LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO62118\

Data File : VN049479.D

Aca On - 21 Jun 2018 20:02

Operator : MD\SY

Sample - J3570-01 -

Misc - 5.150/10mL/100uL/5.00mL/MSVOA_N/MEOH i flenlle
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 N\METHODS\82N061618W.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 1.654 8 20 41 rBY 1655239 2367775 38.79% 6.923%
2 1.985 114 123 137 rBvV3 42190 85213 1.40% 0.249%
3 4.326 838 851 869 rBV2 29011 76075 1.25% 0.222%
4 4.744 963 981 1004 rBV2 17540 62774 1.03% 0.184%
5

7.590 1844 1866 1877 rBV 838246 2098843 34.39% 6.137%

6 7.664 1878 1889 1917 rVB2 1298720 3087649 50.59% 9.028%
7 8.027 1983 2002 2030 rBV 878309 2025306 33.18% 5.922%
8 8.185 2037 2051 2052 rBV2 40671 77794 1.27% 0.227%
9 8.586 2159 2176 2206 rBV 1832215 3897835 63.86% 11.397%
10 10.091 2630 2644 2662 rBV 3298485 6103512 100.00% 17.846%
11 11.410 3039 3054 3081 rBV 2484720 4428309 72.55% 12.948%
12 12.046 3248 3252 3264 rVB3 46409 62213 1.02% 0.182%
13 12.130 3266 3278 3279 rBV5 58137 90149 1.48% 0.264%
14 12.242 3299 3313 3320 rBV5 31984 82516 1.35% 0.241%

15 12.403 3350 3363 3382 rBV 2226977 3779567 61.92% 11.051%

16 12.654 3428 3441 3453 rBV10 78310 242342 3.97% 0.709%
17 12.734 3457 3466 3469 rBV10 66338 110111 1.80% 0.322%
18 12.850 3494 3502 3516 rBV5 96011 260497 4.27% 0.762%
19 12.924 3516 3525 3532 rBV5 147530 254123 4.16% 0.743%
20 12.966 3533 3538 3544 rBv4 94653 144431 2.37% 0.422%

21 13.098 3572 3579 3588 rBVS 79634 156721 2.57% 0.458%
22 13.207 3608 3613 3620 rBV5 82213 126881 2.08% 0.371%
23 13.345 3645 3656 3669 rVB 2066198 3495644 57.27% 10.221%
24 14.171 3906 3913 3927 rBV10 210312 455042 7.46% 1.330%
25 14.644 4054 4060 4072 rVB3 392287 629643 10.32% 1.841%

Sum of corrected areas: 34200965
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO62118\

Data File : VN049479.D

Aca On - 21 Jun 2018 20:02

Operator : MD\SY

Sample - J3570-01 -

Misc - 5.150/10mL/100uL/5.00mL/MSVOA_N/MEOH i flenlle
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N061618W._M
Quant Title : SW846 8260

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

Abundance TIC: VN049479.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062118\
Data File : VN049479.D

Aca On : 21 Jun 2018 20:02

Operator : MD\SY

Sample : J3570-01

Misc : 5.15a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061618W .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 Naphthalene, decahydro-2-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14 .17 6.51 ug/Il 455042 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 95
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 70
3 Cvclodecene. 1-methvl- 152 C11H20 066633-38-3 68
4 Cvclohexanone. 2-methvl-5-(1-met... 152 C10H160 005948-04-9 64
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 60
Abundance Scan 3913 (14.171 min): VN049479.D (-3906) (-) m/z 81.05 100.00%
g1 95
67 152
5000
13.80 14.00 14.20 14.40
o oo 98209 232 281 “n/z 95.00 88.77%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25446: Naphthalene, decahydro-2-methyl-
41 67 81 152
95
27
5000 AU JORRN SN B
137 1380 14.00 14.20 14.40
109 m/z 152.10 78.23%
123
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
67 U PN SUNRILS B
a1 95 152 13.80 14.00 14.20 14.40
5000 m/z 83.10 77.17%
137
27 109
123
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25420: Cyclodecene, 1-methyl- A B
67 81 13.80 14.00 14.20 14.40
95 m/z 67.00 73.96%
41
5000
109 152
27 137
123
o} R
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO62118\

Data File : VN049479.D

Aca On - 21 Jun 2018 20:02

Operator : MD\SY

Sample - J3570-01 -

Misc - 5.150/10mL/100uL/5.00mL/MSVOA_N/MEOH i flenlle
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N061618W._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 unknownl4.64 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.64 9.01 ug/Il 629643 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 49
2 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 43
3 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 43
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 38
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 30

Abundance Scan 4059 (14.641 min): VN049479.D (-4054) (-) m/z 57.10 100.00%

57
5000 43 71

151 .
166 14.40 14.60 14.80 15.00

o 184 208 232 260 282 m/z 43.10 43.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #48867: Undecane, 3,6-dimethyl-
57
5000 LA L L L L L LB
e/ 14.40 14.60 14.80 15.00
m/z 71.10 43 .75%
29 85 99113
ob || 99-°127141155169184
P.”,”.W.H.P.”,”.W.H.P.” T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R R REEEEEEEEe
14.40 14.60 14.80 15.00
5000 43 m/z 41.10 40.35%
71

8 9113197 155169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48892: Decane, 2,6,7-trimethyl- Rm e R
57 14.40 14.60 14.80 15.00
m/z 55.10 36.52%
43
5000 n
85 112
N S SA N —— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN0O62118\
Data File : VN049479.D

Acq On - 21 Jun 2018 20:02

Operator : MD\SY

Sample - J3570-01 :

Misg - 5.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH e i e )
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N061618W.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]
Naphthalene, deca... 14.17 6.5 ug”/Il 455042 4 13.35 3495640 50.0
unknownl14 .64 14.64 9.0 ug/Il 629643 4 13.35 3495640 50.0
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