LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101916\
Data File : BF090675.D

Aca On : 20 Oct 2016 5:16

Operator : UM/SJ

Sample : H5287-01

Misc :

ALS Vial : 31 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-BF101316.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 5.057 236 238 245 rBV 394857 426745 7.13% 1.175%
2 5.480 273 275 294 rBV 1126622 1600500 26.75% 4 .405%
3 6.509 363 365 375 rBV 730307 1054225 17.62% 2.902%
4 6.646 375 377 380 rBVY 2442975 2843527 47 .53% 7.827%
5 6.886 396 398 409 rBY 1373836 1470969 24.59% 4.049%

7.046 409 412 414 rBV 3074336 3967417 66.32% 10.920%
7.446 445 447 450 rBV 2503548 2932040 49.01% 8.070%
8.166 508 510 513 rBV 1546198 1964855 32.84% 5.408%
9.252 602 605 607 rBV 6239337 5982369 100.00% 16.466%
9.641 637 639 647 rVB 304977 283381 4.74% 0.780%

=
QO ~NO®

11 9.926 662 664 667 rBVY 2657045 2326878 38.90% 6.405%
12 10.715 730 733 740 rBV 1871831 1904779 31.84% 5.243%
13 10.829 742 743 748 rVB 61868 92417 1.54% 0.254%
14 11.412 792 794 807 rBV 1975032 2007497 33.56% 5.526%
15 13.001 930 933 936 rBV 4907237 4677916 78.20% 12.876%

16 13.915 1010 1013 1016 rBV 40972 78644 1.31% 0.216%
17 14.052 1022 1025 1032 rBV 1287553 1366004 22.83% 3.760%
18 15.504 1149 1152 1165 rBV 957960 1350895 22.58% 3.718%

Sum of corrected areas: 36331058
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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\BF101916\

BF090675.D

20 Oct 2016 5:16

UM/SsJ

H5287-01

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF090675.D

7.05
6.65

6.89
5.48

5.06

7.45

0
Time-->

T T
5.00 5.50

I
6.00

Abundance
6000000

5000000

4000000

3000000

2000000

8.17

1000000

0

TIC: BF090675.D

9.93

10.71 11.41

L 9f4

0.83

13.00

Time-->

11.50 12.00

12.50

10.00

10.50 11.00

13.00

13.50

Abundance
6000000

5000000

4000000

3000000

2000000

14.
1000000

TIC: BF090675.D

05
15.50

17.50 18.00

18.50

16.00 16.50 17.00

14.50

15.00 15.50

19.00

8270-BF101316.

M Thu Oct 20 19:00:51 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101916\
Data File : BF090675.D

Aca On : 20 Oct 2016 5:16

Operator : UM/SJ

Sample : H5287-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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.

5.06 5.80 ng 426745 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 238 (5.057 min): BF090675.D (-236) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540
O 30l 3 e & |t ee e 56, 92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 17.31%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 16.35%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e e s S
50 4.80 500 5.20 5.40
m/z 41.10 9.01%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101916\
Data File : BF090675.D

Aca On : 20 Oct 2016 5:16

Operator : UM/SJ

Sample : H5287-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.65 Concentration Rank 2

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

6.65 38.66 ng 2843530 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 377 (6.646 min): BF090675.D (-375) (-) m/z 132.00 100.00%
132
68
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40 54 - | 06 J 6.40 6.60 6.80 7.00
0 DA W - N | A m/z 68.10 57.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
6.40 6.60 6.80 7.00
33 44 105 m/z 66.05 36.06%
60 70 ‘ ‘
0 '”I"J'I“””k”'h'P”'Jl'hy§P'"I"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
68
6.40 6.60 6.80 7.00
5000 m/z 134.00 32.16%
96
40
0= }?I ??' Ty ??I T "?¥ AL AL UL AL UALLL SO
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 22 .58%
5000 98 116
) AN | VIR A N HW..LL,..“u S E— 189 SN\ G A G —
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101916\
Data File : BF090675.D

Acq On : 20 Oct 2016 5:16

Operator : UM/SJ

Sample - H5287-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.06 5.8 ng 426745 1 6.89 1470970 20.0
unknown6 .65 6.65 38.7 ng 2843530 1 6.89 1470970 20.0
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