LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51504.D

Acq On : 26 Sep 2018 00:04

Operator : MD\SY

Sample - J5053-01 :
Misc - 5.00mL/MSVOA_N/WATER RIE SR el D (B
ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82N092318W .M
Title : SW846 8260

Signal > TIC

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

4._.535 840 859 868 rBV5 11512 38366 1.04% 0.211%
5.056 1002 1021 1044 rVB5 11311 38871 1.05% 0.214%
1496 rBv4 18792 59961 1.62% 0.330%
7.593 1791 1810 1822 rBV 516376 1301643 35.22% 7.163%
7.670 1822 1834 1848 rVVv 769337 1826150 49.41% 10.049%
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7.744 1851 1857 1882 rVB4 61513 150414 4_.07% 0.828%
8.030 1927 1946 1973 rBV 516913 1237057 33.47% 6.807%
rBv2 224527 645627 17.47% 3.553%
8.586 2103 2119 2150 rBV 1095481 2328036 62.99% 12.811%
9.522 2393 2410 2434 rVB 120863 246946 6.68% 1.359%
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11 9.654 2434 2451 2466 rBV 152853 320568 8.67% 1.764%
12 10.091 2573 2587 2625 rVV 2003004 3695913 100.00% 20.338%
13 10.500 2701 2714 2726 rBV3 15659 46565 1.26% 0.256%
14 11.410 2982 2997 3020 rBV 1362424 2442461 66.09% 13.440%
15 12.403 3291 3306 3324 rBV 1141001 1948538 52.72% 10.722%

16 13.345 3585 3599 3616 rBV 1118558 1845711 49.94% 10.156%

Sum of corrected areas: 18172827
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VN0O51504.D

Acq On : 26 Sep 2018 00:04

Operator : MD\SY

Sample - J5053-01 g
Misc : 5.00mL/MSVOA_N/WATER RIE SR el D (B
ALS Vial : 18 Sample Multiplier: 1

Quant Method Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W .M

Quant Title SW846 8260
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance :
ndands TIC: VN051504.D
1500000
1000000
500000
ol 4.54 5.06 6.52
IR B o e o e L I i o o e B  RAARNEREEEEE S s e SR
Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 6.00 6.20 6.40 6.60
Abundance TIC: VN051504.D
2000000 10109
1500000
11.41
1000000
500000
9.55.65
, N 1050
—— — S ———
Time--> 9 OO 9. 50 10.00 10 50 11.00 11.50
Abundance
ndands TIC: VN051504.D
1500000
12.40 13.35
1000000
500000
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 N\DATA\VN092618\

Data File : VNO0O51504.D

Acq On : 26 Sep 2018 00:04

Operator : MD\SY

Sample - J5053-01 :
Misc - 5.00mL/MSVOA_N/WATER RIE SRt L (S
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W .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, 2,2,4-trimethyl- Concentration Rank 1

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

8.21 13.87 ug/Il 645627 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
3 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 59
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 53
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 50

Abundance Scan 2002 (8.210 min): VN051504.D (-1979) (-) 57.10 100.00%

g7
5000
41

99 7.80 8.00 820 8.40 8.60
....“...JL..w“§9.F?..n,.ﬂ?,....,.”.,.... m/z 56.05  33.46%

T I t
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7663: Pentane, 2,2,4-trimethyl-
57
5000 [rrrrprrrrprr oot

7.80 8.00 8.20 8.40 8.60
m/z 41.05 28.62%

2 15 || || 71 83 99 114
.,....,....,...I“,....,....,....,....,....,....
m/z--> 0 20 60 80 100 120 140 160
Abundance #7649: Hexane, 2,2-dimethyl-
5[7

7.80 8.00 8.20 8.40 8.60

5000 m/z 43.05 23.38%
29 41
2 15 | ‘\ . 6979 9 114
e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #38358: Heptane, 2,2,4,6,6-pentamethyl-
57 7.80 8.00 8.20 8.40 8.60
m/z 39.05 9.30%
5000
‘\ L 8 99 112 155170
,,,,,,,,,
m/z--> 0 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51504.D

Acq On : 26 Sep 2018 00:04

Operator : MD\SY

Sample - J5053-01 :
Misc - 5.00mL/MSVOA_N/WATER RIE SRt L (S
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W .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 3

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

9.52 5.30 ug/1l 246946 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 74
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 72

Abundance Scan 2409 (9.519 min): VN051504.D (-2393) (-) m/z 43.05 100.00%
43 -
5000
55
Lo et e
9.20 9.40 9.60 9.80
..w..”L:.J,.w.??”?f.ﬁ?,.”.,.”.,”..,”..EQK. m/z 71.10 78.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3974 Hexane, 3-methyl-
43
57 71
5000
9.20 9.40 9.60 9.80
29 m/z 70.10 64.99%
15 1l | 85 100
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance #7631. Heptane, 4-methyl-
43
7 920 9.40 9.60 9.80
5000 m/z 41.05 35.84%
15 1 85 g9 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7654: Pentane, 2,3,4-trimethyl-
43 9.20 9.40 9.60 9.80
m/z 55.10 32.61%
71
5000
55
15 M \“ Ul e
m/z--> 20 40 60 8IO 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51504.D

Acq On : 26 Sep 2018 00:04

Operator : MD\SY

Sample - J5053-01 :
Misc - 5.00mL/MSVOA_N/WATER RIE SRt L (S
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W .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, 2,3,3-trimethyl- Concentration Rank 2

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

9.65 6.88 ug/Il 320568 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 59

Abundance Scan 2450 (9.651 min): VN051504.D (-2434) (-) m/z 43.05 100.00%
43
71
5000 57
85

9.40 9.60 9.80 10.00

Ll | 9 112
—rrpreerprerpreeeeee bbb e e e m/z 71.10 58.21%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethy!-
43
5000 71
57 9.40 9.60 9.80 10.00
27 85 m/z 70.10 52.63%
215 J.. Ao |9 13
e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12706: Hexane, 2,3,4-trimethyl-
43

9.40 9.60 9.80 10.00
5000 m/z 57.10 45 _85Y%

29 57 718
M‘ \M‘ ‘M‘ | d 99 113 128
T e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12697: Heptane, 2,4-dimethyl-
43 9.40 9.60 9.80 10.00
m/z 41.10 39.53%
5000 85
57 71
29
N | A | \ 99 113 128
T T T e e [ e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51504.D

Acq On : 26 Sep 2018 00:04

Operator : MD\SY

Sample - J5053-01 :
Misc - 5.00mL/MSVOA_N/WATER RIE SR el D (B
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W._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]

Pentane, 2,2,4-tr... 8.21 13.9 ug/I 645627 2 8.59 2328040 50.0
Hexane, 3-methyl- 9.52 5.3 ug/Il 246946 2 8.59 2328040 50.0
Pentane, 2,3,3-tr... 9.65 6.9 ug/Il 320568 2 8.59 2328040 50.0
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