LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 48 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 U\METHOD\82U100118W.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 1.402 64 71 80 rBv 18308 19126 2.43% 0.194%
2 1.759 172 182 204 rBvY 290356 383678 48.84% 3.901%
3 1.948 232 241 256 rVB 78069 110244 14.03% 1.121%
4 2.051 263 273 284 rBV 11355 15447 1.97% 0.157%
5 2.186 307 315 335 rVB2 21779 34238 4 .36% 0.348%
6 2.305 340 352 370 rVB2 15003 29484 3.75% 0.300%
7 2.646 445 458 466 rBvV8 5179 12327 1.57% 0.125%
8 2.710 466 478 481 rvv2 43676 73665 9.38% 0.749%
9 2.746 483 489 498 rVvVv 80873 154807 19.71% 1.574%
10 2.794 498 504 524 rvB4 42639 92345 11.76% 0.939%
11 3.000 552 568 589 rBV 65634 141331 17.99% 1.437%
12 3.193 615 628 644 rVB4 11200 25394 3.23% 0.258%
13 3.305 652 663 680 rVvB2 10621 23067 2.94% 0.235%
14 3.424 684 700 712 rBV3 7218 16672 2.12% 0.170%
15 3.505 712 725 731 rBV6 5403 12625 1.61% 0.128%
16 3.559 731 742 757 rVB2 24297 54511 6.94% 0.554%
17 3.659 759 773 786 rBV3 17160 39683 5.05% 0.404%
18 3.739 786 798 812 rVV5 7677 19453 2.48% 0.198%
19 3.897 832 847 866 rVB4 20592 51539 6.56% 0.524%
20 3.997 866 878 890 rvB4 3968 9077 1.16% 0.092%
21 4.096 891 909 927 rBV2 97887 264884 33.72% 2.693%
22 4.186 928 937 960 rVB7Y 10201 29727 3.78% 0.302%
23 4.781 1113 1122 1138 rVB3 20592 47285 6.02% 0.481%

24 4.887 1138 1155 1171 rBV 105043 240153 30.57% 2.442%
25 4.987 1171 1186 1205 rVV3 194099 479599 61.06% 4._.877%

26 5.083 1205 1216 1236 rVBS8 15548 49952 6.36% 0.508%
27 5.225 1245 1260 1274 rBV7 9295 29418 3.75% 0.299%
28 5.312 1274 1287 1311 rVB 129139 277058 35.27% 2.817%
29 5.485 1329 1341 1348 rBV3 13936 30564 3.89% 0.311%
30 5.624 1374 1384 1400 rVB5 12376 29293 3.73% 0.298%
31 5.887 1453 1466 1479 rBV 222908 445917 56.77% 4 _.534%
32 6.225 1556 1571 1586 rVB6 11996 27506 3.50% 0.280%
33 6.414 1609 1630 1645 rBV3 40635 98809 12.58% 1.005%
34 6.643 1692 1701 1714 rVB3 5389 10388 1.32% 0.106%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 48 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_U\METHOD\82U100118W.M
Title : SW846 8260
35 6.832 1744 1760 1762 rBV7 6898 12770 1.63% 0.130%
36 6.926 1775 1789 1801 rVB7 5939 13450 1.71% 0.137%
37 7.064 1811 1832 1843 rBV6 14143 35749 4 _55% 0.364%
38 7.434 1936 1947 1961 rVB2 11896 22235 2.83% 0.226%
39 7.566 1966 1988 2004 rBV 432888 785505 100.00% 7.987%
40 7.640 2004 2011 2026 rVB 23933 42652 5.43% 0.434%
41 8.096 2145 2153 2165 rVB4 5304 9153 1.17% 0.093%
42 8.183 2169 2180 2188 rBV2 4556 10070 1.28% 0.102%

43 9.090 2449 2462 2481 rBV 334539 563359 71.72% 5.729%
44 9.250 2498 2512 2535 rVB 355729 577762 73.55% 5.875%
45 9.376 2539 2551 2578 rVB 344679 563284 71.71% 5.728%

46 9.781 2662 2677 2693 rBV 124820 198410 25.26% 2.018%

47 10.167 2787 2797 2810 rBV2 19997 30587 3.89% 0.311%
48 10.308 2829 2841 2858 rBVY 325330 512491 65.24% 5.211%
49 10.588 2916 2928 2947 rBV 44103 76148 9.69% 0.774%

50 10.681 2947 2957 2962 rBV 76348 124953 15.91% 1.271%

51 10.774 2976 2986 2999 rVB 53733 82372 10.49% 0.838%
52 10.971 3036 3047 3064 rBvV 84840 133159 16.95% 1.354%
53 11.151 3090 3103 3116 rBV 225131 340320 43.32% 3.461%
54 11.485 3195 3207 3223 rBV 423989 659018 83.90% 6.701%

55 11.572 3224 3234 3248 rVB 63231 96899 12.34% 0.985%
56 11.765 3282 3294 3316 rBV 311186 531189 67.62% 5.401%
57 11.871 3317 3327 3342 rVB6 21683 43942 5.59% 0.447%
58 11.983 3350 3362 3373 rVV3 9842 15135 1.93% 0.154%
59 12.057 3375 3385 3397 rVB2 9709 14421 1.84% 0.147%
60 12.147 3402 3413 3419 rBvV 20709 32489 4.14% 0.330%
61 12.250 3432 3445 3452 rBV 41150 64705 8.24% 0.658%
62 12.286 3452 3456 3467 rVB 20877 28140 3.58% 0.286%
63 12.353 3467 3477 3497 rBV 77846 128232 16.32% 1.304%
64 12.546 3525 3537 3549 rBvV4 5401 9709 1.24% 0.099%
65 12.652 3557 3570 3578 rBV 21110 31697 4._.04% 0.322%
66 12.704 3578 3586 3598 rVB 19718 28574 3.64% 0.291%
67 12.964 3658 3667 3683 rVB 53897 83775 10.67% 0.852%
68 13.125 3705 3717 3729 rBV2 118740 184056 23.43% 1.872%
69 13.186 3729 3736 3746 rVB4 8964 14725 1.87% 0.150%
70 13.289 3760 3768 3786 rVB4 16620 27629 3.52% 0.281%
71 13.456 3811 3820 3829 rBV3 12757 20382 2.59% 0.207%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 48 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_U\METHOD\82U100118W.M

Title : SW846 8260

72 13.511 3829 3837 3844 rBV6 10203 15967 2.03% 0.162%
73 13.610 3862 3868 3875 rVB2 11019 13869 1.77% 0.141%
74 13.742 3896 3909 3934 rBV 131846 215747 27 .47% 2.194%
75 13.864 3937 3947 3961 rVB 8956 14609 1.86% 0.149%
76 14.154 4029 4037 4048 rVB3 7317 10155 1.29% 0.103%
77 14.337 4085 4094 4104 rBv4 4390 8200 1.04% 0.083%
78 14.884 4255 4264 4277 rBV3 7155 13619 1.73% 0.138%
79 15.067 4311 4321 4335 rBV3 7297 13633 1.74% 0.139%

Sum of corrected areas: 9834211
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_M

SW846 8260

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU027484.D
400000
300000 1.76
5.89
200000
100000 4.10
3.56 3.90
. 3.19.3 @@Q" .19
0‘ T T T 3; I |A$/6\7474\'/|\4;|\0 T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50
Abundance TIC: vU027484.D
757 11349
400000
928 38
9.09 10.31
11.76
300000
11.15
200000
9.78
100000 10.68 10.97 1 57
10.5 0.77 T
.64 1.
6.8809:.06 7.4 8.5018 L 10.17 L ﬂl P9
T T T T T T T T T I T T T T I T T T T I T T T I T T T T I T T T T T I T T T I
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: vU027484.D
400000
300000
200000
13.12 13.74
100000
132932836 13.86 14.194.34 14,835.07
0 T T T I T nl T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 1 Butane, 2-methyl- Concentration Rank 2

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

1.76 40.00 ug/1 383678 Pentafluorobenzene 4.99
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 Cvclobutane. methvl- 70 C5H10 000598-61-8 25
5 1-Butene 56 C4HS8 000106-98-9 10

Abundance Scan 182 (1.759 min): VU027484.D (-172) (-) m/z 43.10 100.00%
43
57
5000
39
53 72 1.40 1.60 1.80 2.00
N 1 1 .,...?,0....,].:.,.6.2].6,“?...,:!..,....,.. m/z 42.10 88.26%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57 A»
5000 RS RSN RS LA
1.40 1.60 1.80 2.00
29 39 m/z 41.10 84.52%
15 2 |, 5053,|| 62 67 7?
OFrrprrrr e WH“V“W““P“W““P“W““V'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #654: 3-Buten-1-ol
ap
3 140 160 180 200
5000 m/z 57.10 64 .18%
39
27
0 121518 | 36.|/as 5053 57 69 "2
PR St e i i i
Abundance #706: Pentane  RAREEEEman e AR
43 1.40 1.60 1.80 2.00
m/z 39.00 24 .58%
5000
27 39 57 -
0 15 \30 5053, | 6265 69
o S S S P 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Concentration Rank 7

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

1.95 11.49 ug/Il 110244 Pentafluorobenzene 4.99
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 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 36
4 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 9
5 Oxirane, ethyl- 72 C4H80 000106-88-7 9

Abundance Scan 241 (1.948 min): VU027484.D (-232) (-) m/z 43.05 100.00%
a3
5000 k Q
3 535|7 7|2 160 1.80 2.00 2.20
Olrrrrrmmprr eI m/z 42.05 62.72%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #706: Pentane
43
5000
1.60 1.80 2.00 2.20
27 39 57 7 m/z 41.10 50.27%
0 15 , |, , 4953“| 62 67 |
HARRRREES KELAS AL AREA RARAA SARAN LA AR ALEA RULA ARAE UMY LR BAREN KAL) SURM KRESN AL AR KRR I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #713: Butane, 2-methyl-
43
57 1.60 1.80 2.00 2.20
5000 29 m/z 39.00 16.30%
39
ol 1 15 5|33 |||l 4958 e1es 72
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1831: Butane, 2,3-dimethyl-
43 1.60 1.80 2.00 2.20
m/z 57.10 15.10%
5000
27
39 71
o 1 15 134 ||l 51 61 67| 77 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, 2-methyl- Concentration Rank 4

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

2.75 16.14 ug/Il 154807 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 59
2 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 42
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 33
4 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 28
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 28

Abundance Scan 490 (2.749 min): VU027484.D (-483) (-) m/z 43.10 100.00%
43
5000 71 ? F
1l so 5|7 | 86 240 2.60 2.80 3.00
o I m/z 71.10 42.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1825: Pentane, 2-methyl-
43
5000
27 71 240 2.60 2.80 3.00
m/z 41.10 37 .44%
15 57
2 WL so 86
s e A RS RS AN RS AR RARRA RALRS AR SRS LARRS U
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7635: Hexane, 2,3-dimethyl-
43
240 2.60 2.80 3.00
5000 70 m/z 42.10 33.59%
27 55
o \ “ | 63 || 77 858 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43 240 2.60 2.80 3.00
m/z 57.05 15.88%
71
5000
27 ‘ 55
o 5 | )l lles | es 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 1-Pentene Concentration Rank 10

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

2.79 9.63 ug/l 92345 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 64
2 Cvclopentane 70 C5H10 000287-92-3 64
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 64
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 59
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 14

Abundance Scan 503 (2.791 min): VU027484.D (-498) (-) m/z 42.10 100.00%
4p
5000 55
70
3 51 6165 84 2.40 2.60 2.80 3.00 3.20
0““mwmwmwmwmwmwmwmwM4“HM4“wmwmewmwmwmhmwm' m/z 41.10 52.45%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #553: 1-Pentene
42
55
5000
27 70 2.40 2.60 2.80 3.00 3.20

| m/z 55.05 48 .09%

o 31 3.‘“. 51| 63 ‘
O'rrrrrrrrprrrrprrrrprrer e T e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane
42

240 2.60 2.80 3.00 3.20

5000 m/z 70.10 34.21%
55 70
27
1 15 31 3$“ 51 | 60 65
e e SIS ——.
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #572: Cyclobutane, methy!l- SRR SN WM A W
42 240 260 280 300 320

m/z 69.10 30.04%

5000
55
27 . $ ‘ 70
0 15 31 38 5| 62 |

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.40 2.60 280 300 320
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, 3-methyl- Concentration Rank 5

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

3.00 14.73 ug/Il 141331 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
4 n-Hexane 86 C6H14 000110-54-3 47
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45

Abundance Scan 568 (3.000 min): VU027484.D (-552) (-) m/z 57.10 100.00%
57
41
5000
|| 0 1 e 260 2.80 3.00 3.20 3.40
o} N s m/z 56.10 87.54%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1827: Pentane, 3-methyl-
57
29 4
5000
2.60 2.80 3.00 3.20 3.40
m/z 41.00 65.29%
S | N ‘ | I 86
U R R R AR RS RS RN RS RARS RSN SARAS RERR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57
2.60 2.80 3.00 3.20 3.40
5000 a1 m/z 43.10 26.61%
29 71
0 15 ] \‘ﬂ 500, 83 99 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12723: Hexane, 2,2,3-trimethyl-
57 2.60 2.80 3.00 3.20 3.40
m/z 39.10 17.07%
5000 41
29 71
0"'I'"'Iiﬁ'l"ﬂjv"'“ﬂ"ﬁqntll”"w"'ﬂ'§?'l"“I""}}ﬁ'l'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Cyclopentane, methyl- Concentration Rank 3

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

4.10 27.62 ug/1 264884 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 Aziridine. 1-(2-buten-2-vI)- 97 C6H11IN 1000158-95-2 56
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 50

Abundance Scan 910 (4.099 min): VU027484.D (-891) (-) m/z 56.05 100.00%
96
41
5000 69
84 3.80 4.00 4.20 4.40
37 51 | 65 79
o........,....,....,....,....,....,....,....,...I;.I.'.,....,:.::,:..,....,.!:.,....,....,....',....,.... m/z 41.05 53.03%
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
3.80 4.00 4.20 4.40
28 a1 m/z 69.10 40.18%
i s sl sl el o
miz--> 5L 6 15 % 25 90 95 40 45 50 &5 80 &5 70 75 3 38 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56
27
3.80 4.00 4.20 4.40
5000 m/z 55.10 25.09%
42
3 | 84
A Ak LAkt A k] A SAAAA A MARAI A MRS A MR A MBI D AN
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 3.80 4.00 4.20 4.40
a1 m/z 42.10 22 .31%
5000
27
69
0 1 1\5 ! ‘ 37\ ‘\ 51\\‘ ! 65 ‘ 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 380 4.00 420 4.40

82U100118W.M Mon Oct 08 15:03:35 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Benzene, l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.97 10.10 ug/Il 133159 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3047 (10.971 min): VU027484.D (-3036) (-) m/z 105.10 100.00%
105
5000
120
39 51 gg 65 7|7 91 10.60 10.80 11.00 11.20
Ol s o e et el et | M/Zz 120.10  29.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20
20 . o1 m/z 77.10 14 .22%
o 2 T Stse® Y e | o7 | us |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120 10.60 10.80 11.00 11.20
5000 m/z 91.10 12.46%
27 39 Sslgge 1 9L ‘
AR RS AR RN A Ras Reana RSa Ana sy RAR RERAS ARSI RARSSRAREY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 10.60 10.80 11.00 11.20

m/z 79.00 10.22%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.76 40.30 ug/1 531189 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 96
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 83
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 68
4 Deltacvclene 118 C9H10 007785-10-6 68
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 64
Abundance Scan 3293 (11.762 min): VU027484.D (-3282) (-) m/z 117.10 100.00%
117
5000
A
91 LA SR BN SN I
39 515865 4 | 103159 134 11.40 11.60 11.80 12.00
Obrrrprrrr el e e e et m/z 118.10 55.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000 UL BRI SO I
11.40 11.60 11.80 12.00
3 58 91 m/z 115.10 34.96%
o138 A | L e | 103110L
miz--> g A A R AR A O
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117
11.40 11.60 11.80 12.00
5000 o1 m/z 91.10 16.51%
. 39 5
0"'l'%'s'l""'l"'ll""H""ll""'l""l §4J'“'Nh“|“l“'“'w'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8966: Benzene, cyclopropyl-
117 11.40 11.60 11.80 12.00
m/z 57.80 10.35%
5000 91
39
7 103
o.n,f?w”%i.nﬂp.nﬁu.nﬂﬁ..HHP.”H”.WNHW.”.P.”,”.W. SRS R 18 NS BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 9
R.T. EstConc Area Relative to ISTD R.T.
12.35 9.73 ug/l 128232 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
2 Indan. 1-methvl- 132 C10H12 000767-58-8 90
3 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 83
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 83
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 80
Abundance Scan 3476 (12.350 min): VU027484.D (-3467) (-) m/z 117.10 100.00%
117
5000
132
o1 NSRS SR
39 51 63 77 | 102 12.00 12.20 12.40 12.60
Y O A <N || MBS | M m/z 115.10 32.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
147
5000 132
12.00 12.20 12.40 12.60
01 m/z 132.10 27 .00%
o 15 27 3 1 e T | 103 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14031: Indan, 1-methyl-

12.00 12.20 12.40 12.60
m/z 91.10 14.50%

5000

04

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
1

7 12.00 12.20 12.40 12.60
m/z 118.10 10.17%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VvU027484.D

Aca On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 3-Phenylbut-1-ene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.12 13.96 ug/Il 184056 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 87
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 86
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 81
Abundance Scan 3715 (13.118 min): VU027484.D (-3705) (-) m/z 117.10 100.00%
117
5000 A [\
132
91 USSR UL IR
39 91 65 77 103 007 12.80 13.00 13.20 13.40
o e m/z 132.10 35.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117
5000
12.80 13.00 13.20 13.40
o1 132 m/z 115.05  31.40%
27 39 51 g5 77 105
o} e e e
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
12.80 13.00 13.20 13.40
5000 132 m/z 131.10 19.35%
27 39 51 g5 47 91 ‘
0.|.‘...‘lu.“l‘.HH...“l..‘..:1-9‘3..‘Hl.‘l‘.‘.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 12.80 13.00 13.20 13.40
m/z 119.05 18.81%
5000 132 M
39 51 91
27 65 77
o.,.‘...‘,‘..“w.,“l‘...“,..‘..1,93..‘l‘,.‘l“.‘.,....,....,....,.... IVSUNEEY W\ NP
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100618\
Data File : VvU027484.D

Acq On : 06 Oct 2018 03:18

Operator : MD/SY

Sample : J5268-03DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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- 1.76 40.0 ug”/1 383678 1 4.99 479599 50.0
Pentane 1.95 11.5 ug/I1 110244 1 4.99 479599 50.0
Pentane, 2-methyl- 2.75 16.1 ug/I 154807 1 4.99 479599 50.0
1-Pentene 2.79 9.6 ug/Il 92345 1 4.99 479599 50.0
Pentane, 3-methyl- 3.00 14.7 ug/I1 141331 1 4.99 479599 50.0
Cyclopentane, met... 4.10 27.6 ug/l 2648384 1 4.99 479599 50.0
Benzene, l-ethyl-_.. 10.97 10.1 ug/I1 133159 4 11.48 659018 50.0
Indane 11.76 40.3 ug/1 531189 4 11.48 659018 50.0
Benzene, l-etheny... 12.35 9.7 ug/l 128232 4 11.48 659018 50.0

4

3-Phenylbut-1-ene 13.12 14.0 ug/I1 184056 11.48 659018 50.0
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