LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061217\
Data File : BF095875.D

Acq On : 12 Jun 2017 16:51

Operator : SJ/MA

Sample - PB99685BL

Misc :

ALS Vial : 4 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-BF060517 .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_.569 503 507 528 rBV 56334 170436 7.85% 1.056%
5.246 618 622 646 rBvV 948575 1687994 77.73% 10.463%
rBv 1023318 1605335 73.93% 9.950%
7.004 917 921 942 rVB 1325388 1934061 89.07% 11.988%
7.351 976 980 993 rVB 251973 350152 16.12% 2.170%
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7.587 1015 1020 1035 rBV 1033166 1381184 63.60% 8.561%
8.269 1130 1136 1154 rBV 667629 1025382 47.22% 6.356%
9.381 1321 1325 1339 rBvV 351080 487791 22.46% 3.024%
11.163 1621 1628 1651 rBV 1548627 2171516 100.00% 13.460%
12.198 1799 1804 1822 rVB2 410656 573095 26.39% 3.552%
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11 13.498 2020 2025 2044 rBV 739249 1042723 48.02% 6.463%
12 14.592 2207 2211 2224 rBV 396323 582183 26.81% 3.609%
13 15.615 2377 2385 2392 rBV 15482 33090 1.52% 0.205%
14 16.721 2565 2573 2578 rBV2 22924 43704 2.01% 0.271%
15 16.974 2610 2616 2620 rBV 1681853 2157169 99.34% 13.371%

16 18.315 2840 2844 2854 rBV 417940 540475 24.89%% 3.350%
17 19.986 3124 3128 3140 rBV 249134 347012 15.98% 2.151%

Sum of corrected areas: 16133302
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF061217\

BF095875.D

12 Jun 2017 16:51

SJ/MA

PB99685BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095875.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061217\
Data File : BF095875.D

Acq On : 12 Jun 2017 16:51

Operator : SJ/MA

Sample - PB99685BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4_.57 9.73 ng 170436 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (4.569 min): BF095875.D (-503) (-) 43.00 100.00%
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101

| 83 | 420 440 460 480 500
SNSRI ¥'HISISMESUP | PSRRI M m/z 59.10 62.64%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 R e
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15 31 101
25 %" a7 53 83 \
L L
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43
IIIIIIIIIIIIIIAIIIIIIIII
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5000 m/z 58.10 15.00%
101
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e == S,
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one SR L 1| S —
43 420 440 460 480 5.00

m/z 41.00 9.09%

5000
55
\ 1 37,] 49 \ 65 71 77 83 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061217\
Data File : BF095875.D

Acq On : 12 Jun 2017 16:51

Operator : SJ/MA

Sample - PB99685BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 unknown7.00 Concentration Rank 1

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

7.00 110.47 ng 1934060 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 920 (6.998 min): BF095875.D (-917) (-) m/z 132.00 100.00%
5000 68
96 PRSNGSRS A
40 4, 54 o) |75 g7 | 104 ‘ 6.60 6.80 7.00 7.20 7.40
R R R e e e e N m/z 68.10 39.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AN UL SRR
6.60 6.80 7.00 7.20 7.40
78 m/z 134.00 31.05%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.00 22.98%
41 97
53 2 117
34 60 89 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole SN NI L N NI B
132 6.60 6.80 7.00 7.20 7.40
m/z 69.05 14 .39%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF061217\
Data File : BF095875.D

Acq On : 12 Jun 2017 16:51

Operator : SJ/MA

Sample - PB99685BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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_57 9.7 ng 170436 1 7.35 350152 20.0
unknown? .00 7.00 110.5 ng 1934060 1 7.35 350152 20.0
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