LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\

Data File : BF100916.D

Aca On - 28 Nov 2017 2:50 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16584-05 Gl
Misc i 112117-TIDO-F-D-B
ALS Vial : 36 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-BF110817.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 5.069 504 507 514 rBV 104491 101791 4.82% 0.894%
2 5.469 572 575 586 rBV 577627 511006 24.18% 4 .490%
3 6.481 743 747 755 rVB 329240 327355 15.49% 2.876%
4 6.622 767 771 775 rBVY 1066741 993449 47 .01% 8.728%
5 6.857 807 811 814 rBV 415361 340918 16.13% 2.995%

7.016 833 838 841 rBV 1507055 1359522 64.33% 11.945%
7.422 901 907 910 rBV 1124196 1136880 53.80% 9.989%
8.139 1024 1029 1032 rBV 524971 439040 20.78% 3.857%
9.216 1206 1212 1215 rBV 2373524 2113265 100.00% 18.567%
9.892 1321 1327 1335 rVB2 558984 497176 23.53% 4 _.368%

=
QO ~NO®

11 10.680 1457 1461 1470 rVB 839678 770705 36.47% 6.771%
12 11.380 1576 1580 1583 rBV 569998 444465 21.03% 3.905%
13 12.969 1845 1850 1853 rBV 1909439 1734763 82.09% 15.242%
14 14.016 2025 2028 2034 rVB 336634 319607 15.12% 2.808%
15 15.492 2273 2279 2288 rBV 222593 291807 13.81% 2.564%

Sum of corrected areas: 11381749
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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:\HPCHEMIN\BNA F\DATA\BF112717\

BF100916.D

28 Nov 2017 2:50

SJ/Ju

16584-05

36 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.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:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100916.D

Aca On : 28 Nov 2017 2:50

Operator : SJ/JU

Sample : 16584-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.07 5.97 ng 101791 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 507 (5.069 min): BF100916.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R I L R L
| 83.0 | 4.80 500 5.20 5.40
o} MY RIS | RS vce M F m/z 59.10 55.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI UL I
59.0 480 500 520 540
m/z 101.00 17.97%
. 31‘.0 . | 83.0 101.0
A IR NI L AR IR IR LA RN S SRS RN SARSS SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 13.29%
29.0
87.0
ol 150 70.0 98.0
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 e A mam
59.0 4.80 500 5.20 5.40
m/z 41.00 9.10%
5000 41.0
0 I L 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100916.D

Aca On : 28 Nov 2017 2:50

Operator : SJ/JU

Sample : 16584-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.62 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.62 58.28 ng 993449 1,4-Dichlorobenzene-d4 6.86
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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 771 (6.622 min): BF100916.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 %.1 620 640 6.60 6.80 7.00
o} I B e B B m/z 68.10 40.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R L UL R

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.00%

31.0 510
0 ‘ Il 1 H 1y !
o A B W e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
A
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 24 _.87%
104.0
66.0
270 510 89.0
RV N |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T EEEanEaEEE L
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.53%
74.0
116.0
5000 98.0
S NSO AU T N e amin: Li  puusinn S E——
m/z--> 20 40 100 120 140 160 180 620 6.40 660 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112717\
Data File : BF100916.D

Acq On : 28 Nov 2017 2:50

Operator : SJ/JU

Sample - 16584-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.07 6.0 ng 101791 1 6.86 340918 20.0
unknown6 .62 6.62 58.3 ng 993449 1 6.86 340918 20.0
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