LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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

1.300 21 24 35 rvB 196961 197236 1.52% 0.196%
1.404 36 41 47 rvV 873647 940006 7.24% 0.933%
rvv 103183 143178 1.10% 0.142%
1.794 99 105 119 rVB 2964343 4263188 32.86% 4.232%
1.953 126 131 135 rBV 387210 530651 4._.09% 0.527%
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6 2.001 135 139 152 rVB 2071157 2890450 22.28% 2.869%
7 2.117 153 158 165 rBV 535574 760206 5.86% 0.755%
8 2.215 170 174 191 rVB 219836 344612 2.66% 0.342%
9 2.782 256 267 272 rBv4 111911 327791 2.53% 0.325%
10 2.849 272 278 280 rvVv 175249 377647 2.91% 0.375%

11 2.891 280 285 288 rvv 544534 1124614 8.67% 1.116%
12 2.934 288 292 309 rvB2 764159 1859234 14.33% 1.846%
13 3.172 322 331 347 rVB 445119 1032125 7.95% 1.025%
14 3.416 361 371 380 rBV 108836 242795 1.87% 0.241%
15 3.525 380 389 402 rvv 387087 876129 6.75% 0.870%

16 3.672 405 413 419 rVvv 98748 236873 1.83% 0.235%
17 3.751 419 426 446 rVB 184267 494562 3.81% 0.491%
18 3.995 458 466 470 rBvV 74806 198468 1.53% 0.197%
19 4.044 470 474 496 rVB2 99010 360485 2.78% 0.358%
20 4.409 522 534 549 rVB 1760627 5167698 39.83% 5.130%

21 5.501 698 713 717 rBV 127643 390836 3.01% 0.388%
22 5.586 717 727 736 rVV 1809546 5587897 43.07% 5.547%
23 5.665 736 740 749 rVB 150650 365705 2.82% 0.363%
24 5.940 773 785 796 rBv4 144997 495475 3.82% 0.492%
25 6.062 796 805 815 rBV 117782 298878 2.30% 0.297%

26 6.263 825 838 848 rBVv3 146320 552107 4.26% 0.548%
27 6.360 848 854 861 rvv2 149018 405503 3.13% 0.403%
28 6.458 861 870 880 rVvB 202990 555410 4.28% 0.551%
29 6.708 899 911 918 rBV2 76918 189268 1.46% 0.188%
30 6.860 928 936 944 rBV 312634 716994 5.53% 0.712%

31 7.464 1023 1035 1045 rBV 1431106 3273112 25.23% 3.249%
32 7.732 1072 1079 1090 rVB2 129628 263797 2.03% 0.262%
33 8.567 1209 1216 1224 rVB 100686 169376 1.31% 0.168%
34 8.665 1224 1232 1235 rBV3 74145 152826 1.18% 0.152%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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
Title

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

35 8.713 1235 1240 1247 rVB 681676 1059315 8.16% 1.052%

36 8.781 1247 1251 1256 rBV 112121 174549 1.35% 0.173%
37 8.902 1265 1271 1278 rVB 114433 197297 1.52% 0.196%
38 9.500 1363 1369 1375 rBvV 248220 398806 3.07% 0.396%
39 10.073 1457 1463 1466 rBV2 242668 428245 3.30% 0.425%
40 10.110 1466 1469 1474 rVV 681634 902591 6.96% 0.896%

41 10.158 1474 1477 1480 rVvV 139896 184104 1.42% 0.183%
42 10.201 1480 1484 1487 rVV 411249 519406 4._00% 0.516%
43 10.250 1487 1492 1498 rVB 5116013 6775657 52.22% 6.726%
44 10.360 1504 1510 1515 rBVY 9754180 12975114 100.00% 12.880%
45 10.695 1560 1565 1571 rBV 1381533 1747765 13.47% 1.735%

46 10.841 1578 1589 1591 rBV2 267675 439087 3.38% 0.436%
47 11.018 1612 1618 1624 rBV 544828 696768 5.37% 0.692%
48 11.134 1630 1637 1641 rBV 684728 910334 7.02% 0.904%
49 11.225 1646 1652 1658 rvv2 162393 336850 2.60% 0.334%
50 11.323 1662 1668 1670 rVV 290457 407254 3.14% 0.404%

51 11.359 1670 1674 1681 rVV 1365111 1762779 13.59% 1.750%
52 11.433 1681 1686 1693 rVV 3670145 6360508 49.02% 6.314%
53 11.506 1693 1698 1705 rVB 1961664 2343256 18.06% 2.326%
54 11.664 1719 1724 1729 rBV 2273579 2780629 21.43% 2.760%
556 11.750 1733 1738 1742 rVV2 204400 270744 2.09% 0.269%

56 11.804 1742 1747 1752 rVV 6041984 7455320 57.46% 7.401%
57 11.847 1752 1754 1759 rVvV 170966 183249 1.41% 0.182%
58 11.939 1759 1769 1777 rVvv4 508242 908860 7.00% 0.902%
59 12.024 1778 1783 1786 rVV 116916 158128 1.22% 0.157%
60 12.073 1786 1791 1798 rVV 791804 1139538 8.78% 1.131%

61 12.140 1798 1802 1809 rVvVv 948008 1344674 10.36% 1.335%
62 12.201 1809 1812 1821 rVB2 149855 223916 1.73% 0.222%
63 12.298 1821 1828 1835 rBV2 1521532 2526946 19.48% 2.508%
64 12.371 1835 1840 1850 rVB2 712205 1091768 8.41% 1.084%
65 12.518 1859 1864 1869 rVB 240355 291994 2.25% 0.290%

66 12.585 1869 1875 1877 rBV 337946 437295 3.37% 0.434%
67 12.609 1877 1879 1884 rVVv 310525 354483 2.73% 0.352%
68 12.664 1884 1888 1891 rVV 718182 870769 6.71% 0.864%
69 12.701 1891 1894 1899 rVvVv 188977 291278 2.24% 0.289%
70 12.755 1899 1903 1909 rVV2 428632 679861 5.24% 0.675%

71 12.902 1921 1927 1932 rVB 190657 278199 2.14% 0.276%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W.M

: SW846 8260

72 12.975 1932 1939 1942 rBV 333985 433195 3.34% 0.430%
73 13.018 1942 1946 1951 rVB 438472 554379 4.27% 0.550%
74 13.225 1976 1980 1984 rVB 308166 377146 2.91% 0.374%
75 13.347 1996 2000 2006 rvB2 719019 942964 7.27% 0.936%

76 13.475 2017 2021 2028 rVB 117920 157435 1.21% 0.156%
77 13.639 2044 2048 2054 rVB3 81101 141345 1.09% 0.140%
78 13.828 2073 2079 2088 rBV 1157518 1456760 11.23% 1.446%
79 14.694 2217 2221 2231 rVB 500461 634001 4_.89% 0.629%
80 14.834 2239 2244 2254 rVB2 247859 348052 2.68% 0.346%

Sum of corrected areas: 100737745

82X071619W.M Mon Jul 29 18:01:40 2019 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_M

Quant Title SW846 8260
TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX011092.D
8000000
6000000
4000000
1.79
2000000
o 13 5.500.67 5.96.06 6.2
A III I I II I L III III T L TTrorr
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: VX011092.D
10.36
8000000
6000000
10.25
4000000 11.43
1.51
2000000 746
6.86 8.71 10
6.46 g 71° 7.73 8.99.66.78.90 9.50 10;
0*/\|—v=’-‘-—r/\r----|----|----|"f"¢\§’-‘-’-‘|----/|\-‘----| =
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX011092.D
8000000
6000000 11.80
4000000
11.66
2000000 12.30 1583
874 11037 1266 ' 1
LIRSS G, Pl j€%§3
O T T T | = = I =T T T T T T T T T T T T T T T T T T T T T T T T T T 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\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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 Butane Concentration Rank 8

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

1.40 128.52 ug/1 940006 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 80
2 Isobutane 58 C4H10 000075-28-5 9
3 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
4 Propane. 1-nitro- 89 C3H7NO2 000108-03-2 9
5 Allyl acetate 100 C5H802 000591-87-7 4

Abundance Scan 40 (1.398 min): VX011092.D (-36) (-) m/z 43.00 100.00%
43.0
5000 /\\
58.1 "A' A
: 140 160 180
Ob e el e 875 797 891 1051 o A0 98 46 30%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #233: Butane
43.0
5000 29.0 --“?- LA R
1.40 160 180
0
58.0 m/z 39.00 22 .34%
10 150 LIl |
0"W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”
m/z--> 0 10 20 30 50 60 70 80 90 100 110
Abundance #236: Isobutane
43.0
..N.,.... P
1.40 160 180
5000 m/z 42.00 14.22%
27.0
1.0 15\'0 ‘\ ‘ 57.0
o R RS RS LS R AR RS RN LS RS RARRN SERR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #19275: Isopropylsulfonyl chloride e
43.0 1.40 160 180
m/z 58.10 14.01%
5000
27.0
15.0 ‘ 64.0 83.0 99.0
o A RS AR S AR AR RS LS RS RARRN SERR LR JS UL N N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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, 2-methyl- Concentration Rank 2

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

1.79 582.87 ug/l 4263190 Pentafluorobenzene 5.67
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 Pentane 72 C5H12 000109-66-0 28
4 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 10
5 Butane, 1-chloro-2-methyl- 106 C5H11ClI 000616-13-7 10

Abundance Scan 104 (1.788 min): VX011092.D (-99) (-) m/z 43.00 100.00%
5000
1.40 1.60 1.80 2.00 2.20
o} m/z 41.00 94 . 44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #714: Butane, 2-methyl-
43.0
5000
1.40 1.60 1.80 2.00 2.20
m/z 42.00 86.51%
JL150 72.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #654: 3-Buten-1-ol
42.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 71.98%
o150 72.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #706: Pentane T e e
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 34 .90%
5000
72.0
O}ﬁgu”t'JPJ'P”W'“W”'W“”I“”P'”P”'P”W'”W”'W”“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.40 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 : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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 3 Pentane Concentration Rank 3

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

2.00 395.19 ug/Il 2890450 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane. ethvl- 72 C4H80 000106-88-7 50
3 Butane. 2-methvl- 72 C5H12 000078-78-4 38
4 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 35
5 Cyclobutylamine 71 C4HON 002516-34-9 9

Abundance Scan 139 (2.001 min): VX011092.D (-135) (-) m/z 43.00 100.00%
43.0
5000
160 180 2.00 2.20 240
0 m/z 42.00 57.99%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #706: Pentane
43.0
5000 ""I""I"O"I""I"
160 1.80 2.00 220 2.40
m/z 41.00 56.05%
72.0
oL 150
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #672: Oxirane, ethyl-
41.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 39.00 20.52%
71.0
15.0
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #713: Butane, 2-methyl-
43.0 1.60 1.80 2.00 2.20 2.40
m/z 57.05 16.69%
5000
1§0 72.0
o e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 160 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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, 2-methyl- Concentration Rank 6

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

2.89 153.76 ug/l 1124610 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 72
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 52
3 Pentane 72 C5H12 000109-66-0 49
4 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 40
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 285 (2.891 min): VX011092.D (-280) (-) m/z 43.00 100.00%

43.0
5000 1

2.60 2.80 3.00 3.20

o.,....,....|...'!|,..|..,.-...,....,....,........,....,29?.1. m/z 71.10 50.77%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl-
43.0
5000 LI LI L L |||||||||

2.60 2.80 3.00 3.20
m/z 42.00 45_.05%

0] |
o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl-
43.0

2.60 2.80 3.00 3.20

5000 m/z 41.00 41.96%
71.0
0.,.E%?”..“..w.”.,”..“.”,.”.,”....”,.”.“..
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane  E Em R
43.0 260 2.80 3.00 3.20

m/z 39.00 21.04%

5000
26‘ ‘ ‘ 72.0
. ]

m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.60 2.80 300 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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 Cyclopentane Concentration Rank 5

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

2.93 254.20 ug/l 1859230 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 72
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
3 1-Pentene 70 C5H10 000109-67-1 72
4 2-Pentene. (2)- 70 C5H10 000627-20-3 43
5 2-Pentene 70 C5H10 000109-68-2 43

Abundance Scan 291 (2.928 min): VX011092.D (-288) (-) m/z 42.00 100.00%
42.0
5000 70.1
R
2.60 2.80 3.00 3.20
ol ettt et 820228 | m/z 55.10  48.65%
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance #556: Cyclopentane
42.0
5000
70.0 2.60 2.80 3.00 3.20
m/z 70.10 42 _43%
15.0 ‘
mz> 6 20 4 6 3 100 130 1o 166 180 200
Abundance #575: Cyclobutane, methyl-
42.0
260 280 300 320
5000 m/z 41.00 30.10%
‘ 70.0
0'I"”?QR'M”"PJ'W"”I'”'I”"P"'"”I'”'I”"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #553: 1-Pentene LA L L L B L L B l
42.0 260 280 3.00 3.20
m/z 39.00 24 _.24%
5000
70.0
15\0 i
Ou|||||‘|||‘|||‘|||||||||||||||||||||||||||||||||
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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 Pentane, 3-methyl- Concentration Rank 7

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

3.17 141.11 ug/l 1032130 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
3 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 45
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 43
5 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 40

Abundance Scan 331 (3.172 min): VX011092.D (-322) (-) m/z 57.10 100.00%
57.1
41.0
5000
|| 711 861 gg 2.80 3.00 3.20 3.40 3.60
o) 1 | m/z 56.10 83.41%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1827: Pentane, 3-methyl-
57.0
29.0 41.0
5000

2.80 3.00 3.20 3.40 3.60
m/z 41.00 59.40%

20 150 | . . 70 86.0
L L L o B o e R AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12723: Hexane, 2,2,3-trimethyl-
57.0
2.80 3.00 3.20 3.40 3.60
5000 41.0 m/z 43.00 22.65%
29.0 71.0
14.0 Ll “ \‘ \‘ | \‘ 85.0 113.0
O e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12740: Pentane, 2,2,4,4-tetramethyl-
57.0 2.80 3.00 3.20 3.40 3.60
m/z 39.00 17.01%
5000
290 41.0
o A “‘ . 710 830 950 1130 1280
T T e T e T e R T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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 n-Hexane Concentration Rank 10

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

3.53 119.79 ug/l 876129 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 50
3 Butanal. 2-methvl- 86 C5H100 000096-17-3 38
4 Hvdroperoxide. hexvl 118 C6H1402 004312-76-9 38
5 Morpholine 87 C4H9NO 000110-91-8 38

Abundance Scan 390 (3.532 min): VX011092.D (-380) (-) m/z 57.10 100.00%
57.1
41.0
5000
86.1 SRR AR LR S
711 110.3 3.20 3.40 3.60 3.80
O e e e e e e e e m/z 40.95 66.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1821: n-Hexane
57.0
41.0
5000
3.20 3.40 3.60 3.80
29.0 86.0 m/z 43.00 60.33%
15.0 |.| |.‘ Miin 1.0
R L I L U L R AL IR RS B RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #12737: Pentane, 2,2,3,4-tetramethyl-
57.0
43.0 320 3.40 3.60 3.80
5000 m/z 56.05 49 .23%
29.0 710 850
o L 1, Al \
LR I SR I I UL SU L IURILLN IV IR S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1744: Butanal, 2-methyl-
290 410 57.0 3.20 3.40 3.60 3.80
' m/z 41.95 31.02%
5000
86.0
0 15'0 I ‘ \‘\ \H . 7]\"0 L
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 ! 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072619\
Data File : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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 Cyclopentane, methyl- Concentration Rank 1

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

4.41 706.54 ug/Il 5167700 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
4 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 59
5 Cyclohexane 84 C6H12 000110-82-7 56

Abundance Scan 534 (4.409 min): VX011092.D (-522) (-) m/z 56.10 100.00%
5¢.1
5000 41.0 69.1 ]\
R mmm e R
84.1 4.00 420 4.40 4.60 4.80
50.0 | 63.0 77.0
o........,....,....,....,....,....,....,....,..:l;.l!.,....,:.'.:,:..,....,.::.i....,....,....',....,...., m/z 41.00 50.20%
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-
56.0
41.0
5000 69.0 RS VAR AR SRR R
4.00 4.20 4.40 4.60 4.80
28.0 84.0 m/z 69.10 45.04%
0 15.0 |||| .|| || 50. I|| ! 63'O|I N 77.0 .
BARARERS KRS RELAE AAALN LARA SARAN RARA! SEESEEAAE) KAL) EAM AU KRASNARRE ALK SARML AL BULSA MARMI SRAMY
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-
56.0
21.0 SRR SRR SRR
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.05 25.65%
42.0
84.0
0““mwmwmwmwmwmwmwm'“”mewﬁw“wmwmwmwmwmhmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 N
Abundance #1471 Cyclobutane, ethyl— | LELLEE BRI LI LN N
56.0 4.00 4.20 4.40 4.60 4.80
m/z 38.95 24 ._.02%
41.0
5000
27.0
69.0
10 150 || Al 50-0”‘ _63.0 | 84.0
S L Ly LA AR AN LA AL AR RAAAY LA LRl LA ML MALAL Ikl AL AL Al kel NSRS SRR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 420 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 : VX011092.D

Aca On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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 Benzene, l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.43 279.08 ug/Il 6360510 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1686 (11.433 min): VX011092.D (-1681) (-) m/z 105.05 100.00%
106.1
5000
120.1
390 510 650 77|-0 91|-° 1561 11.20 11.40 11.60 11.80
e WA I BRSNS 1| RS TR MR MRIE ~.r8 m/z 120.10 31.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
106.0
5000
120.0 11.20 11.40 11.60 11.80

m/ 91.00 12 .62%
27.0 390 510 g50 77.0 910 z b

T X o e e R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.75%

120.0

77.0 91.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9420: Benzene, 1,2,4-trimethyl-

105.0 11.20 11.40 11.60 11.80
m/z 106.05 8.89%
120.0
5000
27.0 400 510 es0 (10 oLO
0”“.”“.M“.”“.”ﬁnupvn“.Mm.nﬁ.nphnpumm.““.”“.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX072619\
Data File : VX011092.D

Acq On 26 Jul 2019 15:49

Operator : JC/SP

Sample : K4014-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 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]
Butane 1.40 128.5 ug/1 940006 1 5.67 365705 50.0
Butane, 2-methyl- 1.79 582.9 ug/l 4263190 1 5.67 365705 50.0
Pentane 2.00 395.2 ug/l1 2890450 1 5.67 365705 50.0
Pentane, 2-methyl- 2.89 153.8 ug/1 1124610 1 5.67 365705 50.0
Cyclopentane 2.93 254_.2 ug/1 1859230 1 5.67 365705 50.0
Pentane, 3-methyl- 3.17 141.1 ug/1 1032130 1 5.67 365705 50.0
n-Hexane 3.53 119.8 ug/1 876129 1 5.67 365705 50.0
Cyclopentane, met... 4.41 706.5 ug/l 5167700 1 5.67 365705 50.0
Benzene, l-ethyl-_.. 11.43 279.1 ug/l 6360510 4 12.08 1139540 50.0
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