LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062616\
Data File : BF088439.D

Acq On : 27 Jun 2016 6:02

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 27 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-BF060716_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
1 1.690 7 9 33 rvB 147650 311901 15.00% 1.935%
2 4.696 270 272 288 rBvY 56788 111289 5.35% 0.690%
3 5.141 308 311 331 rBV 1497539 1766308 84.94% 10.959%
4 6.216 402 405 412 rBV 1258043 1571693 75.58% 9.751%
5 6.319 412 414 417 rBV 1662876 1683725 80.97% 10.446%

6.547 432 434 444 rBV 450719 453046 21.79% 2.811%
6.696 445 447 450 rBV 1036685 1466393 70.52% 9.098%
7.130 482 485 487 rBvV 743430 1069311 51.42% 6.634%
7.827 544 546 549 rBV 406405 576972 27.75% 3.580%
8.913 638 641 643 rBVY 2106154 2079427 100.00% 12.901%

=
QO ~NO®

11 9.576 697 699 702 rBV 747480 676522 32.53% 4.197%
12 10.365 766 768 771 rBV 896675 1028485 49.46% 6.381%
13 11.051 826 828 831 rBV 629439 581589 27.97% 3.608%
14 12.639 964 967 969 rBV 1472127 1752873 84.30% 10.875%
15 13.679 1056 1058 1060 rBV 462868 482511 23.20% 2.994%

16 15.028 1174 1176 1183 rBV 337534 425042 20.44% 2.637%

17 15.805 1240 1244 1250 rBVY 11701 23921 1.15% 0.148%

18 16.262 1282 1284 1290 rVB 8785 21196 1.02% 0.132%

19 18.023 1432 1438 1440 rBV2 8841 35784 1.72% 0.222%
Sum of corrected areas: 16117988
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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:\HPCHEMI1I\BNA_F\DATA\BF062616\

BF088439.D

27 Jun 2016 6:02

UM/SsJ

PB91573BL

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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\BF062616\
Data File : BF088439.D

Acq On : 27 Jun 2016 6:02

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.70 4.91 ng 111289 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 272 (4.696 min): BF088439.D (-270) (-) m/z 43.05 100.00%
43
59
5000
101 I ) SN
| 83 4.40 4.60 4.80 5.00
SEEERIMBTHE  MSSISEOUE | NSNS R HM m/z 59.10 65.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.00 26.31%
15 31 101
\ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
31 IEBESREE SRE RURE L
4.40 4.60 4.80 5.00
5000 41 m/z 58.10 17.09%
73
15 47 53 87 102
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4083: Morpholine, 4-methy!l- e e
43 4.40 4.60 4.80 5.00
m/z 41.10 9.91%
5000
101
71
"'l'ﬁ?'|'"?Fl""F'l'4?"ﬁs'l""i""l"qql' ASasaasss DR SR U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062616\
Data File : BF088439.D

Acq On : 27 Jun 2016 6:02

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.32 Concentration Rank 1

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

6.32 74.33 ng 1683730 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 414 (6.319 min): BF088439.D (-412) (-) m/z 132.00 100.00%
32
5000 68
6 rTTTTTTTTT T T T T T T
40 ,- 54 | 75 104 6.00 6.20 6.40 6.60
..,....,....,....,".'..7.,::..??...'....,..f.‘?,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 39.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 USRS NSEB AR RAE
6.00 6.20 6.40 6.60
o6 104 m/z 134.00 32.28%
14 27 37445158 7 77 g9 g7 | 15
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
97 6.00 620 640 6.60
5000 m/z 66.10 25.64%
70
52
st 44 60 78 g 105 116
wwwmwwwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 16.23%
5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062616\
Data File : BF088439.D

Acq On : 27 Jun 2016 6:02

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.70 4.9 ng 111289 1 6.55 453046 20.0
unknown6 .32 6.32 74.3 ng 1683730 1 6.55 453046 20.0
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