LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092925.D

Acq On : 13 Feb 2017 18:29

Operator : SJ/MA

Sample - PB96899BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 height area % max. total
1 5.070 258 261 271 rBV 1034603 1479956 36.77%  4.402%
2 5.493 295 298 300 rBV 3427060 3611834 89.75% 10.744%
3 6.522 385 388 390 rBV 3392057 3670381 91.20% 10.918%
4 6.647 397 399 402 rBV 3221100 3238368 80.47% 9.633%
5 6.876 417 419 422 rBY 738489 780408 19.39% 2.321%

7.036 431 433 436 rBV 2890634 2590196 64.36% 7.705%
7.447 466 469 471 rBV 2290780 2244678 55.77% 6.677%
1192096 1105131 27.46% 3.287%
9.242 623 626 628 rBV 4025444 4002081 99.44% 11.904%
9.916 682 685 687 rBV 1522061 1277908 31.75% 3.801%
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11 10.705 751 754 757 rBV 2046610 2084011 51.78% 6.199%
12 11.402 812 815 817 rBV 1458681 1292290 32.11% 3.844%
13 12.991 951 954 956 rBV 3738961 4024549 100.00% 11.971%
14 14.031 1043 1045 1048 rBvV 895063 1167019 29.00% 3.471%
15 15.482 1168 1172 1178 rBV 687184 1049438 26.08% 3.122%

Sum of corrected areas: 33618248
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092925.D

Acq On : 13 Feb 2017 18:29

Operator : SJ/MA

Sample : PB96899BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092925.D

Acq On : 13 Feb 2017 18:29

Operator : SJ/MA

Sample : PB96899BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 2

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

5.07 11.43 ng 1479960 1,4-Dichlorobenzene-d4 7.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 261 (5.070 min): BF092925.D (-258) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540
sl sl e s | 2 59 10 58, 240
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 17.18%
15 31 101
\ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.10 15.59%
31
69 a7
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- s e BAaanma
59 4.80 5.00 5.20 5.40
m/z 41.10 9.01%
5000
a1 101
15 1 3\1 L 53\\\“ 69 83
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:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092925.D

Acq On : 13 Feb 2017 18:29

Operator : SJ/MA

Sample : PB96899BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknown6.65 Concentration Rank 1

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

6.65 25.00 ng 3238370 1,4-Dichlorobenzene-d4 7.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 399 (6.647 min): BF092925.D (-397) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ 75 ® o " 640 6.60 6.80 7.00
..,....,....,...:,“.'.‘.‘7:,:! .61'.'| ot b el || M7z 68.10 44 82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U IR I I
6.40 6.60 6.80 7.00
78 m/z 134.10 32.61%
1, | 1
> 1 % % b m B o 8 % 0 110 130 1 1%
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 28.60%
104
51 o, 96 77
14 27 37 44 °: 58 89 97 115
wwwmmmﬁrwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132 6.40 6.60 6.80 7.00
m/z 69.10 17.64%
117
5000
39 91
51
27 105
..,”..,.”M,..”tu..qth?ﬁ.lt.“..h,?f. "gﬁ"'l"" ;%q‘h'“l"' R S LU L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF013017.M Tue Feb 14 10:55:59 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092925.D

Acq On : 13 Feb 2017 18:29

Operator : SJ/MA

Sample - PB96899BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.07 11.4 ng 1479960 1 7.04 2590200 20.0
unknown6 .65 6.65 25.0 ng 3238370 1 7.04 2590200 20.0
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