LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094756.D

Aca On : 1 May 2017 18:38

Operator : SJ/MA

Sample : PB98574BL

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:\HPCHEM1I\BNA F\METHODS\8270-BF041717 .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

3.937 336 340 351 rBV 290181 353391 12.34% 1.635%
4_.331 403 407 417 rBV 2421527 2461227 85.93% 11.385%
rBvV 2235959 2268743 79.21% 10.494%
5.525 605 610 613 rBV 2497027 2535084 88.51% 11.726%
5.766 647 651 655 rBv 674468 612992 21.40% 2.835%
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5.942 676 681 684 rBV 2327794 2098990 73.29% 9.709%
6.413 756 761 764 rBV 1507147 1559063 54.43% 7.212%
7.254 900 904 918 rBV 880480 820064 28.63% 3.793%
8.578 1124 1129 1132 rBV 2965678 2864146 100.00% 13.248%
9.389 1263 1267 1283 rBV2 815460 831267 29.02% 3.845%

=
QO ~NO®

11 10.366 1429 1433 1449 rBV 1121024 1267223 44.24% 5.862%
12 11.213 1573 1577 1587 rBV 712897 705810 24.64% 3.265%
13 13.189 1908 1913 1917 rBV 1943736 2137810 74.64% 9.889%
14 14.465 2125 2130 2137 rBV 527568 568628 19.85% 2.630%
15 16.095 2402 2407 2419 rVB 443034 534312 18.66% 2.472%

Sum of corrected areas: 21618750
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050117\

BF094756.D
1 May 2017 18:38
SJ/MA
PB98574BL
13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094756.D

Aca On : 1 May 2017 18:38

Operator : SJ/MA

Sample : PB98574BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.94 11.53 ng 353391 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 341 (3.943 min): BF094756.D (-336) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R Y 1 -
| 83.0 3.60 3.80 4.00 4.20
e e m/z 59.10 62.24%
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 L N N L R
59.0 360 3.80 400 420
0
150 4, 1010 m/z 101.10 23.58%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
360 3.80 4.00 420
5000 m/z 58.00 15.74%
101.0
15.0 58.0
28.0 69.0 84.0
mﬁwﬁmﬁm
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 3.60 3.80 4.00 4.20
m/z 41.10 9.29%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094756.D

Aca On : 1 May 2017 18:38

Operator : SJ/MA

Sample : PB98574BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 82.71 ng 2535080 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 609 (5.519 min): BF094756.D (-605) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 AR SARRERAREARALEE AR
40.0 54.0 J 520 5.40 5.60 5.80
i :|-.|.'.8,1-9. N m/z 68.10 39.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 A R L U L
5.20 5.40 5.60 5.80
310 510 m/z 134.00 32.51%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
520 540 560 580
5000 67.0 m/z 66.00 23.99%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R e AR
57.0 132.0 5.20 5.40 5.60 5.80
m/z 69.10 15.42%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| U RREEREE
m/z--> 40 60 80 100 120 140 160 180 520 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF050117\
Data File : BF094756.D

Acq On : 1 May 2017 18:38

Operator : SJ/MA

Sample - PB98574BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.94 11.5 ng 353391 1 5.77 612992 20.0
unknown5 .52 5.52 82.7 ng 2535080 1 5.77 612992 20.0
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