LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098380.D

Aca On : 9 Sep 2017 12:38

Operator : SJ/JU

Sample : PB102149BL

Misc :

ALS Vial : 5 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-BF081517.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 4.881 470 475 492 rVB 136587 228880 7.06% 0.902%
2 5.298 541 546 549 rBVY 2559623 2671367 82.37% 10.530%
3 6.334 716 722 725 rBVY 2519051 2730067 84.18% 10.762%
4 6.451 737 742 745 rBVY 2723339 2676366 82.53% 10.550%
5 6.675 776 780 784 rBV 707294 584250 18.02% 2.303%

6.834 802 807 810 rBV 2243920 2142667 66.07% 8.446%
7.245 871 877 880 rBV 1667524 1773637 54.69% 6.992%
7.957 993 998 1001 rBV 827971 776860 23.95% 3.062%
9.033 1175 1181 1184 rBV 2950690 3243074 100.00% 12.784%
9.704 1290 1295 1299 rBV 924389 878264 27.08% 3.462%

=
QO ~NO®

11 10.498 1424 1430 1433 rBV 1803676 1860286 57.36% 7.333%
12 11.186 1542 1547 1551 rBV 1115971 958679 29.56% 3.779%
13 12.780 1812 1818 1821 rBV 2954641 3215930 99.16% 12.677%
14 13.821 1990 1995 1998 rBV 939967 846844 26.11% 3.338%
15 15.221 2228 2233 2244 rVB 523166 656128 20.23% 2.586%

16 15.639 2301 2304 2313 rVB2 30384 44503 1.37% 0.175%

17 16.098 2378 2382 2389 rVB2 24084 37451 1.15% 0.148%

18 16.633 2468 2473 2479 rBV2 22042 42689 1.32% 0.168%
Sum of corrected areas: 25367942

8270-BF081517.M Mon Sep 11 12:25:20 2017 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090917\
BF098380.D
9 Sep 2017 12:38
SJ/JU
PB102149BL

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098380.D

Aca On : 9 Sep 2017 12:38

Operator : SJ/JU

Sample : PB102149BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.88 7.84 ng 228880 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 475 (4.881 min): BF098380.D (-470) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 SR B NS
| | 83.0 4.60 4.80 5.00 5.20
rrrprerepreeree e e b e e e m/z 59.10 61.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL SR RN R
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 23.91%
"'I”"I'?T:?""P"'I""I"Zq4q"??:g'l'”'l'l"l""l”"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520
5000 m/z 58.00 17.04%
20.0 101.0
15.0 73.0 85.0
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 R L AR
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.13%
5000 41.0
"w"“|'“'l“'JhL'w'“”i'“'zﬁqw"“|'“'|“"v"w%???'“%?%9'l UL AR RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098380.D

Aca On : 9 Sep 2017 12:38

Operator : SJ/JU

Sample : PB102149BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.45 Concentration Rank 1

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

6.45 91.62 ng 2676370 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 742 (6.451 min): BF098380.D (-737) (-) m/z 132.10 100.00%
130.1
5000 68.1
96.1 U LS L LR
40.1 | 115.0 6.20 6.40 6.60 6.80
i L T e e m/z 68.10 44 _42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U LS U LR
6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 134.10 32.84%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 26 .60%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 I
Abundance #52379: Tranylcypromine-propiony! I B e SERaa
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.37%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| AR m e e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF081517.M Mon Sep 11 12:25:23 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090917\
Data File : BF098380.D

Acq On : 9 Sep 2017 12:38

Operator : SJ/JU

Sample : PB102149BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.88 7.8 ng 228880 1 6.67 584250 20.0
unknown6 .45 6.45 91.6 ng 2676370 1 6.67 584250 20.0
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