LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111617\
Data File : BF100621.D

Aca On : 16 Nov 2017 10:51

Operator : SJ/JU

Sample : PB104248BL

Misc :

ALS Vial : 5 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 5.116 510 515 527 rVB 287136 362567 14.31% 1.889%
2 5.504 576 581 584 rBVY 2129857 2030952 80.14% 10.583%
3 6.504 745 751 754 rBVY 2026332 1974118 77.90% 10.287%
4 6.651 771 776 779 rBVY 2156361 2060846 81.32% 10.739%
5 6.881 811 815 818 rVB 578215 455263 17.96% 2.372%

7.040 837 842 845 rVB 1768563 1661602 65.57% 8.659%
7.440 905 910 913 rBV 1301884 1299662 51.28% 6.773%
8.163 1028 1033 1036 rBvV 635452 591416 23.34% 3.082%
9.234 1210 1215 1219 rBV 2457947 2479215 97.83% 12.919%
9.916 1326 1331 1335 rBV 750316 659302 26.02% 3.436%

=
QO ~NO®

11 10.704 1460 1465 1468 rBV 1460697 1307822 51.61% 6.815%
12 11.398 1579 1583 1587 rBV 809843 713900 28.17% 3.720%
13 12.986 1848 1853 1856 rBV 2650567 2534240 100.00% 13.206%
14 14.033 2028 2031 2035 rBvV 649192 624205 24.63% 3.253%
15 15.510 2277 2282 2289 rVB 348837 435158 17.17% 2.268%

Sum of corrected areas: 19190268
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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

Z:\HPCHEMI\BNA F\DATA\BF111617\

BF100621.D

16 Nov 2017 10:51

SJ/Ju

PB104248BL

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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:\HPCHEM1I\BNA F\DATA\BF111617\
Data File : BF100621.D

Aca On : 16 Nov 2017 10:51

Operator : SJ/JU

Sample : PB104248BL

Misc :

ALS Vial : 5 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.

5.12 15.93 ng 362567 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF100621.D (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRR SR R LR
| 83.0 | 480 500 520 5.40
ot e m/z 59.00 58.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LR I IR
59.0 480 500 520 540
0,
150 a0 1010 m/z 101.10 19.34%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 14 _70%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B A
43.0 480 500 520 5.40
m/z 41.10 8.85%
5000
101.0
150 310 | %80 g9 g0 .
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111617\
Data File : BF100621.D

Aca On : 16 Nov 2017 10:51

Operator : SJ/JU

Sample : PB104248BL

Misc :

ALS Vial : 5 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 unknown6.65 Concentration Rank 1

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

6.65 90.53 ng 2060850 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 776 (6.651 min): BF100621.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PSSP AARDE SRR R
R AR AR AR R RAARA RARRS RRRRS RRAAN SRR LARAS RARRS RARRI BN z 68.10 38.42%
m/z--> 10 20 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 IR IS U R L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.29%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 24 .07%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R Rmmms m
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .55%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l”hW'”'P'il”'WH”'" IR S L R
m/z--> 10 20 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:\HPCHEMI1\BNA_F\DATA\BF111617\
Data File : BF100621.D

Acq On : 16 Nov 2017 10:51

Operator : SJ/JU

Sample : PB104248BL

Misc :

ALS Vial : 5 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... 5.12 15.9 ng 362567 1 6.88 455263 20.0
unknown6 .65 6.65 90.5 ng 2060850 1 6.88 455263 20.0
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