LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108235.D

Aca On 17 Aug 2018 11:25

Operator : JU/SJ

Sample : PB112112BL

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 2.448 15 19 30 rvB 48301 73354 1.05% 0.155%
2 5.272 494 499 508 rvB 225598 271231 3.90% 0.572%
3 5.648 558 563 566 rBY 3911105 3792395 54.54% 7.997%
4 6.636 725 731 734 rBVY 3740922 3974656 57.16% 8.381%
5 6.783 751 756 759 rBVY 4120070 3971117 57.11% 8.374%

7.013 791 795 799 rBV 1358986 1144340 16.46% 2.413%
7.172 817 822 825 rBV 4668784 4472406 64.32% 9.431%
7.578 885 891 894 rBV 3434099 3861306 55.53% 8.142%
8.295 1008 1013 1017 rBV 1483776 1442069 20.74% 3.041%
9.372 1190 1196 1200 rBV 6329505 6933296 99.72% 14.620%

=
QO ~NO®

11 10.060 1307 1313 1328 rVB2 1864786 1725932 24.82% 3.639%
12 10.854 1443 1448 1470 rBV 3322584 3180176 45.74% 6.706%
13 11.554 1563 1567 1571 rBV 1971101 1864355 26.81% 3.931%
14 13.148 1833 1838 1841 rBV 6777730 6953033 100.00% 14.662%
15 14.212 2014 2019 2022 rBV 1945495 1823479 26.23% 3.845%

16 15.771 2277 2284 2295 rBV 1196744 1678708 24.14% 3.540%
17 16.236 2358 2363 2370 rVB2 84846 138459 1.99% 0.292%
18 16.795 2450 2458 2466 rBV2 61233 121940 1.75% 0.257%

Sum of corrected areas: 47422252
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LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data Path :

Data File : BF108235.D

Aca On - 17 Aug 2018 11:25
Operator : JU/SJ

Sample - PB112112BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108235.D

Aca On 17 Aug 2018 11:25

Operator : JU/SJ

Sample : PB112112BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.27 4.74 ng 271231 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 499 (5.272 min): BF108235.D (-494) (-) m/z 43.10 100.00%
431
5000 91
| mo "ok 520 540 550
ot e m/z 59.10 50.82%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL UL L I
59.0 500 520 540 5.60
0,
150 a0 1010 m/z 101.10 15.34%
: 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 #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
500 520 540 560
5000 m/z 58.10 15.04%
41.0
29.0 101.0
o o 1], 800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R s L
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.40%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SO'Q H‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108235.D

Aca On 17 Aug 2018 11:25

Operator : JU/SJ

Sample : PB112112BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 2

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

6.78 69.40 ng 3971120 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 755 (6.778 min): BF108235.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 5o || SH0 650 6o 750 720
OO P P W 76 SN | m/z 68.10 48.84%
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 N
5000 UL LA UL L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.38%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.41%

63.0
15.0 280 390 520 m 77‘0 999 10‘\101160 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine s ,/.\ R e AR
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.32%
5000
33.0 44.0 0.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081718\
Data File : BF108235.D

Acq On 17 Aug 2018 11:25

Operator : JU/SJ

Sample : PB112112BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.27 4.7 ng 271231 1 7.01 1144340 20.0
unknown6.78 6.78 69.4 ng 3971120 1 7.01 1144340 20.0
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