LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004829.D

Aca On - 28 Sep 2018 18:45

Operator : JC/MD

sample - J5130-02

Misc - 5.0mL/MSVOA X/WATER .
ALS Vial : 19 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 X\METHOD\82X092618W.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 1.404 37 41 46 rBV 162855 161366 3.76% 0.632%
2 1.788 98 104 125 rVB 3050180 4294137 100.00% 16.815%
3 2.001 134 139 150 rvB2 163707 266577 6.21% 1.044%
4 2.617 233 240 251 rVB 79331 142331 3.31% 0.557%
5 2.843 267 277 282 rBV 701088 1558032 36.28% 6.101%
6 3.166 321 330 343 rBV 164291 374505 8.72% 1.466%
7 4.306 505 517 525 rBV 183110 571702 13.31% 2.239%
8 4.397 525 532 544 rVvV 74440 227807 5.31% 0.892%
9 4 _.550 546 557 575 rVB6 25354 120091 2.80% 0.470%
10 5.507 701 714 720 rBV 175954 512004 11.92% 2.005%

11 5.574 721 725 732 rVV2 57366 161422 3.76% 0.632%
12 5.665 732 740 745 rVvV 214298 646350 15.05% 2.531%
13 5.720 746 749 763 rVB 194518 510441 11.89% 1.999%
14 5.934 774 784 796 rVB4 31293 114337 2.66% 0.448%
15 6.068 796 806 813 rBV 191401 489951 11.41% 1.919%

16 6.141 813 818 828 rVB 60725 156987 3.66% 0.615%
17 6.263 828 838 841 rBV 32992 89622 2.09% 0.351%
18 6.348 841 852 864 rvVv 1321529 4066855 94.71% 15.925%
19 6.452 865 869 891 rvB3 48155 151785 3.53% 0.594%
20 6.860 926 936 956 rBV 356970 903740 21.05% 3.539%

21 7.458 1022 1034 1044 rBv4 61483 167204 3.89% 0.655%
22 7.573 1046 1053 1058 rvv 96341 203632 4.74% 0.797%
23 7.641 1058 1064 1068 rVvVv 127768 304409 7.09% 1.192%
24 7.677 1068 1070 1076 rvVv 88084 159910 3.72% 0.626%
25 7.732 1076 1079 1090 rvv2 19707 44898 1.05% 0.176%

26 8.055 1118 1132 1144 rBV 713835 1461999 34.05% 5.725%
27 8.177 1144 1152 1160 rVV 926383 1855526 43.21% 7.266%
28 8.250 1160 1164 1170 rVB 37676 67153 1.56% 0.263%
29 8.451 1192 1197 1203 rVB 28235 51524 1.20% 0.202%
30 8.677 1226 1234 1236 rBV3 175783 304722 7.10% 1.193%

31 8.713 1236 1240 1256 rVV 854244 1536069 35.77% 6.015%

32 8.842 1256 1261 1266 rVB 33374 58205 1.36% 0.228%
33 9.043 1288 1294 1303 rVB 58822 98439 2.29% 0.385%
34 9.165 1306 1314 1320 rBV3 25260 50859 1.18% 0.199%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\
Data File : VX004829.D

Aca On : 28 Sep 2018 18:45

Operator : JC/MD

Sample : J5130-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 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_X\METHOD\82X092618W._M

Title : SW846 8260

35 9.677 1393 1398 1403 rVV 34691 51506 1.20% 0.202%
36 10.116 1464 1470 1479 rBV 785934 1113558 25.93% 4 _360%
37 10.250 1487 1492 1502 rVB 30816 51506 1.20% 0.202%
38 10.360 1502 1510 1516 rVB5 17760 47420 1.10% 0.186%

39 11.140 1632 1638 1644 rBV 814618 1035245 24.11% 4.054%
40 12.079 1786 1792 1799 rBV 1054362 1260558 29.36% 4._.936%

41 12.304 1821 1829 1835 rBV3 27908 49100 1.14% 0.192%
42 12.755 1899 1903 1911 rVB3 23681 44593 1.04% 0.175%
Sum of corrected areas: 25538077

82X092618W.M Mon Oct 01 13:47:40 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\
Data File : VX004829.D

Aca On : 28 Sep 2018 18:45

Operator : JC/MD

Sample : J5130-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX004829.D
3000000 1{79

2500000

2000000

1500000 6.0

1000000

2.84

500000

0‘ I T III'IIII]I’_'_T
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX004829.D
3000000

2500000
2000000
1500000

8.18
1000000 8.71 10.12 1114

500000 6.86
0\%5 /L : 8.84 9.04.16 9.68 10.26.36
T I T T T T I T T T T T T T T I T T T T I T T T I T T T T I T T T T I
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX004829.D
3000000
2500000
2000000
1500000
12.08
1000000
500000
0 12.30 12.76
A L | T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T
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\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004829.D

Aca On - 28 Sep 2018 18:45

Operator : JC/MD

sample - J5130-02

Misc - 5.0mL/MSVOA X/WATER .
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Butane, 2-methyl- Concentration Rank 1

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

1.79 332.18 ug/1 4294140 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 64
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 1-Butene 56 C4HS8 000106-98-9 10
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 104 (1.788 min): VX004829.D (-98) (-) m/z 43.05 100.00%
43
57
5000
I/\IIII S U5 Y A W—
72 1.40 1.60 1.80 2.00 2.20
Ol prrre uJu”4w§9.Hﬁn,”.w.”...” 2 222 m/z 42.05  86.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #714: Butane, 2-methyl-
43
57
5000 LR SRS RSN RSN
1.40 1.60 1.80 2.00 2.20
29 m/z 41.05 84 .69%
72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #706: Pentane
43
140 1.60 180 200 2.20
5000 m/z 57.10 66.15%
27 57 72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #654. 3-Buten-1-ol R e B e .
ap 1.40 1.60 1.80 2.00 2.20
m/z 39.10 26.29%
5000
2
bt M 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 140 160 1.80 2.00 2.20
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Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\

5.0mL/MSVOA X/WATER

Data Path :

Data File : VX004829.D

Aca On : 28 Sep 2018 18:45
Operator : JC/MD

Sample - J5130-02

Misc :

ALS Vial : 19 Samp

Quant Method
Quant Title

SW846

le Multiplier: 1

8260

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

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M

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

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

2.00 20.62 ug/1 266577 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 42
3 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 38
4 Oxirane. ethvl- 72 C4H80 000106-88-7 9
5 1-Pentanol 88 C5H120 000071-41-0 9

2 Pentane

Concentration Rank 9

FA18-JMW-3284

Abundance Scan 139 (2.001 min): VX004829.D (-134) (-) m/z 43.10 100.00%
43
5000
A
S 160 1.80 200 220 2.40
51 . : - : v
0 ..,....,....,..?7.|,~....,..'.-|.,‘??..,!..?9,....?1...??....1,19..., m/z 42.10 59.02%
m/z--> 10 200 30 40 50 60 70 80 90 100 110
Abundance #706: Pentane
43
5000 B e s e
160 1.80 2.00 2.20 2.40
27 57 72 m/z 41.10 52.25%
0 15 |.| 37|| | 51 I|| 63
I B B B I e o e e B o o B I
m/z--> 10 200 30 40 50 60 70 80 90 100 110
Abundance #714: Butane, 2-methyl-
43
57 L L B
1.60 1.80 2.00 2.20 2.40
5000 m/z 39.05 16.80%
29
15 \‘ 37‘ , ol 63 7?
= L T o o
m/z--> 10 200 30 40 50 60 70 80 90 100 110
Abundance #638: Diaziridine,3,3-dimethyl- P ST
32 1.60 1.80 2.00 2.20 2.40
a1 m/z 57.10 15.43%
5000
54 72
0..,”..“.”H‘”:lhﬁ?“jﬁw..”,”..“..w..”,”..“..w S I N
m/z--> 10 200 30 40 50 60 70 80 90 100 110 1.60 1.80 2.00 2.20 2.40

82X092618W.M Mon Oct 01 13:47:42 2018

Page: 5



Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\
VX004829.D

28 Sep 2018 18:45

JC/MD

J5130-02

5.0mL/MSVOA X/WATER

19 Sample Multiplier: 1

FA18-JMW-3284

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

= 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 Butane, 2,3-dimethyl- Concentration Rank 3

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

2.84 120.53 ug/l 1558030 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 47
3 Pvrrolidine 71 C4HON 000123-75-1 9
4 Propanovl chloride. 2-methvl- 106 C4H7CIO 000079-30-1 9
5 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 9

Abundance Scan 277 (2.843 min): VX004829.D (-267) (-) m/z 43.05 100.00%
43
5000 ]\\
71 N
55 86 260 280 3.00 3.20
0 ...,....,....,....,.%‘?';.:..,.~.'..,‘?.3..,|...7.8,..:.,....,....1,1.1..., m/z 42.05 86.40%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1831: Butane, 2,3-dimethyl-
43
5000 R A L R
2.60 2.80 3.00 3.20
27 - m/z 41.05 37.98%
o1 ¥ |J 3 ||| 5562 | 798
miz--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1825: Pentane, 2-methyl-
43
2.60 2.80 3.00 3.20
5000 m/z 71.10 22.71%
27 71
57
2 i Ml ‘ 50 M‘ | 86
e R R RS A LS RS RARES RARAS RN RSN SARRS RRARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #608: Pyrrolidine s R EET e
43 2.60 2.80 3.00 3.20
m/z 39.05 15.71%
70
5000
28
m/z--> 0 1'0 20 3'0 4'0 50 60 70 80 90 100 110 2.60 2.80 3.00 3.20
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\

Library Search Compound Report

VX004829.D

28

Sep 2018 18:45

JC/MD
J5130-02
5.0mL/MSVOA X/WATER

19

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M

SW846 8260

= 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

FA18-JMW-3284

Peak Number 4 Pentane, 3-methyl- Concentration Rank 8

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

3.17 28.97 ug/1 374505 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Oxirane. (l-methvlethvI)- 86 C5H100 001438-14-8 59
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 50
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 45
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43

Abundance Scan 331 (3.172 min): VX004829.D (-321) (-) m/z 57.05 100.00%
57
41
5000
71 gg 2.80 3.00 3.20 3.40 3.60
Ot e e 2 e e raeey || M7z 56,10 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1824: Pentane, 3-methyl-
57
41
5000 AR LR R N
280 3.00 3.20 3.40 3.60
5 m/z 41.05 62.42%
71 86
o} e R I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1797: Oxirane, (1-methylethyl)-
41 5P
2.80 3.00 3.20 3.40 3.60
5000 m/z 43.05 22 .88%
0..W.H”hh”“,”k.ﬁQ.w.”.,”..“....”. M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12711: Hexane, 2,2,3-trimethyl- e
57 2.80 3.00 3.20 3.40 3.60
m/z 39.05 15.67%
5000
71
0 “ | 85 99113128
m/z--> 20 ' 6|O 80 100 120 140 160 180 200 220 240 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004829.D

Aca On - 28 Sep 2018 18:45

Operator : JC/MD

sample - J5130-02

Misc - 5.0mL/MSVOA X/WATER .
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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, 2,4-dimethyl- Concentration Rank 6

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

4_.31 44 .23 ug/1 571702 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Heptane. 3-methvl- 114 C8H18 000589-81-1 72
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 59
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 59
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53

Abundance Scan 518 (4.312 min): VX004829.D (-505) (-) m/z 43.10 100.00%
43 57
5000
85
69 4.00 4.20 4.40 4.60
o.”,.”.“.”,”?ﬂp:”?%L“??”q.]?“..w..ﬁ?Q..“.”,” m/z 57.05 82.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000
4.00 4.20 4.40 4.60
27 85 m/z 41.10 53.48%
0 15 || 37L|, 51 69 77 | 100
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7628: Heptane, 3-methyl-
43
57 DS SAREE AR BN AR
85 4.00 4.20 4.40 4.60
5000 m/z 56.10 50.49%
29
o 15 | ‘ il sryll, es ft7r | 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3999: Butane, 2,2,3-trimethyl-
57 4.00 4.20 4.40 4.60
43 m/z 42.10 25.83%
85
5000
29
o 15 \“ 370 51, 6369 77 | 99
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 4.00 420 4.40 4.60
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Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\

Data Path :

Data File : VX004829.D

Aca On : 28 Sep 2018 18:45
Operator : JC/MD

Sample : J5130-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M

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

FA18-JMW-3284

Peak Number 6 Cyclopentane, methyl- Concentration Rank 10

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

4.40 17.62 ug/Il 227807 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 59
4 Cvclopentane. 1.l1-dimethvl- 98 C7H14 001638-26-2 40
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 9

Abundance Scan 532 (4.397 min): VX004829.D (-525) (-) 56.10 100.00%
56
5000 41 69 %S(S
36| |45 51| 61,65 79 8|4 400 420 4.40 4.60 4.80
Otrrrrrrrrrreprrrrprrr T e ey m/z 41.10 46.81%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl- M
56
41
5000 69 RS VAR AR SR
4.00 4.20 4.40 4.60 4.80
m/z 69.05 41.32%
84
i s 1wl sl el o
miz--> 5L 6 15 % 25 90 95 40 45 50 &5 80 &5 70 75 3 38 90
Abundance #1471: Cyclobutane, ethyl-
56
41 4.00 420 4.40 4.60 4.80
5000 m/z 55.10 25.52%
27
69
1 1\5 ! ‘ 37\ ‘\ 51\\ ! 65 ‘ 84
O T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- P T T T
56 400 420 440 460 4.80
21 m/z 39.10 22.84%
5000
42
38 84
Ol NSNS AESEARANE SRR N
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004829.D

Aca On - 28 Sep 2018 18:45

Operator : JC/MD

sample - J5130-02

Misc - 5.0mL/MSVOA X/WATER .
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 7 Pentane, 2,3-dimethyl- Concentration Rank 7

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

5.72 39.49 ug/1 510441 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 45
3 Propane. l-isocvanato- 85 C4H7NO 000110-78-1 43
4 Hvdroxvlamine. O-(2-methvlpropvl)- 89 C4H11NO 005618-62-2 40
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 37

Abundance Scan 749 (5.720 min): VX004829.D (-746) (-) m/z 56.10 100.00%
43 5B
5000 71 C ( !
85 540 5.60 5.80 6.00
o.”,”.w”.w.ﬁilhwnj:ﬁ%sh.”“d”,”ﬂ?Q.w”.w.”w.” m/z 43.10 93.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000
29 1 5.40 560 5.80 6.00
m/z 41.10 74.81%
63 | 85 100
G R A A RS AR RAR AN AR AR RARSS LARAN RARLN SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12720: Hexane, 2,2,4-trimethyl-
57
540 5.60 5.80 6.00
5000 m/z 57.10 71.04%
41
29 71
0 ‘ M | 83 o5 113 128
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1553: Propane, 1-isocyanato-
56 540 5.60 5.80 6.00
m/z 71.10 45.73%
5000
29 4 84
0 15 i 70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004829.D

Aca On - 28 Sep 2018 18:45

Operator : JC/MD

sample - J5130-02

Misc - 5.0mL/MSVOA X/WATER .
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 8 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2

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

6.35 225.00 ug/l 4066860 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 83
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 83
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 83
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 78
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 72

Abundance Scan 852 (6.348 min): VX004829.D (-841) (-) m/z 57.10 100.00%
57
5000 /\\
41 ‘ SN [ S U—
99 6.00 6.20 6.40 6.60
o..w.”w.”.“.”“.”hl.ﬂlnh.”?%ZQE?”?%.M.”&4%.“. m/z 56.10 32.20%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
g7
5000
a1 6.00 6.20 6.40 6.60
29 m/z 41.10 26 .22%
L2 B | | s e 8 P 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Pentane, 2,2,4-trimethyl-
57
6.00 6.20 6.40 6.60
5000 m/z 43.10 17.66%
41
29 ‘
o2 15 | “ 48 ||, 64 71 83 9 14
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2—dimethy|— LN L L L B B
57 6.00 6.20 6.40 6.60
m/z 39.10 7.92%
5000
s A
o2 15 1 “\ 48 |, 69 7784 9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092818\

Data File : VX004829.D

Aca On - 28 Sep 2018 18:45

Operator : JC/MD

sample - J5130-02

Misc - 5.0mL/MSVOA X/WATER .
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 9 Pentane, 2,3,4-trimethyl- Concentration Rank 5

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

8.06 80.89 ug/1 1462000 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 91
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74

Abundance Scan 1133 (8.061 min): VX004829.D (-1118) (-) m/z 43.10 100.00%
43
71
5000
55
7.80 8.00 8.20 8.40
0 ”.“.”,”.w.”.“?ﬁJh.wuu[f?”qh.wg?”,”?n.”.ﬂ4f,” m/z 71.10 75.35%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Pentane, 2,3,4-trimethyl-
43
71
5000
7.80 8.00 8.20 8.40
27 55 m/z 70.05 54 _.14%
o2 15 | ||,, |62 || 83 91 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3975: Pentane, 3-ethyl-
43
7.80 8.00 8.20 8.40
5000 71 m/z 41.05 27 .55%
29 55
0 15 ) L e | g5 100
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43 7.80 8.00 8.20 8.40
- m/z 55.10 23.04%
5000
o 15 | s0 ] B e 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 820 8.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092818\
VX004829.D

28 Sep 2018 18:45

JC/MD

J5130-02

5.0mL/MSVOA X/WATER

19 Sample Multiplier: 1

FA18-JMW-3284

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

= 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

10 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

8.18 102.66 ug/l 1855530 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 90
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 59
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 50

Abundance Scan 1152 (8.177 min): VX004829.D (-1144) (-) m/z 43.10 100.00%
43
71
57
5000 g5
9 110 7.80 8.00 820 8.40 8.60
o e et e e e e e e m/z 71.10 58.35%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 820 8.40 8.60
27 85 m/z 70.10 46.93%
oL 2 15 |‘.. . A R |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7645: Hexane, 3,3-dimethyl-
43
71 7.80 8.00 820 8.40 8.60
5000 57 85 m/z 57.10 45_.07%
29
0 “'P'”I}?I”Jm'”Ji“'Pjhl””\“'W'MW'”%?'”P'”I”“I””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 7.80 8.00 820 8.40 8.60
m/z 85.05 35.61%
5000
29 57 71 85
0 ‘ J ‘H‘ ‘ d 99 113 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 820 8.40 8.60

82X092618W.M Mon Oct 01

13:47:49 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX092818\
Data File : VX004829.D

Acq On : 28 Sep 2018 18:45

Operator : JC/MD

Sample - J5130-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
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]
Butane, 2-methyl- 1.79 332.2 ug/l 4294140 1 5.67 646350 50.0
Pentane 2.00 20.6 ug/I1 266577 1 5.67 646350 50.0
Butane, 2,3-dimet... 2.84 120.5 ug/1 1558030 1 5.67 646350 50.0
Pentane, 3-methyl- 3.17 29.0 ug/I1 374505 1 5.67 646350 50.0
Pentane, 2,4-dime... 4.31 44_.2 ug/1 571702 1 5.67 646350 50.0
Cyclopentane, met... 4.40 17.6 ug/1 227807 1 5.67 646350 50.0
Pentane, 2,3-dime... 5.72 39.5 ug/I1 510441 1 5.67 646350 50.0
Butane, 2,2,3,3-t... 6.35 225.0 ug/l 4066860 2 6.87 903740 50.0
Pentane, 2,3,4-tr... 8.06 80.9 ug/1 1462000 2 6.87 903740 50.0

2

Pentane, 2,3,3-tr... 8.18 102.7 ug/1 1855530 6.87 903740 50.0
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