LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027319.D

Acq On : 8 Jun 2017 16:22

Operator : SJ/MA

Sample - PB99585BL

Misc :

ALS Vial : 3 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_G\METHODS\8270-BG060517 .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

5.700 336 342 353 rBV 99371 165354 3.69% 0.798%
6.140 409 417 430 rBvV 922723 1611429 36.00% 7.772%
rBv 950376 1748668 39.07% 8.434%
8.091 740 749 762 rBV 892705 1643758 36.72% 7.928%
8.561 819 829 837 rBV 151511 275171 6.15% 1.327%
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8.884 876 884 897 rVB 602316 1122492 25.08% 5.414%
9.719 1017 1026 1038 rBV 511356 971133 21.70% 4.684%
11.376 1299 1308 1317 rVB 232268 439421 9.82% 2.119%
13.767 1707 1715 1723 rBV 1545329 2548807 56.94% 12.293%
15.136 1941 1948 1958 rBV2 385314 660868 14.76% 3.188%

=
QO ~NO®

11 16.622 2193 2201 2214 rBV 1360752 2196164 49.06% 10.593%
12 17.886 2409 2416 2425 rBV2 558025 877531 19.60% 4.233%
13 20.465 2849 2855 2862 rBV 3319377 4476217 100.00% 21.590%
14 22.275 3155 3163 3172 rVB 561082 1043760 23.32% 5.034%
15 25.958 3779 3790 3802 rBV2 279468 952207 21.27% 4 _.593%

Sum of corrected areas: 20732980
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027319.D

Acq On : 8 Jun 2017 16:22

Operator : SJ/MA

Sample - PB99585BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG027319.D
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Abundance TIC: BG027319.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027319.D

Acq On : 8 Jun 2017 16:22

Operator : SJ/MA

Sample - PB99585BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.70 12.02 ng 165354 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 342 (5.700 min): BG027319.D (-336) (-) m/z 43.00 100.00%
43
59
5000
101 IR RRERE RN SRR LA
51| 83 | 5.40 5.60 5.80 6.00
T S m/z 59.00 62.98%
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 R U L R
5.40 5.60 5.80 6.00
59 101 m/z 101.00 18.13%
0 27 36, 51, ‘ 67 76 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
540 560 580 600
5000 m/z 58.00 16.22%
a1 101
o 15 St 51 69 83
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
50 5.40 5.60 5.80 6.00
m/z 41.00 8.69%
5000 41
68
0 50, 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027319.D

Acq On : 8 Jun 2017 16:22

Operator : SJ/MA

Sample - PB99585BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown8.09 Concentration Rank 1

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

8.09 119.47 ng 1643760 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 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 749 (8.091 min): BG027319.D (-740) (-) m/z 132.00 100.00%
32
5000 68
6 Trr|frrrryprrrr|rrrrr|rrrr
40 54 ‘ 75 104 7.80 8.00 8.20 8.40
o S TR A A ?h.l.',....,.f?“?.,...n,....,.1.1.5.,...., | M- m/z 68.00 49.84%
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 P
7.80 8.00 8.20 8.40
78 m/z 134.00 32.16%
31 a4 51
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 780 8.00 820 8.40
5000 m/z 66.00 29.83%
39 91
51 65
Oy erreerrepi Sty S B e 125
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R mE s S
132 7.80 8.00 8.20 8.40
m/z 69.00 18.36%
5000 67
41 97
53 117
‘ 0 g9
0 w""|ﬁq'hj'“i“”'ﬁg“hlh'ﬂm““"'w'h'|}9§|"jw%g?'”‘“' T UL R I L L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027319.D

Acq On : 8 Jun 2017 16:22

Operator : SJ/MA

Sample - PB99585BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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... 5.70 12.0 ng 165354 1 8.56 275171 20.0
unknown8 .09 8.09 119.5 ng 1643760 1 8.56 275171 20.0
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