LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115039.D

Aca On 14 Jun 2019 14:55

Operator : HP/JU

Sample : PB120599BL

Misc :

ALS Vial : 13 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-BF061219.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 4.834 463 467 480 rBV 262993 351848 5.94% 0.817%
2 5.257 535 539 543 rBY 3099612 3176646 53.59% 7.379%
3 6.287 709 714 717 rBV 3414558 3073097 51.84% 7.139%
4 6.416 731 736 739 rBVY 3763330 3453018 58.25% 8.021%
5 6.645 771 775 779 rBVY 1715756 1409172 23.77% 3.274%

6.804 797 802 805 rBV 4394151 4071109 68.68% 9.457%
7.210 865 871 874 rBV 2878745 3092048 52.16% 7.183%
7.928 988 993 1005 rBV 1808611 1845281 31.13% 4._.287%
9.004 1170 1176 1179 rBV 5765578 5927747 100.00% 13.770%
9.675 1284 1290 1305 rBV 2151764 2116042 35.70% 4.916%

=
QO ~NO®

11 10.457 1419 1423 1449 rBV 2456460 2448229 41.30% 5.687%
12 11.145 1536 1540 1548 rBV 2460818 2262681 38.17% 5.256%
13 12.733 1805 1810 1813 rBV 5583055 5755984 97.10% 13.371%
14 13.768 1982 1986 2001 rBV 2157594 2095766 35.36% 4._.868%
15 15.145 2215 2220 2226 rBV 1551053 1885729 31.81% 4_.381%

16 15.198 2226 2229 2238 rVB 56065 83234 1.40% 0.193%

Sum of corrected areas: 43047631
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\

BF115039.D

14 Jun 2019 14:55

HP/JU

PB120599BL

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115039.D

Aca On 14 Jun 2019 14:55

Operator : HP/JU

Sample : PB120599BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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.

4.83 4.99 ng 351848 1,4-Dichlorobenzene-d4 6.65
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 466 (4.828 min): BF115039.D (-463) (-) m/z 43.00 100.00%
43
59
5000
101 NSRBI SR R S
51 | 83 | 4.40 4.60 4.80 5.00 5.20
S S m/z 59.00 57.56%
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
5000 USRS S U S
59 4.40 4.60 4.80 5.00 5.20
m/z 101.00 21.33%
15 31 101
" 51J 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
440 460 480 500 520
5000 M m/z 58.00 16.12%
68
"'P"W"“I'”*Hﬂ'?ﬁ“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.40 4.60 4.80 5.00 5.20
m/z 41.00 8.47%
5000 101
28 59
‘ ‘ 70 84
"WEEP'NL”whhﬁ%Mi“”LM'HLW”'W“”I“”P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115039.D

Aca On 14 Jun 2019 14:55

Operator : HP/JU

Sample : PB120599BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 unknown6.42 Concentration Rank 2

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

6.42 49.01 ng 3453020 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 737 (6.422 min): BF115039.D (-731) (-) m/z 132.00 100.00%
5000
68
‘ % J 6.00 6.0 6.40 6.60 6.80
40 - - - - -
....~',--....,.|.|.7.7 &7 | d%us il m/z 134.00 33.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A S SR R I
6.00 6.20 6.40 6.60 6.80
31 78 m/z 68.00 28.40%
III.! ||.|.!..||....|.|...|.. '.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal {
132
SARASNRASEARRSE BARRERAR
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.00 17.78%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I \IM‘I\I\‘I\ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180 {
Abundance #52379: Tranylcypromine-propiony! RS S s e s
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.00 12.04%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SN | G
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061419\
Data File : BF115039.D

Acq On 14 Jun 2019 14:55

Operator : HP/JU

Sample : PB120599BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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]
2-Pentanone, 4-hy... 4.83 5.0 ng 351848 1 6.65 1409170 20.0
unknown6 .42 6.42 49.0 ng 3453020 1 6.65 1409170 20.0
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