LSC Area Percent Report

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

Data File : VU024547.D

Aca On - 14 Jun 2018 18:02

Operator : MD/SY

sample - J3443-11

Misc - 5.0mL/MSVOA U/WATER LI
ALS Vial : 23 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 1.092 145 156 171 rBV 761666 889120 13.01% 2.084%
2 1.761 356 364 381 rVB 150439 197790 2.89% 0.464%
3 1.950 415 423 436 rVB 71595 104393 1.53% 0.245%
4 2.188 489 497 524 rVB 85860 172031 2.52% 0.403%
5 2.709 630 659 664 rBV3 32369 94770 1.39% 0.222%
6 2.748 664 671 677 rVvV 67109 127797 1.87% 0.300%
7 2.796 677 686 712 rVB2 188897 414962 6.07% 0.973%
8 3.002 730 750 768 rBV 148226 325313 4_.76% 0.763%
9 3.561 905 924 941 rBV2 106311 251283 3.68% 0.589%
10 3.664 941 956 967 rVvv2 76094 187447 2.74% 0.439%

11 3.735 968 978 991 rvv2 64899 157612 2.31% 0.369%
12 3.815 991 1003 1015 rvv2 35155 86309 1.26% 0.202%
13 3.896 1015 1028 1045 rvB2 77330 190131 2.78% 0.446%
14 4.101 1073 1092 1109 rBV 341799 920006 13.46% 2.157%
15 4.192 1110 1120 1140 rVB3 36808 92458 1.35% 0.217%

16 4.786 1270 1305 1321 rBV 137334 344919 5.05% 0.809%
17 4.889 1321 1337 1354 rBV 172483 396583 5.80% 0.930%
18 4.995 1354 1370 1386 rBV3 352320 887475 12.99% 2.080%
19 5.317 1457 1470 1482 rVV 161561 332345 4._86% 0.779%
20 5.394 1482 1494 1510 rVvVv 219912 454050 6.64% 1.064%

21 5.526 1515 1535 1556 rvv2 209596 631524 9.24% 1.480%
22 5.626 1557 1566 1581 rVB4 30782 74718 1.09% 0.175%
23 5.892 1636 1649 1660 rBV 323567 649933 9.51% 1.524%
24 5.950 1661 1667 1691 rVB5 73926 216436 3.17% 0.507%
25 6.230 1741 1754 1772 rVB3 39915 95437 1.40% 0.224%

26 6.420 1792 1813 1829 rBv4 138986 364697 5.34% 0.855%
27 6.847 1924 1946 1959 rBV6 62921 208083 3.04% 0.488%
28 7.072 1990 2016 2027 rBV2 160416 326173 4.77% 0.765%
29 7.433 2118 2128 2149 rVB2 107906 204848 3.00% 0.480%
30 7.568 2149 2170 2184 rBV 633176 1145490 16.76% 2.685%

31 7.642 2184 2193 2205 rVB 67496 125727 1.84% 0.295%

32 7.719 2205 2217 2233 rBV 45601 95426 1.40% 0.224%
33 7.867 2249 2263 2274 rBV2 58702 112380 1.64% 0.263%
34 7.960 2284 2292 2304 rVB 54152 93283 1.37% 0.219%
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LSC Area Percent Report

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

Data File : VU024547.D

Aca On - 14 Jun 2018 18:02

Operator : MD/SY

sample - J3443-11

Misc - 5.0mL/MSVOA U/WATER LI
ALS Vial : 23 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 9.092 2633 2644 2661 rBV 494779 839370 12.28% 1.968%

36 9.378 2719 2733 2750 rBvV 350311 645560 9.45% 1.513%
37 9.728 2825 2842 2844 rBV4 39987 75664 1.11% 0.177%
38 9.957 2889 2913 2926 rBV2 104536 219698 3.21% 0.515%
39 10.050 2926 2942 2958 rBVS8 65339 144063 2.11% 0.338%
40 10.169 2968 2979 3006 rVB 1058299 1672608 24.48% 3.921%

41 10.310 3012 3023 3036 rBVY 525526 822374 12.03% 1.928%
42 10.381 3036 3045 3054 rVB4 42086 69464 1.02% 0.163%
43 10.590 3098 3110 3133 rBV 1923390 2944058 43.08% 6.901%
44 10.709 3134 3147 3158 rVV 89352 160305 2.35% 0.376%
45 10.976 3218 3230 3250 rVB 271587 458796 6.71% 1.076%

46 11.101 3250 3269 3278 rBV 75387 137781 2.02% 0.323%
47 11.294 3315 3329 3333 rBVY 150355 233820 3.42% 0.548%
48 11.326 3333 3339 3354 rVB 276549 430605 6.30% 1.009%
49 11.487 3377 3389 3404 rBVY 674571 1054048 15.42% 2.471%
50 11.574 3406 3416 3432 rVV 99858 159533 2.33% 0.374%

51 11.693 3442 3453 3463 rBV 136941 211842 3.10% 0.497%
52 11.770 3463 3477 3496 rBV 4131455 6833824 100.00% 16.020%
53 11.870 3497 3508 3511 rBV 170644 251562 3.68% 0.590%
54 11.985 3531 3544 3555 rBV 184706 285675 4.18% 0.670%
55 12.059 3558 3567 3579 rVB 66821 105313 1.54% 0.247%

56 12.252 3613 3627 3634 rBV 1104032 1712859 25.06% 4.015%
57 12.288 3634 3638 3649 rVB 419345 594756 8.70% 1.394%
58 12.358 3649 3660 3680 rBV3 999184 2108259 30.85% 4.942%
59 12.542 3707 3717 3730 rVB 164457 270074 3.95% 0.633%
60 12.651 3732 3751 3763 rVV 727944 1174223 17.18% 2.753%

61 12.789 3785 3794 3807 rVB2 70382 108751 1.59% 0.255%
62 12.882 3814 3823 3829 rBV 64534 94129 1.38% 0.221%
63 12.928 3830 3837 3842 rVV3 66551 101306 1.48% 0.237%
64 12.966 3842 3849 3859 rVB 255804 377237 5.52% 0.884%
65 13.124 3878 3898 3910 rBV2 1788651 2917244 42 _.69% 6.839%

66 13.297 3943 3952 3968 rVB3 78039 142540 2.09% 0.334%
67 13.410 3977 3987 3994 rBV2 40740 72383 1.06% 0.170%
68 13.458 3994 4002 4010 rvVv 81600 138425 2.03% 0.324%
69 13.513 4010 4019 4027 rVV3 167203 272068 3.98% 0.638%
70 13.580 4028 4040 4045 rVvv3 87384 188347 2.76% 0.442%

71 13.612 4045 4050 4070 rVB2 127435 257963 3.77% 0.605%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 23 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 13.744 4079 4091 4099 rBV2 69136 131013 1.92% 0.307%
73 13.789 4099 4105 4116 rVB 45109 69687 1.02% 0.163%
74 13.857 4116 4126 4139 rBV 110159 173922 2.55% 0.408%
75 13.953 4140 4156 4168 rVV3 91631 198794 2.91% 0.466%

76 14.352 4265 4280 4293 rBV3 174590 367576 5.38% 0.862%
77 14.542 4330 4339 4352 rVB5 63549 115432 1.69% 0.271%
78 14.680 4371 4382 4400 rBV2 195688 318275 4.66% 0.746%
79 14.876 4433 4443 4454 rBVS5 36787 82992 1.21% 0.195%
80 15.062 4490 4501 4516 rBV 981324 1572793 23.01% 3.687%

81 15.918 4754 4767 4778 rBV2 57793 106364 1.56% 0.249%
82 16.062 4798 4812 4819 rBV 102442 171672 2.51% 0.402%
83 16.101 4819 4824 4836 rVB2 61244 92692 1.36% 0.217%

Sum of corrected areas: 42658688
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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 U\DATA\VU061418\
Vu024547.D

14 Jun 2018 18:02

MD/SY

J3443-11

5.0mL/MSVOA U/WATER

23 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

1000000

04
Time-->

11.00

11.50

Abundance TIC: vU024547.D

4000000

3000000

2000000

1000000 1.09

176 0 4.10 85.00 5 % 53 5.89
I e e e B i Lt a e e e e A s e e e e o e e e e L B e e i

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: vU024547.D

4000000 1477

3000000

2000000 10.59

Abundance
4000000

3000000

2000000

1000000

Time-->

TIC: VU024547.D

13.12

13.00 13.50 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\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Cyclopentane Concentration Rank 12

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

2.80 23.38 ug/1 414962 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 86
2 1-Pentene 70 C5H10 000109-67-1 80
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 9
5 1-Pentanol 88 C5H120 000071-41-0 9

Abundance Scan 687 (2.799 min): VU024547.D (-677) (-) m/z 42.00 100.00%
4
5000 55 70
84 240 2.60 2.80 3.00 3.20
0 ...,....,....,....,...:‘: ..‘.‘9,~.-...,6.2..-.|,..??,.!..?1..?7.,... m/z 55.05  43.79%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #556: Cyclopentane
42
5000
55 70 240 2.60 2.80 3.00 3.20
27 m/z 41.00 40.98%
oL 1 ] 33 M 49 ‘ 63
R IR UL SURLL SO LRI SO SULILELE SR UL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
42
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
55 240 2.60 2.80 3.00 3.20
5000 0 m/z 70.05 37 .65%
29
15 49 62
e B I SRS IS UL LS IR UL UL IS W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #572: Cyclobutane, methyl- REERE R A e
42 240 2.60 2.80 3.00 3.20
m/z 39.00 28.61%
5000
55
27 70
0 15 | W\‘ 49 “ 62
m/z--> 0 10 20 30 40 50 60 70 8 90 100 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 unknown3.00 Concentration Rank 15

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

3.00 18.33 ug/Il 325313 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2.2-dimethvl- 88 C5H120 000075-84-3 45
2 n-Hexane 86 C6H14 000110-54-3 40
3 Butvl isocvanatoacetate 157 C7H11NO3 017046-22-9 36
4 1-Penten-3-ol 86 C5H100 000616-25-1 9
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9

Abundance Scan 749 (2.999 min): VU024547.D (-730) (-) m/z 73.10 100.00%
7B
57
5000 41
—
2.60 2.80 3.00 3.20 3.40
0 ..,....,....,....L!‘.I.?ﬁ'.n'.:,....,-.:..,..8.6.,.9.6.,....,....,....,.... m/z 57.05 65.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2130: 1-Propanol, 2,2-dimethyl-
57
5000 41
29 2.60 2.80 3.00 3.20 3.40
73 m/z 41.00 44 _87%
o \‘\ L] 50 | 65 ‘ 88
U IR IR IS IR I NI NI UL UL SIS BN SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
4l 2.60 2.80 3.00 3.20 3.40
5000 m/z 56.05 40.29%
29 86
ol 15 50 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #29347: Butyl isocyanatoacetate
57 2.60 2.80 3.00 3.20 3.40
29 m/z 43.00 30.52%
41
5000
ob 15 || ], 50 74 8 102 114 128 J N )\ /\
LU I I L I —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Cyclopentane, methyl- Concentration Rank 7

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

4.10 51.83 ug/1 920006 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 80
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 80
4 Cvclohexane 84 C6H12 000110-82-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 1092 (4.101 min): VU024547.D (-1073) (-) m/z 56.10 100.00%
96
5000 4t 69
84 3.80 4.00 4.20 4.40
37 S | 6165,| 74 79
0“M“W“W“W“W“W“W“W“W“+“W“ﬁ“ “W“W”¢“W“W“h“m“' m/z 41.00 49.91%
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 69.05 42 _37%
15 | 51 ‘ | 65\\ "
0“m”W“W“W“W“W“W”W“T“W“W“W”IumPumPumPum
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41
3.80 4.00 4.20 4.40
5000 m/z 55.10 25.16%
o 15 37 51 65 84
SLALLLLAL) LA AR MAALY LA REAA) ALY ML) KL ALY LR M) BRI KAL) WA RALA LAY AL AL RS
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 39.00 22.17%
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Cyclopentene, 3-methyl- Concentration Rank 14

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

4.79 19.43 ug/Il 344919 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 91
2 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 90
3 1.4-Pentadiene. 2-methvl- 82 C6H10 000763-30-4 90
4 1.3-Pentadiene. 3-methvl-. (E)- 82 C6H10 002787-43-1 86
5 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 86

Abundance Scan 1306 (4.790 min): VU024547.D (-1270) (-) m/z 67.00 100.00%
67
5000
82 y
39 USRS SRS SRR AN
|| 8 o, 77| 98 440 4.60 4.80 5.00 5.20
| A S PRSI TIOR3 P VIS vl | N - R m/z 82.05 29.85%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1236: Cyclopentene, 3-methyl-
67
5000
440 4.60 4.80 5.00 5.20
82 m/z 39.00 17.99%
i ‘ 1, M | L 7 ‘
0"|""|""|'" ”'I"'W""I'””I"'W""I”'
m/z--> 10 70 80 90 100
Abundance
67
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
440 4.60 4.80 500 5.20
5000 m/z 81.10 15.69%
- 39 82
15 44 >3 58 7
L AL S S UL UL UL SUR LI WL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1254: 1,4-Pentadiene, 2-methyl-
67 440 4.60 4.80 5.00 5.20
m/z 41.00 14 _.29%
5000 41
27 82
| IS Jﬂ,..3§.,l.46.,.w. T TR /| I
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Cyclohexene Concentration Rank 9

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

5.53 48.58 ug/1 631524 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene 82 C6H10 000110-83-8 90
2 Cvclobutane. ethenvl- 82 C6H10 002597-49-1 90
3 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 76
4 1.3-Pentadiene. 2-methvl-. (E)- 82 C6H10 000926-54-5 68
5 Cyclopentane, methylene- 82 C6H10 001528-30-9 64

Abundance Scan 1536 (5.529 min): VU024547.D (-1515) (-) m/z 67.05 100.00%
67
54
5000 82
39
5.20 5.40 5.60 5.80
0...,....,|..".|.|,.'!..",'....9?....,....,....,....,....,2.0.7.. m/z 54.00 67.16%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #1192: Cyclohexene
67
54
5000 82

5.20 5.40 5.60 5.80
m/z 82.10 41.11%

0...“...“...“...“...,”..,”..,”..,.”.,.”.,.”.

m/z--> 80 100 120 140 160 180 200
Abundance
67
54 R EEAmmmaEs SRR
520 5.40 5.60 5.80
5000 m/z 39.00 32.71%
4 82
27
O T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1202: C2H5CH=CHCH=CH2
67 520 5.40 5.60 5.80
m/z 41.00 27.68%
5000 39 82
27 54
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Cyclobutane, (1-methylethyl... Concentration Rank 11

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

7.07 25.09 ug/1 326173 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 87
2 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 83
3 1.4-Pentadiene. 3.3-dimethvl- 96 C7H12 001112-35-2 72
4 Cvclopentane. l-methvl-2-methvlene- 96 C7H12 041158-41-2 72
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72

Abundance Scan 2015 (7.069 min): VU024547.D (-1990) (-) m/z 81.05 100.00%
g1
5000
96
39
| 45 5? o1 6( » | 1 6.80 7.00 7.20 7.40
O b e P R m/z 96.10 28.17%
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 79.00 23.53%
0 "'I""I"'“I"'jm'ﬂqihht'?%”'hI'?§'Ml"g?""l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81
6.80 7.00 7.20 7.40
5000 m/z 38.95 15.46%
27 39 96
53
0 "'I'%?'I""I??"I'%$'I'"'?%'?TI'Z4"I"'§?""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2915: 1,4-Pentadiene, 3,3—dimethy|— TTT T[T T T [ T T T T[T T T T [TrrT
81 6.80 7.00 7.20 7.40
m/z 67.00 12.91%
5000 M
53
21 ‘ 67 96
S A 0 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40

82U061318W.M Fri Jun 15 14:34:55 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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-ethyl-2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.98 21.76 ug/1 458796 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3231 (10.979 min): vu024547.D(-3218<g ) m/z 105.00 100.00%
105
5000
120
39 5 65 91 10.60 10.80 11.00 11.20
A N .?.8,.'.'.-.,...|.|,..3..~,:.P?,.':!.,1.1.~°’.~. b m/z 120.10  31.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000 AU UL UL B
120 10.60 10.80 11.00 11.20
29 o1 m/z 76.95 12.29%
by L S8 ®  Tles Tes |ma
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
105
120 10.60 10.80 11.00 11.20
5000 m/z 91.05 11.75%
o 15 2 ¥ s1gges 1 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene R EmmmaE s S S
105 10.60 10.80 11.00 11.20
m/z 79.05 10.24%
120
5000
0] 27 3\9\ 5\1 58 § a M 9\1 Al
iz B 3o e T 8 8 a0 1% 130 1% | | 1080 1080 1100 1130

82U061318W.M Fri

Jun 15 14:34:56 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 1
R.T. EstConc Area Relative to ISTD R.T.
11.77 324.17 ug/Il 6833820 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 83
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 80
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 64
Abundance Scan 3477 (11.770 min): VU024547.D (-3463) (-) m/z 117.05 100.00%
117
5000
39 63 ot 1140 11.60 11.80 1200
51 77 103 : : : :
Ol et b Ot S e ROl 127132 Tz77118.10  53.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

11,40 11.60 11.80 12.00
m/z 115.00 32.29%

5000

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

117
B e e o R
11.40 11.60 11.80 12.00
5000 o m/z 90.95 16.15%
39 51 58 65 78 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8967: Benzene, cyclopropyl-

11.40 11.60 11.80 12.00
m/z 63.00 8.15%

5000

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\HPCHEM1\MSVOA U\DATA\VU061418\
Data File : VU024547.D

Aca On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 o-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.25 81.25 ug/1 1712860 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
5 p-Cymene 134 C10H14 000099-87-6 95
Abundance Scan 3626 (12.249 min): VU024547.D (-3613) (-) m/z 119.05 100.00%
119
5000
134
77 o 105 12.00 12.20 12.40 12.60
39 51 65 . . . .
Ol et 248207 Tm/z 134.10 30.15%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119
5000
12.00 12.20 12.40 12.60
o1 134 m/z 91.00 17.17%
o7 41 65 77 103 ‘
0 S S~ W | N .
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 120.10 10.32%
91 105 134
15 27 39 51 65 v
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119 12.00 12.20 12.40 12.60
m/z 105.00 9.21%
5000
134
2 1527 39 51 65 77 a 105
0:::::::::::‘:::‘:::||||‘|||‘|‘||||||||||||||||||||
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60

82U061318W.M Fri Jun 15 14:34:57 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061418\
Data File : VU024547.D

Acq On : 14 Jun 2018 18:02

Operator : MD/SY

Sample : J3443-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 23 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]
Cyclopentane 2.80 23.4 ug/I1 414962 1 4.99 887475 50.0
unknown3 .00 3.00 18.3 ug/I1 325313 1 4.99 887475 50.0
Cyclopentane, met... 4.10 51.8 ug/Il 920006 1 4.99 887475 50.0
Cyclopentene, 3-m... 4.79 19.4 ug/I1 344919 1 4.99 887475 50.0
Cyclohexene 5.53 48.6 ug”/1 631524 2 5.89 649933 50.0
Cyclobutane, (1-m... 7.07 25.1 ug/I1 326173 2 5.89 649933 50.0
Benzene, l-ethyl-_.. 10.98 21.8 ug/I1 458796 4 11.49 1054050 50.0
Indane 11.77 324.2 ug/l 6833820 4 11.49 1054050 50.0
o-Cymene 12.25 81.3 ug/1 1712860 4 11.49 1054050 50.0
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