LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO30520\

Data File : VNO60362.D

Aca On - 5 Mar 2020 13:22

Operator : JC/MD

Sample - L1777-03

Misc - 1.02a/10mL/100uL/5.00mL/MSVOA_N/MEOH LB e
ALS Vial : 7 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\82N022720W_.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

7.606 1783 1814 1836 rBV3 570457 2034179 12.41% 7.533%
7.715 1836 1848 1871 rVB 210076 542302 3.31% 2.008%
rBv 806043 1981470 12.09%% 7.338%
8.001 1922 1937 1957 rVB 117021 270006 1.65% 1.000%
8.127 1957 1976 1990 rBVv3 133182 337529 2.06% 1.250%
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8.413 2049 2065 2092 rBvV 756709 1546709 9.44% 5.728%
8.564 2096 2112 2129 rBV 297557 615791 3.76% 2.281%
9.062 2240 2267 2278 rBvV4 133748 374038 2.28% 1.385%
10.075 2568 2582 2590 rBV 472557 858061 5.24% 3.178%
10.143 2590 2603 2630 rVB 8420990 16387438 100.00% 60.690%

=
QO ~NO®

11 11.400 2980 2994 3012 rVB 429992 749104 4._.57% 2.774%
12 12.397 3293 3304 3316 rVB 334330 545842 3.33% 2.021%
13 13.339 3586 3597 3618 rVB 444244 759515 4.63% 2.813%

Sum of corrected areas: 27001984
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO30520\
Data File : VN0O60362.D

Aca On : 5 Mar 2020 13:22

Operator : JC/MD

Sample - L1777-03

Misc : 1.020/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N022720W .M
SW846 8260

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

Abundance TIC: VN060362.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO30520\
Data File : VN060362.D

Aca On : 5 Mar 2020 13:22

Operator : JC/MD

Sample : L1777-03

Misc : 1.02a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N022720W .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 Pentane, 2,3-dimethyl- Concentration Rank 4

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

7.72 13.33 ug/Il 542302 Pentafluorobenzene 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Oxirane. (l-methvlethvl)- 86 C5H100 001438-14-8 43
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 40
4 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 38
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 38

Abundance Scan 1849 (7.718 min): VN060362.D (-1836) (-) m/z 56.00 100.00%
56
43
5000 71
85 7.40 7.60 7.80 8.00
0 .,....,..??I;I:..SP.'.| S m/z 43.00 77.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000
29 1 7.40 7.60 7.80 8.00
m/z 41.00 67 .65%
o \‘ 37 50 63 | 77 85 100
mz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
41 %6
7.40 7.60 7.80 8.00
5000 m/z 57.05 67 .48%
27
50 71 85
G A R R R R AL IR IS L R SRR SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12720: Hexane, 2,2,4-trimethyl-
57 7.40 7.60 7.80 8.00
m/z 71.05 38.77%
5000
41
29 71
0 \‘ “\ 51,63 | 7783 95 1}3 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO30520\
Data File : VN060362.D

Aca On : 5 Mar 2020 13:22

Operator : JC/MD

Sample : L1777-03

Misc : 1.02a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N022720W .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 Hexane, 3-methyl- Concentration Rank 2

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

7.85 48.70 ug/1 1981470 Pentafluorobenzene 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
4 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1890 (7.850 min): VN060362.D (-1871) (-) m/z 43.00 100.00%
43
71
5000
| |‘ 8 100 007 7.60 7.80 8.00 8.20
0 w..”,.”.,.”.,”..“..w...w..”,.”.,”..,”..“... m/z 71.10 64 .61%
m/z--> 0 20 40 100 120 140 160 180 200
Abundance #3980. Hexane, 3-methyl-
43
5000 29 57 71
7.60 7.80 8.00 8.20
m/z 70.10 56 .64%
0 1 15 “ H ‘ 85 100
m/z--> 0 25 4 60 85 160 120 140 160 180 200
Abundance
43
5 7.60 7.80 8.00 8.20
5000 1 m/z 41.00 56.46%
29 100
85
e A S S I B B LS W B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7630: Heptane, 4-methyl-
43 7.60 7.80 8.00 8.20
m/z 57.10 55.80%
71
5000
55
Lo 4T | s
m/z--> ' 2'0 4 60 8IO 100 12'0 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO30520\
Data File : VN060362.D

Aca On : 5 Mar 2020 13:22

Operator : JC/MD

Sample : L1777-03

Misc : 1.02a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N022720W .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 Pentane, 3-ethyl-2-methyl- Concentration Rank 3

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

8.13 27.41 ug/1 337529 1,4-Difluorobenzene 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 72
2 1-Heptene. 4-methvl- 112 C8H16 013151-05-8 72
3 1-Butanol. 3-methvl-. acetate 130 C7H1402 000123-92-2 53
4 1-Hexene. 4-ethvl- 112 C8H16 016746-85-3 50
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 47

Abundance Scan 1977 (8.130 min): VN060362.D (-1957) (-) m/z 43.00 100.00%
a3
5000 55
83 7.80 8.00 8.20 8.40
98
0 208 m/z 70.10 95.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7668: Pentane, 3-ethyl-2-methyl-
43
70
2000 7.80 8.00 8.20 8.40
a7 | %5 8 m/z 71.00 59.03%
0 '}?I'LM LRI S R '??"1}ﬁ|"" [rrrrprrr T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
70
7.80 8.00 8.20 8.40
5000 55 m/z 41.00 45 _57%
27
ol 15 84 97 112
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13481: 1-Butanol, 3-methyl-, acetate
43 7.80 8.00 8.20 8.40
20 m/z 55.00 44 _19%
5000 55
7
oL 2 L 101 115 130
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO30520\
Data File : VN060362.D

Aca On : 5 Mar 2020 13:22

Operator : JC/MD

Sample : L1777-03

Misc : 1.02a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N022720W .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 Heptane Concentration Rank 1

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

8.41 125.59 ug/l 1546710 1,4-Difluorobenzene 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Acetaldehvde. propvlhvdrazone 100 C5H12N2 007422-88-0 46
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 43
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 40
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 38

Abundance Scan 2064 (8.410 min): VN060362.D (-2049) (-) m/z 43.00 100.00%
43
57 71
5000
100 |"j'\'|""|""|""|"
| |‘ 007 8.00 820 840 8.60 8.80
0...,”..,”.. .m.,.”.,.”.,.”.,..”,..”,...w.... m/z 41.00 63.22%

m/z--> 20 40 80 100 120 140 160 180 200
Abundance #3973: Heptane
43
57
5000 n

8.00 8.20 8.40 8.60 8.80

0
29 100 m/z 71.10 61.27%
‘ | “ 85
ol At e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71
30 e
8.00 820 8.40 8.60 8.80
5000 m/z 57.10 54 _.70%
42 100
58 85
ol - e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3974: Hexane, 3-methyl- RS 5 W/A N— A
43 800 820 840 860 880
m/z 56.00 33.14%
57 71
5000
29
85
m/z--> 20 40 60 80 100 120 140 160 180 200 8. OO 8.20 8. 40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO30520\
Data File : VN060362.D

Acq On : 5 Mar 2020 13:22

Operator : JC/MD

Sample : L1777-03

Misc : 1.02g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N022720W .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]
Pentane, 2,3-dime... 7.72 13.3 ug/I1 542302 1 7.64 2034180 50.0
Hexane, 3-methyl- 7.85 48.7 ug/l1 1981470 1 7.64 2034180 50.0
Pentane, 3-ethyl-_._. 8.13 27.4 ug/I1 337529 2 8.56 615791 50.0
Heptane 8.41 125.6 ug/l 1546710 2 8.56 615791 50.0
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