LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110617\
Data File : BF100250.D

Acq On : 6 Nov 2017 14:28

Operator : SJ/JU

Sample : PB103849BL

Misc :

ALS Vial : 8 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:\HPCHEMI1\BNA_F\METHODS\8270-BF102317_.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 4.992 492 494 523 rBvV 115003 246952 11.32% 1.412%
2 5.392 559 562 609 rBVY 1106876 1734493 79.48% 9.914%
3 6.410 732 735 753 rBV 1324460 1632434 74.80% 9.331%
4 6.534 753 756 771 rVB 1824390 1825731 83.66% 10.436%
5 6.757 792 794 810 rVB 472166 489242 22.42% 2.797%

6.910 817 820 839 rBV 1464855 1452659 66.56% 8.303%
7.333 889 892 919 rBV 861115 1040539 47.68% 5.948%
8.039 1009 1012 1035 rBV 596972 681604 31.23% 3.896%
9.110 1190 1194 1211 rBV 2202957 2182396 100.00% 12.475%
9.792 1307 1310 1323 rBV2 796559 779790 35.73% 4._.457%

=
QO ~NO®

11 10.592 1442 1446 1466 rBV 1124359 1184262 54.26% 6.769%
12 11.286 1561 1564 1578 rBV 766039 819328 37.54% 4.683%
13 12.868 1829 1833 1836 rBV 2312570 2157356 98.85% 12.332%
14 13.945 2012 2016 2030 rBV 607826 722649 33.11% 4.131%
15 15.404 2260 2264 2281 rBV 324309 545217 24.98% 3.116%

Sum of corrected areas: 17494652
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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\BF110617\

BF100250.D

6 Nov 2017 14:28

SJ/Ju

PB103849BL

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF102317 .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\BF110617\
Data File : BF100250.D

Acq On : 6 Nov 2017 14:28

Operator : SJ/JU

Sample : PB103849BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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.

4.99 10.10 ng 246952 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 494 (4.992 min): BF100250.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 S N S
51 | 83 460 4.80 5.00 520 540
Ol e e m/z 59.00 62.80%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

4.60 4.80 5.00 5.20 5.40

59 m/z 101.10 24.52%
101
o 235, 51 ‘ 67 8391
e s B A B aa o e S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
e
460 4.80 5.00 5.20 5.40
5000 m/z 58.00 16 .55%
43
o 69 83 gg 123 141 159
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester

59 460 4.80 5.00 520 5.40
m/z 41.10 8.25%

5000 41
68
= 126 142

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 500 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110617\
Data File : BF100250.D

Acq On : 6 Nov 2017 14:28

Operator : SJ/JU

Sample : PB103849BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 unknown6.53 Concentration Rank 1

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

6.53 74.64 ng 1825730 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 755 (6.528 min): BF100250.D (-753) (-) m/z 132.00 100.00%
5000 68
© g el 5 o % 4 620 6.40 6.60 6.80
O R e B s R m/z 68.10 38.34%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 B SRR AR AR AR
6.20 6.40 6.60 6.80
31 78 m/z 134.00 31.64%
i
O T T T T T T T e T e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 22.80%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132 6.20 6.40 6.60 6.80

m/z 69.05 14 _.53%

5000

66

126

o E S —— 1]

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110617\
Data File : BF100250.D

Acq On : 6 Nov 2017 14:28

Operator : SJ/JU

Sample : PB103849BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4.99 10.1 ng 246952 1 6.76 489242 20.0
unknown6 .53 6.53 74.6 ng 1825730 1 6.76 489242 20.0
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