LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample = J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 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\82X080618W .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 94 rBV 1015594 1384853 54.45% 4_057%
1.398 119 133 152 rBV3 52311 318308 12.52% 0.932%
207 rvVB 73499 105158 4._.13% 0.308%
1.995 227 231 241 rVB 65735 99665 3.92% 0.292%
2.392 289 296 302 rBV 60741 116816 4_59% 0.342%
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2.623 328 334 341 rVB 19435 36396 1.43% 0.107%
2.843 362 370 372 rBV 61646 121778 4._.79% 0.357%
401 rVB 183328 469081 18.44% 1.374%
3.166 414 423 436 rVB 210421 482206 18.96% 1.413%
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1 3.513 472 480 492 rBvV 120232 275735 10.84% 0.808%
11 4.135 574 582 589 rBV 10917 30378 1.19% 0.089%
12 4_.300 599 609 614 rBV3 9837 28689 1.13% 0.084%
13 4_397 614 625 639 rVB 211094 615857 24.21% 1.804%
14 5.233 747 762 785 rVB5 16931 71799 2.82% 0.210%

15 5.507 794 807 813 rBV 219697 637307 25.06% 1.867%

16 5.574 813 818 826 rvv4 141919 473841 18.63% 1.388%
17 5.666 826 833 861 rvv 324530 1026820 40.37% 3.008%
18 5.934 864 877 889 rvv4 71355 247320 9.72% 0.724%
19 6.068 889 899 906 rvv 235724 613147 24.11% 1.796%
20 6.147 906 912 921 rVvV 190093 494305 19.44% 1.448%

21 6.257 922 930 939 rvv4 40018 140264 5.51% 0.411%
22 6.354 939 946 954 rvv2 38888 111248 4._.37% 0.326%
23 6.452 954 962 974 rVB3 52315 148969 5.86% 0.436%
24 6.702 992 1003 1012 rBV2 15450 37037 1.46% 0.108%
25 6.860 1019 1029 1039 rBV 485056 1141397 44.88% 3.343%

26 7.464 1115 1128 1140 rBV 317490 749523 29.47% 2.196%

27 7.732 1165 1172 1182 rVB 29456 57006 2.24% 0.167%
28 7.848 1182 1191 1198 rVB3 16068 35003 1.38% 0.103%
29 8.031 1215 1221 1230 rVB3 15668 35172 1.38% 0.103%
30 8.391 1275 1280 1286 rVB3 13655 26607 1.05% 0.078%
31 8.665 1318 1325 1328 rBV2 32998 59097 2.32% 0.173%

32 8.720 1328 1334 1340 rVvV 1203079 1888000 74.23% 5.530%
33 8.787 1340 1345 1351 rVV 775225 1158366 45.54% 3.393%
34 8.842 1351 1354 1358 rVB 24897 36365 1.43% 0.107%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample = J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 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\82X080618W.M

Title : SW846 8260

35 9.043 1381 1387 1394 rVB 55712 90316 3.55% 0.265%
36 9.165 1399 1407 1413 rBV2 21537 35742 1.41% 0.105%
37 9.573 1467 1474 1478 rBV2 17341 29582 1.16% 0.087%
38 9.622 1478 1482 1487 rVB 30431 43392 1.71% 0.127%
39 9.677 1487 1491 1496 rBV 24824 37386 1.47% 0.110%

40 10.116 1557 1563 1570 rBV 1038147 1377325 54.15% 4._.035%

41 10.183 1570 1574 1580 rVvVv 22845 35328 1.39% 0.103%
42 10.256 1580 1586 1593 rVB 535329 718233 28.24% 2.104%
43 10.360 1594 1603 1610 rBV 1952236 2518608 99.03% 7.378%
44 10.701 1654 1659 1670 rVB 378331 476297 18.73% 1.395%
45 11.018 1706 1711 1723 rVB 196070 249904 9.83% 0.732%

46 11.140 1725 1731 1736 rBV 1057597 1303187 51.24% 3.817%
47 11.360 1762 1767 1774 rBV 241876 303357 11.93% 0.889%
48 11.439 1774 1780 1787 rVvV 1001164 1752949 68.92% 5.135%
49 11.506 1787 1791 1799 rVB 662552 816521 32.10% 2.392%
50 11.671 1809 1818 1827 rBV 534145 657613 25.86% 1.926%

51 11.768 1828 1834 1836 rBV 26427 35070 1.38% 0.103%
52 11.811 1836 1841 1852 rVB 2188224 2543374 100.00% 7.450%
53 11.920 1852 1859 1861 rBV 33261 47377 1.86% 0.139%
54 11.945 1861 1863 1870 rVB 64167 81270 3.20% 0.238%

55 12.024 1871 1876 1880 rBV 96792 123229 4._.85% 0.361%

56 12.079 1880 1885 1891 rVB 1290167 1575574 61.95% 4.615%
57 12.146 1891 1896 1905 rVB 761906 921665 36.24% 2.700%
58 12.231 1905 1910 1914 rBV 22965 28654 1.13% 0.084%
59 12.305 1914 1922 1924 rBV 253659 357018 14.04% 1.046%
60 12.378 1929 1934 1943 rVB3 214302 336329 13.22% 0.985%

61 12.463 1943 1948 1953 rBV2 34017 44491 1.75% 0.130%
62 12.518 1953 1957 1963 rVB 81852 98226 3.86% 0.288%
63 12.591 1963 1969 1970 rBV 117509 147825 5.81% 0.433%
64 12.609 1970 1972 1977 rVV 136898 162022 6.37% 0.475%
65 12.670 1977 1982 1985 rVV 188139 220068 8.65% 0.645%

66 12.701 1985 1987 1992 rVV 46596 58165 2.29% 0.170%
67 12.762 1992 1997 2004 rVB4 121831 222922 8.76% 0.653%
68 12.902 2015 2020 2025 rVB2 107733 154584 6.08% 0.453%
69 12.981 2025 2033 2036 rBV 143558 186425 7.33% 0.546%
70 13.018 2036 2039 2046 rVB 225745 285087 11.21% 0.835%

71 13.085 2046 2050 2055 rBVZ2 21513 38737 1.52% 0.113%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample = J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 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\82X080618W.M
Title : SW846 8260
72 13.225 2070 2073 2077 rVB 72190 83999 3.30% 0.246%

73 13.347 2088 2093 2099 rVB2 383538 512675 20.16% 1.502%
74 13.481 2109 2115 2124 rVB 235455 301716 11.86% 0.884%

75 13.646 2137 2142 2146 rBV3 32928 56946 2.24% 0.167%
76 13.725 2152 2155 2161 rVB2 41627 69939 2.75% 0.205%
77 13.835 2165 2173 2181 rVB 366330 504330 19.83% 1.477%
78 13.914 2181 2186 2191 rVB2 38806 51967 2.04% 0.152%
79 13.987 2191 2198 2202 rBV2 52563 79729 3.13% 0.234%

80 14.292 2240 2248 2255 rVB 62909 108788 4.28% 0.319%

81 14.542 2284 2289 2298 rBV2 66024 90066 3.54% 0.264%
82 14.700 2307 2315 2319 rBV 331937 415488 16.34% 1.217%
83 14.841 2333 2338 2347 rBV 231763 309379 12.16% 0.906%

84 15.274 2400 2409 2414 rBV 31805 52723 2.07% 0.154%

85 15.554 2449 2455 2460 rBV2 20823 33967 1.34% 0.099%

86 15.688 2470 2477 2481 rBV3 26850 50311 1.98% 0.147%

87 15.725 2481 2483 2490 rVB 20407 29054 1.14% 0.085%
Sum of corrected areas: 34138442
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX003933.D

2000000

1500000

1000000 Lo

500000
5.67

289 317 4.40 5.51 6.8715
. 140 179200 239 55 28 | P 4.144.3 5.23 5%
T T T T T T T T T T T T T T I T T T I T T T T I T T T I T T T T I T T T T T T T

T T T T T T
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VX003933.D

2000000 10.36

1500000

8.72

10.12 11.14
1000000 L4

8.79

10.21%
10.70

w0

500000 6.86
7.46
‘A» 7.73.858.03  8.39 .84 9.04 16

[ T T
Time--> 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VX003933.D
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2000000
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I 1
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15.27 15.5H50680

T
16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W .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 Sulfur dioxide Concentration Rank 9

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

1.40 15.50 ug/I1 318308 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 86
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 83
3 2-Aminoethvl hvdroaen sulfate 141 C2H7NO4S 000926-39-6 74
4 2.4.6-Triamino-5-pvrimidinvl hvd... 221 C4H7N504S 071552-23-3 64
5 (N-(-2-Acetamido))-2-aminoethane... 182 C4H10N204S 007365-82-4 9

Abundance Scan 133 (1.398 min): VX003933.D (-119) (-) m/z 64.00 100.00%
64
5000 48 [\
rrrTyTTTTTTT T T T T
3 1.00 1.20 1.40 1.60 1.80
0 ...,....,....,....a:...i.?ﬁ,. bt e 2 Tm/z 48.00  49.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #357: Sulfur dioxide
64
5000 48 SRS SRS
1.00 1.20 1.40 1.60 1.80
m/z 43.05 45 .56%
16 32
A AR RN RS RS AAARA REALN RAARARARAN UL RARSS LARSN SN AARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6177: Aminomethanesulfonic acid
64
1.00 1.20 1.40 1.60 1.80
5000 48 m/z 41.05 14.92%
17
| @4 76 96
G e R A AR RN ARAR RSN RARAS RARAS LSS RARAN AL RARSERARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18804: 2-Aminoethyl hydrogen sulfate
64 1.00 1.20 1.40 1.60 1.80
m/z 58.10 7.02%
5000 48
0 | s6 |, 8 93 n
m/z--> fo 25 §o 45 sb 60 70 85 do 160 110 150 150 140 ' 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W .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, 2-methyl- Concentration Rank 6

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

2.89 22.84 ug/1 469081 Pentafluorobenzene 5.67
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 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 38
4 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 36
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28

Abundance Scan 378 (2.892 min): VX003933.D (-372) (-) 43.10 100.00%

2.60 2.80 3.00 3.20

43
5000 71
57 ‘

86

0 .,....,....| ..'!|,..|=.,.-...,....,??E.‘.,....,....,....,2](’.7.2]1,5’.. m/z 71.10 46.45%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220

Abundance #1823: Pentane, 2-methyl-
43
5000 T ---u---/ﬁf----
2.60 2.80 3.00 3.20

27 n m/z 42.10 43.82%

2 15 || | | 86
O T e B o o o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #706: Pentane
43

2.60 2.80 3.00 3.20

5000 m/z 41.10 37.68%
27 57 72
0 15 “ ‘\\ I
B L LA I I e o e o B e e R B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #3984: Pentane, 3,3-dimethyl-
43 2.60 2.80 3.00 3.20
m/z 39.10 17.72%
71
5000
29 55 85
T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W .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, 3-methyl- Concentration Rank 5

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

3.17 23.48 ug/1 482206 Pentafluorobenzene 5.67
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. (l-methvlethvl)- 86 C5H100 001438-14-8 59
5 Butane, 1-chloro- 92 C4HoCl 000109-69-3 42

Abundance Scan 424 (3.172 min): VX003933.D (-414) (-) 57.05 100.00%

57
41
5000

71 gp 2.80 3.00 3.20 3.40 3.60
ol Pt e e e e e reaer || M7z 56,05 85.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1824: Pentane, 3-methyl-
57
41
5000

2.80 3.00 3.20 3.40 3.60
m/z 41.05 58.96%

71 86
01 IR B o e o e e e e s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-

57

2.80 3.00 3.20 3.40 3.60
5000 M m/z 43.05  22.74%

2 1
ol 14 J Il 84 99113
P e T e T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12723: Hexane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40 3.60
m/z 39.00 15.19%
5000 41
o7 71
o B N e ws
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W .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 n-Hexane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
351 13.43 ug/l 275735  Ppentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 n-Hexane 86 ceH14 000110-54-3 91

2 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 47
3 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 43
4 Pentane. 3-methvl- 86 C6H14 000096-14-0 40
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
Abundance Scan 479 (3.507 min): VX003933.D (-472) (-) m/z 57.10 100.00%
57
41
5000
% 320 340 360 380
71 : : : :
o..,....,....,....|i...?,°.~.':,....,'...7.?...|.,..9.6.,....,....,....,...1.3,9.... m/z 41.10 72.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1821: n-Hexane
57
41
5000
3.20 3.40 3.60 3.80
29 86 m/z 43.05 64 .83%
15 H |l so. 1
R A IR AR RARAR RARAN RN RARRA AR LARSS RS LA LARSE LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1485: 1-Pentene, 4-methyl-
43
3.20 3.40 3.60 3.80
5000 56 m/z 56.10 52.36%
27
‘ 69 g4
0 11 36] | ‘ 77|
L A AR LN RARRS RS RN RN IR MRS LRSS RN BRSS LU B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1779: Propanal, 2,2—dimethy|— L L L L L BN N |
m 5 3.20 3.40 3.60 3.80
m/z 42.05 32.84%
5000 29
86
0 15 “ ‘\‘ 50 |, 71 .
m/z--> :I.IO 2|0 3|0 4IO 5|0 6|O 7|0 8IO 9|0 lCI)O 1::.0 12|0 13|0 14|10 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W .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 3

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

4.40 29.99 ug/1 615857 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclohexane 84 C6H12 000110-82-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 42

Abundance Scan 625 (4.397 min): VX003933.D (-614) (-) m/z 56.05 100.00%
56
5000 4l 69 ,d/\\
| 51| o165 | 7270 % 400 420 440 4.60 4.80
Ol e m/z 41.05 49.76%
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
41
5000 69 SRS VA R AR R

4.00 4.20 4.40 4.60 4.80
m/z 69.05  43.35%

84
s oal sl el 5
O*rrrrrrrrprrrrprrer e e e e e e
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1458: Cyclohexane
56
84

4.00 420 4.40 4.60 4.80

5000 41 m/z 55.05 25.41%
69
15 \\ 37 51 65 77 |
OlrrrrrrreprrerprerrprrreerrrrrrrH e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl- R s
56 4.00 420 4.40 4.60 4.80

m/z 39.05 21.25%

41
5000
27
69
1 1\5 ! ‘ 37\ ‘\ 51\ 65 ‘ 84
o} SR S | M 7 1V | PRSR.J Sco S

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\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W .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 Benzene, l-ethyl-3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.44 55.63 ug/1 1752950 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1780 (11.439 min): VX003933.D (d31774) ) m/z 105.00 100.00%

105
5000
120
77 9
39 51 ca 65 11.20 11.40 11.60 11.80
Ol e e el 84 98 L LB L 134 sz 120.05  32.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9426: Benzene, 1-ethyl-3-methyl-
1
5000
120 11.20 11.40 11.60 11.80

m/z 91.05 11.74%

39 77 91
o 20 5lse 8 e o | 113

L L L o L L R BAAREESEES s nsEa sy

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105

11.20 11.40 11.60 11.80
5000 m/z 77.00 11.24%

120

91
1527 3 Steges 4 )
TR e T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene

o

11.20 11.40 11.60 11.80
m/z 106.10 8.71%

5000

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\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W .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-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.67 20.87 ug/1 657613 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 94
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 1818 (11.671 min):vxoo3933.D(-%j)809) ) m/z 104.95 100.00%
105
5000
120
77 91
39 51 65 11.40 11.60 11.80 12.00
Obrr e e o b 84l 98 L M3 184 T777120.10  30.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
29 . oL m/z 77.00 11.53%
o 2 1 SlsefS e | o8 | 13
LRI LA LS LR LRI I LA LR IS LA RSN SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105
11.40 11.60 11.80 12.00
5000 m/z 90.95 11.48%
77 91 120
L1521 3 Sleg® | | i
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9410: Benzene, 1,2,4-trimethyl-

11.40 11.60 11.80 12.00
m/z 106.00 8.72%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W .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, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.15 29.25 ug/1 921665 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-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 1897 (12.152 min): VX003933.D (-1891) (-) m/z 105.05 100.00%

105
5000 120

A

A\
LI N L I B

11.80 12.00 12.20 12.40

7 91

Obrr e e b e b e L A8 138 sz 120.10 46.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
i
5000 120 LA L L L L LB L B
11.80 12.00 12.20 12.40
77 o1 m/z 77.00 11.41%
39
PN P B - 5 Y S
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 10.12%

77 91
o 15 27 3 515865 | g g8 | ]
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9426: Benzene, 1-ethyl-3-methyl-

11.80 12.00 12.20 12.40
m/z 91.05 9.87%

5000

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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080818\
Data File : VX003933.D

Aca On : 08 Aug 2018 19:31

Operator : JC/MD

Sample : J4387-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W .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 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.35 16.27 ug/Il 512675 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 60
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 60
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 60
4 p-Cvmene 134 C10H14 000099-87-6 60
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 60
Abundance Scan 2093 (13.347 min): VX003933.D (-2088) (-) m/z 119.05 100.00%
119
5000 134
39 51 65 103 13.00 13.20 13.40 13.60
o..,....,....,....',-....i':-...,.':'..,...':-,....~,|....,:'='..,..|!!,'..1.2:?,'I'.'..,..1.4.7,... m/z 117.00  59.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119
5000
13.00 13.20 13.40 13.60
o1 134 m/z 134.05  43.13%
O e e e e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 A
NN AN SRS
134 13.00 13.20 13.40 13.60
5000 m/z 91.00 21.96%
G A N N
o) M V— ....“ﬁ‘... .‘k‘.. S VTSN VRS Py N | RS | —
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 13.00 13.20 13.40 13.60
m/z 114.95 21.07%
5000
134
91
15 27 4l s1 O 77 | 103 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\VX080818\
Data File : VX003933.D

Acq On : 08 Aug 2018 19:31

Operator : JC/MD

Sample - J4387-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W_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 1.40 15.5 ug/I1 318308 1 5.67 1026820 50.0
Pentane, 2-methyl- 2.89 22.8 ug/I1 469081 1 5.67 1026820 50.0
Pentane, 3-methyl- 3.17 23.5 ug/I1 482206 1 5.67 1026820 50.0
n-Hexane 3.51 13.4 ug/I1 275735 1 5.67 1026820 50.0
Cyclopentane, met... 4.40 30.0 ug/l 615857 1 5.67 1026820 50.0
Benzene, l-ethyl-... 11.44 55.6 ug/1 1752950 4 12.08 1575570 50.0
Benzene, l-ethyl-._.. 11.67 20.9 ug/I1 657613 4 12.08 1575570 50.0
Benzene, 1,2,3-tr... 12.15 29.3 ug/I1 921665 4 12.08 1575570 50.0
o-Cymene 13.35 16.3 ug/Il 512675 4 12.08 1575570 50.0
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