LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060116\
Data File : BF087623.D

Aca On 1 Jun 2016 18:33

Operator : UM/SJ

Sample : PB91016BL

Misc :

ALS Vial : 3 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-BF052316.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 4.684 269 271 292 rBV 94706 351213 8.68% 1.077%
2 5.336 325 328 368 rBY 1671321 3694174 91.30% 11.325%
3 6.982 469 472 478 rBV 2100540 3303881 81.66% 10.128%
4 7.073 478 480 508 rvv 2541559 4046097 100.00% 12.404%
5 7.416 508 510 525 rVvVv 468279 769519 19.02% 2.359%

7.645 528 530 552 rvB 1631105 2732887 67.54% 8.378%
8.342 589 591 617 rBV 1255673 2447259 60.48% 7.502%
9.451 686 688 710 rVB 539151 935117 23.11% 2.867%
11.222 840 843 846 rBV 2747458 3734879 92.31% 11.450%
12.274 933 935 947 rBV 716546 1033037 25.53% 3.167%

=
QO ~NO®

11 13.565 1046 1048 1068 rBV 1449348 2586100 63.92% 7.928%
12 14.685 1143 1146 1160 rBV 543577 1076581 26.61% 3.300%
13 17.040 1349 1352 1355 rBV 3329531 3943004 97.45% 12.088%
14 18.400 1469 1471 1485 rBV 605495 1012286 25.02% 3.103%
15 20.080 1616 1618 1634 rBV 405793 953830 23.57% 2.924%

Sum of corrected areas: 32619864
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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\BF060116\

BF087623.D

1 Jun 2016 18:33

UM/SsJ

PB91016BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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\BF060116\
Data File : BF087623.D

Aca On 1 Jun 2016 18:33

Operator : UM/SJ

Sample : PB91016BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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.

4.68 9.13 ng 351213 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 271 (4.684 min): BF087623.D (-269) (-) 43.00 100.00%
48
5000 59 E
101 4.40 4.60 4.80 5.00
el Bl 8 m/z 59.10 48.19%
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 460 4.80 5.00
m/z 58.00 13.31%
25 3 37 83 g3 M1
miz--> R S R N N
Abundance
43
440 460 480 5.00
5000 57 m/z 101.10 12.45%
29
101
37 50 78
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3686: 1-Propen-2-ol, acetate T e T
a8 440 460 4.80 5.00
m/z 41.10 10.01%
5000
58
L 27 37 72 100
" " 0" N~ S S N T i ko aho
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060116\
Data File : BF087623.D

Aca On 1 Jun 2016 18:33

Operator : UM/SJ

Sample : PB91016BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown7.07 Concentration Rank 1

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

7.07 105.16 ng 4046100 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 480 (7.073 min): BF087623.D (-478) (-) m/z 132.00 100.00%
5000
680 7.00 7.20 7.40
A E e m/z 68.05 51.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U I IR L
6.80 7.00 7.20 7.40
21 70 m/z 66.10 36.15%
f4 ‘ ?9 1 . 106116 ‘
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 108 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.33%
31 51 8
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 21.89%
5000 og M°
N ...,....,.?% .,m97.hq. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060116\
Data File : BF087623.D

Acq On 1 Jun 2016 18:33

Operator : UM/SJ

Sample : PB91016BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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... 4.68 9.1 ng 351213 1 7.42 769519 20.0
unknown? .07 7.07 105.2 ng 4046100 1 7.42 769519 20.0
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