LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101415\
Data File : BF082261.D

Aca On : 13 Oct 2015 18:34

Operator : UM/I1Z

Sample : PB86079BL

Misc :

ALS Vial : 10 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-BF101015.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

4.343 190 193 203 rBV 28132 43283 1.82% 0.240%
5.006 247 251 262 rBV 767458 1087696 45.73% 6.035%
rBV 1355426 1641389 69.00% 9.107%
5.828 320 323 325 rBV 26526 25611 1.08% 0.142%
6.457 376 378 381 rBV 1105221 1540761 64.77% 8.549%
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6.594 387 390 392 rBV 1786464 1769564 74.39%% 9.818%
6.823 408 410 421 rBV 452902 437823 18.41% 2.429%
6.983 421 424 426 rBV 1497327 1444256 60.72% 8.013%
7.394 458 460 483 rBvV 972627 1042911 43.84% 5.786%
8.114 521 523 525 rBV 604684 550610 23.15% 3.055%

=
QO ~NO®

11 9.200 615 618 620 rBV 1409539 2039153 85.73% 11.314%
12 9.875 674 677 679 rBvV 638348 661756 27.82% 3.672%
13 10.663 743 746 765 rBV 1248208 1274803 53.59% 7.073%
14 11.360 805 807 820 rBV 732985 693301 29.15% 3.847%
15 12.961 944 947 949 rBV 2416562 2378659 100.00% 13.197%

16 14.069 1041 1044 1046 rBvV 629640 732082 30.78% 4.062%
17 15.624 1177 1180 1192 rBV 501044 660013 27.75% 3.662%

Sum of corrected areas: 18023671
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF101415\
: BF082261.D

: 13 Oct 2015 18:34

> UM/1z

: PB86079BL

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF082261.D

6.59

6.98
5.43

6.46

5.01

4.34 5.83

7.39

0
Time-->

T I
4.00 4.50 5.00 5.50 6.00 6.50

Abundance

2000000

1500000

1000000

500000

0

TIC: BF082261.D
12096

9.20

10.66

11.36
9.87

14.07

Time-->

10.00 10.50 11.00 11.50 12.00 12.50

13.00 13.50

9.00 9.50

14.00

14.50

Abundance

2000000

1500000

1000000

500000

0

TIC: BF082261.D

15.62

Time-->

19.50 20.00

15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101415\
Data File : BF082261.D

Aca On : 13 Oct 2015 18:34

Operator : UM/I1Z

Sample : PB86079BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.01 49.69 ng 1087700 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 251 (5.006 min): BF082261.D (-247) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1

460 480 500 520 540

83.1
o...,....,....,....',':...,..~!I,...69,1....,....,...:,|....,. m/z 59.10 62.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BLLILI BNLIL L L L L LB B
460 4.80 5.00 5.20 5.40
59.0 m/z 101.10 19.95%
270 ‘ 101.0
bttt el B2 830 920 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
AR e s e S
570 4.60 4.80 500 520 5.40
5000 m/z 58.10 16.40%

20.0 101.0
15.0 73.0 83.0
O e LA e e e e o e e LLJLE Bai me
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

460 4.80 5.00 5.20 5.40
m/z 41.10 8.97%

5000

41.0

29.0 101.0
50.0 |, 730  86.0

Ol L 500 L 730 880 | R 1 AN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101415\
Data File : BF082261.D

Aca On : 13 Oct 2015 18:34

Operator : UM/I1Z

Sample : PB86079BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.59 Concentration Rank 1

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

6.59 80.83 ng 1769560 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 390 (6.594 min): BF082261.D (-387) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRS RARSE RAREE SR
401 541 6.20 6.40 6.60 6.80 7.00
o....,....:u...,:s..,::l-.',..7.53,1....,..!.,?1??.1,....,...., | | m/z 68.10  36.74%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR IS U U
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.36%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24 .58%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- R A REman mEEa
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .94%
5000
63.0 81.0
o310 500 | 9201010 1120 |
0 0 S N T P AR P N 620 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101415\
Data File : BF082261.D

Acq On : 13 Oct 2015 18:34

Operator : UM/1Z

Sample - PB86079BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.01 49.7 ng 1087700 1 6.82 437823 20.0
unknown6 .59 6.59 80.8 ng 1769560 1 6.82 437823 20.0
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