LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009934.D

Acq On : 06 May 2017 10:37

Operator : SJ/MA

Sample - PB98726BL

Misc :

ALS Vial : 4 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_M\METHODS\8270-BM050517 .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

4.904 305 309 321 rBV 294875 420875 4._.70% 1.000%
5.363 381 387 398 rBV 2475886 3606346 40.31% 8.569%
rBV 2521543 3942884 44.07% 9.368%
7.310 710 718 728 rBV 2320189 3710906 41.48% 8.817%
7.775 789 797 805 rBV 395603 615370 6.88% 1.462%
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8.092 844 851 863 rVB 1627760 2584555 28.89%% 6.141%
8.951 989 997 1007 rBV 1423485 2406310 26.90% 5.717%
10.575 1262 1273 1283 rBVY 466389 804809 9.00% 1.912%
13.045 1685 1693 1704 rBVY 3202053 4694774 52.48% 11.155%
14.433 1922 1929 1937 rBV2 678675 1082590 12.10% 2.572%

=
QO ~NO®

11 15.933 2177 2184 2196 rBV 2999643 4309227 48.17% 10.239%
12 17.186 2391 2397 2407 rBV2 945502 1410143 15.76% 3.351%
13 19.809 2837 2843 2849 rBV 7551888 8945921 100.00% 21.256%
14 21.374 3104 3109 3115 rBV 1574762 1878405 21.00% 4.463%
15 23.680 3495 3501 3509 rVB 855094 1673835 18.71% 3.977%

Sum of corrected areas: 42086950
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009934.D

Acq On : 06 May 2017 10:37

Operator : SJ/MA

Sample - PB98726BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM009934.D
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Abundance TIC: BM009934.D
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Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM009934.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009934.D

Acq On : 06 May 2017 10:37

Operator : SJ/MA

Sample - PB98726BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
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.

4.90 13.68 ng 420875 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-0Octanol 130 C8H180 020296-29-1 45
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 3-0Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 308 (4.899 min): BM009934.D (-305) (-) m/z 43.00 100.00%
43
5000 59
101 RN 4RO BN Ebn
4.60 4.80 5.00 5.20
e 8 2T m/z 59.10 51.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.00 13.25%
15 4 101
'"'IN“'T“"H""??”'“""P"'I'”'I"'W""I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520
5000 41 83 m/z 58.05 12.09%
101
70 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7974: Acetic acid, 1,1-dimethylethy!| ester
43 4.60 4.80 5.00 5.20
m/z 41.05 9.64%
5000 57
29
A .
‘ | | Il
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009934.D

Acq On : 06 May 2017 10:37

Operator : SJ/MA

Sample - PB98726BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
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 unknown7.31 Concentration Rank 1

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

7.31 120.61 ng 3710910 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 16
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 14

Abundance Scan 718 (7.310 min): BM009934.D (-710) (-) m/z 132.00 100.00%
132
68
5000
40 54 96 UL UL IR R
) 15 081 7.00 7.20 7.40 7.60
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 A RS AR AR AR
69 7.00 7.20 7.40 7.60
39 5 m/z 66.10 48_73%
89103
1Trrrv-rrrrv-rrrrv-|-rrrv-rrrv—v-rv—v—v—r|-v—rn-rrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56 132
700 7.20 740 7.60
5000 m/z 134.00 31.24%
13 7 #2 76 91
mmmﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine R R maa
132 7.00 7.20 7.40 7.60
m/z 69.10 28.01%
5000
33 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009934.D

Acq On : 06 May 2017 10:37

Operator : SJ/MA

Sample - PB98726BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
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... 4.90 13.7 ng 420875 1 7.77 615370 20.0
unknown7 .31 7.31 120.6 ng 3710910 1 7.77 615370 20.0

8270-BM0O50517.M Mon May 08 18:42:08 2017 Page: 5



