LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106522.D

Aca On : 16 Jun 2018 5:37

Operator : JU/SJ

Sample : J3447-04

Misc :

ALS Vial : 35 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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

5.195 482 486 494 rVB 75162 82503 3.12% 0.451%
5.607 5563 556 567 rBvV 1302782 1338713 50.54% 7.323%
rBv 978001 894857 33.79% 4_.895%
6.742 745 749 752 rBV 2333515 2078921 78.49% 11.372%
6.966 783 787 790 rBV 815716 644039 24.32% 3.523%
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7.125 809 814 817 rBvV 2178973 1992007 75.21% 10.897%
7.531 878 883 886 rBV 1641641 1590169 60.04% 8.699%
8.248 1001 1005 1008 rBV 883124 698616 26.38% 3.822%
9.319 1183 1187 1191 rBV 2491826 2436165 91.98% 13.326%
10.007 1300 1304 1310 rBV 711475 628746 23.74% 3.439%

=
QO ~NO®

11 10.801 1434 1439 1442 rBV 1413016 1354375 51.14% 7.409%
12 11.495 1554 1557 1561 rBV 708108 622465 23.50% 3.405%
13 13.083 1823 1827 1830 rBV 2774207 2648561 100.00% 14.488%
14 14.148 2004 2008 2013 rBV 851017 736192 27 .80% 4.027%
15 15.001 2150 2153 2156 rBV 28824 30626 1.16% 0.168%

16 15.683 2263 2269 2277 rBV 370580 503914 19.03% 2.757%

Sum of corrected areas: 18280869
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF061518\

BF106522.D

16 Jun 2018 5:37

Jus/sJ

J3447-04

35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118 .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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106522.D

Aca On : 16 Jun 2018 5:37

Operator : JU/SJ

Sample : J3447-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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.
5.20 2.56 ng 82503 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Acetic acid. cvano-. 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

1.1-dimethy...

Abundance Scan 487 (5.201 min): BF106522.D (-482) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0
83.0 480 5.00 520 5.40 5.60
oYttt m/z 59.00 54 .94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BLLNLIL BLENL L NI L LA L
59.0 4.80 5.00 520 540 5.60
0
15.0 1010 m/z 101.00 20.82%
81.0 83.0
0 ‘ 1 | i . : . ‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance
59.0
R N s R
480 5.00 520 5.40 5.60
5000 m/z 58.00 17.89%
43.0
101.0
31.0
15.0 69.0 830
O e T T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- RS EEmmatE e R
59.0 480 5.00 520 5.40 5.60
m/z 41.00 O.77%
5000 41.0
31.0
69.0 87.0
150 | 1] 500 ‘ 9.0 ]
R e L R R s S S oo L
m/z--> 10 20 30 40 50 70 80 90 100 110 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106522.D

Aca On : 16 Jun 2018 5:37

Operator : JU/SJ

Sample : J3447-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2 unknown6.74 Concentration Rank 1

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

6.74 64 .56 ng 2078920 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.742 min): BF106522.D (-745) (-) m/z 132.10 100.00%
13%.1
5000 68.1
00 510 || o T ieo o0 6% 680 700 |
Ol el kbl 30 L W00 "m/z 68.10 41.95%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR S S R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.56%
0'”'ﬂ'MHJ'WH”'P'Ji“Y%q”'P'”I””W'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
97.0 '6.40 6.60 6.80 7.00
5000 m/z 66.00 26.76%
70.0
52.0
81.0 86.0 116.0
e R RS AR R RS AR RARAS RAARS SEARN SARAN EAARE SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine e ARma e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17 .35%
5000 104.0
30.0 520 60 780
0% "'l"'ﬁ‘i""it“' '|J“l'|' 'le""%zfg"l"h' '%%759""| ""I"' LRSS SR AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061518\
Data File : BF106522.D

Acq On : 16 Jun 2018 5:37

Operator : JU/SJ

Sample : J3447-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.20 2.6 ng 82503 1 6.97 644039 20.0
unknown6 .74 6.74 64.6 ng 2078920 1 6.97 644039 20.0
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