LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109830.D

Aca On : 12 Oct 2018 13:39

Operator : JU/SJ

Sample : PB113751BL

Misc :

ALS Vial : 6 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-BF100818 .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 4.916 479 481 493 rBV 44676 72233 2.44% 0.324%
2 5.322 546 550 573 rBVY 1622759 1957682 66.26% 8.778%
3 6.345 719 724 741 rBVY 1587151 2167797 73.37% 9.720%
4 6.469 741 745 771 rVB 1969663 2343361 79.31% 10.508%
5 6.693 780 783 805 rvVv 340579 514767 17 .42% 2.308%

6.851 805 810 837 rvB 1502339 1777644 60.16% 7.971%
7.257 875 879 906 rBV 1027677 1466213 49.62% 6.574%
7.975 997 1001 1019 rBV 480901 671740 22.73% 3.012%
9.051 1178 1184 1211 rBV 2449271 2954727 100.00% 13.249%
9.722 1293 1298 1313 rBV 743835 842539 28.51% 3.778%

=
QO ~NO®

11 10.510 1428 1432 1455 rBV 1491985 1854469 62.76% 8.315%
12 11.204 1546 1550 1578 rBV 623456 933894 31.61% 4.188%
13 12.786 1814 1819 1845 rBV 2512058 2943109 99.61% 13.197%
14 13.827 1993 1996 2013 rBV 666186 825936 27.95% 3.703%

15 14.904 2174 2179 2187 rBVY 43069 49760 1.68% 0.223%

16 15.227 2229 2234 2254 rBVY 395078 746211 25.25% 3.346%

17 15.651 2299 2306 2312 rBV 47020 77923 2.64% 0.349%

18 16.104 2376 2383 2391 rBVY 36571 66543 2.25% 0.298%

19 16.639 2466 2474 2480 rBV2 17607 35064 1.19% 0.157%
Sum of corrected areas: 22301612
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109830.D

Aca On : 12 Oct 2018 13:39

Operator : JU/SJ

Sample : PB113751BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance : .
undance TIC: BF109830.D
2000000 6.47
5.32 6.35!
1500000 6.85
7.26
1000000
500000 6.69
4.92 \ \\_ﬁ_ﬁ\\
- 7" T e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF109830.D
2500000 9,05 14,79
2000000
1500000 1051
1000000
9.72
11.20
500000, ;97
0--|----|----|------------L---------------------
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance : .
ndance TIC: BF109830.D
2000000
1500000
1000000
13.83
500000 15.23
o 14.90 15.65 16.10 16.64
S e S By I o B e e e
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109830.D

Aca On : 12 Oct 2018 13:39

Operator : JU/SJ

Sample : PB113751BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.92 2.81 ng 72233 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 482 (4.922 min): BF109830.D (-479) (-) m/z 43.00 100.00%
a3
5000 %9
101 ISR SRR R AR
4.60 4.80 5.00 5.20
0 29 5 u m/z 59.00 51.35%
LRI PRI SR SUR LR SIS SULELILS SURLEL S SULELIL UL S B - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 T T T T T T T T TR
59 460 480 500 520
m/z 101.00 19.08%
o 25 3t 37 , 83 o3 M1
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
460 4.80 500 520
5000 m/z 58.00 15.59%
101
o 15 253137 | 51 % 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one
43 4.60 4.80 5.00 5.20
m/z 41.00 10.42%
5000
55
0 |, 37, 49 | 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109830.D

Aca On : 12 Oct 2018 13:39

Operator : JU/SJ

Sample : PB113751BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.47 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.47 91.05 ng 2343360 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 745 (6.469 min): BF109830.D (-741) (-) m/z 132.00 100.00%

5000

68
40 54 ?7 g7 9|6 ]195115 J 6.20 6.40 6.60 6.80
0 L8 LS~ m/z 68.05 40.82%

-

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.00 32.87%
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.00 26.41%
oy b L dor | s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80

m/z 69.05 17.04%
117

5000

M-

I
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

N
~
w
©
a1
[y
[e2)
a1
~
~
©
=
=
o
(&
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109830.D

Aca On : 12 Oct 2018 13:39

Operator : JU/SJ

Sample : PB113751BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.65 2.09 ng 77923 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2306 (15.651 min): BF109830.D (-2299) (-) m/z 57.05 100.00%
g7
85
5000
141 169 15.40 15.60 15.80 16.00
o...,.I...“.“...,.-..l.gl,......2?1.....,....,... m/z 71.10 82.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85

15.40 15.60 15.80 16.00
m/z 43.00 65.21%

113
PR ]1?11169 197 225 253 281 309 337 365 393 422

29
oA e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
T T T
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 59.77%
113
N L4 169 197 225 267 295 365 393
T S
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57 15.40 15.60 15.80 16.00
m/z 41.00 25.75%
5000 85
29
oLl L 17,142,269 107 225 254
e e o B A e e o e o e e N BRI e e o
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101218\
Data File : BF109830.D

Acq On : 12 Oct 2018 13:39

Operator : JU/SJ

Sample : PB113751BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_M
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... 4.92 2.8 ng 72233 1 6.69 514767 20.0
unknown6 .47 6.47 91.0 ng 2343360 1 6.69 514767 20.0
Triacontane 15.65 2.1 ng 77923 6 15.23 746211 20.0
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