAXAAXAAAXAA A A XA XKLL X

Peak Number 3 Butanal Concentraticon Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.502 279.16 ug/I 4839700 Pentafluarcbenzene 7.627

Hit# of & Tentative IC MA NolForm CASH Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Ethene, ethoxy- 72 C4H80 000109-92-2 58
3 Propanal, 2-methyl- 72 C4H80 000Q78-84-2 58
4 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 47
5 Isobutylene epoxide 72 C4H80 000558-30-5 35

Abundance  scan 1481 (6.502 min): VN065305.D\data.ms (-1458) 44.00 100.00%

44.0
72.0
5000

5

207.1 650
0 7 m/z 43.00 92.75
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #647: Butanal
44.0
72.0
5000 T T T LA B ]
6.50
m/z 41.00 80.04Y

0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44.0

20 6.50
5000 m/z 72.00 73.6%
15.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #685: Propanal, 2-methyl- T
43.0 6.50
m/z 39.00 41.69
72.0
5000
o150
. 20 40 60 80 100 120 140 160 180 200 50
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Library Search Corpound Repcrt

Data Path : Z:\voasrv\HFCHEN1\MSVOA N\Data\VN122920\
Data File : VN0O65305.D

Acg On : 29 Dec 2020 14:46

Operatcr - JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_ N\rethads\82N12222C\ .M
SW846 8260

TIC Library = C:\DATABASEMNIST11.L
TIC Integration Parameters: LSCINT.P

FAEAEAEKEAAEAEAEAAXA AR AAAEAAAAXAAAAA A A XA A A AAAAAAAXAXAA A A A A AKX AAAXRAXAAXAAAXAA A A XA XKLL X

Peak Number 4 1-Butanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.766 8.91 ug/I 184838 1,4-Diflucrobenzene 8.550

Hit# of & Tentative IC MA NolForm CASH Qual
1 1-Butancl 74 C4H100 00C071-36-3 83
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 38
3 Oxetare, 3,3-dimethyl- 86 C5H100 006921-35-3 36
4 Cyclobutare, ethyl- 84 C6H12 004806-61-5 9
5 Propare, 1-isocyano- 638 C4H7N 000627-36-1 9
Abundance  scan 2185 (8.766 min): VN065305.D\data.ms (-2169) (-)| Mz 56.00 100.00¢
56.0
41.0
5000
.850.. . '960"
|||| |I 73.0 :
ottt m/z 41.00 69.90°
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #839: 1-Butano
31.0 56.0
41.0
5000
8.50 9.00
m/z 43.00 56.03
150 | 730
0...,....,....,....,....,...,....,....,....,..
m/z--> 10 20 40 50 60 70 80 90
Abundance
56.0
41.0 Y
8.50 9.00
5000 m/z 42.00 28.81Y
27.0 69.0
15.0 840
o
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1774: Oxetane, 3,3-dimethyl-
410 56.0 8.50 9.00
' m/z 39.00 19.81¢
5000
ol J\
b el 990780
Mz 10 20 30 40 50 60 70 80 90 8.50 9.00
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Library Search Corpound Repcrt

Data Path : Z:\voasrv\HFCHEN1\MSVOA N\Data\VN122920\
Data File : VN0O65305.D

Acg On : 29 Dec 2020 14:46

Operatcr - JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_ N\rethads\82N12222C\ .M
SW846 8260

TIC Library = C:\DATABASEMNIST11.L
TIC Integration Parameters: LSCINT.P

FAEAEAEKEAAEAEAEAAXA AR AAAEAAAAXAAAAA A A XA A A AAAAAAAXAXAA A A A A AKX AAAXRAXAAXAAAXAA A A XA XKLL X

Peak Number 5 Pentanal Concentraticn Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.135 10.07 ug/I 208910 1,4-Diflucrobenzene 8.550
Hit# of & Tentative IC MA NolForm CASH Qual
1 Pentanal 86 C5H100 00011C-62-3 91
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 74
3 Glycidal 74 C3HE02 000556-52-5 33
4 Cyclopraopyl carbinol 72 C4H80 002516-33-8 28

5 Butane, 2-nitro-

103 C4HSNO2

0Cc6CC-24-8 9

Abundance  scan 2300 (9.135 min): VN065305.D\data.ms (-2282) ()| Wz 44.00 100.00¢
44.0
5000 58.0
— e
37b|| 51.0 71.0 86.0 9.00 9.50
O |..i'.-.'.-.,....,-'....,...'.,... Wz 41.00 45.37
miz--> 20 30 40 50 60 70 80 90
Abundance #1705: Pentanal
200 440
58.0
5000
9.00 9.50
m/z 58.00 39.78
‘ 37.&)\ | 510, 71.0  86.0
O o e ESMLJLA I B s o e e s e e
miz--> 20 30 40 50 60 70 80 90
Abundance
44.0
i ————
58.0 9.00 9.50
5000 m/z 57.00 31.28
370 510 86.0
O T T e T T
miz--> 20 30 40 50 60 70 80 90 n
Abundance #805: Glycidol = =" T
44.0 9.00 9.50
31.0 m/z 43.05 25.6%
5000
obr el el 220 €50730
m/z--> 20 30 40 50 60 70 8 90 9.00 9.50
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Library Search Corpound Repcrt

Data Path : Z:\voasrv\HFCHEN1\MSVOA N\Data\VN122920\
Data File - VN065305.D

Acg On : 29 Dec 2020 14:46

Operatcr - JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_ N\rethads\82N12222C\ .M
SW846 8260

TIC Library = C:\DATABASEMNIST11.L
TIC Integration Parameters: LSCINT.P

FAEAEAEKEAAEAEAEAAXA AR AAAEAAAAXAAAAA A A XA A A AAAAAAAXAXAA A A A A AKX AAAXRAXAAXAAAXAA A A XA XKLL X

Peak Number 6 Butanoic acid, butyl ester Concentraticon Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.887 €.55 ug/I 134179 1,4-Dichlcrobenzene-d4 13.318
Hit# of & Tentative IC MA NolForm CASH Qual
1 Butancic acid, butyl ester 144 C8H1602 00C109-21-7 90
2 Butancic acid, heptyl ester 186 C11H2202 00587C-93-9 64
3 Butancic acid, hexyl ester 172 C10H2002 002639-63-6 64
4 Butancic acid, octyl ester 20C C12H2402 00C110-39-4 64
5 Butancic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 59
Abundance  scan 3467 (12.888 min): VN065305.D\data.ms (-3457) (-) Wz 70.95 100.00
71.0
89.0
5000 43.0
b I T T T T I T T T
| | | 118.0 12.50 13.00
0....,....,....,..!.,.!..,'....',....,...., m/z 89.00 55.03
Mz 80 100 120 140
Abundance #20897: Butanoic acid, butyl ester
71.0
43.0 890 }\
5000 | T T T T | T T T
12.50 13.00
m/z 43.00 48.04
0 ! 26\YL ‘\‘ “ \‘ | 116.0
....,....,....,....,....,....,....,...w
m/z--> 20 40 80 100 120 140
Abundance
43.0 71.0
BB
89.0 12.50 13.00
5000 m/z 56.00 45.719
26.0 113.0 144.0
O s
m/z--> 20 40 60 80 100 120 140
Abundance #39517: Butanoic acid, hexyl ester
43.0 71.0 890 12.50 13.00
' m/z 40.95 36.13
5000
0 15.0 “ \“\ ‘H\ ‘w\ Ll \111'0129'0 154.0
R B e e e RN o e N
m/z--> 20 40 60 80 100 120 140 1250 1300
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Library Search Corpound Repcrt

Data Path : Z:\voasrv\HFCHEN1\MSVOA N\Data\VN122920\
Data File - VN065305.D

Acg On : 29 Dec 2020 14:46

Operatcr - JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_ N\rethads\82N12222C\ .M
SW846 8260

TIC Library = C:\DATABASEMNIST11.L
TIC Integration Parameters: LSCINT.P

FAEAEAEKEAAEAEAEAAXA AR AAAEAAAAXAAAAA A A XA A A AAAAAAAXAXAA A A A A AKX AAAXRAXAAXAAAXAA A A XA XKLL X

Peak Number 7 1-Hexanol, 2-ethyl- Concentraticon Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.425 36.56 ug/Il 748448  1,4-Dichlarobenzene-d4 13.318
Hit# of & Tentative IC MA NolForm CASH Qual
1 1-Hexancl, 2-ethyl- 13C C8H180 000104-76-7 78
2 1-lIsobutaoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
3 1-Pentancl, 2-ethyl-4-nethyl- 13C C8H180 000106-67-2 56
4 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 53
5 2-Propyl-1-pentanol 13C C8H180 058175-57-8 50

m/z 57.05 100.00°

'

Abundance  scan 3634 (13.425 min): VN065305.D\data.ms (-3622
51.0

5000 L
83.1 A e
13.50
| Lo 41121 207.0
Otrrr et et e e e e m/z 40.95 38.28%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13667: 1-Hexanol, 2-ethyl-
57.0
5000
13.50
29.0 83.0 m/z 43.00 30.86"
“ ‘ 112.0
0 M H Wl ‘\ \‘ " ‘
et
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
13.50
5000 m/z 55.00 28.18f

29.0

83.0 .
112.0 143.0

miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0 13.50

m/z 70.10 22.56

5000
290‘ 83.0
\h l ] \ 112.0

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

-

o

82N122220W.M Wed Dec 30 14:04:35 2020 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\wvoasrv\HPCHEMI\MSVOA N\Data\VN122920\
Data File : VN065305.D

Acg On : 29 Dec 2020 14:46
Operator : JC/MD

Sample - L5226-02

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N122220W.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]
Acetaldehyde 2.296 151.9 wug/l 2633070 1 7.627 866829 50.0
Propanal, 2-met... 5.370 8.2 ug/l 142608 1 7.627 866829 50.0
Butanal 6.502 279.2 ug/l 4839700 1 7.627 866829 50.0
1-Butanol 8.766 8.9 ug/l 184838 2 8.550 1037260 50.0
Pentanal 9.135 10.1 ug/l 208910 2 8.550 1037260 50.0
Butanoic acid, ... 12.887 6.5 ug/l 134179 4 13.318 1023510 50.0
1-Hexanol, 2-et... 13.425 36.6 ug/l 748448 4 13.318 1023510 50.0
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