LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108875.D

Aca On > 7 Sep 2018 21:48

Operator : JU/SJ

Sample : PB112683BL

Misc :

ALS Vial : 26 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-BF090518 .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 4.942 438 443 452 rVB 448975 611373 9.65% 1.449%
2 5.354 508 513 516 rBVY 3910122 3919799 61.86% 9.292%
3 6.372 680 686 689 rBY 4100862 4013484 63.34% 9.514%
4 6.507 704 709 712 rBV 4209193 4049510 63.91% 9.599%
5 6.736 744 748 751 rBVY 1568660 1265708 19.98% 3.000%

6.895 770 775 778 rBV 5146155 4542289 71.69% 10.767%
7.295 837 843 846 rBV 3589040 3752373 59.22% 8.895%
1676449 1564329 24.69% 3.708%
9.095 1143 1149 1152 rBV 6648572 6336154 100.00% 15.020%
9.766 1259 1263 1267 rBV 1997939 1636205 25.82% 3.879%
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11 10.548 1392 1396 1408 rBV 2400594 2119172 33.45% 5.023%
12 11.242 1510 1514 1517 rBV 1746438 1369584 21.62% 3.247%
13 12.824 1779 1783 1787 rBV 4626510 4317224 68.14% 10.234%
14 13.865 1956 1960 1964 rBV 1487956 1217291 19.21% 2.886%
15 15.271 2194 2199 2204 rBV 1105111 1326658 20.94% 3.145%

16 15.742 2274 2279 2283 rBV2 47379 72000 1.14% 0.171%
17 16.206 2355 2358 2364 rVB2 46301 72207 1.14% 0.171%
Sum of corrected areas: 42185360
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108875.D

Aca On : 7 Sep 2018 21:48

Operator : JU/SJ

Sample : PB112683BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF108875.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108875.D

Aca On : 7 Sep 2018 21:48

Operator : JU/SJ

Sample : PB112683BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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.

4.94 9.66 ng 611373 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 443 (4.942 min): BF108875.D (-438) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 ISR SRR R
| 83.0 | 460 4.80 5.00 5.20
e e e e e e e e m/z 59.10 52.33%
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 L L I I B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 19.47%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.10 16.16%
101.0
150 310 || BPg90 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester M B
54.0 460 4.80 5.00 5.20
m/z 41.05 8.06%
5000 41.0
e 7O 1260 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108875.D

Aca On : 7 Sep 2018 21:48

Operator : JU/SJ

Sample : PB112683BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.51 Concentration Rank 2

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

6.51 63.99 ng 4049510 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 709 (6.507 min): BF108875.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 | 9%.1 Tk 640 ok 680
- 54.0 . . . .
0 ..,....,...:l'.'...,:!..,::.-.|,..75.",0....,..!.,].1?‘?:?.1.1.7.-,0....,~'...,... m/z 68.10 42.77%
m/z--> 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 A
5000 AN AR RN
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.84%
'w'“'l'”WJ'wL“'w'“|“?hq“'w'“|“'w'“'w'“|“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene
132.0
620 6.40 6.60 6.80
5000 m/z 66.10 27 .09%
63.0 81.0
31.0 101.0 112.0
..,....,‘...‘a,...s.(i)".o.:‘.,‘l.ll,.a‘..il..?1'.(.)..‘,‘..l.,l‘...,....,‘ R RRRRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene A  AmE
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.24%
5000
63.0 81.0
31\0 SQO ! ‘\‘ Ly | | | 10:\LO‘ 11%0 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090718\
Data File : BF108875.D

Acq On : 7 Sep 2018 21:48

Operator : JU/SJ

Sample : PB112683BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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... 4.94 9.7 ng 611373 1 6.74 1265710 20.0
unknown6 .51 6.51 64.0 ng 4049510 1 6.74 1265710 20.0
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