LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

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\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 69 80 94 rBV 1432698 1884753 100.00% 10.575%

1

2 1.337 118 123 129 rBV3 24122 76240 4._05% 0.428%
3 1.794 193 198 210 rVB 50215 81243 4_.31% 0.456%
4 2.398 291 297 309 rVvB3 16189 34545 1.83% 0.194%
5 2.599 323 330 340 rVvB 15669 31068 1.65% 0.174%

2.849 363 371 376 rBV 61759 138500 7.35% 0.777%
2.934 381 385 394 rVB 33369 69911 3.71% 0.392%
rBv 266003 604160 32.06% 3.390%
3.196 417 428 443 rVB 249879 632437 33.56% 3.549%
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1 3.867 526 538 550 rBv2 13651 40106 2.13% 0.225%
11 4.312 603 611 618 rBV3 8586 24207 1.28% 0.136%
12 4.404 618 626 641 rVB3 27629 91847 4.87% 0.515%
13 5.300 768 773 790 rVB5 7709 27318 1.45% 0.153%

14 5.507 795 807 816 rBV 207301 592599 31.44% 3.325%
15 5.666 824 833 860 rvB 278839 853305 45.27% 4._.788%

16 5.934 868 877 889 rvB7 8934 32614 1.73% 0.183%
17 6.074 889 900 906 rBV 218078 563625 29.90% 3.162%
18 6.147 906 912 924 rVB 121165 310897 16.50% 1.744%
19 6.385 924 951 959 rBV3 137464 510490 27.09% 2.864%
20 6.867 1019 1030 1041 rBV 439854 1036027 54.97% 5.813%

21 7.452 1115 1126 1139 rBVS5 27447 82411 4._.37% 0.462%
22 7.964 1198 1210 1218 rBV5 6887 28909 1.53% 0.162%
23 8.055 1218 1225 1234 rVB 52762 107987 5.73% 0.606%
24 8.177 1237 1245 1256 rBV2 92851 220190 11.68% 1.235%
25 8.513 1294 1300 1306 rBV 41034 73221 3.88% 0.411%

26 8.586 1306 1312 1320 rVB 115345 187666 9.96% 1.053%
27 8.720 1321 1334 1340 rBV 1123019 1750603 92.88% 9.822%
28 8.787 1340 1345 1351 rVB 145484 221664 11.76% 1.244%
29 8.915 1358 1366 1374 rBV 130305 207602 11.01% 1.165%

30 9.226 1412 1417 1427 rVB 14574 27811 1.48% 0.156%
31 9.519 1457 1465 1469 rBvV2 28062 48316 2.56% 0.271%
32 9.634 1478 1484 1493 rVB3 22765 40226 2.13% 0.226%
33 10.116 1552 1563 1568 rBV 940029 1355979 71.94% 7.608%
34 10.165 1568 1571 1574 rVV 28329 43221 2.29% 0.243%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

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\82X080618W.M
SW846 8260

35 10.207 1574 1578 1581 rVV 113571 149083 7.91% 0.836%

36 10.256 1581 1586 1590 rVvVv 362587 485882 25.78% 2.726%
37 10.311 1590 1595 1598 rVV3 21696 43637 2.32% 0.245%
38 10.360 1598 1603 1609 rVB 284751 373842 19.84% 2.098%
39 10.701 1654 1659 1666 rVB 118053 153964 8.17% 0.864%
40 10.848 1677 1683 1690 rBV2 31536 65191 3.46% 0.366%

41 10.957 1695 1701 1705 rVv4 13433 25835 1.37% 0.145%
42 11.018 1705 1711 1716 rVV 87342 121576 6.45% 0.682%
43 11.140 1725 1731 1736 rVV 974221 1185399 62.89%% 6.651%

44 11.226 1740 1745 1751 rVB2 33814 71403 3.79% 0.401%
45 11.329 1757 1762 1764 rBVY 39016 52188 2.77% 0.293%
46 11.360 1764 1767 1772 rVV 83297 114379 6.07% 0.642%
47 11.439 1775 1780 1781 rVV 67031 88003 4.67% 0.494%
48 11.457 1781 1783 1787 rVV 62949 68830 3.65% 0.386%
49 11.506 1787 1791 1798 rVB 39882 59789 3.17% 0.335%

50 11.671 1810 1818 1823 rBV 104480 133087 7.06% 0.747%

51 11.811 1836 1841 1846 rBV 241654 293799 15.59% 1.648%
52 11.921 1854 1859 1862 rBV2 46479 73939 3.92% 0.415%
53 12.079 1880 1885 1891 rBV 1164024 1411099 74.87% 7.918%
54 12.146 1891 1896 1903 rBV 84595 119596 6.35% 0.671%
55 12.299 1914 1921 1929 rBV 226858 314372 16.68% 1.764%

56 12.372 1929 1933 1943 rVB2 27218 48550 2.58% 0.272%
57 12.463 1943 1948 1953 rBV2 13550 19508 1.04% 0.109%
58 12.518 1953 1957 1963 rVB 21287 27716 1.47% 0.156%
59 12.585 1963 1968 1971 rBV 15084 22427 1.19% 0.126%
60 12.670 1977 1982 1985 rBV2 18442 23093 1.23% 0.130%
61 12.756 1992 1996 2004 rVB2 24453 39794 2.11% 0.223%
62 12.902 2013 2020 2025 rVB3 14181 22966 1.22% 0.129%
63 12.981 2025 2033 2036 rBV2 17326 30153 1.60% 0.169%
64 13.018 2036 2039 2046 rVB 21462 26944 1.43% 0.151%
65 13.353 2089 2094 2099 rVB2 41318 56093 2.98% 0.315%
66 13.835 2165 2173 2179 rBV 53012 68578 3.64% 0.385%
Sum of corrected areas: 17822413
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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: VX003985.D
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TIC: VX003985.D

9.23

T (s
Time--> 9.50 10.00 10.50 11.00

Abundance
1400000

1200000 12.08

1000000
800000
600000

400000

11.81 12.30
200000
11.67

11,92 17\15 Azmameyﬁmm 1335

0 ST Y T
12.00 12.50 13.00 13.50

T T T T T
Time--> 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\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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 Butane, 2,3-dimethyl- Concentration Rank 5

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

2.85 8.12 ug/l 138500 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 87
2 Tetrahvdrofuran 72 C4H80 000109-99-9 28
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 25
4 C2H5C(CH3)2COCH3 114 C7H140 020669-04-9 10
5 3-Aminopyrrolidine 86 C4H10N2 079286-79-6 9

Abundance Scan 371 (2.849 min): VX003985.D (-363) (-) m/z 43.10 100.00%
43
5000
71
® 55 86 2.60 2.80 3.00 3.20
35 49 64 7781 : : : :
”m“W“W“W“W“W“W“W“WJb'W“W“h“W“WdW”W“W“m”W“W m/z 42.05 86.76%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl-
42
5000
71 2.60 2.80 3.00 3.20
27 m/z 41.05 40.11%
15 ||32 3*. , 51?? 6367 | 77 8
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #669: Tetrahydrofuran
42
2.60 2.80 3.00 3.20
5000 7 m/z 71.10 26.17%
27
15 | 31 38]||, 50 57
miz--> T T T T e
Abundance #1825: Pentane, 2-methyl- S A
43 260 2.80 3.00 3.20

m/z 39.10 17.26%

5000
27 71
39

2 |31 53‘\ 6367 86

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.60 2.80 3.00 3.20

82X080618W.M Mon Aug 13 18:07:05 2018 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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 Cyclopentane, methyl- Concentration Rank 8

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

4.40 5.38 ug/Il 91847 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
3 Cvclohexane 84 C6H12 000110-82-7 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 59
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 50

Abundance Scan 625 (4.397 min): VX003985.D (-618) (-) m/z 55.95 100.00%
56
5000 al 69
84 400 420 440 4.60 4.80
37|,|| 45 51|| 59 65 79 87
.,....,....,....,....,....,....,...I;.I.'.,....i:.:., et et || M/z 41.10  51.19%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
o8 m/z 69.00 41 .55%
84
15 Al 34||| 595§|. 65,
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1488: 1-Pentene, 2-methyl-
56
N AR LA AR AR
41 4.00 4.20 4.40 4.60 4.80
5000 m/z 55.05 25.39%
69 84
29
'P'”I“'W'“'P'”I”lW'”'P'“i”lW'”?S?ﬁI"W§%§ﬁ“'P'”I“'W'“'P'“I”'W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1456: Cyclohexane
56 4.00 4.20 4.40 4.60 4.80
a1 84 m/z 39.00 21.35%
5000
27 69
15 130 38|44 50°3|| 61 65“ 7781,
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 | | 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\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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 Amylene hydrate Concentration Rank 2

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

6.38 24.64 ug/1 510490 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene hvdrate 88 C5H120 000075-85-4 78
2 3-Hexanol 102 C6H140 000623-37-0 78
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 59
4 Propanoic acid. 2-hvdroxy-2-methvl- 104 C4H803 000594-61-6 40
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 40

Abundance Scan 950 (6.379 min): VX003985.D (-924) (-) m/z 59.10 100.00%

59
73
5000 43

600 620 640 660 680

...,....,....,..3.?|,|...., !|:;..‘.3?!'....,??..,....9?....}?2..., m/z 55.05  59.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2100: Amylene hydrate
59
5000 73
43 6.00 6.20 6.40 6.60 6.80

m/z 73.10 58.62%

29, ‘ S | 67|.‘
...,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 40 60 70 80 90 100 110
Abundance #4415: 3-Hexanol
59

6.00 6.20 6.40 6.60 6.80

31

5000 43 73 m/z 43.05 38.51%
l
37“\\\ 53\\\‘ 67 84 102
e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4460: 3-Pentanol, 2-methy!-  Emme e e R R
59 600 620 640 660 680

m/z 41.10 25.65%

5000 73
a1
u‘ H\ 53, 67 85 101
e e B

m/z--> 10 20 30 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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 Pentane, 2,3,4-trimethyl- Concentration Rank 9

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

8.06 5.21 ug/l 107987 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 90
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 78
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 78
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64

Abundance Scan 1226 (8.061 min): VX003985.D (-1218) (-) m/z 43.05 100.00%
43 71
5000 {S
55

7.80 8.00 8.20 8.40
‘ 95 112
...,....,....,....,..3.6.|,.':..,'.'.:|.,‘??.~.',.-...,f.‘?..,..-..,....,:...,.. m/z 71.10 84.87%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
il}
71
5000

7.80 8.00 8.20 8.40

55 m/z 70.05 69.44%
15 il 1l e3 || e3 114
,,,,,,,,,,,,,
m/z--> O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43
71 7.80 8.00 8.20 8.40
5000 m/z 41.05 36.94%
57
29
15 | | so | B 99 114
RN R e A  E  RARE A SRS s E R TS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7643: Hexane, 2,3-dimethyl-
43 7.80 8.00 8.20 8.40
m/z 55.00 31.97%
70
5000
27 55
2 15 ‘\ \‘ ez | 778 99 114
T T T T R e e e e T
m/z--> O 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\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

8.18 10.63 ug/Il 220190 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59

5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 59

Abundance Scan 1245 (8.177 min): VX003985.D (-1237) (-) 43.05 100.00%
43
71
5000 57 P
| | 9 110 780 8.00 8.20 8.40 8.60
..q”.q”.q””,””,L”,AL,HA,””P””PJMP.”P.”P”.P” 71.10 66.50%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 780 8.00 8.20 8.40 8.60
27 85 70.10  63.79%
2 15 |L 9 113
T e e e e e e o e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7668: Pentane, 3-ethyl-2-methyl-
43
70 7.80 8.00 8.20 8.40 8.60
5000 m/z 57.10 50.01%
27 55 85
15 ‘\ L ‘\ 62 || 77 w 9% 114
R e o e A R e RRRRRERREE L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12714: Hexane, 2,3,4-trimethyl-
43 7.80 8.00 8.20 8.40 8.60
m/z 41.05 41 .44%
5000 57 11 g5
w [l % 128
T T T T e e e T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40 8.60

82X080618W.M Mon Aug 13 18:07:09 2018

Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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 3-Pentanol, 2,2-dimethyl- Concentration Rank 7

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

8.59 6.92 ug/l 187666 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 72
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 72
3 3-Hexanol. 5-methvl- 116 C7H160 000623-55-2 56
4 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 50
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 43

Abundance Scan 1313 (8.592 min): VX003985.D (-1306) (-) m/z 59.05 100.00%
59
5000
41
69 87
53 8.20 8.40 8.60 8.80 9.00
...,....,....,....|,!H..,..'!.i...'.i....??!-..,.?“?.,....,....,.. m/z 41.05 35.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8389: 3-Pentanol, 2,2-dimethyl-
59
5000 41
87 8.20 8.40 8.60 8.80 9.00
69 m/z 45.05 28.65%
15 ||| I |L7 53J . 79 101 115
miz--> 5 % % 40 % 6 7 80 9 100 10 130
Abundance #4459: 2-Pentanol, 2-methyl-
59
8.20 8.40 8.60 8.80 9.00
5000 m/z 69.10 26.26%
45
87
"'P%§W"AH'”JJL'W"”I'”?ﬁ”"v"'"”I'”'I”"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8360: 3-Hexanol, 5-methyl-
59 8.20 8.40 8.60 8.80 9.00
m/z 43.00 26.03%
43 69
5000
31 87
\ 25“‘ 37\‘\ 53MM L 77 98 115
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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 3-Pentanol, 3-methyl- Concentration Rank 6

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

8.91 7.66 ug/l 207602 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 47
3 4-Heptanol. 3-methvl- 130 C8H180 001838-73-9 42
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 37
5 3,4-Dimethyl-5-hexen-3-0l 128 C8H160 001569-45-5 25

Abundance Scan 1365 (8.909 min): VX003985.D (-1358) (-) m/z 73.10 100.00%
7B
55
5000
84 IIIIIIIIIIIIIIIIIIII
8.60 8.80 9.00 9.20
...,....,....,..3‘?',‘:‘.[4-.'.!'.,.‘?5.‘,.:..,.!-.'.,...?,9....1?.2..,....,.... m/z 55.05 55.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4464: 3-Pentanol, 3-methyl-
73
5000 55
8.60 8.80 9.00 9.20
45 m/z 43.00 30.61%
29 || 87
"'P%éﬁ"JLH'?ﬁ:L'W'““W'§$JP"'IJ"I“"I”"I”"I'”'I'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2054: 1,3-Dioxolane, 2-methyl-
73
43 8.60 8.80 9.00 9.20
5000 m/z 41.05 30.34%
29 58
15 ‘ 87
”'PJ”I”Hﬁhﬁqﬁ'”?{'ﬁ'”'Pl”l”JW'”'P'“I”'W'”'P'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13697: 4-Heptanol, 3-methyl-
56 8.60 8.80 9.00 9.20
73 m/z 69.10 28 .99%
5000 29 43
87
15 gl |l esl] 80 | 95102 112 129
m/z--> 10 20 3'0 4'0 50 60 7'0 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081018\
Data File : VX003985.D

Aca On : 10 Aug 2018 18:57

Operator : JC/MD

Sample : J4397-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.30 11.14 ug/Il 314372 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
3 trans-Cinnamvl bromide 196 C9OH9Br 026146-77-0 64
4 Deltacvclene 118 C9H10 007785-10-6 62
5 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 58

Abundance Scan 1921 (12.299 min): VX003985.D (-1914) (-) m/z 117.00 100.00%

117

5000
AN

134 12.00 12.20 12.40 12.60
i e || M/z 118.00  50.59%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #8951: Indane
117
5000 ||||/|\|||||||||||||||||
12.00 12.20 12.40 12.60
o1 m/z 115.00 39.34%
15 27 39 51 63 47 103

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8966: Benzene, cyclopropyl-
117
R e AR e
12.00 12.20 12.40 12.60
5000 o1 m/z 90.95 16.03%
51
. 39 ‘ 63 47 103
.}?“u..h”MNNL.@H.M.,“..q....“...,.”.,..”,..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58675: trans-Cinnamy| bromide
117 12.00 12.20 12.40 12.60

m/z 116.00 13.61%

5000

91
15 27 39 51 63 77 | 102 || 129 169 196

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081018\
Data File : VX003985.D

Acq On : 10 Aug 2018 18:57

Operator : JC/MD

Sample - J4397-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 22 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]
Butane, 2,3-dimet... 2.85 8.1 ug/Il 138500 1 5.67 853305 50.0
Cyclopentane, met... 4.40 5.4 ug/Il 91847 1 5.67 853305 50.0
Amylene hydrate 6.38 24_6 ug/I1 510490 2 6.87 1036030 50.0
Pentane, 2,3,4-tr... 8.06 5.2 ug/Il 107987 2 6.87 1036030 50.0
Pentane, 2,3,3-tr... 8.18 10.6 ug/I1 220190 2 6.87 1036030 50.0
3-Pentanol, 2,2-d... 8.59 6.9 ug/Il 187666 3 10.12 1355980 50.0
3-Pentanol, 3-met... 8.91 7.7 ug/l 207602 3 10.12 1355980 50.0
Indane 12.30 11.1 ug/I1 314372 4 12.08 1411100 50.0
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