LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111185.D

Aca On : 7 Dec 2018 14:26

Operator : JU/SJ

Sample : PB115267BL

Misc :

ALS Vial : 9 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

M
T

S

pe

abrwNPE

=
QO ~NO®

11
12
13
14
15

16

ethod
itle

ignal

ak R.T.
# min

12.915
13.957

15.392

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC

first

scan

max

last
scan

PK peak corr. corr.
TY heiaht area % max.
rvB 324685 467659 3.25%
rBv 513897 756542 5.26%
rBV 11605464 12686623 88.28%
rBvV 11308419 13255601 92.24%
rBvY 11873986 12951282 90.13%
rBv 3405159 2894037 20.14%
rBv 10158134 10039864 69.87%
rBv 7125352 8866129 61.70%
rBvV 4154139 3839671 26.72%
rBv 12928502 14370186 100.00%
rBv2 4408341 4181232 29.10%
rBv 8182560 8164915 56.82%
rBV 4518347 3997405 27.82%
rBvV 11947374 12164369 84.65%
rBV 3693965 3212596 22.36%
rBvV 1778407 2225125 15.48%
of corrected areas: 114073236

8270-BF120518.M Mon Dec 10 14:23:26 2018

% of

total

0.410%
0.663%
11.121%
11.620%
11.353%

2.537%
8.801%
7.772%
3.366%
12.597%

3.665%
7.158%
3.504%
10.664%
2.816%

1.951%
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111185.D

Aca On : 7 Dec 2018 14:26

Operator : JU/SJ

Sample : PB115267BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111185.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111185.D

Aca On : 7 Dec 2018 14:26

Operator : JU/SJ

Sample : PB115267BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.19 3.23 ng 467659 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 47
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 18 (2.193 min): BF111185.D (-13) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.0
1 | 1170 2.20 2.30 2.40 2.50 2.60
o) ERSRSRMRASASEN 1 FEMAMAY FAARRS ISR NSNS SUC m/z 43.05 41.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AU AR ISR AR R
43.0 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.00 27.86%
29.0
0 L AN .
LIRS LR UL ULLRS UL IULLS LA IR UL IS RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0
2.20 2.30 2.40 2.50 2.60
5000 43.0 m/z 87.05 25.27%
58.0
Obr e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 14 .38%
5000 55.0 _NJ/\\%NMN\W“NWM\Nw
43.0
27.0
o 130 |, M‘\ | l, 830 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111185.D

Aca On : 7 Dec 2018 14:26

Operator : JU/SJ

Sample : PB115267BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 5.23 ng 756542 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 7

Abundance Scan 504 (5.051 min): BF111185.D (-495) (-) m/z 42.95 100.00%
43.0
59.1
5000
| w0 o | ahy Sho Sy ko
o} SNSRI NESEYY SIS SRV EEMSMMEMEMSN UM — 7 ) m/z 59.10 52.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN R UL UL I
59.0 480 500 520 5.40
m/z 101.10 15.40%
7o | 01910
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
480 5.00 520 5.40
5000 m/z 58.05 13.51%
59.0
2710 ‘ 101.0
0 1 P 78.0
LI SRULELEL FULELEL SUNLALELN SRR UL WAL SO WAL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3686: l—Propen—Z—oI, acetate LA L L L L LB L L B
43.0 480 5.00 520 5.40
m/z 41.10 9.32%
5000
15.0 ‘ 7%.0 100.0
0...‘. T
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111185.D

Aca On : 7 Dec 2018 14:26

Operator : JU/SJ

Sample : PB115267BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 3 unknown6.58 Concentration Rank 1

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

6.58 89.50 ng 12951300 1,4-Dichlorobenzene-d4 6.80
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 764 (6.581 min): BF111185.D (-758) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 ARSI RN S R
40.0 6.20 6.40 6.60 6.80 7.00
0 .'.~,....,..1.1“??..J.,....,....,....F?‘?-?. m/z 68.10 44.23%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 AR L RN A
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 35.49%
0 S DN DAL SARLELL UARL
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.97%
0, o | ||
L S L I s W
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R e AR
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.05%
5000 67.0
41.0 97.0
‘ ‘ 117.0
o----‘.‘--‘-“-.“-‘w‘-‘??'-o-u‘e.----“.--“-.----.----.----.---- S | I |
m/z--> 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120718\
Data File : BF111185.D

Acq On : 7 Dec 2018 14:26

Operator : JU/SJ

Sample : PB115267BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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]
Butane, 2-methoxy... 2.19 3.2 ng 467659 1 6.80 2894040 20.0
2-Pentanone, 4-hy... 5.05 5.2 ng 756542 1 6.80 2894040 20.0
unknown6 .58 6.58 89.5 ng 12951300 1 6.80 2894040 20.0
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