LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On : 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 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\82X071619W.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 1.300 21 24 33 rvB 90699 90926 5.99% 1.011%
2 1.404 38 41 50 rvB 181684 174459 11.49% 1.940%
3 1.788 98 104 114 rBV 142064 203266 13.39% 2.261%
4 2.001 133 139 146 rBvV 75454 110704 7.29% 1.231%
5 2.263 177 182 194 rVB 28270 50698 3.34% 0.564%
6 2.891 280 285 287 rVvv2 16323 30150 1.99% 0.335%
7 2.934 287 292 299 rvw 29826 63850 4.21% 0.710%
8 3.037 299 309 318 rVB3 14934 40452 2.66% 0.450%
9 3.178 323 332 339 rBV2 11570 27077 1.78% 0.301%
10 3.818 426 437 448 rVB2 8597 22328 1.47% 0.248%
11 4.403 523 533 544 rVB3 25908 76798 5.06% 0.854%
12 5.500 701 713 721 rBV 123240 350088 23.06% 3.894%
13 5.580 721 726 731 rVV3 23781 69955 4.61% 0.778%

14 5.659 731 739 755 rVB 205609 578974 38.13% 6.440%
15 6.061 793 805 810 rBV 119775 302566 19.93% 3.365%

16 6.141 810 818 833 rVB 571456 1518249 100.00% 16.887%
17 6.336 841 850 864 rvv 129117 354428 23.34% 3.942%
18 6.860 926 936 946 rBV 311506 738208 48.62% 8.211%
19 7.463 1021 1035 1046 rBvV2 15258 39462 2.60% 0.439%
20 8.494 1198 1204 1211 rBV 19321 33703 2.22% 0.375%

21 8.567 1211 1216 1229 rVB 65633 105471 6.95% 1.173%
22 8.713 1229 1240 1249 rBV 671565 1024590 67.48% 11.396%
23 8.902 1263 1271 1283 rBV 77406 122134 8.04% 1.358%
24 9.506 1363 1370 1374 rBV 12650 20853 1.37% 0.232%
25 10.109 1464 1469 1475 rVB 661312 876527 57.73% 9.749%

26 10.201 1480 1484 1490 rVB 25258 34970 2.30% 0.389%
27 10.695 1559 1565 1577 rVB 201844 261141 17.20% 2.905%
28 11.134 1631 1637 1646 rBV 578532 728325 47.97% 8.101%
29 11.664 1716 1724 1730 rBV 24319 32881 2.17% 0.366%
30 12.072 1786 1791 1798 rBV 673289 865705 57.02% 9.629%

31 12.139 1798 1802 1808 rVB 19602 25377 1.67% 0.282%
32 13.834 2075 2080 2084 rVB 11834 16371 1.08% 0.182%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On : 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_M
SW846 8260

Sum of corrected areas: 8990686
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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

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
VX011085.D

26 Jul 2019 13:05

JC/SP

K4014-02 10X

5.0mL/MSVOA X/WATER

8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 Isobutane Concentration Rank 5

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

1.30 7.85 ug/l 90926 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 80
2 Cvclobutvlamine 71 C4HSN 002516-34-9 9
3 Propane. 2-nitro- 89 C3H7NO2 000079-46-9 9
4 Borane. trimethvl- 56 C3H9B 000593-90-8 5
5 Propane, l1l-chloro-2-methyl- 92 C4HoCl 000513-36-0 4

Abundance Scan 24 (1.300 min): VX011085.D (-21) (-) m/z 43.00 100.00%
43.0
5000
36, 509571 g53 731 1.30 1.40 1.50 1.60 1.70
s L LA LA LA RN LRS! AR LRSS LA LAY RARLS LARLY MR RARAN AAA ML AN m/z 41.00 51.55%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #236: Isobutane
43.0
5000
270 1.30 1.40 1.50 1.60 1.70
' m/z 42.00 33.73%
. 10 15.0 . 37.0]||, 51.057.0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #609: Cyclobutylamine
43.0
1.30 1.40 1.50 1.60 1.70
5000 m/z 38.95 22 .38%
o 150 80 379|| =30 72.0
miz--> A A g
Abundance #2169: Propane, 2-nitro-
43.0 1.30 1.40 1.50 1.60 1.70
m/z 57.10 4_.10%
27.0
5000
o 15.0 | wﬁw“momo 71.0
m/z--> 0 5 10 15 20 2'5 3'0 35 40 45 50 55 60 65 70 75 80 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 Concentration Rank 3

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

1.40 15.07 ug/Il 174459 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 80
2 lIsopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
3 Isobutane 58 C4H10 000075-28-5 9
4 Propane. l-nitro- 89 C3H7NO2 000108-03-2 9
5 Cyclobutylamine 71 C4HON 002516-34-9 4

Abundance Scan 40 (1.397 min): VX011085.D (-38) (-) m/z 43.00 100.00%
43.0
5000
o ————
140 160 1.80
Ol 796, 1006 281 hs740.95  35.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #232: Butane
43.0
5000
140 160 1.80
m/z 39.00 18.26%
15.0 |‘
0 R UL UL UL SR SRS SN SRR BN SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19275: Isopropylsulfonyl chloride
43.0
140 160 1.80
5000 m/z 42.00 13.97%
o 150 | ||| 4.0 83.0101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #235: Isobutane T
43.0 140 160 1.80
m/z 58.05 12.28%
5000
150‘
Ot e e UL PO L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 140 160 1.80
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Library Search Compound Report

Data Path :

Data File : VX011085.D

Aca On : 26 Jul 2019 13:05
Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 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\DATA\VX072619\

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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

Concentration Rank 2

Peak Number 3 Butane, 2-methyl-

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

1.79 17.55 ug/Il 203266 Pentafluorobenzene 5.66
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 C5H11ClI 000616-13-7 35
4 Pentane 72 C5H12 000109-66-0 33
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28

Abundance Scan 104 (1.788 min): VX011085.D (-98) (-) m/z 43.05 100.00%
3.0
57.1
5000
72.1 1.40 1.60 1.80 2.00 2.20
o...,....,....,...:;.:..i-.'.'l:,....,-!...,...8.9,-.9...,....,....,.1.2]‘3.-,9... m/z 41.00 94.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000
1.40 1.60 1.80 2.00 2.20
29.0 m/z 42.00 87 .34%
15.0 . . 72.0
s R A RS AR RS RS RARS AR RARAN WARAS SARRN SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #654: 3-Buten-1-ol
42.0
310 140 1.60 1.80 2.00 2.20
5000 m/z 57.10 75.43%
150 |, “\ I ‘57\'0 72\'0
s R A A RS RS RARES RAARS RAARS RARAN SARAS SARRN SARRI SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5027: Butane, 1-chloro-2-methyl-
41.0 570 1.40 1.60 1.80 2.00 2.20
m/z 39.00 33.87%
5000 29.0
70.0
ol 150 “‘ M “ | 91.0 106.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 Pentane Concentration Rank 4

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

2.00 9.56 ug/Il 110704 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Oxirane., ethvl- 72 C4H80 000106-88-7 50
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 38
4 2(3H)-Furanone. dihvdro-4-methvl- 100 C5H802 001679-49-8 25
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 9

Abundance Scan 139 (2.001 min): VX011085.D (-133) (-) m/z 42.95 100.00%
43.0
5000 } ?
57.1
72.1
1.60 1.80 2.00 2.20 2.40
Obrrr et et b 950, 1048 131 4195 58.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #706: Pentane
43.0
5000
1.60 1.80 2.00 2.20 2.40
27.0 570 ., m/z 40.95 56.51%
150 | AL y
Ot e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #672: Oxirane, ethyl-
41,0
270 1.60 1.80 2.00 2.20 2.40
5000 : m/z 39.00 21.33%
57.0
71.0
15.0 ‘ ‘
0 \‘ ‘ \‘ \‘ ‘M
R IR IR LI IR UL IULR I LN RSN SRR BN SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #857: 1-Propanol, 2-methyl-
43.0 1.60 1.80 2.00 2.20 2.40
m/z 57.10 18.09%
5000 31
74.0
18.0 M\ \ 590
e R AR R RS RAR N NAARS RARRN RAREA RARSN SARAS SARSS SARRS SARRY ISR SR A SRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 1-Pentene Concentration Rank 9

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

2.93 5.51 ug/Il 63850 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 64
2 2-Pentene 70 C5H10 000109-68-2 17
3 2-Pentene. (2)- 70 C5H10 000627-20-3 17
4 2-Pentene. (E)- 70 C5H10 000646-04-8 17
5 Cyclopentane 70 C5H10 000287-92-3 9

Abundance Scan 291 (2.928 min): VX011085.D (-287) (-) m/z 42.00 100.00%
43.0
5000 55.0 70.0 A
I  Rm L e
260 2.80 3.00 3.20
36. 49.0 65.1
o..,....,....,....,....,....,....,..#l!..,....,....,....,....,.::.',....,....,. m/z 55.00 49.84%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #553: 1-Pentene
43.0
55.0
5000 S RARSE URASE RARRS RARRE
27.0 70.0 260 2.80 3.00 3.20
m/z 70.00 46.14%
o 15.0 Jmow (||, 500 | 630
P 0 S R R R
Abundance #552: 2-Pentene
55.0
350 280 300 350
5000 420 0.0 m/z 39.00 23.99%
29.0
0 15.0 wd‘ 50.0, |, 630
mz> & 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #557: 2-Pentene, (2)- M e e R
55.0 260 2.80 3.00 3.20

m/z 41.00 18.45%

5000 42.0 70.0
29.0
15.0 374‘ 50.0 62.0 ‘
R R RSN RS e b s e s LN R R e e

|
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.60 2.80 3.00 3.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 Cyclopentane, methyl- Concentration Rank 7

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

4.40 6.63 ug/l 76798 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclohexane 84 C6H12 000110-82-7 86
3 Tetramethvlene diisocvanate 140 C6H8N202 004538-37-8 78
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 533 (4.403 min): VX011085.D (-523) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
84.0 1222 4.00 4.20 4.40 4.60 4.80
0 : m/z 41.00 53.44%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 4.20 4.40 4.60 4.80
280 84.0 m/z 69.00 47 .09%
15.0 | || mnin 1IN .
0.”,””,””,””“.”“.”“..“”.“”.“”w.”w.”w.”w”.w”.w””
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1457: Cyclohexane
56.0
41.0 84.0 T e
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.00 25.41%
27.0
69.0
15.0
2.0 ] L i
Obr b et et e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18227: Tetramethylene diisocyanate
430 56.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00 20.94%
69.0
5000
28.0
82.0 95.0
P A O O sl A 1T S 1.1
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 Amylene hydrate Concentration Rank 1

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

6.34 24 .01 ug/1 354428 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene hvdrate 88 C5H120 000075-85-4 78
2 3-Hexanol 102 C6H140 000623-37-0 50
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 43
4 Propanoic acid. 2-hvdroxy-2-methvl- 104 C4H803 000594-61-6 40
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 851 (6.342 min): VX011085.D (-841) (-) m/z 58.95 100.00%

59.0
5000

4110 LI L e
|| 82.7 2345 6.00 6.20 6.40 6.60
0...,....,'.'..':,..'..,....,....,....,....,....,....,....,....,. m/z 73.00 61.25%
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #2100: Amylene hydrate
59.0
5000
31.0 6.00 6.20 6.40 6.60

m/z 55.00 57.23%

Ly |I
...,....,....,....,....,....,....,....,....,....,....,....,.
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #4416: 3-Hexanol
59.0

6.00 6.20 6.40 6.60

o

5000 m/z 43.00 34.49%
31.0
0 “‘ \“u \\‘\ \‘84"'0
T o T T T e
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #4461: 3-Pentanol, 2-methyl- R R EEEEEE e ey )
59.0 600 620 6.40 6.60

m/z 41.00 17.93%

5000 310
..w..”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“

m/z--> 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 2-Pentanol, 2-methyl- Concentration Rank 8

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

8.57 6.02 ug/l 105471 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 72
2 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 72
3 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 59
4 3-Hexanol. 5-methvl- 116 C7H160 000623-55-2 50
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 47

Abundance Scan 1217 (8.573 min): VX011085.D (-1211) (-) m/z 59.05 100.00%
59.0
5000
41.0 69.0 871
8.20 8.40 8.60 8.80 9.00
0...,....,....,....|,'.|.‘..,'.'.'I-:;...'.,....,-.!-..,.9.‘?'?,....,.1.1.7.'?... m/z 40.95  36.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4447: 2-Pentanol, 2-methyl-
59.0
5000 45.0
87.0 8.20 8.40 8.60 8.80 9.00
m/z 45.00 29.24%
69.0
o 15.0 || " ) 98.0
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #8378: 3-Pentanol, 2,2-dimethyl-
59.0
410 8.20 8.40 8.60 8.80 9.00
5000 ' m/z 87.10 29.18%
29.0 87.0
69.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4478: 2-Butanol, 2,3—dimethy|— LI L L L L L L L B
59.0 8.20 8.40 8.60 8.80 9.00
m/z 69.00 28.13%
5000
41.0 87.0
150 310 H 69.0
0 ”'I'j”l"ﬂlm"Jl'm'I'"W""I”"I'”'I"}ﬂ%g"P"'I'”
m/z--> 10 20 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011085.D

Aca On 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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 3-Pentanol, 3-methyl- Concentration Rank 6

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

8.90 6.97 ug/l 122134 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 4-T1.31Dioxolan-2-vI1-3.4-dimethy... 196 C11H1603 054710-16-6 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 32

Abundance Scan 1271 (8.902 min): VX011085.D (-1263) (-) m/z 73.00 100.00%
73.0
5000 5.0
T
39 | 8.60 880 9.00 9.20
Ol el ol L2008 m/z 55.05 50.00%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4464: 3-Pentanol, 3-methyl-
73.0
5000 55.0

8.60 8.80 9.00 9.20
m/z 69.10 25.27%

290||
0 ”I | |
.,....,....,....,.. A o o O e e I I e o
m/z--> 0 80 100 120 140 160 180 200
Abundance #1996: Silane, tetramethyl-
73.0
8.60 8.80 9.00 9.20
5000 m/z 43.00 24 .28%
43.0
15‘0 I \H L "
L S o o o M
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #57899: 4-[1,3]Dioxolan-2-yl-3,4-dimethyl-cyclohex-2-enone
73.0 8.60 8.80 9.00 9.20
m/z 41.00 22.92%
5000
45.0
o 27.0 \ .| 93.0109.0 136.0153.0 196.0
R e e e e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX072619\
Data File : VX011085.D

Acq On : 26 Jul 2019 13:05

Operator : JC/SP

Sample : K4014-02 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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]
Isobutane 1.30 7.8 ug/l 90926 1 5.66 578974 50.0
Butane 1.40 15.1 ug/I1 174459 1 5.66 578974 50.0
Butane, 2-methyl- 1.79 17.6 ug/I1 203266 1 5.66 578974 50.0
Pentane 2.00 9.6 ug/Il 110704 1 5.66 578974 50.0
1-Pentene 2.93 5.5 ug/Il 63850 1 5.66 578974 50.0
Cyclopentane, met... 4.40 6.6 ug/l 76798 1 5.66 578974 50.0
Amylene hydrate 6.34 24_0 ug/I1 354428 2 6.86 738208 50.0
2-Pentanol, 2-met... 8.57 6.0 ug/Il 105471 3 10.11 876527 50.0
3-Pentanol, 3-met... 8.90 7.0 ug/l 122134 3 10.11 876527 50.0
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