LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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\82X082218W.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

1.075 75 80 113 rBV 1337084 1848891 9.63% 1.348%
1.398 130 133 139 rBV 278442 281323 1.47% 0.205%
197 214 rVB 1064557 1502436 7.83% 1.095%
1.996 226 231 247 rVB 914538 1304723 6.80% 0.951%
2.392 289 296 302 rBV 116125 225465 1.17% 0.164%
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2.843 362 370 372 rBV 177755 367766 1.92% 0.268%
2.886 372 377 381 rVvV 745618 1572465 8.19% 1.146%
383 404 rVB 373792 685133 3.57% 0.499%
3.166 413 423 438 rVB 644384 1461345 7.61% 1.065%
3.514 470 480 495 rBvV 677409 1529687 7.97% 1.115%

QO ~NO®
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N
N
W
[e¢}
=

11 4_.391 614 624 638 rVB 1555596 4541092 23.65% 3.311%
12 5.501 790 806 810 rBV 216913 595753 3.10% 0.434%
13 5.574 810 818 828 rvv2 1151221 3764756 19.61% 2.745%
14 5.660 828 832 839 rvB 202032 480975 2.51% 0.351%
15 5.928 862 876 890 rBv4 425759 1398946 7.29% 1.020%

16 6.068 890 899 913 rVB 225985 587115 3.06% 0.428%
17 6.257 914 930 939 rBVv2 231644 744098 3.88% 0.542%
18 6.355 939 946 954 rvv 234848 635741 3.31% 0.463%
19 6.452 954 962 975 rVB 342588 939356 4._.89% 0.685%
20 6.702 993 1003 1020 rBV2 214970 522961 2.72% 0.381%

21 6.861 1020 1029 1038 rBV 491035 1145378 5.97% 0.835%
22 7.464 1114 1128 1139 rBV 2483535 5715583 29.77% 4.167%
23 7.732 1165 1172 1182 rVB 242151 465762 2.43% 0.340%
24 7.848 1182 1191 1199 rVvB2 102378 217620 1.13% 0.159%
25 8.025 1206 1220 1236 rVB2 81909 206681 1.08% 0.151%

26 8.342 1267 1272 1275 rBV 121920 195328 1.02% 0.142%
27 8.385 1275 1279 1285 rVB2 112295 203492 1.06% 0.148%
28 8.501 1293 1298 1302 rBV 160619 264864 1.38% 0.193%
29 8.665 1318 1325 1328 rBV2 394918 685700 3.57% 0.500%
30 8.714 1328 1333 1344 rVB 1257135 2131989 11.11% 1.554%

31 8.836 1347 1353 1358 rBV 157781 270892 1.41% 0.197%
32 9.037 1381 1386 1393 rVB 292730 481035 2.51% 0.351%
33 9.165 1398 1407 1413 rBV 192688 319845 1.67% 0.233%
34 9.573 1467 1474 1478 rBV3 145593 260152 1.36% 0.190%

82X082218W.M Thu Aug 23 11:17:21 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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\82X082218W_.M
SW846 8260

35 9.622 1478 1482 1487 rVB 397073 536942 2.80% 0.391%

36 9.677 1487 1491 1495 rBvV 139741 206509 1.08% 0.151%
37 10.116 1558 1563 1569 rVB 965128 1282983 6.68% 0.935%
38 10.189 1569 1575 1579 rVB 134099 195750 1.02% 0.143%
39 10.256 1579 1586 1592 rBV 6417790 8548735 44.53% 6.232%
40 10.360 1594 1603 1609 rBV 14440964 19197928 100.00% 13.996%

41 10.701 1653 1659 1672 rVB 7607513 9720318 50.63% 7.086%
42 11.018 1706 1711 1716 rBV 1041979 1279581 6.67% 0.933%
43 11.140 1725 1731 1735 rBV 1044366 1323794 6.90% 0.965%
44 11.360 1758 1767 1774 rBV 1530596 1825186 9.51% 1.331%
45 11.433 1774 1779 1787 rVV 4600449 8279578 43.13% 6.036%

46 11.506 1787 1791 1800 rVB 3478227 4115846 21.44% 3.001%
47 11.671 1812 1818 1826 rBV 2279858 2831086 14.75% 2.064%
48 11.811 1836 1841 1846 rVB 8540427 10236591 53.32% 7.463%
49 11.945 1861 1863 1869 rVB 224676 257463 1.34% 0.188%
50 12.024 1869 1876 1880 rBV 426879 538663 2.81% 0.393%

51 12.079 1880 1885 1890 rVB2 1417493 1922781 10.02% 1.402%
52 12.146 1890 1896 1901 rBV 3307331 4053421 21.11% 2.955%
53 12.299 1915 1921 1924 rBV 1169753 1643843 8.56% 1.198%
54 12.372 1929 1933 1941 rVB4 1013972 1589127 8.28% 1.159%
55 12.518 1952 1957 1963 rVB 354231 422224 2.20% 0.308%

56 12.585 1963 1968 1970 rBV 496812 612923 3.19% 0.447%
57 12.610 1970 1972 1977 rVV 595332 675188 3.52% 0.492%
58 12.670 1977 1982 1985 rVV 740053 894269 4.66% 0.652%
59 12.701 1985 1987 1992 rVB 188415 212753 1.11% 0.155%
60 12.762 1992 1997 2004 rBV4 451109 867277 4._.52% 0.632%

61 12.902 2016 2020 2025 rVB2 405618 540128 2.81% 0.394%
62 12.975 2025 2032 2036 rBV 494779 676500 3.52% 0.493%
63 13.018 2036 2039 2046 rVB 816036 948093 4.94% 0.691%
64 13.085 2046 2050 2055 rBV3 104205 208367 1.09% 0.152%
65 13.225 2069 2073 2077 rVvB2 321791 399482 2.08% 0.291%

66 13.347 2089 2093 2098 rVB2 1333354 1778118 9.26% 1.296%
67 13.481 2110 2115 2124 rVB 987878 1206989 6.29% 0.880%
68 13.640 2137 2141 2146 rBV3 166179 287074 1.50% 0.209%
69 13.725 2152 2155 2160 rVB3 148978 236010 1.23% 0.172%
70 13.835 2165 2173 2180 rVB 2632574 3308078 17.23% 2.412%

71 13.914 2181 2186 2190 rVB 148355 200306 1.04% 0.146%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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\82X082218W.M

: SW846 8260

72 13.987 2190 2198 2202 rBV2 194714 300012 1.56% 0.219%
73 14.292 2240 2248 2255 rVB 312946 537449 2.80% 0.392%
74 14.542 2284 2289 2298 rBV2 253701 353612 1.84% 0.258%
75 14.701 2307 2315 2319 rBV 2041222 2633692 13.72% 1.920%

76 14.841 2333 2338 2347 rBV 1370242 1688437 8.79% 1.231%
77 15.274 2400 2409 2414 rBV2 128622 212821 1.11% 0.155%
78 15.554 2448 2455 2461 rBV 167196 273359 1.42% 0.199%
79 15.688 2469 2477 2480 rBV 201336 325453 1.70% 0.237%
80 15.725 2480 2483 2491 rVB 145071 229009 1.19% 0.167%

Sum of corrected areas: 137168096
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LSC Report - Integrated Chromatogram

Data Path :

Data File : VX004210.D

Aca On : 22 Aug 2018 20:23
Operator : JC/MD

Sample - J4579-05

Misc : 5.0mL/MSVOA X/WATER
ALS Vial : 22 Sample Multiplier:

1

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.M

Quant Title : SW846 8260
TIC Library :

TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Abundance
1.4e+07

1.2e+07

1le+07
8000000
6000000
4000000

2000000
1.79 2.00

2.39

28 317

TIC: VX004210.D

3.51
N

5.57

0 T T T 1 T T

T I T
Time--> 1.00 2.50

3.00

LT I
3.50 4.00

.505.66 5.9%.07
qﬁkx — e
5.50 6.00

Abundance
1.4e+07

1.2e+07

1le+07
8000000
6000000
4000000

7.46
2000000

&$B45 6.706.86

L T

7.00 7.50

Time--> 6.50

7.73.858.02
8.00

8338.508.97 g 84 9.04.17
T I T T T
8.50

TIC: VX004210.D

8.71

9.00

10.50

11.43

11.00

Abundance
1.4e+07

1.2e+07

1e+07

11.81

8000000

6000000

4000000

2000000

13.00

oo

TIC: VX004210.D

13.83

13.35 48

2 13847
|
13.50

14.70
14.84

318199 14.29 14.54

15.27 15.5H5682
/\,':/\'\

14.50

o T
14.00 15.00

15.50

L
16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 6

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

1.79 156.19 ug/1 1502440 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 47
3 Pentane 72 C5H12 000109-66-0 43
4 1-Butene 56 C4HS8 000106-98-9 10
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 9

Abundance Scan 197 (1.788 min): VX004210.D (-191) (-) m/z 43.05 100.00%
43
57
5000
72 1.40 1.60 1.80 2.00 2.20
OOl 22l 65 8L 04 115 128 | nso 45 05 88.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #714: Butane, 2-methyl-
43
57
5000 e e
1.40 1.60 1.80 2.00 2.20
29 m/z 41.05 81.77%
...,.%?.,..lL...J' :.ﬁQHJ:,.§§.ﬁ%..,....,.”.,....,..”,....,.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #654: 3-Buten-1-ol
4
8t 140 1.60 1.80 2.00 2.20
5000 m/z 57.10 72.73%
72
"'I'%?'I""I""I"ﬁq'éTl'"'I'"'I"“I""I""I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #706: Pentane P e
43 1.40 1.60 1.80 2.00 2.20
m/z 39.05 26.85%
5000
27 57 72
s |||l s es
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 1.40 1.60 1.80 2.00 2.20

82X082218W.M Thu Aug 23 11:17:24 2018 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 9

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

2.00 135.63 ug/Il 1304720 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 38
3 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 25
4 Oxirane. ethvl- 72 C4H80 000106-88-7 9
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 9

Abundance Scan 232 (2.002 min): VX004210.D (-226) (-) m/z 43.05 100.00%
43
5000
57 72 S SR A SRR
1.60 1.80 2.00 2.20 2.40
.,....,....|i ..'.|,..!.,..?‘.‘,....,.1?5?.1,4.1... e m/z 42.10 57.90%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43
5000 S SR L SRR
1.60 1.80 2.00 2.20 2.40
27 57, m/z 41.05 50.30%
15 " | il 1y
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #713: Butane, 2-methyl-
43
. 160 1.80 2.00 2.20 2.40
5000 29 m/z 57.10 16.35%
15
'%“'“l““'h"”l'7ﬁl"“l"'w"'w""""w"'l“"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #638: Diaziridine, 3,3-dimethyl- e e ./,\. .
P 1.60 1.80 2.00 2.20 2.40
m/z 39.05 15.96%
5000
'P"W""”I'”'I”"P"W"”I'”' SEBE SRR SR
m/z--> 0 20 60 80 100 120 140 160 180 200 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\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 4

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

2.89 163.47 ug/l 1572470 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane 72 C5H12 000109-66-0 46
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 43
4 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 40
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 33

Abundance Scan 378 (2.892 min): VX004210.D (-372) (-) m/z 43.10 100.00%
43
5000 71
o 2.60 2.80 3.00 3.20
86 : : : :
.,....,....|i ..'!|,..|..,.'...,....,....1,4.2... e m/z 42.10  48.22%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1823: Pentane, 2-methyl-
43
5000 R LRSS RARSENARAN NN
= 2.60 2.80 3.00 3.20
27 m/z 71.10 46.22%
s | 5| e
mz> 0 2 40 60 80 100 1% 10 1% 180 20
Abundance #706: Pentane
43 \
U R R R
2.60 2.80 3.00 3.20
5000 m/z 41.10 38.33%
27 57 72
W"}?PU'w“"dl”"I'”'I"”I"'W""""P"'I”"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl-
43 2.60 2.80 3.00 3.20
m/z 57.10 18.08%
5000
71
55
'P'}?Pb'w"“W"”Iéé”l"”l'”'l'”' [rrorrrrrrrrT \"'w"'w"""w"“
m/z--> 0O 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\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Pentane, 3-methyl- Concentration Rank 7

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

3.17 151.92 ug/l 1461350 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
4 Oxirane. (1-methvlethvl)- 86 C5H100 001438-14-8 59
5 n-Hexane 86 C6H14 000110-54-3 43

Abundance Scan 424 (3.172 min): VX004210.D (-413) (-) m/z 57.10 100.00%
57
41
5000
71 86 2.80 3.00 3.20 3.40 3.60
S 1) | R £ M L SN NN, m/z 56.05 82.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
2.80 3.00 3.20 3.40 3.60
m/z 41.05 57.07%
s | sl e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57
2.80 3.00 3.20 3.40 3.60
5000 a1 m/z 43.10 22 .03%
29 71
s |l soll s e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12711: Hexane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40 3.60
m/z 39.05 14 _.30%
5000
41
29
71
OO I T S N
m/z--> 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\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 6 n-Hexane

Concentration Rank 5

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

3.51 159.02 ug/Il 1529690 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 Furan. tetrahvdro-3-methvl- 86 C5H100 013423-15-9 50
3 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 40
4 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 38
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 38

Abundance Scan 479 (3.507 min): VX004210.D (-470) (-) m/z 57.05 100.00%
57
41
5000
& 320 340 360 380
71
b e e e e eeeed .| M7z 41.05  66.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1821: n-Hexane
57
41
5000
3.20 3.40 3.60 3.80
29 86 m/z 43.10 59.45%
15 '?
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1803: Furan, tetrahydro-3-methyl-
56
4 320 340 360 380
5000 m/z 56.05 49 _.85%
86
29
71
'}ajwjm'ﬂl“'w““w'“'"“l“'w'“"'“l“'w'“'w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12737: Pentane, 2,2,3,4-tetramethyl- P e
57 3.20 3.40 3.60 3.80
43 m/z 42.10 31.79%
5000
zf T—85
1
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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, methyl- Concentration Rank 1

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

4.39 472.07 ug/Il 4541090 Pentafluorobenzene 5.66
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 80
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 80
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 624 (4.391 min): VX004210.D (-614) (-) 56.10 100.00%
56
5000 41 69 45
84 4.00 420 4.40 4.60 4.80
38 |44 5053| 6265,,| 7477 81
,....,....,....,....,....,....,...E.l,'.If‘.,....,:.::,.-..,....,.::.;....,....,....',....,...., m/z 41.10  49.33%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69

4.00 420 4.40 4.60 4.80
m/z 69.05  44.94%

28
84
15 A 34. I 595.?|. 65, 77 |
e e R e
m/z--> 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
27 IIIIIIIIIIIIIIIIIIIIIIII
400 420 4.40 4.60 4.80
5000 m/z 55.10 25.36%
42
84
o 3| s |
e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1505: Propane, 2-cyclopropyl- R mEE ma
56 400 420 440 460 480
41 m/z 39.10 20.66%
5000
15 ‘ 34 445053 6265 | 84
P A e e s e AR maa T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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, 3-methyl- Concentration Rank 8

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

5.93 145.43 ug/Il 1398950 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 72
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 53
3 Octane. 4.5-dimethvl- 142 C10H22 015869-96-2 53
4 3.3-Dimethvl-2-pentanol 116 C7H160 019781-24-9 53
5 Heptane 100 C7H16 000142-82-5 50

Abundance Scan 876 (5.928 min): VX004210.D (-862) (-) m/z 43.05 100.00%
43
s 10
5000
| | | o1 100 5.60 5.80 6.00 6.20
'”P”W””P”W””P“WA”P”Hh”PAW””L”W”“P”W””P”W' m/z 70.10 70.75%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3980: Hexane, 3-methyl-
43
5000 29 57 71
5.60 5.80 6.00 6.20
m/z 71.10 70.22%
1 15 Ll 85 100
mz-> 6 10 20 9 40 % 60 70 80 % 100 110 120 130 140 "
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5.60 5.80 6.00 6.20
5000 m/z 41.05 65.94%
71
29
\‘ 1i) |8 100
m/z--> 0 10 20 30 45 50 60 70 80 90 100 110 120 130 140
Abundance #19186: Octane, 4,5-dimethyl-
43 70 5.60 5.80 6.00 6.20
57 m/z 56.05 65.08%
5000
29 ‘ ‘
T s T 113 17 142
m/z--> 0 10 20 30 40 50 6|0 70 80 90 100 110 120 130 14'10 ' 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 2
R.T. EstConc Area Relative to ISTD R.T.
11.43 215.30 ug/Il 8279580 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 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1779 (11.433 min): VX004210.D (-1774) (-) m/z 105.00 100.00%
105
5000
120
91
39 51 65 11.20 11.40 11.60 11.80
Obrrprrrrprrrrprredprrr g 84l 98 B 138 1 Tn/z 120.05 31.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80

o m/z 91.00 11.98%
15 27 3 Slsg® | L .
B AT B o b o B R R N AR LR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-

105

11.20 11.40 11.60 11.80
5000 m/z 77.00 11.78%
120

39 77 91
18 27 59 Slsg® | |

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

Abundance #9402: Mesitylene
105 11.20 11.40 11.60 11.80
m/z 106.05 9.02%
120
5000
27 3\9 5\1 58 §§ 7\7 9\1 LIl i
T e e e e e e e

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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082218\
Data File : VX004210.D

Aca On : 22 Aug 2018 20:23

Operator : JC/MD

Sample : J4579-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.15 105.41 ug/Il 4053420 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1897 (12.152 min): VX004210.D (-1890) (-) m/z 105.00 100.00%
105
5000 120
77 91 11.80 12.00 12.20 12.40
39 51 65
Ol et 84 98 L B 133 Tz 120.10  45.86Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 A'I""I""I""I""I'

11.80 12.00 12.20 12.40
m/z 77.00 10.70%

39 51 7 91
S N v i R - O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene

105

120 11.80 12.00 12.20 12.40
5000 m/z 119.05 10.22%

77 91
15 27 39 515865 g1 98| ||
S SN e N S 00 - IO [N

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

Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 11.80 12.00 12.20 12.40
m/z 90.95 9.17%
5000
120
91
1 27 B Slegss G
T T T T e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX082218\
Data File : VX004210.D

Acq On : 22 Aug 2018 20:23

Operator : JC/MD

Sample - J4579-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 1.79 156.2 ug/l 1502440 1 5.66 480975 50.0
Pentane 2.00 135.6 ug/l1 1304720 1 5.66 480975 50.0
Pentane, 2-methyl- 2.89 163.5 ug/l 1572470 1 5.66 480975 50.0
Pentane, 3-methyl- 3.17 151.9 ug/l 1461350 1 5.66 480975 50.0
n-Hexane 3.51 159.0 ug/1 1529690 1 5.66 480975 50.0
Cyclopentane, met... 4.39 472.1 ug/l 4541090 1 5.66 480975 50.0
Hexane, 3-methyl- 5.93 145.4 ug/1 1398950 1 5.66 480975 50.0
Benzene, l-ethyl-_.. 11.43 215.3 ug/l 8279580 4 12.08 1922780 50.0
Benzene, 1,2,3-tr... 12.15 105.4 ug/1 4053420 4 12.08 1922780 50.0
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