LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101320\
Data File : VN064103.D

Aca On : 13 Oct 2020 15:58

Operator : JC/MD

Sample = L4300-02 10X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 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\82N093020W.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

6.496 1460 1479 1497 rBV3 37871 114523 2.89% 0.860%
7.550 1786 1807 1818 rBV3 181967 454339 11.48% 3.410%
rvB 297715 703064 17.76% 5.277%
7.988 1925 1943 1969 rBvV 210156 490854 12.40% 3.684%
8.550 2101 2118 2137 rBV 484744 1007183 25.44% 7.559%
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6 8.753 2167 2181 2202 rBV2 58409 135353 3.42% 1.016%
7 10.061 2569 2588 2603 rBvV 761034 1414108 35.72% 10.613%
8 11.380 2984 2998 3024 rBvV 768190 1351982 34.15% 10.147%
9 12.071 3203 3213 3222 rBV4 38216 65686 1.66% 0.493%
10 12.212 3242 3257 3296 rBVY 2088327 3959302 100.00% 29.715%
11 12.376 3297 3308 3329 rVB 677161 1154781 29.17% 8.667%
12 13.010 3497 3505 3516 rBV4 25080 44820 1.13% 0.336%
13 13.319 3589 3601 3616 rVB 736436 1257620 31.76% 9.439%
14 13.428 3628 3635 3647 rVB4 23589 44965 1.14% 0.337%
15 13.794 3738 3749 3765 rBVY 645926 993505 25.09% 7 .456%
16 14.171 3855 3866 3878 rVB4 36703 76961 1.94% 0.578%
17 14.823 4063 4069 4076 rVB7 39549 55190 1.39% 0.414%
Sum of corrected areas: 13324236
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101320\
Data File : VN064103.D

Aca On : 13 Oct 2020 15:58

Operator : JC/MD

Sample : L4300-02 10X

Misc - 5.00mL/MSVOA N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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

Abundance TIC: VN064103.D
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Abundance TIC: VN064103.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101320\
Data File : VN064103.D

Aca On : 13 Oct 2020 15:58

Operator : JC/MD

Sample = L4300-02 10X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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 Butanal Concentration Rank 3

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

6.50 8.14 ug/l 114523 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Ethene. ethoxv- 72 C4H80 000109-92-2 47
3 1-Propene. 3-methoxv- 72 C4H80 000627-40-7 43
4 Propane 44 C3H8 000074-98-6 42
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 35

Abundance Scan 1480 (6.499 min): VN064103.D (-1460) (-) m/z 44.05 100.00%
144
72
5000
57
3 ISR RRAEE RSN R AR
| | 5154 69 6.20 6.40 6.60 6.80
Obrrrrrrrrererrpreerpreerpee e e e e e e m/z 43.10 95.30%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #646: Butanal
27 44
41
72
5000
6.20 6.40 6.60 6.80
15 5 57 m/z 41.00 94 _36%
o 18 24 313 % 50 54 | 60 6669,
IR 0 S A gt g
Abundance
44
620 640 660 680
5000 29 72 m/z 72.10 60.58%
o 28 41 57
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #697: 1-Propene, 3-methoxy- ...,....,....,....,/\\.'...,
29 m 6.20 6.40 6.60 6.80
72 m/z 39.00 54 _.20%
5000 > 57
15 ) 5
0 12ﬂ 18 133 53 69
m/z--> 5 10 15 20 25 3'0 35 40 45 50 55 60 65 70 7'5 80 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101320\
Data File : VN064103.D

Aca On : 13 Oct 2020 15:58

Operator : JC/MD

Sample = L4300-02 10X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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 1-Butanol Concentration Rank 4

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

8.75 6.72 ug/l 135353 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 86
2 1-Butene 56 C4H8 000106-98-9 50
3 1-Propene. 2-methvl- 56 C4H8 000115-11-7 40
4 Oxirane. 2-methvl-3-(1-methvleth... 100 C6H120 001192-31-0 36
5 Propane, l-isocyano- 69 C4H7N 000627-36-1 9

Abundance Scan 2180 (8.750 min): VN064103.D (-2167) (-) m/z 56.10 100.00%
41 %
5000

8.40 8.60 8.80 9.00
72
o...,....,....,....,...:|:.!'.‘.‘?..|.,....,:~...,....,....,....}.1.2..,. m/z 41.10  79.39%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #838: 1-Butanol
56
sl 41
5000

8.40 8.60 8.80 9.00
m/z 43.10 55.53%

18 ‘\‘\ \

: 149 | 73
O T T T T T e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
41
8.40 8.60 8.80 9.00
5000 56 m/z 42.10 33.82%
28
2 15 49
O T T T T T T T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #188: 1-Propene, 2-methyl-
41 8.40 8.60 8.80 9.00

m/z 39.00 26 .68%

5000 %6
28 ‘
2 15 4
0 ...,....,....,..:l‘,...‘ll:...?.‘...,....,....,....,....,....,....,.
0

m/z--> 0 10 20 3 40 50 60 70 80 90 100 110 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101320\
Data File : VN064103.D

Aca On : 13 Oct 2020 15:58

Operator : JC/MD

Sample = L4300-02 10X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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 Ethanol, 2-butoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.21 146.43 ug/Il 3959300 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 91
2 Butane. 1-(l-methvlpropoxv)- 130 C8H180 000999-65-5 53
3 Propane. l-methoxv-2.2-dimethvl- 102 C6H140 001118-00-9 50
4 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 39
5 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 37
Abundance Scan 3256 (12.209 min): VN064103.D (-3242) (-) m/z 57.10 100.00%
57
5000 45 }\\
s 11.80 12.00 12.20 12.40 12.60
o..,....,....,...3?,.-'.'..,..'!:,..‘??,-.~.'..,...|.,...1.(,’9..19,?.1.??....,..1.??.... m/z 45.05  41.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8821: Ethanol, 2-butoxy-
57
5000 AR UL SRR B
45 11.80 12.00 12.20 12.40 12.60
29 87 m/z 41.10 39.63%
0 18 \‘\ ‘\ il 64 \7\5 190 118
m/z--> 10 25 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45 57
11.80 12.00 12.20 12.40 12.60
5000 m/z 87.10 20.14%
29 101
o 38 73 83 115 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4495: Propane, 1-methoxy-2,2-dimethyl-
57 11.80 12.00 12.20 12.40 12.60
m/z 56.05 9.97%
41
5000
29 g7
102
o L lillsoll, 7178 |
LA RN NS KRR NS RN SRS RN NS KA LA LS AN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101320\
Data File : VN064103.D

Aca On : 13 Oct 2020 15:58

Operator : JC/MD

Sample = L4300-02 10X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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 7-Octen-2-ol, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.79 39.50 ug/1 993505 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-o0l. 2.6-dimethvl- 156 C10H200 018479-58-8 64
2 Cvclopentanemethanol. .alpha...a... 128 C8H160 001462-06-2 64
3 1-Cvclohexvl-2-methvl-2-propanol 156 C10H200 005531-30-6 45
4 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 45
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 43
Abundance Scan 3748 (13.791 min): VN064103.D (-3738) (-) m/z 59.10 100.00%
50
5000
41
82 95 AR LN BN SN N
0 123 13140 13.60 13.80 14.00 14.20
109
o ol R ass 208 | g7 55.10  34.45%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28299: 7-Octen-2-ol, 2,6-dimethyl-
59

5000 PR T T T T T T
13. 40 13 60 13. 80 14. OO 14 20

m/z 41.10 30.93%

83
0 H MM ‘\H\O il 9\5 109 23 136 154 175
,, ,....,....,....,....,....,....,....,....
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
59

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_r
13.40 13.60 13.80 14.00 14.20

5000 m/z 43.10 27 .13%
43 95
83 113
o L N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28321: 1-Cyclohexyl-2-methyl-2-propanol R e R
59 13. 40 13 60 13. 80 14. OO 14 20

m/z 67.10 25.75%

5000 \ﬁ
oL 15 2 ‘M | o 95 109128 1

m/z--> 20 60 80 100 120 140 160 180 200 13. 40 13 60 13. 80 14. OO 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN101320\
Data File : VN064103.D

Acq On : 13 Oct 2020 15:58

Operator : JC/MD

Sample = L4300-02 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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]
Butanal 6.50 8.1 ug/Il 114523 1 7.62 703064 50.0
1-Butanol 8.75 6.7 ug/l 135353 2 8.55 1007180 50.0
Ethanol, 2-butoxy- 12.21 146.4 ug/1 3959300 3 11.38 1351980 50.0
7-Octen-2-ol, 2,6... 13.79 39.5 ug/I1 993505 4 13.32 1257620 50.0
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