LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample = J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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\82X081418W.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 1.075 75 80 94 rBY 1752236 2314568 70.13% 8.060%
2 1.404 130 134 138 rVB 30453 33690 1.02% 0.117%
3 1.788 192 197 209 rvB 537667 768489 23.28% 2.676%
4 2.398 290 297 312 rVB 54666 121471 3.68% 0.423%
5 2.599 323 330 341 rBV 90964 167456 5.07% 0.583%
6 2.849 362 371 382 rBV 261069 656736 19.90% 2.287%
7 2.934 382 385 395 rVB2 33001 68506 2.08% 0.239%
8 3.044 395 403 413 rVB 28595 65304 1.98% 0.227%
9 3.178 413 425 441 rBV3 463787 1482407 44.92% 5.162%
10 4.148 575 584 590 rBV 12620 37985 1.15% 0.132%
11 4.306 599 610 620 rBV2 117932 354668 10.75% 1.235%
12 4.404 620 626 636 rVB 15643 42604 1.29% 0.148%
13 4 _.556 636 651 666 rBV7 16359 74163 2.25% 0.258%
14 4.757 674 684 698 rVB 11522 39529 1.20% 0.138%

15 5.233 744 762 783 rBV8 23190 114116 3.46% 0.397%

16 5.507 795 807 822 rBV 184618 543922 16.48% 1.894%
17 5.666 822 833 837 rvVv 246204 692994 21.00% 2.413%
18 5.720 837 842 862 rVB 303744 935097 28.33% 3.256%
19 5.940 867 878 889 rvv4 32617 111739 3.39% 0.389%
20 6.068 889 899 907 rvv 193687 505808 15.33% 1.761%

21 6.147 907 912 919 rvv 33143 87834 2.66% 0.306%
22 6.257 920 930 936 rvv3 144517 446649 13.53% 1.555%
23 6.348 936 945 957 rvv2 481809 1627316 49.31% 5.667%
24 6.452 957 962 975 rVB3 48580 135817 4.12% 0.473%
25 6.861 1018 1029 1039 rBvV 385259 931451 28.22% 3.244%

26 7.257 1082 1094 1100 rVB7 13828 37373 1.13% 0.130%
27 7.440 1115 1124 1135 rBV3 73975 177764 5.39% 0.619%
28 7.574 1138 1146 1151 rBV 50293 103502 3.14% 0.360%
29 7.635 1151 1156 1160 rVvVv 67191 142088 4_.31% 0.495%
30 7.677 1160 1163 1171 rVB2 38974 74433 2.26% 0.259%

31 7.848 1183 1191 1199 rVB3 48275 103778 3.14% 0.361%
32 8.055 1211 1225 1236 rVB 282493 602496 18.26% 2.098%
33 8.177 1236 1245 1254 rBV 473246 960374 29.10% 3.344%
34 8.257 1254 1258 1263 rVB 59307 92114 2.79% 0.321%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample = J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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\82X081418W.M

Title : SW846 8260

35 8.385 1273 1279 1285 rBV6 30972 68053 2.06% 0.237%
36 8.452 1285 1290 1294 rvv2 22830 39869 1.21% 0.139%

37 8.513 1294 1300 1307 rvv2 81889 177001 5.36% 0.616%
38 8.586 1307 1312 1319 rVB2 56803 101817 3.09% 0.355%
39 8.671 1319 1326 1329 rBV2 91372 187390 5.68% 0.653%
40 8.714 1329 1333 1344 rVB 979109 1551979 47.02% 5.404%

41 8.836 1349 1353 1357 rvv2 35498 55114 1.67% 0.192%
42 8.885 1357 1361 1363 rVV 25241 37239 1.13% 0.130%
43 8.915 1363 1366 1373 rVB 33017 49391 1.50% 0.172%
44 9.037 1381 1386 1392 rVB2 35461 64928 1.97% 0.226%
45 9.165 1392 1407 1412 rBV3 75586 155139 4._.70% 0.540%
46 9.220 1412 1416 1420 rBV 48299 75366 2.28% 0.262%
47 9.439 1447 1452 1456 rBV3 22873 36296 1.10% 0.126%
48 9.525 1457 1466 1471 rVV 495120 758168 22.97% 2.640%
49 9.567 1471 1473 1479 rVB2 40799 61479 1.86% 0.214%
50 10.116 1558 1563 1569 rVB 774495 1046638 31.71% 3.645%
51 10.311 1589 1595 1609 rVB6 27482 95055 2.88% 0.331%
52 10.640 1639 1649 1656 rBV7 14000 40357 1.22% 0.141%
53 10.842 1675 1682 1689 rBV5 16184 44419 1.35% 0.155%
54 11.073 1716 1720 1724 rBV 25233 33102 1.00% 0.115%
55 11.140 1725 1731 1736 rBV 827613 1043940 31.63% 3.635%
56 11.671 1815 1818 1826 rVB2 25019 36943 1.12% 0.129%
57 11.768 1827 1834 1843 rBV4 22488 41270 1.25% 0.144%
58 11.945 1860 1863 1867 rVB 31354 37547 1.14% 0.131%
59 12.079 1880 1885 1893 rBV 1024651 1244158 37.70% 4_.332%
60 12.232 1906 1910 1914 rVB 29384 35444 1.07% 0.123%

61 12.299 1914 1921 1927 rVV 2734430 3300361 100.00% 11.493%
62 12.372 1928 1933 1942 rVB 146063 197396 5.98% 0.687%
63 12.463 1942 1948 1952 rBV 54338 72264 2.19% 0.252%
64 12.530 1954 1959 1964 rVB 82777 106402 3.22% 0.371%
65 12.701 1983 1987 1992 rVV 173111 218586 6.62% 0.761%

66 12.756 1992 1996 2003 rVB 450833 594274 18.01% 2.069%
67 12.896 2012 2019 2025 rVB2 38194 60545 1.83% 0.211%
68 12.981 2025 2033 2038 rBV2 67167 119830 3.63% 0.417%
69 13.085 2045 2050 2058 rVB2 67539 114138 3.46% 0.397%
70 13.195 2058 2068 2070 rBV2 45223 79412 2.41% 0.277%

71 13.225 2070 2073 2076 rBV 65064 70405 2.13% 0.245%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample = J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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\82X081418W.M

Title : SW846 8260

72 13.353 2089 2094 2099 rBV 798323 971125 29.42% 3.382%
73 13.402 2099 2102 2106 rVB3 25324 36229 1.10% 0.126%
74 13.481 2112 2115 2120 rVB2 37309 48739 1.48% 0.170%

75 13.646 2137 2142 2145 rVVv2 87671 130535 3.96% 0.455%

76 13.719 2145 2154 2160 rVB3 137501 294440 8.92% 1.025%

77 13.981 2192 2197 2201 rBV 60558 80647 2.44% 0.281%
78 14.030 2201 2205 2209 rBV 54570 66597 2.02% 0.232%
79 14.134 2217 2222 2226 rBV 46052 57266 1.74% 0.199%
80 14.274 2240 2245 2251 rBV 51376 81566 2.47% 0.284%
81 14.377 2259 2262 2267 rBV 29349 36455 1.10% 0.127%
82 14.432 2267 2271 2276 rVB2 46691 64073 1.94% 0.223%
83 14.542 2284 2289 2294 rBV2 37941 59185 1.79% 0.206%
84 14.658 2302 2308 2313 rBV3 22479 47554 1.44% 0.166%
85 14.847 2334 2339 2343 rBV4 20160 36979 1.12% 0.129%
Sum of corrected areas: 28717346
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
VX004135.D

17 Aug 2018 16:36

JC/MD

J4522-06

5.0mL/MSVOA X/WATER

16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX004135.D
2500000
2000000
1.07
1500000
1000000
1.79
500000 3.18 ,
2.85 A1 551507 6.07
o 1.40 2.40 2,60 /kgg&o 4.15 NA.404.56 4.76 5.23 5.94/\6.1
T T T T I T T T T T T T T I T T T T I T T T T I T T T T T T T 'I T T T T I T T T T T T 1 r T
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VX004135.D
2500000
2000000
1500000
8.71
1000000 1012 1114
500000, 6:35 6.86 8.18 9.52
7 06 744 5663 7.85 8,288 8Bgw0.099.02 Q.AW 1031 10.6410.84 1L,
O T T I T I_P/\I—r T T T T T T T T T T T T f T T T T T T T T 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: VX004135.D
12.30
2500000
2000000
1500000
12.08
1000000
500000
72
g 13483 131.21443.54 6614.85
e A A A A A
Time--> 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\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample : J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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-methyl- Concentration Rank 5

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

1.79 55.45 ug/1 768489 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 39
4 1-Butene 56 C4HS8 000106-98-9 10
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 10

Abundance Scan 197 (1.788 min): VX004135.D (-192) (-) m/z 43.05 100.00%
3
57
5000
39
72 1.40 1.60 1.80 2.00 2.20
36 ‘ 46 5053 | 6265 69 79 83
! A0 A Rt ] S L SRU 1 B (LS S m/z 42.10 86.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #714: Butane, 2-methyl-
43
57
5000 AR RN RN LR L
1.40 1.60 1.80 2.00 2.20
29 3 m/z 41.05 85.46%
0 15 2¢ | J, 5053 | 62 67 '
PR 4 s o
Abundance #654: 3-Buten-1-ol
4
3 140 160 180 2.00 2.20
5000 m/z 57.10 70.58%
39
27
o 121518 | 36|45 505357 69 2
miz-> 5 10 15 20 25 30 95 40 45 %0 55 60 65 70 75 80 55 00
Abundance #706: Pentane P
43 1.40 1.60 1.80 2.00 2.20
m/z 39.05 28.01%
5000
27 39 57 -
0 15 30 ! 5053, \ 6265 69
m/z--> 5 10 15 20 25 30 §5 40 45 50 5% 60 65 70 75 80 85 90 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample : J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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, 2,3-dimethyl- Concentration Rank 7

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

2.85 47.38 ug/1 656736 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 87
2 Butane. 2-methvl- 72 C5H12 000078-78-4 38
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 38
4 Pentane. 2-methvl- 86 C6H14 000107-83-5 38
5 Propanoyl chloride, 2-methyl- 106 C4H7CIO 000079-30-1 12

Abundance Scan 371 (2.849 min): VX004135.D (-362) (-) m/z 43.05 100.00%
43
5000
71
39 55 86 2.60 2.80 3.00 3.20
35 4751 '5862 67 77 82 : : : :
OIMW“W“”PMP“W“W“L':W“Pd+“W“W”JPmP”WMWL“W”P' m/z 42.05 85.93%
m/z--> 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-
ap
5000 AN e
7 2.60 2.80 3.00 3.20
27 39 m/z 41.05 40.02%
0 15 ||3236|, 45 5L5F58 63 67 | 7477
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #714: Butane, 2-methyl-
43
57
2.60 2.80 3.00 3.20
5000 m/z 71.10 26.68%
29 39
0 15 Zé 1, 4953||. 62 67 7?
NP i g
Abundance #572: Cyclobutane, methyl-
i) 2.60 2.80 3.00 3.20
m/z 39.10 17.07%
5000
39 55
27 70
0 15 |31 5l 62 67 |
mz-> 5 10 fs 20 25 30 35 40 45 50 5% 60 65 70 75 80 85 90 95 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample : J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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 67.47 ug/1 935097 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 94
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 50
3 Propane. 1l-isocvanato- 85 C4H7NO 000110-78-1 38
4 4-Penten-2-ol. 4-methvl- 100 C6H120 002004-67-3 37
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 37

Abundance Scan 842 (5.720 min): VX004135.D (-837) (-) m/z 56.10 100.00%

56
43
5000 71

85 540 560 580 600
O el 83l 780100 h7s 43.10  71.10W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 5.40 5.60 5.80 6.00

m/z 57.10 63.39%

Ll 78 a0
R L R = SIS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #12720: Hexane, 2,2,4-trimethyl-
5[7

5.40 5.60 5.80 6.00

5000 m/z 41.10 63.05%
41
29 71

0 \ dlas | 83 95 113 128

s B o R s n e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1553: Propane, 1-isocyanato- R R o i S

56 540 560 580 6.00

m/z 71.10 38.50%

5000
29 4 o
15 L ‘ 70 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 5.60 580 6.00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample : J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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 Heptane, 2,2,4,6,6-pentamet... Concentration Rank 3

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

6.35 87.35 ug/1 1627320 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 72
2 2.2.7.7-Tetramethvloctane 170 C12H26 001071-31-4 64
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
4 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59

Abundance Scan 945 (6.348 min): VX004135.D (-936) (-) 57.10 100.00%
57
5000
41
70 g3 99 6.00 6.20 6.40 6.60
Obrrprrrrrrrrrertirpelret e e i | m/z 56.10  42.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38359: Heptane, 2,2,4,6,6-pentamethyl- /\/\A
g7
5000 A R R LIS B
41 6.00 6.20 6.40 6.60

m/z 41.10 30.64%

29
ol 14 18 99 112 155
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38353: 2,2,7,7-Tetramethyloctane
5[7

6.00 6.20 6.40 6.60

5000 m/z 43.10 12.87%
41
71 85
F T 155

O e T T T e e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7672: Butane, 2,2,3,3-tetramethyl-

57 6.00 6.20 6.40 6.60

m/z 55.10 12_.79%

5000 "
5 P s m

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample : J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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 Pentane, 2,3,4-trimethyl- Concentration Rank 10

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

8.06 32.34 ug/1 602496 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 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 78
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78

Abundance Scan 1226 (8.062 min): VX004135.D (-1211) (-) m/z 43.05 100.00%
43 71
5000
55
7.80 8.00 8.20 8.40
o..,....,....,....|,!:..,.'.:|.,‘?.3..',:...,5.‘.3..,..9..7,....1,?.2..,....,....,....,....,.. m/z 71.10  89.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7659: Pentane, 2,3,4-trimethyl-
43
71
5000
7.80 8.00 8.20 8.40
27 55 m/z 70.10 67.82%
ol 15 T J| 63 |, 83 97 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7631: Heptane, 4-methyl-
43
71 7.80 8.00 8.20 8.40
5000 m/z 41.10 33.11%
0"v%?w"A“'“'Jh"vjjw'“'lh"vﬁﬁl'“g?“"ﬂ}il'“'l“"v'“l'“'l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #48907: Decane, 3,3,4-trimethyl-
43 7 7.80 8.00 8.20 8.40
m/z 55.10 27.80%
5000 57
29
0 \‘ \‘\ ‘\ ly ﬁS 99 112 129 155
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample : J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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, 2,3,3-trimethyl- Concentration Rank 6

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

8.18 51.55 ug/1 960374 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 90
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
3 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 53
4 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 50
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

Abundance Scan 1245 (8.177 min): VX004135.D (-1236) (-) m/z 43.10 100.00%
43
71
5000 57 P
| 9 155 7.80 8.00 8.20 8.40 8.60
O} m/z 71.10 64 .95%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 8.20 8.40 8.60
27 ‘ 85 m/z 70.10 57.56%
o2 15 | |‘.. U] e s
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7644: Hexane, 3,3-dimethyl-
43
7.80 8.00 8.20 8.40 8.60
5000 57 1 o m/z 57.10 49_.70%
29
oL 2 15 | \‘H ] A A £
m/z--> 0 20 40 60 80 160 120 140 160
Abundance #48907: Decane, 3,3,4-trimethyl-
43 7 7.80 8.00 8.20 8.40 8.60
m/z 85.05 40.77%
5000 57
0 \\ M L L 8 99 112 129 155
m/z--> 0 20 4'0 60 80 100 120 140 160 780 8.00 8.20 8.0 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample : J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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-Pentanone, 2,2-dimethyl- Concentration Rank 9

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

9.52 36.22 ug/1 758168 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.2-dimethvl- 114 C7H140 000564-04-5 83
2 3-Hexanone. 5-methvl- 114 C7H140 000623-56-3 53
3 3-Heptanone 114 C7H140 000106-35-4 50
4 Propanedioic acid. oxo-. bis(2-m... 230 C11H1805 092778-43-3 40
5 3,4-Hexanedione 114 C6H1002 004437-51-8 38

Abundance Scan 1465 (9.519 min): VX004135.D (-1457) (-) m/z 57.10 100.00%
57
5000
41
114 9b0 o0 0F0 oRe
71 85 920 9.40 9.60 9.80
o ey LA %0 "m/z 41.05  28.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7580: 3-Pentanone, 2,2-dimethyl-
57
5000
29 41 9.20 9.40 9.60 9.80
m/z 114.05 12.18%
114
o b 71 8 o9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7504: 3-Hexanone, 5-methyl-
57
BN RS SRR
9.20 9.40 9.60 9.80
5000 m/z 39.05 9.66%
85
114
72
0'}?w"'w'"w"'|“'??“"|”"|“"|”"|“"|“"
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #7435: 3-Heptanone
57 9.20 9.40 9.60 9.80
29 m/z 56.05 7.65%
5000
‘ 7p 85
Unas |“"'|M"'“|' T '??"{}?I""I SR SRS SRS SR
m/z--> 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample : J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 132.63 ug/Il 3300360 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 70
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 62
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 62
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 50
Abundance Scan 1921 (12.299 min): VX004135.D (-1914) (-) m/z 117.05 100.00%
117
5000
o1 . il
105 SR VAR BRI UL
39 51 63 77 134 207 12.00 12.20 12.40 12.60
0! L e m/z 118.10 55.88%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 L SRS UL B B

12.I00 12.20 12.40 12.60
m/z 115.00  34.43%

91
oL 15 27 39 51 63 77 1" 103
- IIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117 A
SN Y £ S AR—
12.00 12.20 12.40 12.60
5000 g1 m/z 91.05 20.69%
39 51 65 78 103
0 R R )
=ittt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8963: Benzene, 1-propenyl- ARE R RS B VSIS
117 12.00 12.20 12.40 12.60
m/z 119.10 19.92%
5000
91
39 51 65 78 | 103
G P T \
oSSR R S S M1 S AP LM SMMMMENY. 9 S VAUD
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\VX081718\
Data File : VX004135.D

Aca On 17 Aug 2018 16:36

Operator : JC/MD

Sample : J4522-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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 8
R.T. EstConc Area Relative to ISTD R.T.
13.35 39.03 ug/1 971125 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 90
Abundance Scan 2093 (13.347 min): VX004135.D (-2089) (-) m/z 117.00 100.00%
117
5000 199
 RERRE Am Ay mEEEE RS
91
39 51 64 77 103 13.00 13.20 13.40 13.60
0 a6 2T m/z 132.05  37.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 AAERUEAA AR SR RARRS S
91 13.00 13.20 13.40 13.60
,, 39 51 65 77 m/z 115.00 29.88%

15

0 B e IR i o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
13.00 13.20 13.40 13.60
5000 15 m/z 131.10 18.63%
39 51 91
27 65 77 ‘
P L P e |y
O L B L L A o o o o o o B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117 13.00 13.20 13.40 13.60
m/z 91.00 13.33%
5000
91 132
27 39 51 g5 77 ‘ 105 |
0 ...,.‘...‘,..“a‘.,‘a‘...“‘,..‘..,‘a‘..H,..‘.‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VX081718\
Data File : VX004135.D

Acq On 17 Aug 2018 16:36

Operator : JC/MD

Sample - J4522-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081418W_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-methyl- 1.79 55.5 ug/I1 768489 1 5.67 692994 50.0
Butane, 2,3-dimet... 2.85 47 .4 ug/1 656736 1 5.67 692994 50.0
Pentane, 2,3-dime... 5.72 67.5 ug/l 935097 1 5.67 692994 50.0
Heptane, 2,2,4,6,... 6.35 87.3 ug/1 1627320 2 6.87 931451 50.0
Pentane, 2,3,4-tr... 8.06 32.3 ug/I1 602496 2 6.87 931451 50.0
Pentane, 2,3,3-tr... 8.18 51.5 ug/I1 960374 2 6.87 931451 50.0
3-Pentanone, 2,2-_.. 9.52 36.2 ug/l 758168 3 10.12 1046640 50.0
Indane 12.30 132.6 ug/l 3300360 4 12.08 1244160 50.0
Benzene, 2-etheny... 13.35 39.0 ug/I1 971125 4 12.08 1244160 50.0
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