LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109175.D

Aca On : 20 Sep 2018 5:32

Operator : JU/SJ

Sample : PB112951BL

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-BF091418 .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 4.913 435 438 447 rBV 188695 241390 8.48% 1.200%
2 5.337 505 510 513 rBY 1857566 1677005 58.89% 8.337%
3 6.354 678 683 699 rBY 1888459 1790019 62.86% 8.899%
4 6.489 701 706 709 rBVY 1843486 1737032 61.00% 8.636%
5 6.719 741 745 749 rBV 992946 760037 26.69% 3.779%

6.878 768 772 775 rBV 2486255 2119717 74.43% 10.538%
7.278 835 840 843 rBV 1682430 1558210 54.72% 7.747%
1048320 917050 32.20% 4 _559%
9.077 1140 1146 1149 rBV 3325557 2847773 100.00% 14.158%
9.748 1256 1260 1268 rBV2 1064011 917609 32.22% 4.562%
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11 10.530 1389 1393 1410 rBV 755085 704202 24.73% 3.501%
12 11.224 1507 1511 1519 rBV 947004 795225 27.92% 3.953%
13 12.807 1776 1780 1783 rBV 2554150 2257537 79.27% 11.223%
14 13.848 1953 1957 1967 rBV 885233 826724 29.03% 4_.110%
15 15.254 2191 2196 2201 rBV 612372 709464 24.91% 3.527%

16 15.306 2201 2205 2210 rVB 35785 48794 1.71% 0.243%

17 15.706 2268 2273 2279 rBV2 39624 53449 1.88% 0.266%

18 16.171 2346 2352 2358 rBVY 38162 64469 2.26% 0.321%

19 16.718 2440 2445 2453 rVB5 23391 47581 1.67% 0.237%

20 17.365 2547 2555 2564 rBV7 15090 41189 1.45% 0.205%
Sum of corrected areas: 20114476
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109175.D

Aca On : 20 Sep 2018 5:32

Operator : JU/SJ

Sample : PB112951BL

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109175.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109175.D

Aca On : 20 Sep 2018 5:32

Operator : JU/SJ

Sample : PB112951BL

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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.

4.91 6.35 ng 241390 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 437 (4.907 min): BF109175.D (-435) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 DS SARDE RN RN R
| 831 | 460 4.80 5.00 5.20
T RSSOV | RS i MMM S m/z 59.10 54.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "ok 3k sho 5k
0,
150 a0 1010 m/z 101.10 18.34%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
54.0
460 4.80 500 520
5000 41.0 m/z 58.00 13.92%
31.0
69.0 87.0
0 15.0 ““ ‘\ \‘ SO'Q H‘ ; . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e A REma Ry
43.0 460 4.80 5.00 5.20
m/z 41.00 9.33%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109175.D

Aca On : 20 Sep 2018 5:32

Operator : JU/SJ

Sample : PB112951BL

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 2

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

6.49 45.71 ng 1737030 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 706 (6.489 min): BF109175.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSP RSN RARIE SALN
400 540 | 6.20 6.40 6.60 6.80
Ot bl 80 L dge0 W w7z 68.10  39.85%
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 N
5000 RS R R A

6.20 6.40 6.60 6.80
m/z 134.00 33.29%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
e R
6.20 6.40 6.60 6.80
5000 m/z 66.10 25.44%
63.0 81.0
310 50.0 | 9201010 112.0 |
o Mt YA RSP NS B 3OO RN MRS M.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.22%
5000
104.0
65.0
PN O IO .7 S| O PR | N
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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091918\
Data File : BF109175.D

Acq On : 20 Sep 2018 5:32

Operator : JU/SJ

Sample : PB112951BL

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4.91 6.3 ng 241390 1 6.72 760037 20.0
unknown6 .49 6.49 45.7 ng 1737030 1 6.72 760037 20.0
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