LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081217.D

Acq On 26 Aug 2015 17:41

Operator : UM/1Z

Sample - PB85190BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 height area % max. total

3.851 183 185 190 rBB 14141 24146 1.55% 0.183%
4.628 249 253 263 rBV 582827 1040464 66.91% 7.879%
rBV 1344248 1377108 88.56% 10.428%
5.509 328 330 332 rBV 28287 26731 1.72% 0.202%
6.171 385 388 390 rBV 1430551 1554916 100.00% 11.774%
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6.286 395 398 400 rBV 1160591 1435682 92.33% 10.871%
6.514 416 418 420 rBvV 366298 299537 19.26% 2.268%
6.674 429 432 434 rBvY 955762 1068867 68.74% 8.094%
7.086 465 468 470 rBvV 930395 885512 56.95% 6.705%
7.806 528 531 533 rBvV 264892 364292 23.43% 2.759%

=
QO ~NO®

11 8.880 622 625 627 rBV 1526821 1431802 92.08% 10.842%
12 9.543 680 683 685 rBvV 462515 406866 26.17% 3.081%
13 10.320 749 751 754 rBvV2 587356 836645 53.81% 6.335%
14 11.006 809 811 814 rBV 334001 396210 25.48% 3.000%
15 12.595 947 950 953 rBV 1300831 1366024 87.85% 10.344%

16 13.624 1037 1040 1042 rBV 445667 397791 25.58% 3.012%
17 14.949 1154 1156 1159 rBV 286120 293441 18.87% 2.222%

Sum of corrected areas: 13206034
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF082615\

BF081217.D

26 Aug 2015 17:41

umsiz

PB85190BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081217.D

Acq On : 26 Aug 2015 17:41

Operator : UM/I1Z

Sample : PB85190BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.63 69.47 ng 1040460 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 253 (4.628 min): BF081217.D (-249) (-) m/z 43.10 100.00%
a3
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101 SRS S SR A
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O T 5360 88 | 58 10 60 20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS S R A
4.20 4.40 4.60 4.80 5.00
m/z 101.10 16.42%
15 31 101
o \ 25 7 37, 53, 83
miz--> A S D A N T
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5000 m/z 58.10 15.43%
41
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m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- i e Al B
59 4.20 4.40 4.60 4.80 5.00
m/z 41.10 8.83%
5000 41
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m/z--> 10 20 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081217.D

Acq On : 26 Aug 2015 17:41

Operator : UM/I1Z

Sample : PB85190BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.29 Concentration Rank 1

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

6.29 95.86 ng 1435680 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 398 (6.286 min): BF081217.D (-395) (-) m/z 132.10 100.00%
132
5000 68
40 % 600 620 640 6.60
54 : : : :
o frer lws W m/z 68.10 39.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 ISR SRR R S
6.00 6.20 6.40 6.60
31 51 78 m/z 134.10 33.32%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 67 m/z 66.10 26.09%
41 97
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m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B B A
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 15.40%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S| R
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081217.D

Acq On 26 Aug 2015 17:41

Operator : UM/1Z

Sample - PB85190BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.63 69.5 ng 1040460 1 6.51 299537 20.0
unknown6 .29 6.29 95.9 ng 1435680 1 6.51 299537 20.0
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