LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 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\82X061518W.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 76 80 94 rBV 1135600 1374919 18.33% 2.342%
1.301 113 117 130 rBV2 904416 1243309 16.57% 2.118%
140 rVB 1912054 1855505 24.73% 3.160%
1.794 192 198 215 rVB 5305321 7501878 100.00% 12.777%
2.002 227 232 247 rVB 1075756 1595614 21.27% 2.718%

abrwNPE
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2.124 247 252 257 rBV 73938 106947 1.43% 0.182%
2.270 271 276 288 rVB 737737 1163785 15.51% 1.982%
310 rVvB 225285 458528 6.11% 0.781%
2.843 353 370 375 rBv2 286683 780882 10.41% 1.330%
2.892 375 378 379 rvV 253099 336984 4._.49% 0.574%

(@R {cNec R NNe))
N
w
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11 2.934 379 385 403 rvB 1237619 2738856 36.51% 4._.665%
12 3.172 415 424 440 rVB 329022 749692 9.99% 1.277%
13 3.520 474 481 491 rVB 40460 91146 1.21% 0.155%
14 3.818 521 530 539 rvB 115562 280894 3.74% 0.478%
15 3.922 539 547 554 rBv2 107176 280426 3.74% 0.478%

16 3.995 554 559 566 rvB 38212 90576 1.21% 0.154%
17 4.196 582 592 601 rBv2 105221 275219 3.67% 0.469%
18 4.404 615 626 637 rvVv 762121 2199207 29.32% 3.746%
19 4.532 637 647 664 rVB 114213 342864 4._.57% 0.584%
20 5.306 749 774 789 rBV 139432 466332 6.22% 0.794%

21 5.507 793 807 813 rvVv 146749 437599 5.83% 0.745%
22 5.580 813 819 827 rvVv 191666 589237 7.85% 1.004%
23 5.666 827 833 862 rVB2 223647 865785 11.54% 1.475%
24 6.074 890 900 909 rBV 162107 409806 5.46% 0.698%
25 6.306 923 938 943 rBv2 102253 418363 5.58% 0.713%

26 6.464 957 964 974 rVB2 48671 139583 1.86% 0.238%
27 6.867 1020 1030 1038 rBV 318829 813739 10.85% 1.386%
28 6.946 1039 1043 1054 rVB4 60703 159248 2.12% 0.271%
29 7.257 1087 1094 1104 rvVvB2 63472 143580 1.91% 0.245%
30 7.464 1115 1128 1139 rBV3 147262 429113 5.72% 0.731%

31 7.738 1167 1173 1186 rVB 39526 76509 1.02% 0.130%
32 7.958 1197 1209 1216 rBV3 52938 171792 2.29% 0.293%
33 8.055 1216 1225 1237 rVB 33582 92690 1.24% 0.158%

34 8.214 1237 1251 1257 rBV2 166550 381518 5.09% 0.650%

82X061518W.M Fri Jun 22 18:20:37 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 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\82X061518W._M
Title : SW846 8260
35 8.513 1294 1300 1305 rBV 48041 82651 1.10% 0.141%

36 8.574 1305 1310 1319 rVB3 146554 280435 3.74% 0.478%
37 8.720 1328 1334 1340 rBvV 777227 1194276 15.92% 2.034%
38 8.787 1340 1345 1352 rVB 1119849 1696785 22.62% 2.890%
39 8.915 1362 1366 1374 rVB 54743 85736 1.14% 0.146%
40 9.226 1412 1417 1427 rVB 83977 135577 1.81% 0.231%

41 10.116 1553 1563 1568 rBVY 693407 929803 12.39% 1.584%
42 10.256 1581 1586 1591 rVB 1195986 1484797 19.79% 2.529%
43 10.366 1598 1604 1609 rVB 853120 1141676 15.22% 1.944%
44 10.701 1655 1659 1666 rVB 228021 284860 3.80% 0.485%
45 11.024 1706 1712 1720 rBVY 661202 847206 11.29% 1.443%

46 11.140 1726 1731 1736 rVB 726111 882792 11.77% 1.504%
47 11.366 1755 1768 1773 rBV 1223041 1582113 21.09% 2.695%
48 11.457 1777 1783 1788 rVB 144187 180077 2.40% 0.307%
49 11.671 1811 1818 1828 rBVY 789796 980914 13.08% 1.671%
50 11.921 1854 1859 1861 rBV 68450 89797 1.20% 0.153%

51 11.951 1861 1864 1870 rVB 102925 126314 1.68% 0.215%
52 12.079 1880 1885 1889 rBV 809134 1056595 14.08% 1.800%
53 12.116 1889 1891 1895 rVB 86408 100964 1.35% 0.172%
54 12.305 1916 1922 1928 rBV 2946844 3577920 47.69% 6.094%
55 12.372 1928 1933 1940 rVV2 352479 535324 7.14% 0.912%

56 12.463 1943 1948 1954 rVVv2 210530 281640 3.75% 0.480%
57 12.524 1954 1958 1964 rVB2 208362 282897 3.77% 0.482%
58 12.670 1976 1982 1985 rBV 105680 144104 1.92% 0.245%
59 12.707 1985 1988 1992 rVV 246900 292613 3.90% 0.498%
60 12.756 1992 1996 2004 rVB 1436280 1893240 25.24% 3.225%

61 12.981 2025 2033 2037 rBV 948070 1109796 14.79%% 1.890%
62 13.024 2037 2040 2045 rVvVv 90080 115053 1.53% 0.196%
63 13.091 2045 2051 2058 rVB3 65002 113119 1.51% 0.193%
64 13.195 2058 2068 2070 rBV3 82089 137657 1.83% 0.234%
65 13.231 2070 2074 2083 rVV 821061 1043051 13.90% 1.777%

66 13.353 2083 2094 2099 rVvv2 1879035 2481944 33.08% 4.227%
67 13.402 2099 2102 2111 rVV3 153415 247182 3.29% 0.421%
68 13.487 2111 2116 2121 rVB 231052 303924 4._05% 0.518%
69 13.603 2131 2135 2138 rVV 184939 271493 3.62% 0.462%
70 13.640 2138 2141 2145 rVVv2 172997 258746 3.45% 0.441%

71 13.701 2145 2151 2153 rVV2 107310 204683 2.73% 0.349%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 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\82X061518W._M

: SW846 8260

72 13.725 2153 2155 2162 rVB2 178576 253686 3.38% 0.432%
73 13.841 2164 2174 2183 rBV 1392243 1831219 24.41% 3.119%
74 13.932 2183 2189 2193 rBV 109024 155046 2.07% 0.264%
75 13.987 2193 2198 2202 rVV2 69063 96055 1.28% 0.164%

76 14.030 2202 2205 2209 rVB 63709 76036 1.01% 0.130%
77 14.140 2218 2223 2229 rBV 78680 107648 1.43% 0.183%
78 14.280 2241 2246 2251 rBV2 79729 127278 1.70% 0.217%
79 14.384 2258 2263 2268 rBV 80905 114063 1.52% 0.194%
80 14.432 2268 2271 2276 rVB 72847 87713 1.17% 0.149%

81 14.847 2333 2339 2349 rVB2 249719 345103 4.60% 0.588%

Sum of corrected areas: 58713726
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX002634.D
5000000

4000000

3000000

2000000 1.40

1000000 13 227 4.40
\ 2.40 289 317 2 Afkm £5867
5.31 5.5; 6.07
o 212 N 352 3 Q%o4m 4,53 5EBR 60

T T
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4 OO 4.50 5.00 5.50 6.00
Abundance TIC: VX002634.D

5000000

4000000
3000000

2000000

8.79 10.26 11.37
1000000 8.7 10.12[1%%7 11.42.14

6.87
10.70

6.316.46 6.95 7.26 746 774 7.96065:21 8.@@7 891 9.23 /\ 1.4

026 J6S Al PN BN v LEEUNSESNNE LGA VA USSUS WIS LW L - A w8

o~
LI — T T

T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX002634.D

5000000

4000000
3000000 12.30
2000000 13.35

12.76 13.84
1000000{ 17 67 12.08 12 98 135
12
14.85
A ﬂﬂ%Jigi J@%ﬁ , 92@&» 3&@&snm2&@a3 N
0 JraN

Time--> 12.00 12.50 13 00 13 50 14 OO 14 50 15 OO 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 |Isobutane Concentration Rank 10

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

1.30 71.80 ug/1 1243310 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Propane. l1-chloro-2-methvl- 92 C4H9cClI 000513-36-0 9
3 Borane. trimethvl- 56 C3H9B 000593-90-8 4
4 l1sobutvl nitrite 103 C4H9NO2 000542-56-3 4
5 Isopropylsulfonyl chloride 142 C3H7CI02S 010147-37-2 4

Abundance Scan 117 (1.301 min): VX002634.D (-113) (-) m/z 43.05 100.00%
43
5000
1.00 1.20 1.40 1.60
57
...,....,....,....,..?7:|i.:..5,0...-:,.6.4..,....,....,....,. m/z 40.95 50.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #236: Isobutane
43
5000 IEBENREBEN A"I""I""I
o7 1.00 1.20 1.40 1.60
m/z 42.10 32.79%
1 15 . 37 51 57
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43
SRS SRR RN LR
1.00 1.20 1.40 1.60
5000 m/z 38.95 23.94Y%
27
15 37 49 56 g5 77 91
mz> 0 10 20 30 40 50 60 70 8 90 100
Abundance #171: Borane, trimethyl- A e R REamD
4 1.00 1.20 1.40 1.60
m/z 38.00 4 .04%
5000
1 % a5 5086
m/z--> (I) 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 Butane Concentration Rank 6

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

1.40 107.16 ug/1l 1855510 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Propane. 2-nitro- 89 C3H7NO2 000079-46-9 9
3 Isobutane 58 C4H10 000075-28-5 9
4 1l1sopropvisulfonvl chloride 142 C3H7CI102S 010147-37-2 9
5 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9

Abundance Scan 133 (1.398 min): VX002634.D (-130) (-) m/z 42.95 100.00%
43
5000
0% oo o L1001 1ho 1o 1k
0L el b 8 78 9L 12T Tnyz 41.00  36.69%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #233: Butane
43
5000 29 |""|"A' [T T
1.00 1.20 1.40 1.60 1.80
sg m/z 39.00 18.84%
N LS
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
1.00 1.20 1.40 1.60 1.80
5000 21 m/z 41.95 14.08%
15 36 57 71
Wmmwwwmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #236: Isobutane ,....,..A../,\....,....,..
43 1.00 1.20 1.40 1.60 1.80

m/z 58.05 12 .44%

5000
27

1 15 ‘ 36/ ||, 50 57

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 Butane, 2-methyl- Concentration Rank 1

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

1.79 433.24 ug/1 7501880 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Butene 56 C4HS8 000106-98-9 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 197 (1.788 min): VX002634.D (-192) (-) m/z 43.05 100.00%
3
57
5000
51 72 140 1.60 1.80 2.00 2.20
o...,....,....,..?:;..-..i-.-.'l.-,‘??..,~.'..7.9,....?1....,....1}9..., m/z 40.95 93.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00 2.20
29 m/z 41.95 86 .55%
5 | s s g T
miz--> 10 2 30 40 50 60 70 80 90 100 110 |
Abundance
42
st 140 1.60 1.80 2.00 2.20
5000 m/z 57.10 65.22%
15 o5 50 57 72
miz--> 10 2 30 40 50 60 70 80 90 100 110
Abundance #706: Pentane ||||ll|llll|llll/|\llll|ll
43 1.40 1.60 1.80 2.00 2.20
m/z 38.95 35.16%
5000
27 57 72
15 “ 37‘\ I 51 M‘ 63 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 Concentration Rank 7

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

2.00 92.15 ug/1 1595610 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 45
3 Oxirane. ethvl- 72 C4H80 000106-88-7 43
4 Butanal. 2.2-dimethvl- 100 C6H120 002094-75-9 9
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9

Abundance Scan 232 (2.002 min): VX002634.D (-227) (-) m/z 43.00 100.00%
ile]
5000
39 SN IS NN U .
57 72 160 1.80 2.00 2.20 2.40
4953 | 62 67 7781 86 : : : : :
m“mvmvmvmvmvmvmvmvaWPNPMFLvmvmvamvmvmvml m/z 42.00 59.66%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #706: Pentane
43
5000 ISSEDBRRARE SRR
1.60 1.80 2.00 2.20 2.40
27 39 57 - m/z 41.00 56.40%
15 ‘ |||, 4953 | 62 67 |
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
43
SRRSSBRASERARSS LARSERS
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 39.00 21.58%
39
1 5 55 a3 4953 6165 2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 A
Abundance #672: Oxirane, ethyl- Ea R REaE R R e
41 1.60 1.80 2.00 2.20 2.40
m/z 57.05 15.12%
27
5000
57
71
1o (||| 7|45 s0 A
m/z--> c') é 1|01|52|02|53|03|540455|05|56|06|57|07|58|08|59|0 ' 160 150 200 2.20 2'40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 1-Pentene Concentration Rank 3

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

2.93 158.17 ug/l 2738860 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 86
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 86
3 Cvclopentane 70 C5H10 000287-92-3 72
4 1-Pentanol 88 C5H120 000071-41-0 50
5 Cyclobutanone 70 C4H60 001191-95-3 9

Abundance Scan 384 (2.928 min): VX002634.D (-379) (-) m/z 42.00 100.00%
42
5000 55 /Av/\\
70
rTyTTrTT T T T T T R T
2.60 2.80 3.00 3.20
0 ...,....,....,....,..3.6:‘} A B8 17 Tm/z 55.00 43.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #553: 1-Pentene
42
55
5000
27 70 2.60 2.80 3.00 3.20
m/z 70.05 34.04%
s ‘ .49 | 63
miz--> O 10 20 30 40 50 60 70 8 90 100 110
Abundance
42
260 2.80 3.00 320
5000 m/z 41.00 33.53%
55
15 49 62
miz--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #556: Cyclopentane
42 2.60 2.80 3.00 3.20
m/z 39.00 28.76%
5000
55 70
27
1 15 | 33 ‘M . 49 63
m/z--> c') 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 Cyclopentane, methyl- Concentration Rank 4

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

4.40 127.01 ug/l 2199210 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclohexane 84 C6H12 000110-82-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 59
5 Cyclobutane 56 C4HS8 000287-23-0 50

Abundance Scan 625 (4.398 min): VX002634.D (-615) (-) m/z 56.10 100.00%
56
41
5000 69
84 4.00 420 4.40 4.60 4.80
37),||; 4751 | 6165, 74 79
........,....,....,....,....,....,....,....,..:.:.l.'.,....',:.::,:..,....,.n.,....,....,...!,....,...., m/z 41.00 58.00%
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
4.00 4.20 4.40 4.60 4.80
o8 m/z 69.00 43 .55%
84
15 it 37\‘\ SJM“ 65, 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
84
4.00 4.20 4.40 4.60 4.80
5000 4 m/z 39.00 28.30%
69
27
15 37 51 65 77
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-
56 4.00 4.20 4.40 4.60 4.80
a1 m/z 55.05 26.73%
5000
27
69
1 15l s 51““ 65 | 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 | | 4.00 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 169.31 ug/Il 3577920 1,4-Dichlorobenzene-d4 12.09
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 70
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
5 Benzene, 1,1"-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 64
Abundance Scan 1921 (12.299 min): VX002634.D (-1916) (-) m/z 116.95 100.00%
117
5000
91 105 AUMVEARRAEAR B RaRs
39 51 63 77 134 007 12.00 12.20 12.40 12.60
0 o e m/z 118.00 53.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117
5000 "|""|""|""|"'A
91 12.00 12.20 12.40 12.60
m/z 115.00 34.47%
39 51 65 77 ‘ 103
....,.2‘.7..‘“.“;.“,‘U...“,..‘:.,“...l‘,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.00 19.71%
39 g 91
13 %7 77 | 103
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8964: Benzene, cyclopropyl-
117 12.00 12.20 12.40 12.60
m/z 118.95 19.38%
5000
91
39 51 103 ‘
'"'|??"|'"'|§?'?1""|""|""|""|""l""l" T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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, l-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.76 89.59 ug/1 1893240 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
2 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 90
3 Indan. 1-methvl- 132 C10H12 000767-58-8 90
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
Abundance Scan 1997 (12.762 min): VX002634.D (-1992) (-) m/z 117.00 100.00%
117
5000
132 A ....A
91
39 51 63 77 12.40 12.60 12.80 13.00
O st el 2l 248 Tm77z 115.00  32.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

5000
12.40 12.60 12.80 13.00

m/z 132.00 28.61%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117

12.40 12.60 12.80 13.00
5000 132 m/z 91.00 12.87%

91
39 651 65 77 103

29

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-

117 12.40 12.60 12.80 13.00
m/z 118.00 9.30%

5000

I\
LA L L L L L L L B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061518\
Data File : VX002634.D

Aca On : 16 Jun 2018 08:58

Operator : JC/MD

Sample : J3449-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.35 117.45 ug/Il 2481940 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 87
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 2093 (13.347 min): VX002634.D (-2083) (-) m/z 117.00 100.00%
117
5000
a7 . 1500 1520 1340 1960
1461 m/z 119.00 49.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 AU DR UL
o1 13.00 13.20 13.40 13.60
51 ‘ m/z 132.00 35.16%
65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
ARARSUAARAA BARANRARRRS
13.00 13.20 13.40 13.60
5000 132 m/z 114.95 31.84%
91
o7 51 77
wmmmwwmwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117 13.00 13.20 13.40 13.60
m/z 134.10 21.19%
5000 132
39
,‘,,‘”,,“‘,H, e AN A SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VX061518\
Data File : VX002634.D

Acq On : 16 Jun 2018 08:58

Operator : JC/MD

Sample - J3449-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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]
Isobutane 1.30 71.8 ug/1 1243310 1 5.67 865785 50.0
Butane 1.40 107.2 ug/1 1855510 1 5.67 865785 50.0
Butane, 2-methyl- 1.79 433.2 ug/l 7501880 1 5.67 865785 50.0
Pentane 2.00 92.2 ug/1 1595610 1 5.67 865785 50.0
1-Pentene 2.93 158.2 ug/l 2738860 1 5.67 865785 50.0
Cyclopentane, met... 4.40 127.0 ug/1 2199210 1 5.67 865785 50.0
Benzene, l-etheny... 12.30 169.3 ug/l 3577920 4 12.09 1056600 50.0
Benzene, l-etheny... 12.76 89.6 ug/1 1893240 4 12.09 1056600 50.0
Benzene, 2-etheny... 13.35 117.5 ug/l 2481940 4 12.09 1056600 50.0
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