LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN060220\
Data File : VN061623.D

Aca On : 2 Jun 2020 16:49

Operator : JC/MD

Sample : L2504-04

Misc : 5.08a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 17 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\82N052820W.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

7.542 1777 1794 1806 rBV2 167973 420408 25.75% 3.435%
7.619 1806 1818 1841 rVB 361433 866631 53.08% 7.080%
rBv 205088 479880 29.39%% 3.921%
8.545 2088 2106 2125 rBV 541436 1129101 69.16% 9.225%
10.059 2562 2577 2591 rBV 876394 1591697 97.49% 13.004%
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6 11.381 2975 2988 3008 rBV 835931 1546941 94.75% 12.639%
7 12.377 3286 3298 3313 rBV 700431 1170390 71.68% 9.562%
8 12.551 3342 3352 3354 rBV2 25234 39255 2.40% 0.321%
9 13.319 3579 3591 3607 rVB 962099 1632696 100.00% 13.339%
10 13.631 3680 3688 3699 rVB 38528 65747 4._.03% 0.537%
11 15.040 4118 4126 4135 rBv4 38102 77471 4.74% 0.633%

12 15.097 4136 4144 4156 rVB2 142650 239715 14.68% 1.958%
13 15.258 4189 4194 4215 rVB2 120674 218136 13.36% 1.782%
14 15.380 4224 4232 4233 rBV3 64258 78392 4._80% 0.640%
15 15.663 4314 4320 4327 rBV3 52881 81347 4.98% 0.665%

16 15.747 4336 4346 4359 rVB2 374532 689339 42.22% 5.632%
17 16.146 4462 4470 4485 rBV5 202214 520514 31.88% 4_.253%
18 16.567 4591 4601 4621 rVB2 655618 1392216 85.27% 11.374%

Sum of corrected areas: 12239876
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60220\
VN061623.D

2 Jun 2020 16:49
JC/MD

L2504-04
5.080/10mL/100uL/5_.00mL/MSVOA_N/MEOH

17 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .M
- SW846 8260

: C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN0O60220\
Data File : VN061623.D

Aca On : 2 Jun 2020 16:49

Operator : JC/MD

Sample : L2504-04

Misc : 5.08a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 Dodecane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 7.34 ug/l 239715 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-methvl- 184 C13H28 017312-57-1 59
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 53
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 50
5 Dodecane, 5,8-diethyl- 226 Cl16H34 024251-86-3 50
Abundance Scan 4145 (15.101 min): VN061623.D (-4136) (-) m/z 57.00 100.00%
57
5000
71
i 8 127 14:80 15.00 15.20 15.40
99 113 141 154 . . . .
o...,....-,|'|...|,.."..,.|...',...'.,.!..,....,...1.77...1.9,7?95?. m/z 71.00 33.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48848: Dodecane, 3-methyl-
57
43
5000 R U UL BRI B
71 14.80 15.00 15.20 15.40
29 85 m/z 56.00 33.07%
0 \‘ \‘\ ‘ I ‘ 9\9 113 127 155 169
m/z--> 20 40 éo 80 100 150 140 160 180 200
Abundance
57
71 NI BN SRR I
14.80 15.00 15.20 15.40
5000 43 m/z 41.00 19.08%
29 85
o 99 113 127 141 155 183 197
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59895: Tridecane, 6-methyl- R AEEREEEEE S
57 14.80 15.00 15.20 15.40
m/z 85.10 17.15%
43
5000 71
29 8 o8 126
ol 15 | m L) | 1 13 ] 140 154 169 183 198
m/z--> 20 40 6|0 8|0 1(')0 120 140 160 180 200 14,80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN0O60220\
Data File : VN061623.D

Aca On : 2 Jun 2020 16:49

Operator : JC/MD

Sample : L2504-04

Misc : 5.08a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 Octane, 3,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.26 6.68 ug/Il 218136 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 72
2 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 59
3 Sulfurous acid. pentvl undecvl e... 306 C16H3403S 1000309-14-4 59
4 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 50
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 50
Abundance Scan 4195 (15.261 min): VN061623.D (-4189) (-) m/z 57.00 100.00%
g7
71
5000
T ‘%% o 15.00 15.20 15.40 15.60
113 183 : - - :
0 ...,....','...| ,..|..,'.J...,.... .I..?‘,‘.1.1.5.??‘?.9.,....,2.9.9.,.... 282 "m/z 71.00  67.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19182: Octane, 3,5-dimethyl-
57
43
5000 & N SR UL IS B
15.00 15,20 15.40 15.60
29 m/z 70.00 28.60%
I ik
0 ..1.5,.‘...‘,‘...H‘,..‘..,....“,...‘.,1.2.7..1,4.2:.. —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 R PR SUNL IR B
15.00 15.20 15.40 15.60
5000 " m/z 43.00 24 _.38%
113
85
0 29 99 | 127141155 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149370: Sulfurous acid, pentyl undecyl ester R m R
7 15.00 15.20 15.40 15.60
43 m/z 56.00 22.71%
| \m/AJ/j\wJNA/\“/\JL[
5000
85
29 99,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN0O60220\
Data File : VN061623.D

Aca On : 2 Jun 2020 16:49

Operator : JC/MD

Sample : L2504-04

Misc : 5.08a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 Nonane, 3-methyl-5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.75 21.11 ug/1 689339 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 86
2 Nonane. 2-methvIl-5-propvl- 184 C13H28 031081-17-1 80
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 74
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 72
5 5-Ethyldecane 170 C12H26 017302-36-2 64
Abundance Scan 4347 (15.750 min): VN061623.D (-4336) (-) m/z 57.00 100.00%
87 71
5000
43
Y 15.40 15.60 15.80 16.00
0 SN 1160183 211 m/z 71.00  83.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48914: Nonane, 3-methyl-5-propyl-
57
71
43
5000 85 LU DU SN UM
1540 15.60 15.80 16.00
29 m/z 85.00 42 _.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 & L DN BRI SUNILN UL
15.40 15.60 15.80 16.00
5000 m/z 43.00 33.71%
85
29
. 112126140 4 55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- A B e
57 15.40 15.60 15.80 16.00
71 m/z 41.00 25.84%
43
5000 a5
29
99 113127
o ‘ L) 141155169183197211 295239253267 262
m/z--> 20 40 éo 80 100 120 110 160 180 200 220 240 260 280 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN0O60220\
Data File : VN061623.D

Aca On : 2 Jun 2020 16:49

Operator : JC/MD

Sample : L2504-04

Misc : 5.08a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.15 15.94 ug/I 520514 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 53
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 53
3 Tetratetracontane 619 C44H90 007098-22-8 53
4 2-methvloctacosane 408 C29H60 1000376-72-8 53
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 52
Abundance Scan 4471 (16.149 min): VN061623.D (-4462) (-) m/z 57.00 100.00%
5
5000
10 15:80 16.00 16.20 16.40
ol o AN m/z 71.00  65.89%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane
57
5000 R SRR RN IR AR IR

15.80 16.00 16.20 16.40
m/z 85.00 58.73%

99
26| | ), 141 183 225 267 323 380

e M
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R AR RRREE L
15.80 16.00 16.20 16.40
5000 m/z 43.00 35.87%
113
0 26
A AR R Rma e R RAR
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R B .
57 15.80 16.00 16.20 16.40
m/z 41.00 25.26%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN0O60220\
Data File : VN061623.D

Aca On : 2 Jun 2020 16:49

Operator : JC/MD

Sample : L2504-04

Misc : 5.08a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 Benzene, 1,3,5-tri-tert-butyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.57 42 .64 ug/1 1392220 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-tri-tert-butvl- 246 C18H30 001460-02-2 91
2 2-Cvano-3-phenvlauinoxaline 231 C15H9N3 059393-45-2 53
3 Morpholine. 4-(4.5-dihvdro-1-phe... 231 C13H17N30 1000327-37-6 42
4 Benzene. 1.2.4.5-tetrakis(l-meth... 246 C18H30 000635-11-0 38
5 Silane, diethylethoxyoctyloxy- 260 C14H3202Si 1000363-07-2 36

Abundance Scan 4602 (16.570 min): VN061623.D (-4591) (-) m/z 231.10 100.00%
231
5000 /\
57
41 246 1620 1640 1660
91 108 128
Ot b e 29 119189208216 | | 281 | 7o 57 00 35.82%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99269: Benzene, 1,3,5-tri-tert-butyl-
231
5000 UNLELELN LA BN
57 1620 1640 16.60
m/z 232.10 18.55%
41 246
- 77 94108 128143 150175189 215 |
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
231
1620 1640 1660
5000 m/z 246.15 10.58%
76 179 204
ol 27 50 891 129 15
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86779: Morpholine, 4-(4,5-dihydro-1-phenyl-1H-pyrazol-3-yl)- L s s B
231 1620 1640  16.60
m/z 41.00 10.49%
- w
77
oL e | T 126 suse o0
mz-> 20 45 éo 80 100 120 150 160 180 200 220 240 260 280 1620 1640 16.60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO60220\
Data File : VN061623.D

Acq On : 2 Jun 2020 16:49

Operator : JC/MD

Sample : L2504-04

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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]
Dodecane, 3-methyl- 15.10 7.3 ug/l 239715 4 13.32 1632700 50.0
Octane, 3,5-dimet... 15.26 6.7 ug/l 218136 4 13.32 1632700 50.0
Nonane, 3-methyl-_.. 15.75 21.1 ug/Il 689339 4 13.32 1632700 50.0
Heptacosane 16.15 15.9 ug/I1 520514 4 13.32 1632700 50.0
Benzene, 1,3,5-tr... 16.57 42.6 ug/l 1392220 4 13.32 1632700 50.0
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