LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\

Data File : BF089428.D

Acq On = 30 Jul 2016 00:40 Instrument :
Operator : UM/SJ BNA_F

Sample - H4221-11 ClientSampleld :
Misc - SB-45-12.0-13.0
ALS Vial : 15 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-BF072716_.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 1.678 5 8 48 rVB 885904 2280294 100.00% 16.974%
2 4.627 263 266 278 rBV 121792 248105 10.88% 1.847%
3 5.096 305 307 326 rBY 836323 1283030 56.27% 9.551%
4 6.181 399 402 404 rBV 821797 1202833 52.75% 8.954%
5 6.284 409 411 430 rVB 1320397 1449044 63.55% 10.786%

6.513 430 431 438 rBvV 206090 241141 10.57% 1.795%
6.673 442 445 447 rBVY 822919 988568 43.35% 7.359%
7.084 479 481 492 rBvV 532610 778760 34.15% 5.797%
7.805 542 544 555 rBV 239771 328683 14.41% 2.447%
8.879 635 638 660 rBVY 1455519 1471844 64.55% 10.956%

=
QO ~NO®

11 9.279 671 673 676 rBvV 545596 483439 21.20% 3.599%
12 9.542 694 696 699 rBvV 421371 372186 16.32% 2.770%
13 10.330 763 765 767 rBV 562560 663996 29.12% 4.943%
14 11.016 822 825 830 rBV 245433 284155 12.46% 2.115%
15 12.594 961 963 966 rBV 923340 889354 39.00% 6.620%

16 13.634 1052 1054 1062 rBV 178224 224992 9.87% 1.675%
17 14.959 1168 1170 1178 rBV 195363 243488 10.68% 1.812%

Sum of corrected areas: 13433912
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089428.D

Acq On : 30 Jul 2016 00:40

Operator : UM/SJ

Sample : H4221-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089428.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089428.D

Acq On : 30 Jul 2016 00:40

Operator : UM/SJ

Sample : H4221-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.63 20.58 ng 248105 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 2-Nonanone 142 C9H180 000821-55-6 12
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 266 (4.627 min): BF089428.D (-263) (-) m/z 43.10 100.00%
43
5000
101 .”.,”.fL.....” __
51| 83 440 460 480 5.00
S -2 | U, m/z 59.10 63.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- \\
43
5000 U U S IR
4.40 4.60 4.80 5.00
59 101 m/z 101.10 25.54%
2l 35 | 51 | 67 8 91 ||
mz> 10 20 30 40 50 60 70 80 60 100 110 130 130 140
Abundance
43
440 4.60 480 5.00
5000 m/z 58.10 16.96%
101
15 58
28 69 84
wﬂm‘m‘wwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A B B A . .
59 440 460 480 5.00
m/z 41.10 9.83%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I U U L IR 'ﬂ'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089428.D

Acq On : 30 Jul 2016 00:40

Operator : UM/SJ

Sample : H4221-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 3 unknown6.28 Concentration Rank 2

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

6.28 120.18 ng 1449040 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 411 (6.284 min): BF089428.D (-409) (-) m/z 132.00 100.00%
32
5000 68
6
40 54 | 75 104 6.00 6.20 6.40 6.60
.,....,...::u.‘.‘?,:!..?%:.-.',..'r.,..f.‘?,....,.'!..,.1.1?.,....,"...,.. m/z 68.10 41.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
0
31 4 Sﬁ 78 m/z 134.00 32.91%
1 | L
mz-> 20 30 40 80 80 70 80 90 100 110 130 130 140
Abundance
132
600 620 640 660
5000 m/z 66.10 26.77%
33 44 g7 105
51 60 1078 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.00 6.20 6.40 6.60
m/z 69.05 16.80%
117
5000
39 91
51
27 S 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089428.D

Acq On : 30 Jul 2016 00:40

Operator : UM/SJ

Sample - H4221-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.63 20.6 ng 248105 1 6.51 241141 20.0
unknown6 .28 6.28 120.2 ng 1449040 1 6.51 241141 20.0
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