LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 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\82X010720W.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 1.070 26 30 44 rBY 1999959 2331436 92.81% 7.396%
2 1.271 59 63 70 rBv 29391 46719 1.86% 0.148%
3 1.594 109 116 119 rvVB6 25930 45947 1.83% 0.146%
4 1.783 143 147 154 rVB 188973 264667 10.54% 0.840%
5 2.387 239 246 257 rVB 80080 164670 6.56% 0.522%
6 2.588 272 279 286 rBV 60458 110647 4._.40% 0.351%
7 2.838 312 320 332 rBV 399892 899572 35.81% 2.854%
8 3.173 366 375 387 rBV2 399611 995448 39.63% 3.158%
9 4.130 526 532 544 rVB4 20533 55983 2.23% 0.178%
10 4.307 546 561 572 rBV2 81586 251705 10.02% 0.798%
11 4.545 591 600 614 rVB3 23001 89197 3.55% 0.283%

12 5.240 703 714 725 rBV3 35042 128006 5.10% 0.406%
13 5.490 742 755 766 rBV2 264630 750919 29.89% 2.382%
14 5.654 771 782 787 rVvV 472525 1308655 52.10% 4.152%
15 5.722 787 793 811 rVB 483992 1462088 58.21% 4.638%

16 5.935 821 828 838 rVvB3 30767 95657 3.81% 0.303%
17 6.057 838 848 857 rBvV 283967 741013 29.50% 2.351%
18 6.258 870 881 886 rBv2 125289 389047 15.49% 1.234%
19 6.343 886 895 907 rvv2 815356 2511961 100.00% 7.969%
20 6.453 907 913 923 rVB4 23392 58967 2.35% 0.187%

21 6.849 970 978 989 rBV 709256 1671071 66.52% 5.301%
22 7.441 1065 1075 1083 rBV3 68777 161867 6.44% 0.513%
23 7.569 1091 1096 1101 rBV3 38928 79465 3.16% 0.252%
24 7.636 1101 1107 1110 rvv2 80733 167488 6.67% 0.531%
25 7.678 1110 1114 1122 rVB 67985 137593 5.48% 0.436%

26 7.843 1134 1141 1148 rVB2 85781 183257 7.30% 0.581%
27 8.050 1165 1175 1183 rVB 517970 1082053 43.08% 3.433%
28 8.172 1186 1195 1203 rBV 781611 1534090 61.07% 4.867%
29 8.252 1203 1208 1213 rBV 74056 125842 5.01% 0.399%

30 8.386 1223 1230 1235 rBV6 33530 72540 2.89% 0.230%
31 8.447 1235 1240 1244 rVV 36602 73543 2.93% 0.233%
32 8.483 1244 1246 1250 rVvv3 25659 41494 1.65% 0.132%
33 8.532 1250 1254 1257 rvv2 33549 62815 2.50% 0.199%
34 8.581 1258 1262 1269 rVB 47686 78590 3.13% 0.249%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 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\82X010720W.M
: SW846 8260

35 8.672 1269 1277 1278 rBV2 134417 208150 8.29% 0.660%

36 8.709 1278 1283 1292 rVB 1503054 2379198 94.71% 7.548%

37 8.831 1299 1303 1307 rBV 33065 52255 2.08% 0.166%
38 8.880 1307 1311 1313 rVv4 18563 28998 1.15% 0.092%
39 9.038 1331 1337 1342 rVB3 47064 86744 3.45% 0.275%
40 9.160 1350 1357 1362 rVB2 91791 158468 6.31% 0.503%
41 9.215 1362 1366 1370 rBV 45605 67705 2.70% 0.215%
42 9.434 1397 1402 1407 rBvV2 21723 37639 1.50% 0.119%
43 9.514 1407 1415 1420 rVvVv 355404 547157 21.78% 1.736%
44 9.568 1420 1424 1429 rVB3 45703 75206 2.99% 0.239%
45 9.672 1437 1441 1444 rBV2 17096 27367 1.09% 0.087%
46 9.818 1460 1465 1469 rBVS5 20077 33488 1.33% 0.106%
47 9.995 1488 1494 1498 rBV2 24396 38307 1.52% 0.122%
48 10.111 1507 1513 1519 rVV 1396299 1975776 78.65% 6.268%
49 10.178 1522 1524 1532 rVB3 18800 35988 1.43% 0.114%
50 10.635 1592 1599 1602 rBV5 20156 33343 1.33% 0.106%
51 10.910 1639 1644 1648 rBVS 12982 25151 1.00% 0.080%
52 11.062 1664 1669 1675 rBV 45780 71014 2.83% 0.225%
53 11.135 1675 1681 1686 rBV 1136870 1523169 60.64% 4.832%
54 11.629 1758 1762 1765 rBV 37425 52817 2.10% 0.168%
55 11.666 1765 1768 1775 rVB2 21377 29599 1.18% 0.094%
56 11.763 1777 1784 1787 rBV3 25976 41255 1.64% 0.131%
57 11.940 1806 1813 1818 rVB2 22566 38294 1.52% 0.121%
58 12.074 1830 1835 1841 rVB 1477494 1815964 72.29% 5.761%
59 12.202 1846 1856 1857 rBV 20228 32944 1.31% 0.105%
60 12.226 1857 1860 1866 rVV 47602 64950 2.59% 0.206%

61 12.294 1866 1871 1878 rVV 1688233 2079152 82.77% 6.596%
62 12.361 1878 1882 1891 rVB 166621 213314 8.49% 0.677%
63 12.525 1903 1909 1914 rVB 103365 130856 5.21% 0.415%
64 12.659 1924 1931 1933 rBV3 17951 29398 1.17% 0.093%
65 12.696 1933 1937 1942 rVB 109989 136919 5.45% 0.434%

66 12.751 1942 1946 1948 rBV 70235 93911 3.74% 0.298%
67 12.812 1953 1956 1959 rVvVv 24612 29131 1.16% 0.092%
68 12.891 1961 1969 1975 rBV2 56286 84903 3.38% 0.269%
69 13.080 1995 2000 2009 rVB3 74410 123498 4.92% 0.392%
70 13.165 2009 2014 2015 rBVZ2 23221 27471 1.09% 0.087%
71 13.184 2015 2017 2020 rVv2 29926 37954 1.51% 0.120%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 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\82X010720W.M

Title : SW846 8260

72 13.220 2020 2023 2025 rVvVv 27921 36986 1.47% 0.117%
73 13.245 2025 2027 2031 rVB 40469 41770 1.66% 0.133%
74 13.342 2039 2043 2048 rBV 213014 267366 10.64% 0.848%
75 13.476 2062 2065 2069 rVB4 21914 28260 1.13% 0.090%
76 13.635 2088 2091 2094 rBV 28684 35741 1.42% 0.113%
77 13.714 2094 2104 2108 rVB2 152127 290562 11.57% 0.922%
78 13.976 2141 2147 2151 rBV 39580 55676 2.22% 0.177%
79 14.263 2188 2194 2197 rBV7 14143 26284 1.05% 0.083%
80 14.427 2216 2221 2226 rBV5 22749 35971 1.43% 0.114%
81 14.537 2234 2239 2242 rBV6 20021 29843 1.19% 0.095%
82 14.653 2253 2258 2262 rBV 19221 32458 1.29% 0.103%

Sum of corrected areas: 31522382
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W.M
Quant Title : SW846 8260

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

Abundance TIC: VX014545.D
20000001 1|07

1500000

1000000

500000

284 317
1.78 5.49 6.06
J K 127 159 239 2.59 413" 454 5.24 j‘ﬁfb

(O T R e e e B L e B e e e e e e e B —— T T
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 450 5.00 5.50 6.00
Abundance TIC: VX014545.D

2000000

8.71
1500000 10.11

11.14

1000000
6.34 8.17
6.85

500000

8
Z%mm jGJ 858389 od, Ql ) 55679 BZCLJI 18 10.64 10.94L
e

Time--> 6.50 7.00 9 OO 10 00 10 50 11 OO

Abundance TI C: VX014545.D
2000000

1500000

1000000

500000

236 133 1537
111687 761, 9_4 @22 A_zj@@fg” 1348368 1398 14264485465

oS e

Time--> 12 OO 12 50 13 OO 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\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W.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, 2,3-dimethyl- Concentration Rank 7

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

2.84 34.37 ug/1 899572 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 87
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 38
4 Butane. 2-methvl- 72 C5H12 000078-78-4 38
5 Tetrahydrofuran 72 C4H80 000109-99-9 36

Abundance Scan 320 (2.838 min): VX014545.D (-312) (-) m/z 43.10 100.00%

5000

i

2.60 2.80 3.00 3.20
m/z 42.10 86.42%

ol 7 105 127142159 185201217235 257272287

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1830: Butane, 2,3-dimethyl-

5000 e e
1 2.60 2.80 3.00 3.20

m/z 41.05 40.45%

5 86
m/z--> 0O 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

5000 m/z 71.10 25.21%
27 71
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #572: Cyclobutane, methyl-
4 2.60 2.80 3.00 3.20

m/z 39.10 19.30%
5000

70

2

m/z--> 0O 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\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W_.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, 3-methyl- Concentration Rank 6

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

3.17 38.03 ug/1 995448 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 74
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
3 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 59
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 45
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 45

Abundance Scan 374 (3.167 min): VX014545.D (-366) (-) m/z 57.10 100.00%

g7
41
5000
73

280 300 320 340 360

Obrrrrrrrrrrriee ,..'.I.,F?‘.’.1.9?.,..1.3.4....1,‘??..,.1.?.2.2.19 30 268 286 m/z 56.05 85.35%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1827: Pentane, 3-methyl-
57
41
5000 LA LI L L L L L L L B B

2.80 3.00 3.20 3.40 3.60
m/z 41.05 66 .69%

1.5‘ I‘ , 86
IIIIIIII.IIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIII IIIII
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12723: Hexane, 2,2,3-trimethyl-
5[7

2.80 3.00 3.20 3.40 3.60

5000 a1 m/z 43.10 27.76%
14 | \“ ‘ | 85 113
R R A L B A R Raasaraneae
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7655: Pentane, 2,2,3-trimethyl- e .... e
57 280 300 320 3.40 3.60

m/z 73.10 21.77%

5000 41

99
15\\‘ I, 83 7

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W_.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, 2,3-dimethyl- Concentration Rank 4

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

5.72 55.86 ug/1 1462090 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 90
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 78
3 Hexvl octvl ether 214 C14H300 017071-54-4 59
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 42
5 Heptane 100 C7H16 000142-82-5 38

Abundance Scan 793 (5.722 min): VX014545.D (-787) (-) m/z 56.10 100.00%

56
41
5000 71

540 560 580 600
SN, 100 118133149 166 185 205 225 254268 290 m/z 43.10 78 _54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3985: Pentane, 2,3-dimethyl-
56
5000 4

71 5.40 5.60 5.80 6.00
m/z 41.10 66 .58%
2 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86144: Ethanol, 2-(dodecyloxy)-
56
L e
4 540 560 5.80 6.00
5000 m/z 57.10 66 .09%
15 H‘ { 140 168183199
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72867: Hexyl octyl ether I R ARE EEE
43 5 540 560 580 6.00

m/z 71.10 42_.71%

5000 6
ZT ‘ 112
Lk, 143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W_.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 Cyclopentane, 1,3-dimethyl-._._. Concentration Rank 10

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

6.26 11.64 ug/Il 389047 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 91
2 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 90
3 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 64
4 Cvclopentane. 1.2.3-trimethvl-, ... 112 C8H16 002613-69-6 59
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 53

Abundance Scan 881 (6.258 min): VX014545.D (-870) (-) m/z 70.10 100.00%
70

=

5
5000
3 ANV SN ¥ N
98 6.00 6.20 6.40 6.60
o 120 139 167181 200216 240 264 290 m/z 56.05 68.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
70

5
5000 3 6.00 6.20 6.40 6.60
m/z 55.10 60.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3392: Cyclopentane, 1,3-dimethyl-
0

6.00 6.20 6.40 6.60
5000 m/z 41.10 50.41%
98

-

~

-

%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6835. Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...

55 70 6.00 6.20 6.40 6.60

m/z 43.10 26.89%
5000
| 3% T
| I
A e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W_.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 Hexane, 2,2-dimethyl- Concentration Rank 2

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

6.34 75.16 ug/1 2511960 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 894 (6.337 min): VX014545.D (-886) (-) m/z 57.10 100.00%

57
5000
41

99 6.00 620 6.40 6.60
Ol el e 83 T 15 133 154 176 204 227 247 273 | sz 56.10  36.75%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7650: Hexane, 2,2-dimethyl-
57
5000 BENESENAERE SR R
a1 6.00 6.20 6.40 6.60

m/z 41.10 28.15%

15 | |‘.| 77 P
T T T e [
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7663: Pentane, 2,2,4-trimethyl-
57

6.00 6.20 6.40 6.60

5000 m/z 43.10 13.24%
41
il xH |83 %114
e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7671: Butane, 2,2,3,3-tetramethyl- R RRaEEs EEEEa R
57 6.00 6.20 6.40 6.60

m/z 39.10 9.02%

5000
41
99
15 | t‘\ L83 %114
S MR o

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W_.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 Pentane, 2,3,4-trimethyl- Concentration Rank 8

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

8.05 32.38 ug/1 1082050 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 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 78
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 78
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 72

Abundance Scan 1175 (8.050 min): VX014545.D (-1165) (-) m/z 43.05 100.00%
43 71
5000
7.80 8.00 820 8.40
Olrrrprerrt ..-|J,..=.,...9.7,..1.1.4.%.3?..1.%5.17.1.1??. 214 237252 219 300 | "m/z 71.10 83.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7659: Pentane, 2,3,4-trimethyl-
48
71
5000
7.80 8.00 820 8.40
27 m/z 70.05 62.46%
Il ﬂ 97 114
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3975: Pentane, 3-ethyl-
48
7.80 8.00 820 8.40
5000 1 m/z 41.10 30.64%
i \‘\ | A 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48907: Decane, 3,3,4-trimethyl-
43 T 7.80 8.00 820 8.40
m/z 55.10 23.36%
5000
2 L Lo, 99 129 155
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W_.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 Pentane, 2,3,3-trimethyl- Concentration Rank 5

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

8.17 45.90 ug/1 1534090 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. 3.3-dimethvl- 114 C8H18 000563-16-6 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

Abundance Scan 1195 (8.172 min): VX014545.D (-1186) (-) m/z 43.10 100.00%
43
71
5000
99 7.80 8.00 8.20 8.40 8.60
I ..-|.,..'.-.,!... L8133 154 174 197 223 248 269286 | ‘m/z 71.10 62.49%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
7.80 8.00 8.20 8.40 8.60
m/z 70.05 54_.12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7644: Hexane, 3,3-dimethyl-
43
7.80 8.00 8.20 8.40 8.60
5000 71 m/z 57.05 47 .68%
27
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 7.80 8.00 8.20 8.40 8.60
m/z 85.10 38.07%
5000
7 71
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W_.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 3-Pentanone, 2,2-dimethyl- Concentration Rank 9

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

9.51 13.85 ug/Il 547157 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.2-dimethvl- 114 C7H140 000564-04-5 83
2 3-Hexanone. 4-methvl- 114 C7H140 017042-16-9 53
3 3-Hexanone. 5-methvl- 114 C7H140 000623-56-3 53
4 3.4-Hexanedione 114 C6H1002 004437-51-8 52
5 3-Heptanone 114 C7H140 000106-35-4 42

Abundance Scan 1414 (9.507 min): VX014545.D (-1407) (-) m/z 57.10 100.00%
g7
5000
41
s 1’ 132148163 186 205 222 240 258 278 295 9.20 9.0 950 980 _
Ol 232148163186 205222 240 258 278295 | nz7 41.10  29.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7566: 3-Pentanone, 2,2-dimethyl-
57
5000
29 9.20 9.40 9.60 9.80
m/z 114.10 12 .29%
g5 114
Il |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7503: 3-Hexanone, 4-methyl-
57
IS NARSE RAESE SRR AR
9.20 9.40 9.60 9.80
5000 29 m/z 39.05 9.16%
L T
! I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7504: 3-Hexanone, 5-methyl- R BAREE G L e
57 9.20 9.40 9.60 9.80
m/z 56.10 6.51%
5000
41 85
114
”'Eﬁ'm”'v”'v'”v'”P'”P'”P'”"”I””I””I”'W”'W”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011020\
Data File : VX014545.D

Aca On : 10 Jan 2020 18:18

Operator : JC/SP

Sample : L1080-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W_.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, l-ethenyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.29 57.25 ug/1 2079150 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 83
2 Indane 118 C9H10 000496-11-7 64
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 52
Abundance Scan 1870 (12.287 min): VX014545.D (-1866) (-) m/z 117.05 100.00%
117
5000
R A a
39 63 134 12.00 12.20 12.40 12.60
ol 155 173189 212 232 251268283298 m/z 118.10 54 11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117
5000 U ISR BN BUNSN BV
91 12.00 12.20 12.40 12.60
39 m/z 115.10 34.80%
58
7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8951: Indane
117
A AR AR MR R
12.00 12.20 12.40 12.60
5000 m/z 119.10 23.12%
91
15 39 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8961: Benzene, 2-propenyl- UMMM WAVA WP M D NS
117 12.00 12.20 12.40 12.60
m/z 105.05 20.66%
5000 o1
39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\VX011020\
Data File : VX014545.D

Acq On : 10 Jan 2020 18:18

Operator : JC/SP

Sample - L1080-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010720W_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... 2.84 34.4 ug/I1 899572 1 5.65 1308660 50.0
Pentane, 3-methyl- 3.17 38.0 ug/I1 995448 1 5.65 1308660 50.0
Pentane, 2,3-dime... 5.72 55.9 ug/1 1462090 1 5.65 1308660 50.0
Cyclopentane, 1,3... 6.26 11.6 ug/Il 389047 2 6.86 1671070 50.0
Hexane, 2,2-dimet... 6.34 75.2 ug/1 2511960 2 6.86 1671070 50.0
Pentane, 2,3,4-tr... 8.05 32.4 ug/1 1082050 2 6.86 1671070 50.0
Pentane, 2,3,3-tr... 8.17 45.9 ug/1 1534090 2 6.86 1671070 50.0
3-Pentanone, 2,2-_.. 9.51 13.9 ug/I1 547157 3 10.11 1975780 50.0
Benzene, l-etheny... 12.29 57.3 ug/1 2079150 4 12.07 1815960 50.0
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