LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100471.D

Aca On : 12 Nov 2017 6:09

Operator : SJ/JU

Sample : PB104195BL

Misc :

ALS Vial : 42 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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
1 5.134 514 518 526 rBV 524059 607755 17 .30% 2.539%
2 5.522 580 584 588 rBY 2191794 2269318 64.61% 9.480%
3 6.522 749 754 757 rBVY 2302486 2287627 65.13% 9.557%
4 6.545 757 758 766 rVB 56688 37686 1.07% 0.157%
5 6.669 774 779 782 rBVY 2489160 2296231 65.37% 9.593%

6.898 815 818 822 rBV 923111 832846 23.71% 3.479%
7.057 841 845 849 rBV 2708816 2566260 73.06% 10.721%
7.463 909 914 917 rBV 2010275 2056872 58.56% 8.593%
8.181 1032 1036 1040 rBV 1178251 1034117 29.44% 4._.320%
9.257 1214 1219 1229 rBV 3570463 3512447 100.00% 14.674%

=
QO ~NO®

11 9.939 1331 1335 1350 rVB 1092018 1002182 28.53% 4.187%
12 10.722 1464 1468 1482 rBV 964642 895776 25.50% 3.742%
13 11.422 1584 1587 1591 rBV 943206 821318 23.38% 3.431%
14 12.822 1822 1825 1830 rVB 67875 51450 1.46% 0.215%
15 13.010 1852 1857 1860 rBV 2625660 2435416 69.34% 10.174%

16 14.063 2032 2036 2046 rBvV 797411 716848 20.41% 2.995%
17 15.545 2283 2288 2298 rBV 366535 513119 14.61% 2.144%

Sum of corrected areas: 23937268
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

BF100471.D

12 Nov 2017 6:09

SJ/Ju

PB104195BL

42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100471.D

Aca On : 12 Nov 2017 6:09

Operator : SJ/JU

Sample : PB104195BL

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.13 14.59 ng 607755 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 517 (5.128 min): BF100471.D (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 DB SARAE AR AR RN
| 83.0 | 480 5.00 5.20 5.40
o) BEMBNAT  AS| Sc  ASM. m/z 59.00 53.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS UL I L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 16.82%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 13.89%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime A e e
43.0 480 5.00 5.20 5.40
m/z 41.00 9.02%
5000
101.0
oL 150 310 | 80690 860 )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100471.D

Aca On : 12 Nov 2017 6:09

Operator : SJ/JU

Sample : PB104195BL

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 2

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

6.67 55.14 ng 2296230 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 779 (6.669 min): BF100471.D (-774) (-) m/z 132.00 100.00%
13%.0
5000 68.1
01 540 ®1 "ok ok Sk by
01 : e m/z 68.10 40.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.44%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7ho
5000 9go 1160 m/z 66.00 25.61%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 I
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.87%
117.0
5000
91.0
Ao N
0 w“--f--W-rm--“u-H-.”--EH-“‘-.--nu----u---- IREBEAREE AR L S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100471.D

Acq On : 12 Nov 2017 6:09

Operator : SJ/JU

Sample : PB104195BL

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.13 14.6 ng 607755 1 6.90 832846 20.0
unknown6 .67 6.67 55.1 ng 2296230 1 6.90 832846 20.0
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