LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000615.D

Aca On : 01 Apr 2018 01:30

Operator : JC/MD

Sample : J2150-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 36 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 - W:\HPCHEM1\MSVOA X\METHOD\82X032018W.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

1.075 76 80 93 rBvV 368909 443448 4._.85% 2.043%
3.087 395 410 421 rBV 4076960 9137496 100.00% 42.100%
rvB 3271410 7348870 80.43% 33.859%
5.513 799 808 821 rVB 71429 197380 2.16% 0.909%
5.672 821 834 851 rBv2 112429 317179 3.47% 1.461%
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6.080 891 901 914 rBV2 79423 202997 2.22% 0.935%
6.360 934 947 948 rBV2 73908 179940 1.97% 0.829%
rvv 114506 276884 3.03% 1.276%
6.458 958 963 974 rvB2 219198 587102 6.43% 2.705%
6.873 1021 1031 1043 rBvV 181576 431810 4.73% 1.990%

(@R {cNec R NNe))
(0}
IaN
o
w
©
I
©
©
a1
I
©
a1
\l

=

11 8.061 1218 1226 1236 rVB 85571 163077 1.78% 0.751%
12 8.183 1239 1246 1255 rVB 80275 156960 1.72% 0.723%
13 8.726 1323 1335 1343 rBvV 394575 632720 6.92% 2.915%
14 10.122 1558 1564 1569 rVB 417427 548993 6.01% 2.529%
15 11.146 1726 1732 1738 rBV 363852 453844 4.97% 2.091%

16 12.085 1880 1886 1894 rBV 512317 625420 6.84% 2.882%

Sum of corrected areas: 21704120
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

Abundance
4000000

3000000

2000000

1000000

1.07

W:\HPCHEM1\MSVOA X\DATA\VX033118\

VX000615.D
01 Apr 2018 01:30

JC/MD
J2150-02
5.0mL/MSVOA X/WATER

36

Sample Multiplier: 1

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_M

SW846 8260

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

09

TIC: VX000615.D

3.21

LSC Report - Integrated Chromatogram

5.515.67
YAN

04

Time--> 1.00

Abundance
4000000

3000000

2000000

1000000

o

i
3.50

T
4.00

TIC: VX000615.D

1
5.50

11.15

A

0

Time-->
Abundance
4000000

3000000

2000000

1000000

L
6.50

T
8.50

L
9.00

TIC: VX000615.D

T
10.50

L
11.00

82X032018W.M Wed Apr 04 12:01:32 2018

T
12.50

L
13.00

L
13.50

T
14.00

—T
14.50

T
15.00

—T
15.50

T
16.00

—T—
16.50

Page: 2



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000615.D

Aca On : 01 Apr 2018 01:30

Operator : JC/MD

Sample : J2150-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 4

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

6.36 20.84 ug/1 179940 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 59
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 50
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 40

Abundance Scan 947 (6.360 min): VX000615.D (-934) (-) m/z 57.05 100.00%
57

5000
41
i B e A
6.00 6.20 6.40 6.60
73 83 99
0 ...,....,....,....,....|,:|..?P..' i 2 A6 Tn/z 56,10 32.71%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
5000 LA L L L L LB L B
41 6.00 6.20 6.40 6.60
- m/z 41.10 32.03%
o 15 69 83 99
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
R AR REESE
6.00 6.20 6.40 6.60
5000 m/z 43.10 19.62%
41
29
0 4 15 50 71 79 99 114
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7663: Pentane, 2,2,4-trimethyl- I AR EEL S
57 6.00 6.20 6.40 6.60
m/z 39.10 13.63%
5000
41
oL 2 15 | ‘H 48 |, 71 83 99 114 /
T e e e e e R EEREE R e e S e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000615.D

Aca On : 01 Apr 2018 01:30

Operator : JC/MD

Sample : J2150-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 Amylene hydrate Concentration Rank 3

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

6.40 32.06 ug/1 276884 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene hvdrate 88 C5H120 000075-85-4 83
2 Silane. trimethvl- 74 C3H10Si 000993-07-7 9
3 Butanamide 87 C4HO9NO 000541-35-5 9
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 9
5 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9

Abundance Scan 953 (6.397 min): VX000615.D (-949) (-) m/z 59.10 100.00%
50
55 73
5000
43 SR R N
39 70
6.00 6.20 6.40 6.60 6.80
50 62 67
0'W“W“”W”P”W”W“W“JPLL“WWW”'hmP”JLW””P”W”W”W“ m/z 73.10 60.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
59
55
5000 73 ARSI MAREE SARE R
31 43 6.00 6.20 6.40 6.60 6.80
27 39 m/z 55.10 58.08%
0 35 51 63 69
T T T A e T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
59
2 6.00 620 640 6.60 6.80
5000 m/z 43.10 24 _36%

43
21 26 31 39 | 47 5255 65

=

L LA SN LAkt AN LA AAAR) LAY AL SR SR A KAL) RALS AR AR A L

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1862: Butanamide R RRAAR
59 6.00 6.20 6.40 6.60 6.80

m m/z 70.05 13.03%
41
5000
27 72
1518 “‘31 37, 52°° | 6468 86

O oo P e PP e e I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000615.D

Aca On : 01 Apr 2018 01:30

Operator : JC/MD

Sample : J2150-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 unknown6.46 Concentration Rank 2

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

6.46 67.98 ug/1 587102 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 45
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 9
5 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 9

Abundance Scan 963 (6.458 min): VX000615.D (-958) (-) m/z 73.10 100.00%
73
5000
43 87 J\
39 > 620 6.40 6.60 6.80
656 78
0|||||||||||||||||£|H||||| m/z 43.10 35.81%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73

5000 LI L L L L L L LB
43 6.20 6.40 6.60 6.80
55 87 m/z 87.10 29.15%
29
0 33 39 50 | 59 69 80
LR e L Ly L) LAy LA SRy L) RALA EALS) SR LA AR LARLTRAL) RALSA ALY RS Ak
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
R e
6.20 6.40 6.60 6.80
5000 m/z 55.10 17.65%
43
0 2 15 242933 39 a7 53 59 6569 7781 88
AR L L L) L) LA LA R LRy RALA EALS) SR LA AR LARLI KRAL) AL RAL) RS LA S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methy!- T T

78 620 640 660 680
m/z 71.10 12 .52%

5000 43
58
0 | |1 ‘

m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000615.D

Aca On : 01 Apr 2018 01:30

Operator : JC/MD

Sample : J2150-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 5 Pentane, 2,3,4-trimethyl- Concentration Rank 5

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

8.06 18.88 ug/Il 163077 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 90
2 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 83
3 Ethanedioic acid. bis(3-methvlbu... 230 C12H2204 002051-00-5 83
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 78

Abundance Scan 1226 (8.061 min): VX000615.D (-1218) (-) m/z 43.10 100.00%
43 71
5000
55
7.80 8.00 8.20 8.40
o...,....|i ..‘!|,..-:.?.3..97,.???,....,....,.... | m/z 71.10  86.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 71
5000 RN RSN R R
7.80 8.00 8.20 8.40
27 55 m/z 70.10 63.42%
0 '}?I"" R '??"91' }}ﬁl""l" B SR SRABY SEABY BERAN!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 71
7.80 8.00 820 840
5000 57 m/z 41.10  44.54%
29
o 85 99112 129 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85787: Ethanedioic acid, bis(3-methyloutyl) ester
43 7.80 8.00 8.20 8.40
71 m/z 55.10 31.83%
5000
55
0 Ll [l 87 99 115129 145 161 188201 215 230
m/z--> 20 45 60 80 100 150 140 160 180 200 220 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000615.D

Aca On : 01 Apr 2018 01:30

Operator : JC/MD

Sample : J2150-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 6 Pentane, 2,3,3-trimethyl- Concentration Rank 6

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

8.18 18.17 ug/Il 156960 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1245 (8.177 min): VX000615.D (-1239) (-) m/z 43.05 100.00%
a3
71
5000 o7 g5
99 7.80 8.00 8.20 8.40 8.60
o..,....,....,..3.7.|-,.'.'..?1.'.:.,.?5.'.',:..??.-.‘..,....',....,....,.. m/z 71.10 60.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
5000 SR R R
57 71 7.80 8.00 8.20 8.40 8.60
27 85 m/z 70.10 56.88%
o 37 51 65 77 929
HRJUNISUNRI JURI IULLL SULILSY IR SULIUL SN SUMISS LS R B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
7 7.80 800 820 8.40 8.60
5000 m/z 57.10 48 .45%
oL 15 51 65 77 85 g9 114
HRJUNESUNRIS JURIU IULLL SULILSN IR SULIULS SN SUMISS LS R B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7645: Hexane, 3,3-dimethyl-
43 7.80 8.00 8.20 8.40 8.60
m/z 41.10 45_76%
71
5000 57 85
29
ol 15 ] ]| 1) 65| 77 | e 9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40 8.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Top Hit name

Tentatively ldentified Compound (LSC) summary

W:\HPCHEM1\MSVOA_X\DATA\VX033118\
VX000615.D
01 Apr 2018 01:30
JC/MD

J2150-02
5_.0mL/MSVOA_X/WATER
Sample Multiplier: 1

36

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_M

SW846 8260

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

Butane, 2,2,3,3-t... 6.36
Amylene hydrate 6.40
unknown6 .46 6.46
Pentane, 2,3,4-tr... 8.06
Pentane, 2,3,3-tr... 8.18

RT EstConc

Units Response
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179940
276884
587102
163077
156960

|--Internal Standard---|
Resp Conc]|

|#

RT

431810
431810
431810
431810
431810
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