LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN054472.D

Aca On : 20 Mar 2019 19:12

Operator : JC/SP

Sample : K2004-05

Misc : 4.48a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 19 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 N\METHODS\82N032019W_.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

2.558 240 244 255 rVB3 53821 90142 2.87% 0.542%
7.587 1789 1808 1819 rBvV 387631 957625 30.46% 5.762%
1872 rVB 718665 1768084 56.24% 10.638%
8.027 1928 1945 1966 rBV 446471 1022290 32.52% 6.151%
8.583 2102 2118 2163 rVB 1040259 2296867 73.06% 13.820%
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10.088 2571 2586 2630 rBY 1556027 3143595 100.00% 18.914%
11.406 2982 2996 3036 rBVY 1364838 2537581 80.72% 15.268%
22124 36131 1.15% 0.217%
12.403 3293 3306 3326 rBVY 1052767 1846315 58.73% 11.109%
13.342 3585 3598 3617 rBV 1204268 2059154 65.50% 12.389%
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11 14.593 3977 3987 3993 rBV9 15030 32261 1.03% 0.194%
12 14.699 4013 4020 4031 rBv4 32444 46620 1.48% 0.280%
13 16.413 4543 4553 4575 rVB7 140131 317472 10.10% 1.910%
14 16.599 4599 4611 4624 rVB4 223987 466191 14.83% 2.805%

Sum of corrected areas: 16620328
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN054472.D

Aca On : 20 Mar 2019 19:12

Operator : JC/SP

Sample : K2004-05

Misc : 4.480/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN054472.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN054472.D

Aca On : 20 Mar 2019 19:12

Operator : JC/SP

Sample : K2004-05

Misc : 4.48a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 unknownl6.41 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.41 7.71 ug/l 317472 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
5-(4.5-Dihvdro-3H-pvrrol-2-vImet... 192 C11H16N20 051430-87-6 38
2 Octamethvl-1.4-cvclohexadiene 192 Cl1l4H24 172684-93-4 38
3 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 30
4 5-Methvl-2.4-diisopropviphenol 192 C13H200 040625-96-5 30
5 N-(1,1-Dimethylpropynyl)-2-furan... 177 C1OH11NO2 039108-97-9 30
Abundance Scan 4552 (16.409 min): VNO54472.D (-4543) (-) m/z 177.05 100.00%
117
. g1 107
5000 123
192
X 149 1600 1620 1640 1660
ol 103 201 282 | "m/z 107.10  67.48%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54359: 5-(4,5-Dihydro-3H-pyrrol-2-ylmethylene)-4,4-dimeth...
108 17
5000 UREU R DU SURB
192 16,00 16.20 16.40 16.60
m/z 81.05 61.20%
121135
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54698: Octamethyl-1,4-cyclohexadiene
177
16.00 16,20 16.40 16.60
5000 162 m/z 41.05 51.91%
o 4} 57 77 91105 lgl 177 | ] 192
I S R A A g I
Abundance #54652: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)- L o B
177 16.00 16.20 16.40 16.60
43 m/z 95.10 50.76%
5000
77 91 107121135 159 | 192
0 ,.‘l‘..,“..“.G?.‘. Iy H\ TN ”\MIH\”\ ””\ N — N e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 1640 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32019\
Data File : VN054472.D

Aca On : 20 Mar 2019 19:12

Operator : JC/SP

Sample : K2004-05

Misc : 4.48a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Cyclohexene, 3,5,5-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.60 11.32 ug/Il 466191 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3.5.5-trimethvl- 124 C9H16 000933-12-0 53
2 Cvclohexene. 3.3.5-trimethvl- 124 C9H16 000503-45-7 49
3 3-Heptvne. 2.2-dimethvl- 124 C9H16 029022-29-5 46
4 1.3-Hexadiene. 2.3.5-trimethvl- 124 C9H16 061142-34-5 43
5 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 43
Abundance Scan 461#) (16.599 min): VN054472.D (-4599) (-) m/z 109.10 100.00%
109
5000
41 8L 9 124 177 192
NS
137 1620 1640  16.60
0 120163 281 m/z 124.10 33.41%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10698: Cyclohexene, 3,5,5-trimethyl-
109
67
41
5000 AR DAL N
82 124 1620 1640  16.60
95 m/z 107 .05 32 .25%
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10691: Cyclohexene, 3,3,5-trimethyl-
109
67 1620 1640 1660
5000, 41 82 m/z 41.10 31.70%
95 124
0 W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10661: 3-Heptyne, 2,2-dimethy!- —
9 1620 1640  16.60
m/z 192.20 28.57%
5000 F/\jp\V*v,Nﬁ
0 .... PR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1620 1640  16.60

82N032019W.M Sat Mar 23 01:22:49 2019 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO32019\
Data File : VN054472.D

Acq On : 20 Mar 2019 19:12

Operator : JC/SP

Sample - K2004-05

Misc : 4.48g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl6.41 16.41 7.7 ug/l 317472 4 13.34 2059150 50.0
Cyclohexene, 3,5,... 16.60 11.3 ug/I1 466191 4 13.34 2059150 50.0

82N032019W.M Sat Mar 23 01:22:49 2019 Page: 5



