LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO61418\

Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 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\82U061318W.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 1.092 147 156 176 rBV 773576 905360 12.96% 2.021%
2 1.761 356 364 375 rBV 149434 191117 2.74% 0.427%
3 1.950 416 423 442 rVB2 71642 106651 1.53% 0.238%
4 2.188 489 497 508 rvB 86740 129167 1.85% 0.288%
5 2.748 665 671 677 rVvVv3 60019 109299 1.56% 0.244%
6 2.796 677 686 710 rVB2 197762 436359 6.25% 0.974%
7 3.002 733 750 773 rBV 151021 332421 4_.76% 0.742%
8 3.195 796 810 829 rVB3 33033 72519 1.04% 0.162%
9 3.561 907 924 941 rBV2 132315 305512 4_.37% 0.682%
10 3.664 941 956 968 rvv2 93842 230726 3.30% 0.515%

11 3.738 968 979 991 rvv 68437 162274 2.32% 0.362%
12 3.815 992 1003 1015 rvv2 36375 87387 1.25% 0.195%
13 3.899 1015 1029 1048 rVB 100264 249458 3.57% 0.557%
14 4.101 1073 1092 1109 rBV 350657 936995 13.42% 2.091%
15 4.191 1109 1120 1141 rVB3 48949 128298 1.84% 0.286%

16 4.786 1280 1305 1322 rBV 209013 492657 7.05% 1.100%
17 4.889 1322 1337 1354 rBV 181430 412671 5.91% 0.921%
18 4.995 1354 1370 1387 rBV3 364041 927174 13.27% 2.070%
19 5.313 1457 1469 1482 rVV 175329 373903 5.35% 0.835%
20 5.397 1482 1495 1511 rVV 228549 514095 7.36% 1.147%

21 5.526 1514 1535 1556 rvv2 212906 634706 9.09% 1.417%
22 5.622 1557 1565 1581 rVB4 31691 79557 1.14% 0.178%
23 5.892 1635 1649 1659 rBvV 343965 690025 9.88% 1.540%
24 5.950 1660 1667 1690 rVB5 96577 295081 4.22% 0.659%
25 6.230 1739 1754 1768 rVB4 56880 128996 1.85% 0.288%

26 6.419 1791 1813 1829 rBV3 141390 369338 5.29% 0.824%
27 6.850 1925 1947 1958 rBV6 65282 213063 3.05% 0.476%
28 7.072 1990 2016 2027 rBV 170677 346444 4._.96% 0.773%
29 7.432 2117 2128 2146 rVB2 131930 243311 3.48% 0.543%
30 7.571 2149 2171 2184 rBV 661613 1203182 17.23% 2.686%

31 7.641 2184 2193 2206 rVB 67788 127737 1.83% 0.285%

32 7.718 2207 2217 2232 rBV3 34564 70020 1.00% 0.156%
33 7.866 2249 2263 2273 rBV2 60324 115703 1.66% 0.258%
34 7.960 2284 2292 2308 rVB 56840 96399 1.38% 0.215%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO61418\

Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 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_U\METHOD\82U061318W.M
SW846 8260

35 9.095 2632 2645 2663 rBV 517768 885841 12.68% 1.977%

36 9.378 2719 2733 2750 rBvV 362671 648248 9.28% 1.447%
37 9.731 2824 2843 2844 rBV4 39067 73183 1.05% 0.163%
38 9.956 2890 2913 2925 rBV3 103345 210201 3.01% 0.469%
39 10.050 2931 2942 2959 rBVS 60005 125647 1.80% 0.280%
40 10.169 2968 2979 3008 rVB 1084469 1718407 24.60% 3.836%

41 10.310 3012 3023 3036 rBVY 539485 858442 12.29% 1.916%
42 10.590 3098 3110 3133 rBV 1954243 3011520 43.12% 6.722%
43 10.709 3134 3147 3157 rVV 90127 159065 2.28% 0.355%
44 10.976 3219 3230 3249 rVB 279403 462986 6.63% 1.033%
45 11.104 3253 3270 3278 rBVY 76351 133615 1.91% 0.298%

46 11.294 3311 3329 3333 rBVY 151685 241691 3.46% 0.539%
47 11.326 3333 3339 3354 rVB 282097 443990 6.36% 0.991%
48 11.487 3377 3389 3405 rBV 699050 1085186 15.54% 2.422%
49 11.574 3407 3416 3430 rVV 102274 160013 2.29% 0.357%
50 11.693 3443 3453 3463 rVB 140893 215575 3.09% 0.481%

51 11.770 3463 3477 3497 rBV 4239534 6984428 100.00% 15.590%
52 11.869 3497 3508 3511 rBV 176301 257427 3.69% 0.575%
53 11.985 3533 3544 3557 rBV 187445 291326 4_.17% 0.650%
54 12.059 3557 3567 3578 rVB 66465 105802 1.51% 0.236%
55 12.255 3615 3628 3634 rBV 1139443 1749985 25.06% 3.906%

56 12.291 3634 3639 3649 rVB 430028 620065 8.88% 1.384%
57 12.358 3649 3660 3680 rBV2 1016945 2173913 31.13% 4._.852%
58 12.541 3707 3717 3731 rVB 168627 279625 4._.00% 0.624%
59 12.651 3732 3751 3762 rBV 745257 1213032 17.37% 2.708%
60 12.789 3784 3794 3811 rVB2 71760 114576 1.64% 0.256%

61 12.882 3811 3823 3829 rBV 66010 104444 1.50% 0.233%
62 12.927 3830 3837 3842 rVV3 83910 142075 2.03% 0.317%
63 12.966 3842 3849 3870 rVB 295039 507051 7.26% 1.132%
64 13.123 3876 3898 3910 rBV2 1866543 3026837 43.34% 6.756%
65 13.191 3914 3919 3928 rVVv7 64316 115561 1.65% 0.258%

66 13.239 3928 3934 3943 rVV 45109 78487 1.12% 0.175%
67 13.297 3944 3952 3969 rVB4 82963 150567 2.16% 0.336%
68 13.410 3977 3987 3994 rBV2 43085 74521 1.07% 0.166%

69 13.461 3995 4003 4010 rVB 73064 109385 1.57% 0.244%
70 13.512 4010 4019 4028 rBV3 164050 247398 3.54% 0.552%

71 13.583 4033 4041 4045 rvv2 94322 168063 2.41% 0.375%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO61418\

Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 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_U\METHOD\82U061318W.M

: SW846 8260

72 13.612 4045 4050 4068 rVB2 130227 263780 3.78% 0.589%
73 13.744 4078 4091 4099 rBV2 72164 138317 1.98% 0.309%
74 13.792 4099 4106 4116 rVB 47543 71758 1.03% 0.160%
75 13.856 4116 4126 4140 rBV 115399 181336 2.60% 0.405%

76 13.953 4140 4156 4168 rBV2 95713 205823 2.95% 0.459%
77 14.156 4209 4219 4236 rBvV4 41934 104450 1.50% 0.233%
78 14.352 4265 4280 4301 rVB3 186432 407199 5.83% 0.909%
79 14.541 4330 4339 4352 rVB4 65345 118154 1.69% 0.264%
80 14.680 4371 4382 4399 rBV2 201722 341164 4._.88% 0.761%

81 14.876 4433 4443 4454 rBV4 43639 93815 1.34% 0.209%
82 15.065 4490 4502 4516 rBV 1054205 1680426 24.06% 3.751%
83 15.917 4756 4767 4779 rBV 91936 161911 2.32% 0.361%
84 16.062 4800 4812 4819 rBV 148208 247574 3.54% 0.553%
85 16.101 4819 4824 4839 rVB 79374 120315 1.72% 0.269%

Sum of corrected areas: 44801805
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO61418\

Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : SW846 8260

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

Abundance TIC: vU024544.D
4000000

3000000

2000000

10000001 4 g

1.76 0 410 4w§m 5.%146.53 589
. . 3.00 3.56 7 ,uxik,A\\, 95 6.42
ol WP e 2 9010 8w feo AR\ TR jSe B exnt®
Time--> 1.00 1.50 2.00 250 3.00 3.50 4.00 450 5.00 5.50 6.00
Abundance TIC: vU024544.D
4000000 77
3000000
2000000 1059
1000000

0‘ - -~ - s Lo N
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: vU024544.D
4000000
3000000
2000000 13.12

1000000

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\HPCHEMI\MSVOA U\DATA\VUO61418\

Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Pentene Concentration Rank 13

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

2.80 23.53 ug/1 436359 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 80
2 Cvclopentane 70 C5H10 000287-92-3 72
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 59
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 50
5 1-Pentanol 88 C5H120 000071-41-0 9

Abundance Scan 687 (2.799 min): VU024544.D (-677) (-) m/z 42.00 100.00%
4p
5000 55
84 2.40 2.60 2.80 3.00 3.20
0 w..”,.”.huv:“j.w!.ﬁﬁ.”.,”..“.....”,”..EQZ. m/z 55.05 45_77%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #551: 1-Pentene
42
55
5000 70
2.40 2.60 2.80 3.00 3.20
29 m/z 41.00 42 .92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
2.40 2.60 2.80 3.00 3.20
5000 m/z 70.10 38.31%
55 70
27
1 15
m/z--> : 25 45 éo 85 160 150 140 160 1é0 260
Abundance #572: Cyclobutane, methy!l- T T T
ily) 2.40 2.60 2.80 3.00 3.20
m/z 39.00 30.02%
5000
55
27 ‘ 70
m/z--> 200 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00 3.20

82U061318W.M Fri
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO61418\

Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Cyclopentane, methyl- Concentration Rank 7

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

4.10 50.53 ug/1 936995 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 64
4 Cvclohexane 84 C6H12 000110-82-7 56
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 49

Abundance Scan 1092 (4.101 min): VU024544.D (-1073) (-) m/z 56.05 100.00%
96
5000 41 69
84 3.80 4.00 4.20 4.40
0 ”.,”..“..w..”,.”.,”.ﬁQJ-W??m,”Y?“..W.9?,”. m/z 41.00 50.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.80 4.00 4.20 4.40
28 a1 m/z 69.05 42 .04%
1‘5 \“ “\ | SQM‘\ 63 N " ‘
e I LS UL I IS IR I I IS IS W
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
56
27
3.80 4.00 4.20 4.40
5000 m/z 55.00 24 _76%
42
84
e L LS IS I IS IR I IS IULLS IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1471: Cyclobutane, ethyl-
56 3.80 4.00 4.20 4.40
a1 m/z 39.00 22 .36%
5000
27
69
0 1 1\5 ! ‘\ | 50”‘\ 63 ‘ 84
m/z--> ) 10 20 30 40 50 60 70 8 90 100 3.80 4.00 4.20 4.40

82U061318W.M Fri

Jun 15 14:34:32 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO61418\

Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Cyclopentene, 3-methyl- Concentration Rank 11

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

4.79 26.57 ug/1 492657 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 91
2 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 90
3 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 90
4 2.4-Hexadiene. (E.E)- 82 C6H10 005194-51-4 80
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 80

Abundance Scan 1306 (4.789 min): VU024544.D (-1280) (-) m/z 67.00 100.00%
67
5000
82
39 AR A LR AR
|| 53 77 | o1 440 4.60 4.80 5.00 5.20
| A 1 USOT Y .~X Y FRNIRod N | S m/z 82.05 30.46%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1236: Cyclopentene, 3-methyl-
67
5000
440 4.60 4.80 5.00 5.20
82 m/z 38.95 17.66%
1l “4 H\\\ 2\\ 77\
0"'l""l""l"' "'P"'I”"I'””I"”I"'W
m/z--> 10 20 60 70 80 90
Abundance
67
440 4.60 4.80 5.00 5.20
5000 m/z 41.00 13.69%
39 82
27
15 a4 29 " 62 7w
e L L UL S S I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1243: Cyclopentene, 1-methyl- L e e e M Amad
67 440 4.60 4.80 5.00 5.20
m/z 81.05 13.64%
5000 82
o7 39
53
o @ e N el 2Tl
m/z--> 10 20 30 40 50 60 70 80 90 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO61418\
Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Hexene, 3-methyl-, (2)- Concentration Rank 15

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

5.95 21.38 ug/1 295081 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 50
2 3-Methvl-3-hexene 98 C7H14 003404-65-7 46
3 3-Hexene. 3-methvl-. (2)- 98 C7H14 004914-89-0 46
4 2.4-Hexadiene. 2-methvl- 96 C7H12 028823-41-8 45
5 2-Hexene, 2-methyl- 98 C7H14 002738-19-4 38

Abundance Scan 1667 (5.950 min): VU024544.D (-1660) (-) m/z 69.10 100.00%
6o 81
41
5000 55 98
| | 1| 105 560 580 6.00 6.20
0..,.”.,”..,”..Hn..“......w..l,ﬂ.”,.”.,.”.,” m/z 81.05 86.93%
m/z--> 10 20 30 40 70 90 100 110
Abundance #3383: 2 Hexene, 3-methyl-, (Z)
41 69
55
5000 98
27 5.60 5.80 6.00 6.20
m/z 41.00 77.28%
14 83
N ! ‘ ! ‘\ in ‘ 63 ‘ 77 ‘
0"I”"I”"I”"I”"I”"I”"I”"I”"I”"I”"I”
m/z--> 10 20 30 40 60 70 80 90 100 110
Abundance
41 69
55 560 580 6.00 620
5000 o8 m/z 55.05 45 .50%
27 83
15 63 77
G R UL UL UL UL UL UL UL LIS S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3376: 3-Hexene, 3-methyl-, (2)-
a1 69 5.60 5.80 6.00 6.20
55 m/z 98.05 39.50%
5000
98
27 a3
0 "|'%§'|"'J|""ll“"lhh"|§?J'l"??lj'"|""|""|"
m/z--> 10 20 30 40 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061418\
Data File : VvU024544.D

Aca On : 14 Jun 2018 16:53

Operator : MD/SY

Sample : J3443-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclobutane, (1-methylethyl... Concentration Rank 12

82U061318W.M Fri

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

7.07 25.10 ug/1 346444 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 90
2 2.4-Heptadiene. (E.E)- 96 C7H12 002384-94-3 87
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 87
4 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 78
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 78

Abundance Scan 2015 (7.069 min): VU024544.D (-1990) (-) m/z 81.05 100.00%
g1
5000
96
3 67 | 6.80 7.00 7.20 7.40
o..,....,....,....|,|.f‘?.,'.|.'..61. eeza L 110 Th7z 96.10  28.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81
5000
6.80 7.00 7.20 7.40
27 39 53 o7 96 m/z 79.05 24 .79%
o 146 || 61, 75|/ 89
R S I I S R I I L SRS R
m/z--> 10 40 50 70 80 90 100 110
Abundance
81
6.80 7.00 7.20 7.40
0
5000 a1 o m/z 38.95 15.77%
27 53 67
47 61 75 89
e S S UL I UL I I UL SUL WS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2911: Cyclopentene, 4,4-dimethyl- R e e e R n
81 6.80 7.00 7.20 7.40
m/z 67.05 14 .00%
5000
27 53 96
0..“%§w...w..”,..”,.”.,”..,”..,”..“...“..w..”
m/z--> 10 20 50 70 8 90 100 110 6.80 7.00 7.20 7.40

Jun 15 14:34:37 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO61418\

Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.77 321.81 ug/Il 6984430 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 80
3 Deltacvclene 118 C9H10 007785-10-6 72
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 60
5 Benzeneethanol, _.beta.-ethenyl-.... 162 C11H140 040596-14-3 50
Abundance Scan 3477 (11.770 min): VU024544.D (-3463) (-) m/z 117.05 100.00%
117
5000
39 63 ot 11,40 11,60 11.80 12.00
51 77 103 : : : :
o.”“.”“.”“.J“.”w”!Jm7ﬂ”m?ﬂhL”waﬁH9!nﬂ%ﬁ?ﬁ,” m/z 118.10 54.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000 LN SUNIURA UL BRI
11.40 11.60 11.80 12.00
39 58 o1 m/z 115.05 32.48%
R S A R N A" 103110‘\ |
miz--> P R R Sy
Abundance
117
AR ARSI A
11.40 11.60 11.80 12.00
5000 a m/z 90.95 16.23%
o o7 39 51565 78 103,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8953: Deltacyclene
117 11.40 11.60 11.80 12.00
m/z 63.00 8.28%
5000
a9 91
51 58 65 77 ‘ 103 ‘
0'”I”'W'“'P'”l””Nh'MJL'P'MI“'W'”W'”'P'“I””I”'W" LN SURIURA UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO61418\

Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.26 80.63 ug/1 1749990 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 o-Cvmene 134 C10H14 000527-84-4 97
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3629 (12.258 min): VU024544.D (-3615) (-) m/z 119.05 100.00%
119
5000
134
91
39 51 65 17 105 12.00 12.20 12.40 12.60
o“,“”,””,”.q”.¢”.wmuw“Jm?ﬂwL?ﬁmhw”MJ}%ﬂ“m,” m/z 134.05 30.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119

5000
12.00 12.20 12.40 12.60

m/z 91.00 16.33%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

119
12.00 12.20 12.40 12.60
5000 m/z 120.10 9.64%
134
91
15 27 41 515865 77 103 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

119 12.00 12.20 12.40 12.60
m/z 117.05 9.10%

5000

AN
LI

T
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\HPCHEMI\MSVOA U\DATA\VUO61418\
Data File : VU024544.D

Aca On - 14 Jun 2018 16:53

Operator : MD/SY

sample - J3443-08 -
Misc - 5.0mL/MSVOA U/WATER e Lo Ol
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.29 28.57 ug/1 620065 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 90
2 Indan. 1l-methvl- 132 C10H12 000767-58-8 90
3 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 90
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 90
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87

Abundance Scan 3639 (12.291 min): VU024544.D (-3634) (-) m/z 117.00 100.00%

117
5000 132

a1 12.00 12.20 12.40 12.60

39 51 63 g 102
o.”“”.“”w.”q.”wu.wmm,”u,””%.”“.”“.H“.mlh.vﬁ?ﬁ”. m/z 132.10 48.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene

117

5000
12.00 12.20 12.40 12.60

m/z 115.00 33.32%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117
12.00 12.20 12.40 12.60
5000 m/z 131.10 16.60%
132
91
27 39 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14073: 1H-Indene, 2,3-dihydro-2-methyl-
117

12.00 12.20 12.40 12.60
m/z 91.00 10.46%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ U\DATA\VUO61418\

Data File : VU024544.D

Acg On - 14 Jun 2018 16:53

Operator : MD/SY

Sample - J3443-08 -
Misg - 5.0mL/MSVOA_U/WATER LI BT s
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : 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]
1-Pentene 2.80 23.5 ug/I1 436359 1 4.99 927174 50.0
Cyclopentane, met... 4.10 50.5 ug/1l 936995 1 4.99 927174 50.0
Cyclopentene, 3-m... 4.79 26.6 ug/I 492657 1 4.99 927174 50.0
2-Hexene, 3-methy... 5.95 21.4 ug/I1 295081 2 5.89 690025 50.0
Cyclobutane, (1-m... 7.07 25.1 ug/I1 346444 2 5.89 690025 50.0
Indane 11.77 321.8 ug/l 6984430 4 11.49 1085190 50.0
Benzene, l-ethyl-_... 12.26 80.6 ug/l 1749990 4 11.49 1085190 50.0

4

1-Phenyl-1-butene 12.29 28.6 ug/1l 620065 11.49 1085190 50.0
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