LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 1L2380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 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\82X042220W .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 1.064 24 29 54 rBV2 18465417 56044975 100.00% 28.257%
2 3.161 364 373 387 rVB3 620025 1623167 2.90% 0.818%
3 4.289 545 558 565 rBV 211688 628805 1.12% 0.317%
4 4.380 565 573 582 rVB 297914 862704 1.54% 0.435%
5 5.471 741 752 760 rBV2 529522 1513076 2.70% 0.763%
6 5.636 760 779 785 rVvVv 952556 3801594 6.78% 1.917%
7 5.703 785 790 806 rVB2 730249 2169548 3.87% 1.094%
8 5.904 814 823 834 rBV2 366777 1128130 2.01% 0.569%
9 6.038 836 845 852 rVvVv 566391 1469752 2.62% 0.741%
10 6.240 869 878 883 rvv 322252 1019378 1.82% 0.514%

11 6.325 883 892 903 rvVv 2002248 6302710 11.25% 3.178%
12 6.435 903 910 923 rVvB3 250396 720520 1.29% 0.363%
13 6.837 965 976 984 rBV 1467534 3619831 6.46% 1.825%
14 7.434 1063 1074 1084 rBv4 697938 2026036 3.62% 1.021%
15 8.038 1164 1173 1185 rVB 1037941 2209896 3.94% 1.114%

16 8.160 1185 1193 1202 rBV2 1220985 2645003 4.72% 1.334%
17 8.556 1253 1258 1266 rVB2 268766 595090 1.06% 0.300%
18 8.654 1266 1274 1276 rBV3 322953 569419 1.02% 0.287%
19 8.696 1276 1281 1289 rVB 3089851 4978133 8.88% 2.510%
20 9.208 1360 1365 1375 rVB 667158 1093249 1.95% 0.551%

21 10.099 1506 1511 1516 rBV 3163385 4170460 7.44% 2.103%
22 11.001 1654 1659 1665 rBV 4736659 6343909 11.32% 3.199%
23 11.123 1674 1679 1684 rBV 2935445 3592842 6.41% 1.811%
24 11.342 1710 1715 1725 rVB 7841503 10296008 18.37% 5.191%
25 11.653 1762 1766 1773 rVB 1019365 1276672 2.28% 0.644%

26 11.903 1802 1807 1809 rBV 805612 1019005 1.82% 0.514%
27 11.934 1809 1812 1817 rVB 781084 995159 1.78% 0.502%
28 12.062 1828 1833 1840 rBV 3853902 4780635 8.53% 2.410%
29 12.287 1864 1870 1876 rBV 11978597 15338521 27.37% 7.733%
30 12.354 1876 1881 1883 rBV 1178003 1648314 2.94% 0.831%

31 12.446 1891 1896 1901 rBV2 544105 655238 1.17% 0.330%
32 12.653 1925 1930 1933 rBV 7695194 8925541 15.93% 4 _500%
33 12.683 1933 1935 1940 rVB 1701046 2059626 3.67% 1.038%
34 12.738 1940 1944 1951 rVB 5198438 6814178 12.16% 3.436%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\
Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 1L2380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 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\82X042220W .M
SW846 8260

35 12.879 1960 1967 1973 rVB2 422659 668523 1.19% 0.337%

36 12.964 1973 1981 1985 rBV 4464147 5595920 9.98% 2.821%
37 13.068 1993 1998 2004 rBV3 671010 1085510 1.94% 0.547%
38 13.208 2018 2021 2025 rBV 2065423 2326979 4._.15% 1.173%
39 13.336 2037 2042 2047 rVV2 6591686 9101512 16.24% 4 _.589%
40 13.464 2059 2063 2069 rVB 650798 849939 1.52% 0.429%

41 13.549 2072 2077 2079 rBV 426914 573694 1.02% 0.289%
42 13.586 2079 2083 2086 rVV 1057627 1480094 2.64% 0.746%
43 13.622 2086 2089 2093 rVV2 1536825 2220915 3.96% 1.120%
44 13.683 2093 2099 2100 rVV2 1016821 1533476 2.74% 0.773%
45 13.702 2100 2102 2108 rVB2 1665724 2282503 4_.07% 1.151%

46 13.817 2114 2121 2130 rBV 1349240 1925311 3.44% 0.971%
47 13.964 2138 2145 2150 rBV2 526978 839776 1.50% 0.423%
48 14.116 2165 2170 2174 rBV 639465 755465 1.35% 0.381%
49 14.256 2188 2193 2199 rBVY 738434 1170346 2.09% 0.590%
50 14.415 2215 2219 2223 rVB 473215 560546 1.00% 0.283%

51 14.677 2250 2262 2267 rBV 1015323 1428710 2.55% 0.720%
52 14.823 2281 2286 2290 rBV 777682 1003083 1.79% 0.506%

Sum of corrected areas: 198339426
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX042220\
Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

Sample : L2380-07

Misc - 5.0mL/MSVOA X/WATER

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M

SW846 8260

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

KY001MWO078-200421

Abundance
1j06

1.5e+07

le+07

5000000

TIC: VX015866.D

3.16
VAN

(0
Time--> 1.

I
4.00

I
3.50

L
6.00

Abundance

1.5e+07

le+07

5000000

TIC: VX015866.D

11.34

04
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX015866.D
1.5e+07
12.29
1e+07
5000000
B, 82 14,684
b M3'%4'M'2§4'41 ,084.82
ot rmt U A e D L A AN .’Y“%\ﬁllr“éﬂrvTJP~4L. ————r——————————————+
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\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 12380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 Pentane, 2,3-dimethyl- Concentration Rank 10

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

5.70 28.53 ug/1 2169550 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 64
3 Silane. trichlorodocosvl- 442 C22HA5CI3Si1 007325-84-0 43
4 1-Pentanol. 2.3-dimethvl- 116 C7H160 010143-23-4 38
5 Heptane 100 C7H16 000142-82-5 38

Abundance Scan 790 (5.703 min): VX015866.D (-785) (-) m/z 56.10 100.00%
56
5000
85 5.40 5.60 5.80 6.00
obrrdbd L[ 112137163185208230258 281 m/z 43.10 85.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3993: Pentane, 2,3-dimethyl-
56
5000
29 5.40 5.60 5.80 6.00
m/z 41.10 74 .59%
0 'J'tﬁuuﬁél""l""l'"'I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400
Abundance
56
5.40 5.60 5.80 6.00
5000 m/z 57.10 72 .84%
29 83 112
140 168 199
L U L UL L UL B WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #225279: Silane, trichlorodocosyl- e RAmR R n
5.40 5.60 5.80 6.00
m/z 71.10 43.80%
5000
71
97
0 ¥ ﬂ | 125 154 196 224 266 294 398 442
m/z--> 50 100 150 200 250 300 350 400 ' 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 12380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 Hexane, 2,2-dimethyl- Concentration Rank 5

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

6.32 87.06 ug/1 6302710 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 59
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 50
4 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 50
5 Carbonic acid, bis(2-methylpropy... 174 C9H1803 000539-92-4 45

Abundance Scan 891 (6.319 min): VX015866.D (-883) (-) m/z 57.10 100.00%
57
5000
41
73 99 6.00 6.20 6.40 6.60
o 118133 156 176193 215 241 270 294 n/z 56.10 36.77%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000
6.00 6.20 6.40 6.60
4l m/z 41.10 29.78%
0 15 “ \M l 7 9\9
m/z--> 0 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 43.10 17.77%
41
0 15 83 99
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12720: Hexane, 2,2,4-trimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.10 9.76%
5000
41
0 | 83 113
mz-> G 20 4 60 80 100 120 140 160 180 200 230 240 260 280 3%0 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 12380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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, 2,3,4-trimethyl- Concentration Rank 9

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

8.04 30.52 ug/1 2209900 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 83
4 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 64
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 64

Abundance Scan 1173 (8.038 min): VX015866.D (-1164) (-) m/z 43.05 100.00%
a3
71
5000

“ 7.80 8.00 8.20 8.40

Obrrerrrrelbrell b 95 114129 147 166 189 207 234253269 294 ' ‘75 71 10 73.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7659: Pentane, 2,3,4-trimethyl-
43 71
5000
7.80 8.00 8.20 8.40
27 m/z 70.05 54 _.50%
ol | 97114
R R o R R R R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
71 7.80 8.00 8.20 8.40
5000 m/z 41.05 29.43%
. 21 99 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12715: Hexane, 3,3,4-trimethyl-
43 7 7.80 8.00 8.20 8.40
m/z 55.05 20.70%
5000
2
‘ 99
I N — NAVAVA SR VAL A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 12380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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, 2,3,3-trimethyl- Concentration Rank 8

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

8.16 36.53 ug/1 2645000 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 53
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53

Abundance Scan 1193 (8.160 min): VX015866.D (-1185) (-) m/z 43.10 100.00%
43
71
5000
95 7.80 8.00 8.20 8.40
I ..":,.-.':.,!..1.1.1.1..2..15?5....1‘??.. 191 221239254 283299 | 'm/z 71.05 58.17%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
7.80 8.00 8.20 8.40
27 m/z 70.10 47 .16%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
70 7.80 8.00 8.20 8.40
5000 m/z 57.05 44 _26%
27
og 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 7.80 8.00 8.20 8.40
m/z 85.10 34 .49%
5000
27
0.,””,””J””,””..”..”%?ﬁ..”.”..”..”..”..”.”..””,” NS S S S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 12380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 Benzene, l-ethenyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.29 160.42 ug/Il 15338500 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 83
2 Indane 118 C9H10 000496-11-7 64
3 Benzene. 1.1"-(l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 64
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64

Abundance Scan 1870 (12.287 min): VX015866.D (-1864) (-) m/z 117.00 100.00%

147
5000

12.00 12.20 12.40 12.60

o 149 176 207222236 254269 289 m/z 118.00 56_.99%
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 ||||||||||||||||||||||/\|
91 12.00 12.20 12.40 12.60
m/z 114_.95 33.87%
39 g
o 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
o e IR a s
12.00 12.20 12.40 12.60
5000 m/z 118.95 28.50%
39 &g 91
13 74

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

Abundance #79588: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis- L EEasEaLy st
7 12.00 12.20 12.40 12.60

m/z 105.00 24 .32%

5000

‘ 177 207222
mz--> 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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 12380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 4
R.T. EstConc Area Relative to ISTD R.T.
12.65 93.35 ug/1 8925540 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
Abundance Scan 1930 (12.653 min): VX015866.D (-1925) (-) m/z 119.10 100.00%
119
5000
134
39 65 o 12.40 12.60 12.80 13.00
O derborb bl 153168 101209224 253 279 297 m/z 134.05 28.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14811: o-Cymene
119
5000
12.40 12.60 12.80 13.00
o1 134 m/z 91.00 15.28%
41 65
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 10.05%
134
15 39 65 o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
9

12.40 12.60 12.80 13.00
m/z 105.00 8.77%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 12380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 6
R.T. EstConc Area Relative to ISTD R.T.
12.74 71.27 ug/1 6814180 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 91
3 Indan. 1-methvl- 132 C10H12 000767-58-8 90
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
Abundance Scan 1944 (12.738 min): VX015866.D (-1940) (-) m/z 117.00 100.00%
147
5000
132 A I
91 S n 5T 1500 1200
51 12.40 12.60 12.80 13.00
O 3 it bl 148, 177 195210227 253268285 | 75 11505  30.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
12.40 12.60 12.80 13.00
01 m/z 132.05 27 .48%
o2 54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
12.40 12,60 12.80 13.00
5000 132 m/z 91.00 13.33%
91
ol 27 Sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14031: Indan, 1-methyl-
147 12.40 12.60 12.80 13.00
m/z 118.00 9.66%
5000
132
9 e F .
o} R A mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 12380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.96 58.53 ug/1 5595920 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
Abundance Scan 1980 (12.958 min): VX015866.D (-1973) (-) m/z 119.05 100.00%
119
5000 134
39 65 ot 12.60 12.80 13.00 13.20
Obrrrrrrrrd et bt 003, 192207 225240255271 291 m/z 134.05 50.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-

5000
12.60 12.80 13.00 13.20

m/z 91.00 17.06%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.60 12.80 13.00 13.20
5000 134 m/z 120.10 10.12%
91
o 15 39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.05 9.31%
5000 134
39 g A
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015866.D

Aca On - 23 Apr 2020 02:04

Operator : JC/SP

sample - 12380-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.34 95.19 ug/1 9101510 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 86
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 83
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 83
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 81
Abundance Scan 2043 (13.342 min): VX015866.D (-2037) (-) m/z 117.00 100.00%
117
5000 132
e e R AR
91
39 65 13.00 13.20 13.40 13.60
o 147162 191205221 238253 270 288 m/z 132.00 37 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000
132 13.00 13.20 13.40 13.60
39 m/z 115.00 27 .27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
17, .,
13.00 13.20 13.40 13.60
5000 o m/z 131.00 20.09%
39 65
oL15
m@mﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 13.00 13.20 13.40 13.60
m/z 91.00 12 .65%
5000 132
51 91
0”'314'Aﬁvzﬁ'ﬂﬂm'M”uﬂ””l””v'”v”'v”'P”W'”W'”W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\VX042220\

Data File : VX015866.D

Acq On : 23 Apr 2020 02:04

Operator : JC/SP

Sample - L2380-07 :
Misc - 5.0mL/MSVOA_X/WATER RS PR
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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]
Pentane, 2,3-dime... 5.70 28.5 ug/1 2169550 1 5.64 3801590 50.0
Hexane, 2,2-dimet... 6.32 87.1 ug/1 6302710 2 6.84 3619830 50.0
Pentane, 2,3,4-tr... 8.04 30.5 ug/1 2209900 2 6.84 3619830 50.0
Pentane, 2,3,3-tr... 8.16 36.5 ug/1 2645000 2 6.84 3619830 50.0
Benzene, l-etheny... 12.29 160.4 ug/1 15338500 4 12.06 4780640 50.0
o-Cymene 12.65 93.3 ug/1 8925540 4 12.06 4780640 50.0
Benzene, l-etheny... 12.74 71.3 ug/1 6814180 4 12.06 4780640 50.0
Benzene, 1,2,4,5-... 12.96 58.5 ug/1 5595920 4 12.06 4780640 50.0
1H-Indene, 2,3-di... 13.34 95.2 ug/1 9101510 4 12.06 4780640 50.0
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