LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VNO0O53301.D

Aca On : 7 Jan 2019 13:41

Operator : MD\SY

Sample : K1053-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 28

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\82N010519W_.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

2.310 153 167 212 rBV2 24395395 40219780 100.00% 52.058%
3.265 446 464 511 rBV 1839362 4315298 10.73% 5.585%
1509 rBV 1053039 3142560 7.81% 4.068%
6.834 1551 1574 1595 rBV 698759 1993988 4._.96% 2.581%
7.593 1790 1810 1820 rBV 576994 1422947 3.54% 1.842%
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7.667 1821 1833 1860 rVB 1150604 2694574 6.70% 3.488%
8.027 1924 1945 1974 rBV2 688568 1709661 4._.25% 2.213%
1658578 3433771 8.54% 4._.444%
10.091 2570 2587 2600 rBV 2731934 4991058 12.41% 6.460%
10.853 2802 2824 2848 rBV2 236771 507699 1.26% 0.657%
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11 11.406 2981 2996 3019 rVB 2451275 4242856 10.55% 5.492%
12 12.400 3291 3305 3320 rBV 2080809 3449180 8.58% 4._.464%
13 12.914 3452 3465 3479 rVB 362471 564782 1.40% 0.731%
14 13.342 3585 3598 3616 rVB 2374306 3938431 9.79% 5.098%
15 13.451 3618 3632 3648 rBvV2 363759 633401 1.57% 0.820%

Sum of corrected areas: 77259986
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VNO53301.D

Aca On 7 Jan 2019 13:41

Operator : MD\SY

Sample : K1053-04

Misc - 5.00mL/MSVOA N/WATER

ALS Vvial : 10 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N010519W.M
Quant Title : SW846 8260

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VNO0O53301.D

Aca On : 7 Jan 2019 13:41

Operator : MD\SY

Sample : K1053-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO10519W.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 2 Ethanol Concentration Rank 2

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

3.27 80.07 ug/1 4315300 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 74
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 465 (3.268 min): VN053301.D (-446) (-) m/z 45.00 100.00%
45 q
5000
42| 48 3.00 3.20 3.40 3.60
R R RS B R R o o e e m/z 46.00 39.49Y%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #96: Ethanol
31
45
5000
3.00 3.20 3.40 3.60
27 m/z 43.00 20.31%
o 2 1215 19 24 | | 4
UL AL LI SULIL LN I I UL I I L IR I
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance
45
29
15 3.00 3.20 3.40 3.60
5000 m/z 42.00 7.42%
o 12/ 18 22 25 32 3942 | 48
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #92: Methane, nitroso-
30 3.00 3.20 3.40 3.60
45 m/z 44.00 2.69%
5000 v\~MM\\”h-/\¥M_W*—-M—“
15
27,
0"”'“I”'W'”'I“*“l”'P'”Iﬂ'l'”'P'”Iﬁﬁlw'”l”'W" RS RS RSN IR L
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VNO0O53301.D

Aca On : 7 Jan 2019 13:41

Operator : MD\SY

Sample : K1053-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO10519W.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 Butanal Concentration Rank 3

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

6.54 58.31 ug/1 3142560 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Ethene. ethoxv- 72 C4HB80 000109-92-2 64
3 Propanal. 2-methvl- 72 C4HB80 000078-84-2 46
4 l1sobutvlene epoxide 72 C4H80 000558-30-5 27
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 27

Abundance Scan 1483 (6.542 min): VN053301.D (-1460) (-) m/z 44.00 100.00%
72
5000
57
207 6.20 6.40 6.|60 6.80 '
(o} B B B T o T I o A e e m/z 43.05 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #647: Butanal
A
72
5000 29
57 6.20 6.40 6.60 6.80
m/z 41.10 78.03%
2 | A
e S S I I B L B W SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44
. 620 640 6.60 6.80
5000 29 m/z 72.00 71.58%
15 57
G R S I I B L B WA SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #685: Propanal, 2-methyl-
43 6.20 6.40 6.60 6.80
m/z 39.00 36.71%
72
5000
27
0 15 H‘ \M‘\ ?\7 1
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VNO0O53301.D

Aca On : 7 Jan 2019 13:41

Operator : MD\SY

Sample : K1053-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO10519W.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 Hexanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.85 5.98 ug/Il 507699 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Glutaraldehvde 100 C5H802 000111-30-8 32
3 Butanal. 3-methvl- 86 C5H100 000590-86-3 27
4 Butanal 72 C4H80 000123-72-8 16
5 2-Hexen-1-ol, (E)- 100 C6H120 000928-95-0 14
Abundance Scan 2823 (10.850 min): VN053301.D (-2802) (-) m/z 44.00 100.00%
5000 J
72 .
10.60 10.80 11.00 11.20
3
o i.|.~'l.,4....9?....,....,....,....,....,210.7.. m/z 56.10 94.23%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #3771 Hexanal
4 o6
5000 29 R BRI SRR SO SUR
10.60 10.80 11.00 11.20
72 m/z 41.05 81.58%
0 "'I'wH JH‘-“““'MK 'ﬁ?"}?q" S L AL UL S B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
44
10.60 10.80 11.00 11.20
5000 m/z 56.95 65.35%
29 7
57
0 15 83 100
m/z--> 25 Jo eb éo 160 150 1&0 1éo 1éo 260
Abundance #1741: Butanal, 3-methyl-
4 10.60 10.80 11.00 11.20
0 m/z 43.05 64 .69%
5000 58
15 71
0||‘|||‘l||”“|“|“u|||‘|||?§|||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
m/z--> 200 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VNO0O53301.D

Aca On : 7 Jan 2019 13:41

Operator : MD\SY

Sample : K1053-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO10519W.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 5 Butanoic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.91 7.17 ug/l 564782 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 90
2 Butanoic acid. hexvl ester 172 C10H2002 002639-63-6 64
3 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 64
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 45
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 45
Abundance Scan 3464 (12.911 min): VN053301.D (-3452) (-) m/z 71.00 100.00%
7
101 118 12.60 12.80 13.00 13.20
0 ...,....',':..'.'I.. L o i i e errraa || M/z 89.00 53.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20894: Butanoic acid, butyl ester
7
43
5000 56 89 U SRR B
12.60 12.80 13.00 13.20
29 m/z 43.05 47 .54%
S O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 1 g9
56 12.60 12.80 13.00 13.20
5000 m/z 56.05 47 .21%
27
oL 15 101 115 129 144
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20972: Butanoic acid, 2-methylpropyl ester
7 12.60 12.80 13.00 13.20
m/z 41.05 34 .48%
5000 43 56
27 ‘ 89
Unas .-U--ﬂ‘---ﬂi- 'w'l'*"}?%'¥lﬁl""l SR SRS SRS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20

82N010519W.M Tue Jan 08 12:35:37 2019 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VNO0O53301.D

Aca On : 7 Jan 2019 13:41

Operator : MD\SY

Sample : K1053-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO10519W.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 6 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.45 8.04 ug/l 633401 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 2-Ethvlhexvl hvdroaen maleate 228 C12H2004 002370-71-0 59
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
Abundance Scan 3632 (13.451 min): VN053301.D (-3618) (-) m/z 57.05 100.00%
g7
5000 a1
70 g3
98 112 13.20 13.40 13.60 13.80
Obrrrr el ,.JL.,-|!...',..:.,??E?.,....,....,....,2]97..,.... m/z 41.05 37.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
29 13.20 13.40 13.60 13.80
70 83 m/z 43.05 31.76%
0= }?I""I""I"' 'Jl"%?'%%?l" S SRR BN SRR SRS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
13.20 13.40 13.60 13.80
5000 70 m/z 56.05 30.88%
43 117
83
26 100
ol 13 129141153 171 185199212 229
U SRS SULIUR I UL SRR B L LS SIS S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13755: 1-Pentanol, 2-ethyl-4-methyl-
57 13.20 13.40 13.60 13.80
m/z 55.05 30.82%
5000 43
29 ‘ 69 83
ol 1o 0 N A LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO10719\
Data File : VNO0O53301.D

Acq On 7 Jan 2019 13:41

Operator : MD\SY

Sample : K1053-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 10 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82NO10519W.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]
Ethanol 3.27 80.1 ug/1 4315300 1 7.67 2694570 50.0
Butanal 6.54 58.3 ug/1 3142560 1 7.67 2694570 50.0
Hexanal 10.85 6.0 ug”/Il 507699 3 11.41 4242860 50.0
Butanoic acid, bu... 12.91 7.2 ug/l 564782 4 13.35 3938430 50.0
1-Hexanol, 2-ethyl- 13.45 8.0 ug/Il 633401 4 13.35 3938430 50.0
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