LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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 1.075 76 80 92 rBv 321617 386354 19.52% 3.373%
2 1.404 130 134 140 rBvV 87095 87214 4_.41% 0.761%
3 1.794 192 198 209 rBvV 281715 388631 19.64% 3.393%
4 1.953 220 224 228 rBV 24274 33524 1.69% 0.293%
5 2.001 228 232 245 rVB2 126300 237249 11.99% 2.071%
6 2.123 245 252 258 rBV 71923 107817 5.45% 0.941%
7 2.221 262 268 272 rBV 42178 61243 3.09% 0.535%
8 2.270 272 276 283 rVB 118814 184651 9.33% 1.612%
9 2.818 353 366 370 rBV2 18775 60779 3.07% 0.531%
10 2.892 374 378 382 rVvv2 43462 98418 4_.97% 0.859%
11 2.934 382 385 398 rVB2 64078 139447 7 .05% 1.217%
12 3.172 416 424 434 rBV2 30037 70304 3.55% 0.614%
13 3.404 453 462 471 rBvV4 12748 35035 1.77% 0.306%
14 3.526 475 482 492 rVB3 19981 47353 2.39% 0.413%
15 3.818 524 530 539 rVB3 12797 31805 1.61% 0.278%
16 3.922 539 547 554 rBV5 7725 20968 1.06% 0.183%
17 4.202 583 593 599 rBV2 10905 28305 1.43% 0.247%
18 4.403 617 626 637 rVB3 39275 118068 5.97% 1.031%
19 5.312 765 775 787 rVB2 19133 56289 2.84% 0.491%

20 5.519 797 809 815 rBV 71312 207769 10.50% 1.814%

21 5.580 816 819 826 rvv3 21753 59643 3.01% 0.521%
22 5.678 826 835 848 rVB 116621 330116 16.68% 2.882%
23 6.080 890 901 910 rBV2 81130 207140 10.47% 1.808%
24 6.318 922 940 944 rBV7 8233 32382 1.64% 0.283%
25 6.872 1022 1031 1040 rBV 183786 438322 22.15% 3.826%

26 7.464 1117 1128 1138 rVB4 16824 41582 2.10% 0.363%
27 8.726 1328 1335 1340 rBV 389166 616039 31.13% 5.378%
28 8.793 1340 1346 1359 rVB 316032 480690 24.29% 4._.196%
29 10.122 1556 1564 1573 rBV 427715 582041 29.41% 5.081%
30 10.256 1581 1586 1593 rVV 484580 628962 31.78% 5.490%

31 10.366 1597 1604 1616 rVB 1529362 1979236 100.00% 17.277%
32 10.707 1654 1660 1667 rVB 395730 499130 25.22% 4_.357%
33 11.024 1706 1712 1718 rBV 20292 24892 1.26% 0.217%
34 11.146 1726 1732 1743 rBV 397422 495950 25.06% 4_.329%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:
Smoothing
Sampling
Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

W:\HPCHEM1\MSVOA X\DATA\VX033118\
VX000620.D
01 Apr 2018 03:38
JC/MD
J2132-05 50X

5.0mL/MSVOA X/WATER

41

Parameters:

RTE
ON
1
0.2

Sample Multiplier: 1

Peak separation: 5

Method
Title

35

36
37
38
39
40

41
42
43
44
45

46
47
48
49
50

51

11.366

11.439
11.512
11.677
11.817
12.085

12.152
12.304
12.378
12.591
12.676

12.762
13.024
13.231
13.359
13.841

14.706

RTEINT.P

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W.M
SW846 8260

1763

1774
1788
1814
1836
1880

1892
1917
1930
1964
1978

1992
2037
2069
2090
2168

2311

1768

1780
1792
1819
1842
1886

1897
1922
1934
1969
1983

1997
2040
2074
2095
2174

2316

1774

1788
1799
1825
1848
1892

1902
1930
1941
1971
1986

2005
2046
2079
2100
2181

2322

Sum

rvB

rBv
rvB
rBv
rBv
rBv

rvB
rBv2
rvB3
rBv
rBv

rBv2
rvB
rvB
rvB2
rBv

rvB

44770

205132
105317

91635
377764
578132

97970
135281
30063
17378
25936

24859
23591
23718
41603
162387

24345

56882

375474
129174
117832
473101
698731

122839
189994
45012
21877
32066

33130
27015
28821
56445
199850

29979

of corrected areas:
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2.87%

18.97%
6.53%
5.95%

23.90%

35.30%

6.21%
9.60%
2.27%
1.11%
1.62%

1.67%
1.36%
1.46%
2.85%
10.10%

1.51%

11455570

0.497%

3.278%
1.128%
1.029%
4_.130%
6.099%

1.072%
1.659%
0.393%
0.191%
0.280%

0.289%
0.236%
0.252%
0.493%
1.745%

0.262%
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

W:\HPCHEM1\MSVOA X\DATA\VX033118\
VX000620.D

01 Apr 2018 03:38

JC/MD

J2132-05 50X

5.0mL/MSVOA X/WATER

41 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

1.07

200000

TIC: VX000620.D

1.79

04
Time--> 1.00
Abundance

1400000
1200000
1000000
800000
600000
400000
200000

ol

2.0(% .27
1.40 1
A Wﬁ 280 37 385 smer a0 440

T T T f L s i
1.50 2.00 2.50 3.00 3.50 4.00 4.50
TIC: VX000620.D

10.2¢

10.12

8.73 10.71 11.15

18.79

11.0

Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

A

0

11.68

T T T L
8.50 9.00 10.50 11.00

TIC: VX000620.D

12.08

11.82

13.84

)

2 142.30

0 AzAaalzjsgm?e 13.0213.38:36 14.71
VALV Ny o vy | S e

Time-->
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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-methyl- Concentration Rank 1

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

1.79 58.86 ug/1 388631 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 43
3 Butane. l1-chloro-2-methvl- 106 C5H11Cl 000616-13-7 35
4 Pentane 72 C5H12 000109-66-0 28
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 10

Abundance Scan 197 (1.788 min): VX000620.D (-192) (-) m/z 43.10 100.00%
43
57
5000
50 72 1.40 1.60 1.80 2.00 2.20
0 ...,....,....,..??;.:..;-.I.'l:,‘??..,~!...,8.2...,....,....,1.1?..,. m/z 41.10 88.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
57
5000
1.40 1.60 1.80 2.00 2.20
29 m/z 42.10 88.04%
15 37 51 63 2
G s R RN R RS IS RS RS RN SRRRS RS B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
42
st 140 1.60 1.80 2.00 2.20
5000 m/z 57.10 68.31%
15 95 50 57 72
G s RS RN RS RS IS RS RS RN ARSS RS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5027: Butane, 1-chloro-2-methyl- e ./,\. T
4 57 1.40 1.60 1.80 2.00 2.20
m/z 39.00 36.52%
5000 29
70
ol 15 “‘ 35“‘ L2 ‘ (63 | 77 91 106
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 3 Pentane

Concentration Rank 3

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

2.00 35.93 ug/1 237249 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane. ethvl- 72 C4HB80 000106-88-7 50
3 Butane. 2-methvl- 72 C5H12 000078-78-4 33
4 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 9
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 9

Abundance Scan 232 (2.001 min): VX000620.D (-228) (-) m/z 43.05 100.00%
43
5000
39 57 L B e I T
| | 72 1.60 1.80 2.00 2.20 2.40
36 5053 6164 67 80
C'P”W””P“W““P”W””P”'”I'”W””P”W““P“WJ”P”W”“P”W' m/z 42.05 56.18%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
43
5000
1.60 1.80 2.00 2.20 2.40
27 39 57 7 m/z 41.00 54 _.99%
ol 15 30 5053 6265 69
ﬁwﬁwwmrmmwmmﬁmmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41
7 1.60 1.80 2.00 2.20 2.40
5000 . m/z 38.95 22 .33%
71
31
15
0 18 %8 41 5053
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #714: Butane, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
57 m/z 57.10 17.36%
5000
29 39
0 15 Zé‘ w 5053 || g2 67 '
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 160 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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 2-Pentene, (E)- Concentration Rank 8

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

2.12 16.33 ug/Il 107817 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 93
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
4 2-Methvl-1-butene 70 C5H10 000563-46-2 87
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86

Abundance Scan 251 (2.117 min): VX000620.D (-245) (-) m/z 55.05 100.00%
55
5000
42 70
50 1.80 2.00 2.20 2.40
c...,....,....,..?7:‘;|....;'.'.-.'.,.‘.5“?-.-,-....,....,9?..., m/z 70.10 41.22%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
55
5000 39 70
1.80 2.00 2.20 2.40
29 m/z 42.05 33.01%
15 50 62
S L S B SO SR S S LR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
55
1.80 2.00 2.20 2.40
5000 0 m/z 39.05 30.86%
41
29
50 65
S L S B SO UL S S LR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #567: 2-Butene, 2-methyl-
55 1.80 2.00 2.20 2.40
m/z 41.05 25.80%
5000 70
41
29
0 15 sl s e
m/z--> 10 20 30 40 50 60 70 80 90 ' 1.80 2.00 2.20 2.40

82X032018W.M Wed Apr 04 12:02:51 2018 Page:



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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 Cyclopropane, 1,2-dimethyl-_.._. Concentration Rank 4

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

2.27 27.97 ug/1 184651 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
3 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 87
4 1-Butene. 3-methvl- 70 C5H10 000563-45-1 78
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 78

Abundance Scan 276 (2.270 min): VX000620.D (-272) (-) m/z 55.10 100.00%
55
5000 70
39
2
51 67 2.00 220 240 2.60
o.,....,....,....,....,....,....?ﬁ:.;.l:.f‘.‘?..;.'..|::...,?3.,..'..-,=...,...?,9...,....,.. m/z 70.10 42.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
55
5000
4 0 2.00 220 240 2.60
29 m/z 39.00 32.12%
0 26 | 32 38 51 62 67
A L AN L LN RAAAS RRARA RAAL) RAALN RARMN RERR) LARA) RAAL) RARRN AALRA LARA) RERRARAREN R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
55
2.00 220 240 2.60
5000 39 70 m/z 41.10 31.58%

21 42

15
303336, | | 454891 | 59 63 67

O R Ly LRSS RAARN LAY RAAEE RRAMN RAAAN AL REAAN LAAL) RAAE) RARAS NAARN ALY ARAS RSN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55 2.00 2.20 2.40 2.60
m/z 42.05 21.03%
5000 70
41
29
zq 33 34\ 5\1‘\ 63 67 Il
Ofrprrrrrrrr e e T T b e e ey
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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-methyl- Concentration Rank 9

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

2.89 14.91 ug/Il 98418 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 86
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 50
3 Pentane. 2-bromo- 150 C5H11Br 000107-81-3 45
4 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 36
5 Hydroxylamine, 0-(3-methylbutyl)- 103 C5H13NO 019411-65-5 33

Abundance Scan 378 (2.892 min): VX000620.D (-374) (-) m/z 43.00 100.00%

-

5000 71
57
86 2.60 2.80 3.00 3.20
o m/z 41.05 52.17%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
5000
n 2.60 2.80 3.00 3.20
27 - m/z 42.10 46.17%
o 2 15 86
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
2.60 2.80 3.00 3.20
5000 m/z 71.10 37.57%
71
27 55 86
o 15
mﬁrmﬁmrrrﬁwﬁwmmw
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24063: Pentane, 2-bromo- SRR S A NSRS 4 N
43 2.60 2.80 3.00 3.20
m/z 39.00 22.10%
27
5000 71
55
o WL ‘ﬂﬁ | 81 93 107 121 150
I PR T T e T T T T e R T T T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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 7 Cyclopentane Concentration Rank 6

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

2.93 21.12 ug/1 139447 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 72
2 1-Pentene 70 C5H10 000109-67-1 45
3 2H-Tetrazole. 2.5-dimethvl- 98 C3H6N4 004135-93-7 39
4 Furan. 2.5-dihvdro- 70 C4H60 001708-29-8 27
5 (2)-1,3-Butadien-1-ol 70 C4H60 070415-58-6 14

Abundance Scan 384 (2.928 min): VX000620.D (-382) (-) m/z 42.10 100.00%
ap \
5000 55 70
2.60 2.80 3.00 3.20
84
I T A~ | o S m/z 70.05  46.84%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
42
5000 USSR SRR SRR

2.60 2.80 3.00 3.20
70
> m/z 55.10 45.83%

27
1 15 33 49 63
L i o o o o o e R ERRR SRR S s e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
42
55

2.60 2.80 3.00 3.20

o

5000 o m/z 41.05 42.42%
29
15 49 62
O T T e T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3025: 2H-Tetrazole, 2,5-dimethyl-
42 2.60 2.80 3.00 3.20

m/z 39.10 34 .65%

28
5000 70
‘ H‘ 53 1l
O 1

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3. OO 3.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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 8 Cyclopentane, methyl- Concentration Rank 7

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

4.40 17.88 ug/Il 118068 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclohexane 84 C6H12 000110-82-7 72
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
4 Cvclobutane. butvl- 112 C8H16 013152-44-8 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 59

Abundance Scan 625 (4.397 min): VX000620.D (-617) (-) m/z 56.05 100.00%
56
41
5000 69
84 4.00 4.20 4.40 4.60 4.80
37 |45 51 | 63 7781
| A1 M T4 | R T PR - I m/z 41.00 59.98%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
8 o m/z 69.05 45_.66%
0 15 37 51 65 77
LRI LAy LAY AR RS LA AL LAAR) RALR) KAL) RALARAAA) RAK) NARSA LARLN MARL) LREA REASA AR LR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 84
4.00 4.20 4.40 4.60 4.80
5000 . m/z 39.00 34 .98%
69
o 2 15 51 /| 6165 77
LRI LAy LARLY ML LA LA AL LAAR) MALE) KAL) LALLM RARK) RALER AARLN MARL) LLSA REASA AR LLARE
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1488: 1-Pentene, 2-methyl- B e B Rt
56 4.00 4.20 4.40 4.60 4.80
m/z 55.05 26 .06%
41
5000 6 B4
29
‘\ \“ 51\ ! 62
O T T T T e e
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 : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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 9 Benzene, l-ethyl-3-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.44 26.87 ug/1 375474 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 1780 (11.439 min): VX000620.D (-1774) (-) m/z 105.10 100.00%
105
5000
120
9 siges | O 1120 11140 1160 1180
MR BB PO ] NS TR 1] MUt A m/z 120.10 31.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.05 14_.17%
18 27 39 51sg 65 77 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.10 14 .06%
120
39 77 91
o 27 o1 58 65 84 | 98 | 113
B SR I IR UL UL SV IV I SR S RS SR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105 11.20 11.40 11.60 11.80
m/z 103.10 10.24%
5000
77 91 120
o 15 2r 3 Sleg® |||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000620.D

Aca On : 01 Apr 2018 03:38

Operator : JC/MD

Sample : J2132-05 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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 10 Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.30 13.60 ug/Il 189994 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 90
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 87
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 72
Abundance Scan 1921 (12.298 min): VX000620.D (-1917) (-) m/z 117.05 100.00%
117
5000 A
91 A ||||/\
39 51 68 | 05105 134 12.00 12.20 12.40 12.60
MO NS A | .2 m/z 118.10 54.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
5000 B LI I U I

12.IOO 12.20 12.40 12.60
m/z 115.10  35.36%

91
ol 15 27 3 51 6 77 103110
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.10 18.95%
91
39 51 58 103
o 27 5 77 g4 110
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 116.10 12.11%
5000 o1
39 51 g 65 78 103
O..,....,....,....‘,....}‘a..l,:‘.‘..,.a.‘l,....‘i:...,.‘...,..l.‘,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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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\
VX000620.D
01 Apr 2018 03:38
JC/MD

J2132-05 50X
5_.0mL/MSVOA_X/WATER
Sample Multiplier: 1

41

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_M

SW846 8260

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

Butane, 2-methyl- 1.79
Pentane 2.00
2-Pentene, (E)- 2.12
Cyclopropane, 1,2... 2.27
Pentane, 2-methyl- 2.89
Cyclopentane 2.93
Cyclopentane, met... 4.40
Benzene, l-ethyl-_._.. 11.44
Indane 12.30

RT EstConc

Units Response

82X032018W.M Wed Apr 04 12:02:56 2018

388631
237249
107817
184651

98418
139447
118068
375474
189994

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

|#

DR RRRRRR

RT

330116
330116
330116
330116
330116
330116
330116
698731
698731
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