LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101119\

Data File : VX013029.D

Aca On - 11 Oct 2019 20:13

Operator : JC/SP

sample - K5313-08

Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 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\82X100819W.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 1.070 26 30 40 rBV 978308 1156779 9.37% 1.984%
2 1.393 80 83 89 rBv 459749 466706 3.78% 0.801%
3 1.783 141 147 165 rBVY 8728772 12341560 100.00% 21.171%
4 1.991 176 181 195 rVB2 895655 1391626 11.28% 2.387%
5 2.107 195 200 207 rBv 108500 149897 1.21% 0.257%
6 2.259 220 225 234 rVB 86416 140217 1.14% 0.241%
7 2.838 307 320 324 rBVY 1516236 3344126 27.10% 5.737%
8 2.881 324 327 347 rVB 704426 1559355 12.63% 2.675%
9 3.161 362 373 390 rBV 467057 1072280 8.69% 1.839%
10 3.515 422 431 443 rBV 243354 548694 4 .45% 0.941%

11 4_.301 547 560 567 rBV 333526 994664 8.06% 1.706%
12 4._.393 567 575 588 rvv 534897 1548465 12.55% 2.656%
13 4.582 588 606 620 rvVB3 114315 426102 3.45% 0.731%
14 5.490 744 755 760 rBvV2 96795 273930 2.22% 0.470%
15 5.575 760 769 777 rvv2 535902 1831158 14.84% 3.141%

16 5.655 777 782 786 rVvV 193851 520271 4.22% 0.893%
17 5.722 786 793 811 rvV 380946 1175034 9.52% 2.016%
18 5.923 814 826 839 rvv4 177902 595817 4._.83% 1.022%
19 6.057 839 848 854 rvv 109660 290897 2.36% 0.499%
20 6.136 854 861 871 rvVv 206930 545552 4.42% 0.936%

21 6.252 871 880 885 rvv2 119897 349657 2.83% 0.600%
22 6.344 885 895 905 rvv 1275089 3820096 30.95% 6.553%
23 6.447 905 912 925 rVB 162201 450534 3.65% 0.773%
24 6.697 943 953 964 rBV 55893 135969 1.10% 0.233%
25 6.850 969 978 988 rBV 272929 647209 5.24% 1.110%

26 7.459 1065 1078 1089 rBvV 770549 1794874 14.54% 3.079%
27 7.569 1089 1096 1101 rvVv 123308 254082 2.06% 0.436%
28 7.636 1101 1107 1111 rVvVv 162462 364384 2.95% 0.625%
29 7.673 1111 1113 1118 rVV 89069 161816 1.31% 0.278%
30 7.728 1118 1122 1133 rVV2 106255 202138 1.64% 0.347%

31 8.051 1164 1175 1184 rBV 774274 1559637 12.64% 2.675%
32 8.173 1186 1195 1203 rBV 1097872 2156315 17.47% 3.699%
33 8.252 1203 1208 1213 rVB 164935 271180 2.20% 0.465%
34 8.666 1268 1276 1279 rBV3 236461 484405 3.92% 0.831%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101119\

Data File : VX013029.D

Aca On - 11 Oct 2019 20:13

Operator : JC/SP

sample - K5313-08

Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 21 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\82X100819W_.M
SW846 8260

35 8.709 1279 1283 1289 rVV 587082 959295 7.77% 1.646%

36 8.782 1289 1295 1299 rVvVv 226220 340863 2.76% 0.585%
37 8.837 1299 1304 1308 rVB 87557 135918 1.10% 0.233%
38 9.038 1331 1337 1344 rVB 162173 263729 2.14% 0.452%
39 9.160 1348 1357 1363 rBV 87025 148621 1.20% 0.255%
40 9.617 1428 1432 1437 rVV 157918 220369 1.79% 0.378%

41 9.672 1437 1441 1446 rVV 101371 150616 1.22% 0.258%
42 10.111 1507 1513 1519 rBVY 513175 706549 5.72% 1.212%
43 10.245 1529 1535 1544 rVB 693268 936235 7.59% 1.606%
44 10.355 1544 1553 1559 rBV 1711721 2345466 19.00% 4.024%
45 10.696 1605 1609 1620 rVB 110480 153167 1.24% 0.263%

46 11.014 1656 1661 1666 rBVY 271601 343262 2.78% 0.589%
47 11.135 1675 1681 1685 rBVY 405128 526599 4.27% 0.903%
48 11.355 1711 1717 1724 rBVY 312497 384163 3.11% 0.659%
49 11.428 1724 1729 1731 rBVY 428186 571472 4.63% 0.980%
50 11.501 1737 1741 1749 rVB 524860 629895 5.10% 1.081%

51 11.666 1762 1768 1776 rBV 466243 584007 4.73% 1.002%
52 11.806 1786 1791 1801 rVB 1171473 1512207 12.25% 2.594%
53 12.019 1818 1826 1830 rBV 141511 174420 1.41% 0.299%
54 12.074 1830 1835 1840 rVV2 532420 721481 5.85% 1.238%
55 12.135 1840 1845 1851 rVB 369283 469205 3.80% 0.805%

56 12.300 1865 1872 1873 rBV2 186852 243856 1.98% 0.418%
57 12.318 1873 1875 1879 rVV 175491 206131 1.67% 0.354%
58 12.367 1879 1883 1892 rVB3 214940 339092 2.75% 0.582%
59 12.513 1902 1907 1914 rBV 157502 187386 1.52% 0.321%
60 12.580 1914 1918 1920 rBV 108950 138492 1.12% 0.238%

61 12.605 1920 1922 1927 rVB 118220 126373 1.02% 0.217%
62 12.666 1927 1932 1935 rBV 140956 173067 1.40% 0.297%
63 12.757 1942 1947 1954 rBV3 137242 276577 2.24% 0.474%
64 12.897 1965 1970 1975 rVB2 95523 128204 1.04% 0.220%
65 12.970 1975 1982 1986 rVV 100551 149054 1.21% 0.256%

66 13.013 1986 1989 1995 rVB 163582 195336 1.58% 0.335%
67 13.342 2039 2043 2048 rBV2 173677 241173 1.95% 0.414%
68 13.830 2115 2123 2130 rVB 105027 160016 1.30% 0.275%
69 14.690 2251 2264 2268 rBV 158190 230313 1.87% 0.395%
70 14.836 2283 2288 2297 rBV 144805 195397 1.58% 0.335%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 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\82X100819W_.M
SW846 8260

Sum of corrected areas: 58293432
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

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

Abundance TIC: VX013029.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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.

1.78 1186.07 ug/1l 12341600 Pentafluorobenzene 5.65
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 47
3 Pentane 72 C5H12 000109-66-0 33
4 Butane. 1-chloro-2-methvl- 106 C5H11CI 000616-13-7 10
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 10

Abundance Scan 146 (1.777 min): VX013029.D (-141) (-) m/z 43.10 100.00%
43
57
5000
39
‘ 053| 6265657 50 86 140 160 180 2.00 2.20
O'W“H“W““P“W“W““P*P'W““PMPJW““W“PLWMW““PMP“w' m/z 41.05 93.16%
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
57
5000 S BARSARARSERARSCNARSEN
140 160 1.80 2.00 2.20
29 39 m/z 42.10 86.43%
0 15 24 | |, 5053| 62 67 2
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
3 140 160 180 200 2.20
5000 m/z 57.10 71.89%
39
27
o 1215 36 5053 57 69’2
R L R AR ALY KLY KAy L AR AR ALY KAL) KAL) KARANALAAN AR ALY AL AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #706: Pentane R A ma B
43 1.40 1.60 1.80 2.00 2.20
m/z 39.05 32.26%
5000
27 39 57 -
0 15 80 ! 5053, | 6265 69 |
m/z--> 5 10 15 20 25 30 35 4b 45 50 §5 60 65 70 75 80 85 90 120 160 180 200 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 7

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

1.99 133.74 ug/1l 1391630 Pentafluorobenzene 5.65
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 38
4 Diaziridine.3.3-dimethyvl- 72 C3H8N2 004901-76-2 9
5 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 9

Abundance Scan 181 (1.991 min): VX013029.D (-176) (-) m/z 43.05 100.00%
5000
57 'P"W"”A'”'I”"P'
72 - 139 1.60 1.80 2.00 2.20 2.40
0! m/z 42.10 58.94%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #706: Pentane
43
5000 '|""|""/\""|""|"
1.60 1.80 2.00 2.20 2.40
27 57 m/z 41.10 54 _.84Y%
15 " dlly N
o R B A RS R AR RARRS R AR LARSS LARAN SARRSLARRS BAR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41
- 160 180 200 220 2.40
5000 - m/z 39.05 19.56%
71
15
0 49
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #713: Butane, 2—methy|— T[T T T |/|\| L L L B
43 1.60 1.80 2.00 2.20 2.40
m/z 57.05 16.39%
57
5000 29
L1 15 | | ?
m/z--> c') 1'0 2'0 3'0 4'0 50 6|0 7'0 8|0 9'0 1(')0 110 12'0 1§0 14'10 1. 530 1. I80 2. oo 2. I20 2. 210

82X100819W.M Mon Oct 14 16:08:52 2019 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 Butane, 2,3-dimethyl- Concentration Rank 2

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

2.84 321.38 ug/l 3344130 Pentafluorobenzene 5.65
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 50
3 Butane. 2-methvl- 72 C5H12 000078-78-4 36
4 Pvrrolidine 71 C4HON 000123-75-1 22
5 Propanoyl chloride, 2-methyl- 106 C4H7CIO 000079-30-1 12

Abundance Scan 320 (2.838 min): VX013029.D (-307) (-) m/z 43.10 100.00%
43
5000 /\\&
71
3 55 260 2.80 3.00 3.20
51 6367 | 77 82868
0““mvmvmvmvmvmvmvmvJP”Pmvmﬁmvmvmvmvmvmﬂmvmv' m/z 42.05 86.09%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- /\\
43
5000 LR L UL R I
71 2.60 2.80 3.00 3.20
39 m/z 41.10 39.46%
27 55 86
0 15 | | || Il 51| | 63 67 |
LARARRES SRS LAEA KUY RAASA SRS RARSA SRS MALLA AU KRS ARAY LALAA SRR RARAE SRA AR AR LA MRS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
260 2.80 3.00 '3"26' '
5000 m/z 71.10 27 .93%
27 71
39 57
o 2 15 32 53 86
AL L Ly S LAy LA A R AL ALY LA LARE) LAAANRARE) RALARARA) NALSN LAY LA AR 1A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #714: Butane, 2-methyl- R EEmm ma SRS
43 260 2.80 3.00 3.20
57 m/z 39.10 18.23%
5000
29 39
0 15 25 ‘ 1L, 4953||, 62 67 ‘2
miz--> T o o o e o o e a7 T o 2 3 260 2.80 3.00 3'20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 Hexane, 2,3,4-trimethyl- Concentration Rank 5

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

2.88 149.86 ug/l 1559360 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
2 Ethanedioic acid. bis(3-methvlbu... 230 C12H2204 002051-00-5 56
3 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 56
4 Sulfurous acid. hexvl 2-pentvl e... 236 C11H2403S 1000309-15-6 40
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 40

Abundance Scan 327 (2.881 min): VX013029.D (-324) (-) m/z 43.10 100.00%
43
71
5000
57
U] e 260 2.80 300 320
o e e A e e e e e ey m/z 71.10 58.19%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #12706: Hexane, 2,3,4-trimethyl-
43
5000 L UL L L LA

2.60 2.80 3.00 3.20
m/z 41.10 34.21%

29 | 57 7l 85

d .” |‘ 99 113 128

0.,”.w.u.h.:w.”.“.”,”....”,”.w.”.,”.w.”.“.”,
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
71 L e ELLEILE e e
2.60 2.80 3.00 3.20
5000 m/z 57.10 33.14%
59
0 87 99 115129 145 161 188201 215 230
T T e T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #3990: Pentane, 3,3-dimethyl- e o e L R
43 2.60 2.80 3.00 3.20
m/z 70.10 24 .19%
71
5000
29 85
215 | | 5 | | 100
,,,,,, N R Ea S REBRRRRRERERE RS e RN EaR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 2.60 2.80 300 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 6

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

4.39 148.81 ug/Il 1548470 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 78
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 56
5 1-Octene, 7-methyl- 126 C9H18 013151-06-9 40

Abundance Scan 575 (4.393 min): VX013029.D (-567) (-) m/z 56.10 100.00%
56
5000 41 69 /\]\
Al s | o165 7377 400 420 440 460 4.80
Olrrrrrrrrrrrprrraprrr e eI T e e m/z 41.05 48.47%
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- /\A
56
41
5000 69 L UL UL R R
4.00 420 4.40 4.60 4.80
o8 o m/z 69.05 45_09%
s Dol sl el o
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
56
a1 400 420 440 460 4.80
5000 m/z 55.05 24 .98%
27
69
o 1 15 37 51 65 84
ALLALRL) R LR MALA LA BRI KARS) ML) KL ALY LARA) L) RARK) KAL) KAL) RAALE LARAA MARL AL AR
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- R R S
56 4.00 420 4.40 4.60 4.80
21 m/z 39.00 21.29%
5000
42
38 84
Ol NSRBI SR
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\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 9

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

5.72 112.93 ug/l 1175030 Pentafluorobenzene 5.65
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 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 38
4 Heptane 100 C7H16 000142-82-5 37
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 37

Abundance Scan 793 (5.722 min): VX013029.D (-786) (-) m/z 56.10 100.00%
56
43
5000 71
85 540 5.60 5.80 6.00
ol 20 27 “m/z 43.05 74.53%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000 IR AREE SRS RS RN
29 71 540 5.60 5.80 6.00
m/z 57.10 65.82%
85 100
e A UL S UL B B L W AN
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
57
540 5.60 5.80 6.00
5000 m/z 41.10 65.74%
41
29 7
0 83 95 113 128
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1833: Butane, 2,2-dimethyl-
43 57 540 5.60 5.80 6.00
71 m/z 71.10 41 _.34%
5000 29
15
0 '%”'kl“h'iw'J\'NIWQQ"P"'I”"I'”' [rrrrprrorrpTT IR ARRE RS U RN
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 Hexane, 2,2-dimethyl- Concentration Rank 3

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

6.34 295.12 ug/l 3820100 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 894 (6.338 min): VX013029.D (-885) (-) m/z 57.10 100.00%
57
5000 /\
4 rrrrrrryT T Tt T T T T T
99 6.00 6.20 6.40 6.60
N 30 N - W B N B oy 2~/ TV R V0T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-
g7
5000 BENERENAREE RRR
41 6.00 6.20 6.40 6.60
29 ‘ m/z 41.10 26.52%
99
o4 15 = 71 79 , 114
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
6.00 6.20 6.40 6.60
5000 a m/z 43.10 16.23%
15 29 69 83 99
s s AR AR AR RS RARRARARES RARRA AR RS RARRS RERRN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.05 8.69%
5000 a1
29 ‘ 99
o 15 | 50, 64 71 83 | 113
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\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 8

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

8.05 120.49 ug/l 1559640 1,4-Difluorobenzene 6.85
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 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 74
4 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 64
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 64

Abundance Scan 1175 (8.051 min): VX013029.D (-1164) (-) m/z 43.05 100.00%
43 71
5000
55
| 83 97 114 7.80 8.00 820 8.40
O} b m/z 71.10 84.03%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7660: Pentane, 2,3,4-trimethyl-
43
71
5000
7.80 8.00 820 8.40
27 55 m/z 70.05 61.07%
H dh ,l| , 83 97 114
S L L L L WL L LI B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
43
7.80 8.00 820 8.40
5000 70 m/z 41.10 30.06%
29
55
1 15 85 100
e L L L L WL L SIS B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #48907: Decane, 3,3,4-trimethyl-
4 7 7.80 8.00 820 8.40
m/z 55.10 23.50%
5000 57
29
0 \‘ \‘\ ‘\ il %5 99 112 129 155
m/z--> 0 20 40 60 80 100 120 140 160 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\
Data File : VX013029.D

Aca On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

8.17 166.59 ug/Il 2156320 1,4-Difluorobenzene 6.85
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 64
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 50
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50

Abundance Scan 1195 (8.173 min): VX013029.D (-1186) (-) m/z 43.05 100.00%
43
71
5000 57 85
99 7.80 8.00 8.20 8.40 8.60
N 1 PO O 0 B & - m/z 71.10 64.23%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 8.20 8.40 8.60
27 85 m/z 70.10 54.81%
o2 15 ‘,, 50, | 78 ,| 9 113
miz--> 010 2 30 40 50 e'o 7'0 80 90 100 110 120
Abundance
43
7.80 8.00 8.20 8.40 8.60
5000 57 71 o m/z 57.05 46.92%
29
o2 15 50 78 9 112
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3974: Hexane, 3-methyl-
43 7.80 8.00 8.20 8.40 8.60
m/z 85.10 39.48%
57 71
5000
29
0 15 \‘ Ul 50 | & 10
m/z--> 0 10 20 30 40 50 60 70 80 90 1(')0 110 120 780 8.00 8.20 8.0 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101119\
Data File : VX013029.D

Acq On : 11 Oct 2019 20:13

Operator : JC/SP

Sample - K5313-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .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- 1.78 1186.1 ug/l 12341600 1 5.65 520271 50.0
Pentane 1.99 133.7 ug/1 1391630 1 5.65 520271 50.0
Butane, 2,3-dimet... 2.84 321.4 ug/1 3344130 1 5.65 520271 50.0
Hexane, 2,3,4-tri... 2.88 149.9 ug/l1 1559360 1 5.65 520271 50.0
Cyclopentane, met... 4.39 148.8 ug/l1 1548470 1 5.65 520271 50.0
Pentane, 2,3-dime... 5.72 112.9 ug/1 1175030 1 5.65 520271 50.0
Hexane, 2,2-dimet... 6.34 295.1 ug/1 3820100 2 6.85 647209 50.0
Pentane, 2,3,4-tr... 8.05 120.5 ug/l 1559640 2 6.85 647209 50.0
Pentane, 2,3,3-tr... 8.17 166.6 ug/l 2156320 2 6.85 647209 50.0
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