LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081418\
Data File : BF108143.D

Aca On : 14 Aug 2018 14:33

Operator : JU/SJ

Sample : J4447-26

Misc :

ALS Vial : 10 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.372 3 6 15 rVB 398488 568663 14.93% 1.670%
2 5.260 493 497 504 rBV 653843 749904 19.69% 2.202%
3 5.648 558 563 566 rBY 3856981 3495488 91.76% 10.263%
4 6.636 726 731 734 rBVY 3596982 3572545 93.78% 10.489%
5 6.789 752 757 760 rBVY 4011942 3607596 94.70% 10.592%
6 7.019 792 796 800 rVB 1315484 1042727 27.37% 3.062%
7 7.178 818 823 826 rBVY 3220459 2809420 73.75% 8.249%
8 7.578 886 891 894 rBVY 2357840 2217102 58.20% 6.510%
9 8.301 1010 1014 1018 rBV 1413053 1167045 30.64% 3.427%
10 9.372 1192 1196 1200 rBVvV 3802503 3584591 94.10% 10.525%

11 9.766 1258 1263 1266 rBV 386151 324361 8.51% 0.952%
12 10.066 1310 1314 1318 rVB 1264149 1090793 28.63% 3.203%
13 10.854 1444 1448 1452 rBV 2108955 2000333 52.51% 5.873%

14 10.960 1461 1466 1470 rVB2 60035 84820 2.23% 0.249%
15 11.401 1537 1541 1543 rBV 50209 42613 1.12% 0.125%
16 11.560 1564 1568 1571 rBV 1355791 1128135 29.62% 3.312%
17 11.895 1622 1625 1629 rBV 60739 72666 1.91% 0.213%
18 12.060 1650 1653 1656 rBV 105119 97080 2.55% 0.285%
19 12.107 1656 1661 1664 rVB 46724 70173 1.84% 0.206%
20 12.783 1772 1776 1779 rBV 73930 77766 2.04% 0.228%

21 13.012 1810 1815 1819 rBV2 89783 127049 3.34% 0.373%
22 13.148 1834 1838 1842 rBV 4152394 3809317 100.00% 11.185%
23 14.030 1985 1988 1991 rBV 355042 363051 9.53% 1.066%
24 14.218 2016 2020 2023 rBV 1226714 1170219 30.72% 3.436%
25 15.783 2281 2286 2290 rVB 553546 785357 20.62% 2.306%

Sum of corrected areas: 34058814
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081418\
Data File : BF108143.D

Aca On : 14 Aug 2018 14:33

Operator : JU/SJ

Sample : J4447-26

Misc :

ALS Vvial : 10 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF108143.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108143.D

Aca On : 14 Aug 2018 14:33

Operator : JU/SJ

Sample : J4447-26

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.37 10.91 ng 568663 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 6 (2.372 min): BF108143.D (-3) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.1
| 240 250 2.60 2.70 2.80
Obrrrprrrrrrrrr i e e e e || M/z 43.05 48.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LR A R R A
43.0 2.40 2.50 2.60 2.70 2.80
~ 5850 87.0 m/z 55.10 31.38%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
73.0
240 250 2.60 2.70 2.80
0
5000 550 m/z 87.10 28.61%
43.0
27.0
ol 150 ), w | |, 8.0 980 1150
miz--> 10 20 3'0 4'0 5 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R R s
73.0 2.40 2.50 2.60 2.70 2.80
87.0 m/z 41.05 15.54%
5000 41.0 550
29.0 ‘
0 1, ‘ ‘ ‘ w . 99.0 1120 129.0
m/z--> 10 20 3'0 40 50 6|0 70 80 90 100 110 120 130 240 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108143.D

Aca On : 14 Aug 2018 14:33

Operator : JU/SJ

Sample : J4447-26

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.26 14.38 ng 749904 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 497 (5.260 min): BF108143.D (-493) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 USRS SRR UL R
5.00 5.20 5.40 5.60
Ob el 810Nl 600 830 | 7759710 53.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I AL I UL
59.0 500 520 540 5.60
m/z 101.10 15.93%
31|.o 830 g30 1010
ottt e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" 500 520 540 560
5000 m/z 58.10 14 .35%
41.0
29.0 101.0
0..,....,...HHM...H:Mu?%?ul:i....7?9.,.%@9,....J....,
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L LB N N B}
59.0 5.00 5.20 5.40 5.60
m/z 41.05 9.17%
5000
410 101.0
o150 30 T 10 | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108143.D

Aca On : 14 Aug 2018 14:33

Operator : JU/SJ

Sample : J4447-26

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.79 Concentration Rank 1

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

6.79 69.20 ng 3607600 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 757 (6.789 min): BF108143.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRR AR SR
40.0 540 J 6.40 6.60 6.80 7.00 7.20
0 apro_ | uso oo m/z 68.10 46.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LSS S SRS SRR
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.64%
51.0 70.0 86.0
o} e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 ggo 1160 m/z 66.10 30.37%
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|8|0| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene A T R
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.39%
5000
63.0 81.0
0 31.0 SQ'O\ m‘ Ly | ‘\ | 99.0 \11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108143.D

Aca On : 14 Aug 2018 14:33

Operator : JU/SJ

Sample : J4447-26

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.03 6.20 ng 363051 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 1-Docosene 308 C22H44 001599-67-3 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
Abundance Scan 1988 (14.030 min): BF108143.D (-1985) (-) m/z 57.10 100.00%
57.1
R AR SR SRR B
13.80 14.00 14.20 14.40
39.1 229.0
oLt | .“..,.1.89.1,....2,69.1..,3.1.9.2.3?6.0...,.. m/z 43.10 84.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
58.0
5000 LR SR SIS SUBURA B
13.80 14.00 14.20 14.40
Jl m/z 55.10 71.30%
0 23&) , l }39 0 182.0 2230 _ 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene
57.0 97.0
" 13:80 14.00 14,20 14.40
5000 m/z 83.10 55.03%
‘ 308.0
0 26\% \‘ ‘ I J‘L | JL n 0. 2230 2660
m/z--> 50 100 150 250 300 350 400
Abundance #222139: Nonadecyl pentafluoropropionate R RmEEs o
570 g70 13.80 14.00 14.20 14.40
m/z 69.10 52 .94%
oL26:0] | l ‘ m ] 182.0 222.0 266.0 311.0 412.0
m/z--> 5 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081418\
Data File : BF108143.D

Acq On : 14 Aug 2018 14:33

Operator : JU/SJ

Sample : J4447-26

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.37 10.9 ng 568663 1 7.02 1042730 20.0
2-Pentanone, 4-hy... 5.26 14.4 ng 749904 1 7.02 1042730 20.0
unknown6.79 6.79 69.2 ng 3607600 1 7.02 1042730 20.0
5-Eicosene, (E)- 14.03 6.2 ng 363051 5 14.22 1170220 20.0
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