LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110453.D

Aca On : 3 Nov 2018 11:14

Operator : JU/SJ

Sample : PB114423BL

Misc :

ALS Vial : 40 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-BF102318.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 2.340 40 43 50 rvB 24203 37008 1.36% 0.214%
2 5.198 525 529 545 rVB 86231 118645 4 .36% 0.685%
3 5.587 590 595 598 rBVY 1678215 1648015 60.60% 9.513%
4 6.581 759 764 767 rBVY 1612068 1668062 61.34% 9.629%
5 6.722 784 788 792 rBVY 1909584 1755754 64.56% 10.135%

6.951 824 827 836 rBV 598271 518600 19.07% 2.994%
7.110 850 854 857 rBvV 2278040 2027348 74.55% 11.703%
1359992 1576714 57.98% 9.102%
8.239 1041 1046 1062 rBV 521748 616318 22.66% 3.558%
9.310 1222 1228 1243 rBV 2894874 2719388 100.00% 15.698%
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11 9.998 1340 1345 1357 rBvV 514756 577550 21.24% 3.334%
12 10.786 1475 1479 1497 rBV 771439 780981 28.72% 4._.508%
13 11.486 1594 1598 1617 rVB 438803 497565 18.30% 2.872%
14 13.069 1863 1867 1870 rBV 2384703 2067127 76.01% 11.933%
15 14.133 2044 2048 2060 rBV 341738 369762 13.60% 2.135%

16 15.657 2297 2307 2317 rBV 163243 283027 10.41% 1.634%

17 16.086 2375 2380 2388 rBV2 19319 29893 1.10% 0.173%
18 16.615 2466 2470 2477 rVB2 17239 31197 1.15% 0.180%
Sum of corrected areas: 17322954
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\
Data File : BF110453.D

Aca On : 3 Nov 2018 11:14

Operator : JU/SJ

Sample : PB114423BL

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110453.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110453.D

Aca On : 3 Nov 2018 11:14

Operator : JU/SJ

Sample : PB114423BL

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 4_.58 ng 118645 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 529 (5.198 min): BF110453.D (-525) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AL SRS RRRRE
| 83.0 | 4.80 500 520 5.40 5.60
Obrrr e e e e e m/z 59.00 57.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN I L IR I
59.0 480 500 520 540 5.60
0
150 41, 1010 m/z 101.10 18.56%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540 560
5000 410 m/z 58.00 15.47%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e e
43.0 4.80 500 520 5.40 5.60
m/z 41.00 9.10%
5000
101.0
oL 150 310 | 80690 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.80 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110453.D

Aca On : 3 Nov 2018 11:14

Operator : JU/SJ

Sample : PB114423BL

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.72 Concentration Rank 2

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

6.72 67.71 ng 1755750 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 788 (6.722 min): BF110453.D (-784) (-) m/z 132.00 100.00%
13R.0
5000 68.1
L
96.0 LA SR SR AR
400 540 | 6.40 6.60 6.80 7.00
o..,....,....,...:l'.'...,:!..,::.-.|,..':.,?‘?;9,..!.,.110.7.-9...,....,'...,.. m/z 68.10 41.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A L
5000 LRSS AR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.29%
0'w'“'w'“J“Jh'L'M'“l“'h'“'w“'w'“l“'w'“'w'“|“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.99%
33.0 44.0 0.0 105.0
0"I“"P"W'L”I'L“Iﬁqﬂ*'”l:“llﬁgﬂ"il'”hl”"P"W‘”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole LI B R lkl LI BN
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.60%
5000
104.0
ol 140 270 300 510 00 770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110453.D

Aca On : 3 Nov 2018 11:14

Operator : JU/SJ

Sample : PB114423BL

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 4 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.09 2.11 ng 29893 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 90
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2381 (16.092 min): BF110453.D (-2375) (-) m/z 57.00 100.00%
57.0
5000
207.0 e —
| 111.0 l 28|1'1 1580 16.00 16.20 16.40
o e e m/z 71.10 57.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000

15.80 16.00 16.20 16.40
m/z 85.10 55.47%

o 130 ,169.0 2250 295.0 367.0
R E e B e e A BARRS REaRE RERE R
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 43.00 49.36%
ol 13 01169 0 225.0 281.0 380.0
R e e e e e e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane AR EEREE L
57.0 15.80 16.00 16.20 16.40
m/z 55.05 26.44%
5000
13. O
o ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
IR B e e e e AR RRAEEEEESE SRR R e L I e
m/z-> 0 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110453.D

Aca On : 3 Nov 2018 11:14

Operator : JU/SJ

Sample : PB114423BL

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 5 7,7-Diethylheptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.20 ng 31197 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.7-Diethvlheptadecane 296 C21H44 1000360-41-5 64
2 Octacosane 394 C28H58 000630-02-4 59
3 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 59
4 Hexatriacontane 507 C36H74 000630-06-8 59
5 2-methyloctacosane 408 C29H60 1000376-72-8 59
Abundance Scan 2471 (16.621 min): BF110453.D (-2466) (-) m/z 57.00 100.00%
57.0
5000
99.1 I,
|||| | 19‘?-0 281.1 16.40 16.60 16.80 17.00
0! B B e I Bamamam e e m/z 43.00 81.91%
m/z--> 50 100 150 200 250 300 350
Abundance #141435: 7,7-Diethylheptadecane
57.0
5000 R BN B SR
16.40 16.60 16.80 17.00
9.0 m/z 71.05 73.64%
0 | I 1 Lo .15?'0 197.0 237-026{.0
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #209566: Octacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.00 47 .51%
99.0
0 27,0 ] |y, 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 2éo 360 350
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43.0 16.40 16.60 16.80 17.00
m/z 99.10 25.64%
5000 85.0
27.0 183.0 ]
ob— u,‘.l J.U,:}.‘ T 2250 .?8}?, ..3??2 — R B s
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110453.D

Acq On : 3 Nov 2018 11:14

Operator : JU/SJ

Sample : PB114423BL

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
2-Pentanone, 4-hy... 5.20 4.6 ng 118645 1 6.95 518600 20.0
unknown6 .72 6.72 67.7 ng 1755750 1 6.95 518600 20.0
Hexacosane 16.09 2.1 ng 29893 6 15.66 283027 20.0
7,7-Diethylheptad... 16.62 2.2 ng 31197 6 15.66 283027 20.0
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