LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098625.D

Aca On : 19 Sep 2017 2:40 Instrument :
Operator : SJ/JU gﬁgiéamlem'
a?zgle i 15260-06 ogmlrﬂDgE¢LM
ALS Vial : 29 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.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

4.804 458 462 475 rBvV 136678 182219 4.62% 0.837%
5.240 533 536 551 rBV 936697 1096711 27.80% 5.037%
rBv 621111 710200 18.00% 3.262%
6.404 731 734 744 rVB 2081066 1897478 48.09% 8.714%
6.634 769 773 782 rBV 844040 699523 17.73% 3.213%

abrwNPE
)]
N
00]
\l
\l
=
=
\l
=
N
\l
N
(00]

6.792 795 800 803 rBV 2735644 2568399 65.09% 11.795%
7.204 866 870 873 rBV 1923178 1937356 49.10% 8.897%
7.916 988 991 1006 rVB 1149791 969417 24.57% 4.452%
8.998 1169 1175 1178 rBV 4288266 3945623 100.00% 18.120%
9.392 1239 1242 1250 rVB 146498 118839 3.01% 0.546%

=
QO ~NO®

11 9.669 1285 1289 1298 rVB 1236158 1072747 27.19% 4.927%
12 10.457 1419 1423 1435 rVB 1365510 1201724 30.46% 5.519%
13 10.574 1440 1443 1449 rBvV 38856 41233 1.05% 0.189%
14 11.151 1537 1541 1548 rBV 1031525 936724 23.74% 4._.302%
15 12.733 1805 1810 1813 rBV 3267711 2930200 74.26% 13.457%

16 13.633 1960 1963 1967 rBV 45641 55199 1.40% 0.253%
17 13.786 1985 1989 1995 rVB 736439 712081 18.05% 3.270%
18 15.180 2221 2226 2235 rBV 571562 699240 17.72% 3.211%

Sum of corrected areas: 21774913
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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:\HPCHEMI\BNA F\DATA\BF091817\

BF098625.D

19 Sep 2017 2:40

SJ/JuU

15260-06

29 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF098625.D

5.24

4.80

6.79

6.40

6.63

0
Time-->

5.00

4.50

Abundance

4000000

3000000

2000000

.92
1000000

TIC: BF098625.D

967 10.46

11.15

12.73

13.€

Time-->

10.00 10.50 11.00 11.50

13.00

12.00 12.50

13.50

Abundance

4000000

3000000

2000000

1000000 13.79

TIC: BF098625.D

15.18

0
Time-->

14.00

17.00

16.00 16.50

15.00 15.50

14.50

17.50

18.50

18.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098625.D

Aca On : 19 Sep 2017 2:40

Operator : SJ/JU

Sample : 15260-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4.80 5.21 ng 182219 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
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 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 461 (4.798 min): BF098625.D (-458) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 USRI SRR SN LR
83.0 | 4.40 4.60 4.80 5.00 5.20
SRRSO 1SS A S MM m/z 59.00 57.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I L N I
59.0 440 460 480 500 5.20
0
150 a0 1010 m/z 101.00 18.19%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
440 460 480 500 520
5000 m/z 58.00 15.62%
101.0
15.0 270 6.0 71.0
: 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e e
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.00 9.67%
5000 1010
28.0 59.0
70.0 84.0
...,.1?10.,..H.‘l....q‘.:..,.:‘l:‘i....l.‘...,.‘...,....,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098625.D

Aca On : 19 Sep 2017 2:40

Operator : SJ/JU

Sample : 15260-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.40 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.40 54 .25 ng 1897480 1,4-Dichlorobenzene-d4 6.63
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 733 (6.398 min): BF098625.D (-731) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 TT T r[rrrryrrrr[rrrrJrrr
40.0 540 |, 1149 J 6.00 6.20 6.40 6.60 6.80
ot m/z 68.00 46.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IIII|IIIIIIIIIIII|II
6.00 6.20 6.40 6.60 6.80
0
310 510 m/z 66.00 31.52%
A A
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
URESSRN S 1 SN
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 30.21%
33.0 105.0
51.0 700 86.0
e T e e T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S EEEmmmma L
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 68.95 19.64%
74.0
116.0
5000 98.0
SN VA O W NG N1 U U W GO
m/z--> 40 60 80 100 120 140 160 180 6. OO 6.20 6. 40 6. 60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091817\
Data File : BF098625.D

Acq On : 19 Sep 2017 2:40

Operator : SJ/JU

Sample - 15260-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.80 5.2 ng 182219 1 6.63 699523 20.0
unknown6 .40 6.40 54_.3 ng 1897480 1 6.63 699523 20.0
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