LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 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\82X092618W.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

1.319 18 27 33 rBv3 27213 111128 7.88% 1.083%

1

2 1.782 100 103 113 rVB2 14750 23380 1.66% 0.228%
3 2.391 198 203 208 rvv2 14943 28276 2.00% 0.276%
4 2.446 208 212 218 rVB 11121 17394 1.23% 0.170%
5 2.617 235 240 251 rVB 44240 77924 5.52% 0.760%

2.843 270 277 288 rVB 49862 114228 8.10% 1.114%

3.019 300 306 315 rVB 9383 22611 1.60% 0.220%
342 rVB3 13041 36162 2.56% 0.353%
4_.300 505 516 528 rBV 18677 60744 4_.31% 0.592%

QO ~NO®
w
=
(o))
(9}
w
N
N
W
W
o

5.501 701 713 727 rBV 169408 484786 34.37% 4.726%

11 5.665 728 740 747 rBV 207774 626347 44 _.40% 6.106%
12 6.068 795 806 822 rBV 184297 477001 33.82% 4 _.650%
13 6.342 831 851 863 rBvV 56430 188441 13.36% 1.837%
14 6.860 925 936 957 rBV 346553 861489 61.07% 8.398%

15 7.445 1023 1032 1042 rVB4 10650 27008 1.91% 0.263%
16 7.573 1045 1053 1058 rBV3 8093 18085 1.28% 0.176%
17 7.634 1058 1063 1067 rBV2 9981 19282 1.37% 0.188%
18 7.848 1091 1098 1104 rBV3 14338 29892 2.12% 0.291%

19 8.055 1120 1132 1143 rBV 51734 115202 8.17% 1.123%
20 8.177 1144 1152 1159 rBV 55054 110674 7.85% 1.079%

21 8.256 1159 1165 1169 rBV2 12300 20057 1.42% 0.196%
22 8.384 1180 1186 1192 rVB4 8056 16343 1.16% 0.159%
23 8.671 1225 1233 1234 rBV4 20279 32020 2.27% 0.312%
24 8.714 1234 1240 1256 rVV 819270 1410601 100.00% 13.751%
25 8.835 1256 1260 1264 rVB4 9131 16812 1.19% 0.164%
26 9.043 1288 1294 1305 rVB2 29827 51042 3.62% 0.498%
27 9.165 1306 1314 1319 rBV2 15089 26984 1.91% 0.263%
28 9.573 1374 1381 1386 rBv4 14863 33892 2.40% 0.330%
29 9.677 1394 1398 1402 rBV 23070 37457 2.66% 0.365%
30 9.890 1425 1433 1440 rBV6 11872 25799 1.83% 0.251%
31 10.116 1464 1470 1486 rBV 747934 1074945 76.20% 10.479%
32 10.250 1486 1492 1497 rVB4 9840 20404 1.45% 0.199%
33 10.329 1502 1505 1507 rVV3 11804 17385 1.23% 0.169%
34 10.360 1507 1510 1516 rVV3 21358 43202 3.06% 0.421%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 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\82X092618W._M

Title : SW846 8260

35 10.414 1516 1519 1530 rVBS8 8434 21473 1.52% 0.209%
36 10.646 1546 1557 1564 rBV2 23766 57755 4._.09% 0.563%
37 10.835 1580 1588 1593 rBvV4 21099 40990 2.91% 0.400%
38 10.914 1596 1601 1612 rVB5 18969 38749 2.75% 0.378%
39 11.140 1632 1638 1644 rBV 785036 1011791 71.73% 9.863%
40 11.274 1657 1660 1665 rVB4 10311 15071 1.07% 0.147%
41 11.359 1669 1674 1682 rBVY 24400 35027 2.48% 0.341%
42 11.451 1684 1689 1696 rVVv8 6692 14955 1.06% 0.146%
43 11.670 1721 1725 1732 rVB4 11731 19463 1.38% 0.190%
44 11.920 1759 1766 1768 rBV2 13175 20651 1.46% 0.201%
45 11.945 1768 1770 1774 rVV 16691 19963 1.42% 0.195%

46 12.079 1786 1792 1800 rBV 985129 1214681 86.11% 11.841%
47 12.304 1822 1829 1834 rBVY 75561 101877 7.22% 0.993%

48 12.365 1835 1839 1849 rVB2 57147 98425 6.98% 0.959%
49 12.463 1849 1855 1860 rBV 10294 16858 1.20% 0.164%
50 12.524 1860 1865 1871 rVB3 40119 66883 4.74% 0.652%
51 12.670 1881 1889 1892 rBV 100049 127477 9.04% 1.243%
52 12.701 1892 1894 1899 rVVv2 10417 14335 1.02% 0.140%
53 12.755 1899 1903 1911 rVV3 48461 92332 6.55% 0.900%
54 12.908 1924 1928 1932 rVB3 30887 37676 2.67% 0.367%
55 12.975 1932 1939 1944 rBV 69055 98236 6.96% 0.958%
56 13.079 1952 1956 1964 rVB2 33990 49342 3.50% 0.481%
57 13.170 1964 1971 1973 rBV2 17439 31901 2.26% 0.311%
58 13.225 1977 1980 1985 rVB 40190 44122 3.13% 0.430%
59 13.316 1990 1995 1997 rVVv2 16574 23604 1.67% 0.230%
60 13.347 1997 2000 2005 rvv2 85134 130572 9.26% 1.273%
61 13.426 2009 2013 2019 rVvVv 39027 50712 3.60% 0.494%
62 13.560 2031 2035 2038 rBV2 15544 21779 1.54% 0.212%
63 13.603 2038 2042 2044 rVvVv 34360 45860 3.25% 0.447%
64 13.639 2044 2048 2052 rVVv2 49585 76502 5.42% 0.746%
65 13.725 2052 2062 2068 rVB3 36295 91841 6.51% 0.895%
66 13.981 2098 2104 2109 rBV3 23981 44335 3.14% 0.432%
67 14.030 2109 2112 2115 rVV 18206 25168 1.78% 0.245%
68 14.133 2124 2129 2133 rBV 30157 38416 2.72% 0.374%
69 14.274 2147 2152 2156 rBV 33237 51908 3.68% 0.506%
70 14.377 2165 2169 2174 rBV 19501 25228 1.79% 0.246%
71 14.432 2174 2178 2182 rVB 26278 33090 2.35% 0.323%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 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 > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X092618W.M

Title - SW846 8260

72 14.840 2240 2245 2249 rBV 23494 32241 2.29% 0.314%
Sum of corrected areas: 10258286
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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\VX100118\
VX004898.D

02 Oct 2018 04:24

JC/MD

J5084-24

5.0mL/MSVOA X/WATER

43 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

1.32

TIC: VX004898.D

2.62 2.84

1.78 22913]\ /'\ 3.023.17

5.67
5.50

04
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: VX004898.D
8.71 11.14
800000 10.12 :
600000
400000 6.86
200000
8.08.18
o 7.45BP3 7.85 A )\8.28.38 E;JB 8.84 90416 1 10.651018491
- T T T T I T T T T I T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX004898.D
12.08
800000
600000
400000
200000
12.67
12,30 12. 13.35
B T st
uo me| BERE A S nematge w0
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\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Sulfur dioxide Concentration Rank 3

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

1.32 8.87 ug/l 111128 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 5
5 Ethyl Chloride 64 C2H5CI 000075-00-3 3

Abundance Scan 27 (1.319 min): VX004898.D (-18) (-) m/z 63.95 100.00%
64
48
5000
- 77 1.30 1.40 1.50 1.60 1.70
rr-trtr—1— m/z 48.00 53.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48
1.30 1.40 1.50 1.60 1.70
m/z 66.00 5.53%
16 32
| |
Ot e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #6178: Aminomethanesulfonic acid
64
48
1.30 1.40 1.50 1.60 1.70
5000 m/z 50.00 3.72%
0 1 IR K 81 96 111
LRI L S UL AL UL SR SRR UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.30 1.40 1.50 1.60 1.70
m/z 65.00 1.24%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 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\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Isopropyl Alcohol Concentration Rank 6

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

2.62 6.22 ug/l 77924 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 56
3 Formic acid. 1l-methvlethvl ester 88 C4H802 000625-55-8 40
4 (RY-(-)-3-MethvIl-2-butanol 88 C5H120 001572-93-6 9
5 3-Ethyl-2-pentanol 116 C7H160 000609-27-8 9

Abundance Scan 240 (2.617 min): VX004898.D (-235) (-) m/z 45.05 100.00%
45
5000
5 220 240 260 2.80 3.00
o...,....','-|...,..7.3.,..?‘.‘,....,....,....,.... rerprrereeeeer | m/z 43.00  22.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #297: Isopropy! Alcohol
45
5000

220 240 2.60 2.80 3.00
m/z 41.05 8.66%

27

| | 59
ol el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2112: Propane, 2-ethoxy-
45
220 240 2.60 2.80 3.00
5000 m/z 39.05 6.99%
73
27 ‘ 59 ‘ 88
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2069: Formic acid, 1-methylethyl ester T T T
45 220 240 2.60 2.80 3.00
m/z 42.05 4 .84%
5000
73
m/z--> 60 80 100 120 140 160 180 200 220 240 2.20 2.40 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Butane, 2,3-dimethyl- Concentration Rank 2

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

2.84 9.12 ug/l 114228 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 38
3 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 10
4 Ether. 3-butenvl pentvl 142 C9H180 034061-78-4 9
5 Propanoic acid, 2-methyl-, 2-pro... 128 C7H1202 015727-77-2 9

Abundance Scan 277 (2.843 min): VX004898.D (-270) (-) m/z 43.10 100.00%
43
5000
71
| 55 86 007 2.60 2.80 3.00 3.20
O AL L m/z 42.05 91.32%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1832: Butane, 2,3-dimethyl-
43
5000 PR
2.60 2.80 3.00 3.20
27 71 m/z 41.05 40.73%
15 55 86
R I UL I IV B S I SRS S RN
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl-
43
2.60 2.80 3.00 3.20
5000 m/z 71.10 24 .02%
27 71
15 57
0 '%"'I”"I'”'I"”I?§'W""P"'I”" [rTrrrprrrrpTrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1806: Furan, tetrahydro-2-methyl-
43 7 2.60 2.80 3.00 3.20

m/z 39.00 17.05%
5000 27

15 86

N —— e P T

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\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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, 2,2,4-trimethyl- Concentration Rank 1

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

6.34 10.94 ug/Il 188441 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 851 (6.342 min): VX004898.D (-831) (-) m/z 57.10 100.00%

57
5000
41

70 99 6.00 620 6.0 6.60
o..,....,....,....,....',:|...5,°.~.'.:,....~i....,5.‘.3..,....',....1,1.?..,. m/z 56.05  34.56%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
57
5000 41

6.00 6.20 6.40 6.60

29 m/z 41.05 29.26%
99
0 15 | ||| 50, 64 72 83 | 113
T T e e R T e e T e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
6.00 6.20 6.40 6.60
5000 a1 m/z 43.10 17.86%
29
s 7 ), 9 sy P
Ot e e T e e e ey
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.05 8.98%
5000
41
oL 4 15 | \k\ 50 |, 71 79 %9 14
T T T [ T e e T e T
m/z--> 0O 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\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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, 2,3,4-trimethyl- Concentration Rank 4

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

8.06 6.69 ug/l 115202 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 3.3-Dimethvl-2-pentanol 116 C7H160 019781-24-9 83
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
4 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 78
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 72

Abundance Scan 1133 (8.061 min): VX004898.D (-1120) (-) m/z 43.10 100.00%
a3 n
5000
55
7.80 8.00 8.20 8.40
0 ...,....,....,....,.??.'i!=..,.'.-.|.,‘?.3.-.',.-...,E.‘?..,..?7,....1,?.2..,.. m/z 71.10 80.31%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7660: Pentane, 2,3,4-trimethyl-
a3
71
5000
7.80 8.00 8.20 8.40
27 55 m/z 70.10 66 .64%
0 H 36|L, 1l e3 |, 8 o7 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8368: 3,3-Dimethyl-2-pentanol
43 70
7.80 8.00 8.20 8.40
5000 55 m/z 55.10 33.48%
27 87
0 "'I""I'%é'I"jJI”"'Mll"I”'NJI""Il"'lj"'l"'}ﬁ{"I""I"
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3981: Pentane, 3-ethyl- R T
43 7.80 8.00 8.20 8.40
m/z 41.10 33.43%
5000 70
29
55
oL 1 15 ‘w L | e2 || 77 85 100
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Octane, 4-methyl- Concentration Rank 5

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

8.18 6.42 ug/l 110674 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 78
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 59
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 53

Abundance Scan 1152 (8.177 min): VX004898.D (-1144) (-) m/z 43.05 100.00%
43
71
57
5000 85
| 9 110 7.80 8.00 8.20 8.40 8.60
O e et e e e e e m/z 71.10 53.30%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12674: Octane, 4-methyl-
43
5000
7.80 8.00 8.20 8.40 8.60
29 57 71 g5 m/z 70.10 51.33%
0 .h. 98 113 128
HARJ R A SN UL AR UL UL AR LA IS SRS RS SRS SAR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
7.80 8.00 8.20 8.40 8.60
5000 57 71 m/z 57.05 47 .20%
27 85
o2 15 | \‘_ o] e g
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7644: Hexane, 3,3-dimethyl-
43 7.80 8.00 8.20 8.40 8.60
m/z 85.10 36.95%
5000 57 11 g5
29
oL 2 15 | ‘ Moo 99 12
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.67 5.25 ug/Il 127477 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 1889 (12.670 min): VX004898.D (-1881) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 il 105 148 12.40 12.60 12.80 13.00
Oberprrrr e e ter bt e it m/z 134.10  29.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119
5000
12.40 12.60 12.80 13.00
o1 134 m/z 91.05 15.88%
G R B S A SRS S A LAY LSS SRS SR SRS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
1

12.40 12.60 12.80 13.00
m/z 117.10  12.40%

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
1

12.40 12.60 12.80 13.00
m/z 120.10 9.23%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004898.D

Aca On : 02 Oct 2018 04:24

Operator : JC/MD

Sample : J5084-24

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.35 5.37 ug/1l 130572 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 76
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 76
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 70
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 70
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 68
Abundance Scan 2001 (13.353 min): VX004898.D (-1997) (-) m/z 117.05 100.00%
117
5000 132
91
39 51 64 77 105 147 162 13.00 13.20 13.40 13.60
0 m/z 132.10 38.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
13.00 13.20 13.40 13.60
m/z 115.05 32.55%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117

13.00 13.20 13.40 13.60
m/z 131.10 20.23%

5000

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-

13.00 13.20 13.40 13.60
m/z 91.00 15.17%

5000

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100118\
Data File : VX004898.D

Acq On : 02 Oct 2018 04:24

Operator : JC/MD

Sample - J5084-24

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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]
Sulfur dioxide 1.32 8.9 ug/Il 111128 1 5.67 626347 50.0
Isopropyl Alcohol 2.62 6.2 ug/l 77924 1 5.67 626347 50.0
Butane, 2,3-dimet... 2.84 9.1 ug/Il 114228 1 5.67 626347 50.0
Pentane, 2,2,4-tr... 6.34 10.9 ug/I1 188441 2 6.86 861489 50.0
Pentane, 2,3,4-tr... 8.06 6.7 ug/l 115202 2 6.86 861489 50.0
Octane, 4-methyl- 8.18 6.4 ug/Il 110674 2 6.86 861489 50.0
o-Cymene 12.67 5.3 ug/Il 127477 4 12.08 1214680 50.0
Benzene, l-etheny... 13.35 5.4 ug/Il 130572 4 12.08 1214680 50.0
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