LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080296.D

Acq On 2 Jul 2015 4:50

Operator : TP/UM

Sample - PB84309BL

Misc :

ALS Vial : 23 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-BF070115.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

4.893 157 158 164 rBB 16313 19923 1.37% 0.191%
5.476 207 209 212 rBV 302384 307362 21.20% 2.941%
rBvV 1183209 994787 68.60% 9.518%
6.276 277 279 282 rBB 21655 18384 1.27% 0.176%
6.870 329 331 333 rBV 1230872 998519 68.86% 9.554%

abrwNPE
)]
(00}
\l
(0}
N
I
N
N
AN
N
N
I
(0}

7.030 343 345 348 rBV 1276968 1044240 72.01% 9.991%
7.270 364 366 368 rBB 244669 247459 17.07% 2.368%
7.430 377 380 382 rBV 579470 777610 53.63% 7.440%
7.819 412 414 417 rBV 672151 589792 40.67% 5.643%
8.550 476 478 481 rBvV 248733 329947 22.75% 3.157%

=
QO ~NO®

11 9.636 570 573 575 rBV 1007956 1246022 85.93% 11.922%
12 10.322 631 633 636 rBB 473416 422512 29.14% 4.043%
13 11.111 700 702 705 rBv2 570719 726759 50.12% 6.954%
14 11.831 763 765 767 rBV 470094 448939 30.96% 4._.295%
15 13.511 909 912 914 rBV 1629841 1450049 100.00% 13.874%

16 14.779 1020 1023 1026 rBV 430389 432954 29.86% 4.142%
17 16.631 1182 1185 1190 rBV 270374 396320 27.33% 3.792%

Sum of corrected areas: 10451578
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080296.D

Acq On > 2 Jul 2015 4:50

Operator : TP/UM

Sample - PB84309BL

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF070115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080296.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080296.D

Acq On : 2 Jul 2015 4:50

Operator : TP/UM

Sample - PB84309BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.48 24.84 ng 307362 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 209 (5.476 min): BF080296.D (-207) (-) m/z 43.10 100.00%
a3
59
5000
. s o 1‘|’1 520 540 560 580
o SNBSS 1 SR VP11 PSS M, m/z 59.10 54.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IS I I I
59 520 540 5.60 5.80
m/z 101.10 15.93%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
520 540 560 580
5000 41 m/z 58.10 14 .96%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R e E e A REa.
59 520 5.40 5.60 5.80
m/z 41.10 8.94Y%
5000
a1 101
0 15 ! 3\1 \‘H 53\\\‘\ 69 8\3
mz> 10 20 30 40 50 60 70 80 90 100 110 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080296.D

Acq On : 2 Jul 2015 4:50

Operator : TP/UM

Sample - PB84309BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115_.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 unknown7.03 Concentration Rank 1

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

7.03 84 .40 ng 1044240 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 345 (7.030 min): BF080296.D (-343) (-) m/z 132.10 100.00%
5000 68
96 RN I A R
40 54 || - | 106 6.60 6.80 7.00 7.20 7.40
Y SN IR MSOY) | AU . .- | N m/z 68.10 43.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AL IR I
6.60 6.80 7.00 7.20 7.40
2 51 m/z 134.10 32.53%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 27 .69%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl P
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 17.14%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SN A G A VR
m/z--> 20 40 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080296.D

Acq On : 2 Jul 2015 4:50

Operator : TP/UM

Sample - PB84309BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115_.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... 5.48 24_.8 ng 307362 1 7.27 247459 20.0
unknown7 .03 7.03 84.4 ng 1044240 1 7.27 247459 20.0
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