LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007136.D

Aca On - 18 Jan 2019 15:48

Operator : JC/SP

sample - K1195-03 :
Misc - 5.0mL/MSVOA X/WATER S HEE A
ALS Vial : 14 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\82X010819W.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

1.410 38 42 50 rvB 134686 136796 5.60% 0.639%

1.623 67 77 81 rvB4 29773 67706 2.77% 0.316%
104 110 rBV 29222 41400 1.70% 0.193%
2.617 235 240 248 rVB 13499 27107 1.11% 0.127%

abrwNPE
=
\l
00]
oo
=
o
o

2.842 271 277 287 rBV 70145 155467 6.37% 0.726%

3.172 324 331 337 rBV3 16310 37287 1.53% 0.174%
4.598 550 565 578 rBvV 343875 971930 39.80% 4_537%
714 726 rBV 289845 837311 34.29% 3.908%
5.665 730 740 762 rVB 493779 1432544 58.67% 6.687%
6.068 796 806 816 rBV 302232 781772 32.02% 3.649%

(@R {cNec R NNe))
()]
()
o
\l
\l
o
N

11 6.342 841 851 864 rvB2 78828 242628 9.94% 1.133%
12 6.860 926 936 949 rBV 738619 1716988 70.32% 8.015%

13 7.451 1027 1033 1041 rBV6 12884 33573 1.37% 0.157%
14 7.677 1058 1070 1078 rBV3 15286 41529 1.70% 0.194%
15 8.055 1122 1132 1138 rBV3 44604 92828 3.80% 0.433%

16 8.177 1142 1152 1159 rBV2 142459 285510 11.69% 1.333%
17 8.713 1225 1240 1249 rBV 1543071 2441839 100.00% 11.398%
18 9.335 1334 1342 1348 rBV7 15557 29685 1.22% 0.139%
19 10.116 1464 1470 1471 rBV 1607093 2090072 85.59% 9.756%
20 10.140 1471 1474 1479 rVV 1750508 2380486 97.49% 11.112%

21 10.183 1479 1481 1486 rVB2 21239 28247 1.16% 0.132%
22 10.335 1501 1506 1516 rVB5 34015 66829 2.74% 0.312%
23 10.512 1530 1535 1544 rVB2 23042 38940 1.59% 0.182%
24 10.658 1546 1559 1564 rvv4 57827 125334 5.13% 0.585%
25 10.798 1577 1582 1585 rBV3 18675 39113 1.60% 0.183%
26 10.835 1585 1588 1593 rVv2 42446 57408 2.35% 0.268%
27 10.914 1595 1601 1604 rBvV4 27136 48641 1.99% 0.227%
28 11.067 1620 1626 1632 rVV6 30472 68846 2.82% 0.321%

29 11.140 1632 1638 1642 rVV 1322856 1724069 70.61% 8.048%
30 11.182 1642 1645 1649 rVVv2 75757 106951 4._.38% 0.499%

31 11.243 1652 1655 1658 rVV3 28892 38492 1.58% 0.180%
32 11.280 1658 1661 1665 rVB3 37650 50204 2.06% 0.234%
33 11.445 1683 1688 1694 rVB4 30087 43917 1.80% 0.205%
34 11.579 1706 1710 1714 rVB7 14648 24963 1.02% 0.117%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007136.D

Aca On - 18 Jan 2019 15:48

Operator : JC/SP

sample - K1195-03 :
Misc - 5.0mL/MSVOA X/WATER S HEE A
ALS Vial : 14 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\82X010819W.M
Title : SW846 8260
35 11.670 1718 1725 1731 rBV 51016 92128 3.77% 0.430%

36 11.768 1732 1741 1745 rBV 126192 175995 7.21% 0.822%
37 11.920 1758 1766 1768 rBV2 148613 220647 9.04% 1.030%

38 11.945 1768 1770 1775 rVB 67680 76929 3.15% 0.359%
39 12.079 1786 1792 1798 rBV 1774844 2184600 89.47% 10.197%
40 12.170 1804 1807 1812 rVB3 15279 24976 1.02% 0.117%
41 12.231 1812 1817 1823 rBVY 529383 639552 26.19% 2.985%
42 12.298 1823 1828 1833 rVB4 38282 53666 2.20% 0.251%
43 12.365 1835 1839 1841 rBV2 37892 47657 1.95% 0.222%
44 12.475 1850 1857 1861 rBV4 19308 33592 1.38% 0.157%
45 12.658 1879 1887 1891 rBV4 27667 53610 2.20% 0.250%

46 12.719 1891 1897 1900 rvv2 107399 168972 6.92% 0.789%
47 12.755 1900 1903 1909 rVv2 87562 159024 6.51% 0.742%
48 12.816 1909 1913 1917 rVV 95853 125736 5.15% 0.587%
49 12.896 1917 1926 1932 rVvv2 288110 454432 18.61% 2.121%
50 12.957 1932 1936 1945 rVB 87555 142533 5.84% 0.665%

51 13.091 1953 1958 1964 rVB 88886 116283 4.76% 0.543%

52 13.194 1970 1975 1978 rBvV 42661 51620 2.11% 0.241%

53 13.249 1980 1984 1989 rVB 95555 111411 4_.56% 0.520%

54 13.304 1989 1993 1997 rBvV 28747 39557 1.62% 0.185%

55 13.402 2005 2009 2014 rVB 83088 103834 4_.25% 0.485%

56 13.603 2036 2042 2045 rBv4 26123 39911 1.63% 0.186%
Sum of corrected areas: 21423077
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011819\
VX007136.D

18 Jan 2019 15:48

JC/SP

K1195-03

5.0mL/MSVOA X/WATER

14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X010819W.M

Quant Title

TIC Library

- SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

SS038RW082-160116

Abundance

1500000

1000000

500000

[0}

f\ 1.621.79

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

TIC: VX007136.D

1.41 284

5.67

Abundance TIC: VX007136.D
10,14
10[12
8.71
1500000
11.14
1000000
6.86
500000
8.18
o 7.45 7.68  8.05)) L 9.34 Jl 180340 540, Ofb0s0%11 O3 Baa1 4
s e e e e L I s o LRt L e T e e
Time-->  6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX007136.D
1208
1500000
1000000
12.23
500000
11.7%1.92
11.67 1.9 . .
O A e e e e e e e e
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
82X010819W.M Mon Jan 21 13:08:29 2019 Page: 3




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007136.D

Aca On - 18 Jan 2019 15:48

Operator : JC/SP

sample - K1195-03 :
Misc - 5_0mL/MSVOA X/WATER S HEE A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
Quant Title : 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, 2,3-dimethyl- Concentration Rank 5

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

2.84 5.43 ug/Il 155467 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Butane. 2-chloro-3-methvl- 106 C5H11Cl 000631-65-2 42
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 38
4 Tetrahvdrofuran 72 C4H80 000109-99-9 36
5 Butane, 2-methyl- 72 C5H12 000078-78-4 36

Abundance Scan 277 (2.842 min): VX007136.D (-271) (-) m/z 43.10 100.00%

5000

6 2.60 2.80 3.00 3.20
o 103119 137 159 183 212 240 259274 299 m/z 42.00 83.87%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #1828: Butane, 2,3-dimethyl-
43
5000 LI N L L L LB
71 2.60 2.80 3.00 3.20
m/z 41.05 45 _.49%
27
86
S —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
2.60 2.80 3.00 3.20
5000 m/z 71.05 28.02%
27
o 0 91406
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1823: Pentane, 2-methyl-
43 2.60 2.80 3.00 3.20
m/z 39.00 20.36%
5000
27 71
2 l “ I‘ \‘ 86
Ot P P e e e e e R o REEEE RS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007136.D

Aca On - 18 Jan 2019 15:48

Operator : JC/SP

sample - K1195-03 :
Misc - 5_0mL/MSVOA X/WATER S HEE A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
Quant Title : 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, 2,2,3,3-tetramethyl- Concentration Rank 4

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

6.34 7.07 ug/l 242628 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 64
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 45
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45

Abundance Scan 851 (6.342 min): VX007136.D (-841) (-) m/z 57.05 100.00%
57
5000
41 IIIIIIIIIIIIII|IIII|I
99 6.00 6.20 6.40 6.60
o (59 83 T112124 143 160 178 211 232 | nso 56 00  30.11%
m/z--> 0 20 40 60 8 100 120 140 160 180 200 220
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57
5000
a1 6.00 6.20 6.40 6.60
29 m/z 41.10 25 .55%
o2 15| M 69 83 99 114
m/z--> 0 20 40 éo 80 160 120 140 160 180 200 220
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 43.05 17.61%
41
0 15 20 71 83 99
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #7650: Hexane, 2,2-dimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.00 8.69%
5000
41
29
0 15 || ||| | 7183 99 114
m/z--> ) 20 40 60 80 1(')0 120 140 160 180 200 220 600 620 640 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007136.D

Aca On - 18 Jan 2019 15:48

Operator : JC/SP

sample - K1195-03 :
Misc - 5_0mL/MSVOA X/WATER S HEE A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
Quant Title : 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, 2,3,3-trimethyl- Concentration Rank 3

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

8.18 8.31 ug/l 285510 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 72
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
4 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 59
5 Propanoic acid, 2-methyl-, 2-eth... 200 C12H2402 035061-61-1 53

Abundance Scan 1153 (8.183 min): VX007136.D (-1142) (-) m/z 43.05 100.00%

43
71
5000 85

| 780 800 820 840 860
Ol prrrrrrrrr e e 299, 119 142 164 192207 25 Tnyz o 71.10  66.95%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71 -----|--------|----|--

7.80 8.00 8.20 8.40 8.60
85 m/z 70.10 56.08%

H ‘ | o0
.,....,....,...,....,....,....,....,....,....,....,....,....,....,....,.
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43

7.80 8.00 8.20 8.40 8.60

o

5000 71 g5 m/z 57.10 46.50%
27
0 128
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7644: Hexane, 3,3-dimethyl-
43 7.80 8.00 8.20 8.40 8.60

m/z 85.05 42 .65%

5000 71
85 j\
o H ‘ I L | 100114

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 780 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\
Data File : VX007136.D

Aca On - 18 Jan 2019 15:48

Operator : JC/SP

sample - K1195-03 :
Misc - 5_0mL/MSVOA X/WATER S HEE A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
Quant Title : 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 o0-Cymene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.23 14.64 ug/Il 639552 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 p-Cvmene 134 C10H14 000099-87-6 97
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
Abundance Scan 1817 (12.231 min): VX007136.D (-1812) (-) m/z 119.10 100.00%
119
5000
o1 134 A
39 6377 | 105 ‘ 12.00 12.20 12.40 12.60
o.”,”.4.“.“.”,”lw.”d..m,?ﬁ%.E?@Fﬁ5”.??ﬁ.“.3ﬁ9. m/z 134.10 28.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14811: o-Cymene
119
5000
12.00 12.20 12.40 12.60
o1 134 m/z 91.00 23.10%
dom e e
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 117.05 15.05%
o1 134
o 27 41 63 77 | 105
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.00 12.20 12.40 12.60
m/z 120.10 10.90%
5000
134
91
ol 27 41 63 77 | 105 |
m/z--> 20 45 eb 85 100 120 150 160 180 200 220 240 260 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011819\

Data File : VX007136.D

Aca On - 18 Jan 2019 15:48

Operator : JC/SP

sample - K1195-03 :
Misc - 5_0mL/MSVOA X/WATER S HEE A
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
Quant Title : 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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.90 10.40 ug/Il 454432 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 94
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 87
4 Cvclopropane. 2-bromo-1-methvl-1... 210 C10H11Br 055091-64-0 86
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70

Abundance Scan 1927 (12.902 min): VX007136.D (-1917) (-) m/z 131.10 100.00%

131
5000

9
115 | 146 12.60 12.80 13.00 13.20

51 77
”ﬁﬁn.w“.w.l.“”h“$.“L}?EH1§§F¥?.2??.”w”.3?. m/z 91.00 16.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-

131

5000
o1 12.60 12.80 13.00 13.20
0
115 146 m/z 146.10 14 _.97%
27 51 77 h ‘
O e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
12.60 12.80 13.00 13.20
5000 146 m/z 115.05 14.12%

39 65 91 115

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.60 12.80 13.00 13.20
m/z 129.10 12.09%
146
5000
9% 115
51 77 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX011819\

VX007136.D

18 Jan 2019 15:48

JC/SP

K1195-03
5_.0mL/MSVOA_X/WATER

14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M

Quant Title

TIC Library

: SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc
Butane, 2,3-dimet... 2.84 5.4 ug/Il
Butane, 2,2,3,3-t... 6.34 7.1 ug/l
Pentane, 2,3,3-tr... 8.18 8.3 ug/Il
o-Cymene 12.23 14.6 ug/1
1H-Indene, 2,3-di... 12.90 10.4 ug/1

82X010819W.M Mon Jan 21 13:08:33 2019

Units Response

155467
242628
285510
639552
454432

|--Internal Standard---|
| # RT Resp Conc]

1432540 50.0
1716990
1716990 50.0
2184600 50.0
2184600 50.0

12.08

1
2
2 6.86
4
4 12.08

SS038RW082-160116
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