LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\

Data File : BG031519.D

Aca On - 13 Dec 2017 8:41 Instrument :
Operator : SJ/JU BNA_G

Sample - 16763-09 ClientSampleld :
Misc - 120517-TIDO-F-U-B
ALS Vial : 33 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 G\METHODS\8270-BG121117.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

5.185 318 323 332 rBV 58684 89939 1.46% 0.435%
5.672 400 406 421 rBV 329232 593045 9.62% 2.868%
rBv 207005 437957 7.10% 2.118%
7.646 734 742 763 rBV 606237 1114972 18.08% 5.393%
8.111 814 821 829 rBV 191029 336351 5.45% 1.627%

abrwNPE
\l
N
o0}
N
()}
\l
w
()}
(e}
o
()}
©
(o0}

8.434 867 876 888 rBV 832885 1492915 24.21% 7.221%
9.280 1011 1020 1033 rBV 568012 1125949 18.26% 5.446%
10.925 1292 1300 1320 rBV 223419 494722 8.02% 2.393%
13.352 1706 1713 1735 rBV 2019831 3341855 54.19% 16.163%
14.732 1939 1948 1961 rVB2 460654 785860 12.74% 3.801%

=
QO ~NO®

11 16.219 2196 2201 2222 rBV 438322 875340 14.19%% 4.234%
12 17.476 2408 2415 2430 rBV2 653193 1069735 17.34% 5.174%
13 20.067 2849 2856 2864 rBV 4515285 6167450 100.00% 29.829%
14 21.748 3134 3142 3151 rBV 800191 1413704 22.92% 6.837%
15 25.032 3690 3701 3715 rBV2 458058 1336135 21.66% 6.462%

Sum of corrected areas: 20675929
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\
Data File : BG031519.D

Aca On - 13 Dec 2017 8:41

Operator : SJ/JU

Sample : 16763-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG121117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031519.D
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1000000 8.43
7.65 9.28

5.18 7.28 8.11 10.92
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Abundance TIC: BG031519.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG031519.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031519.D

Aca On : 13 Dec 2017 8:41

Operator : SJ/JU

Sample : 16763-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 5.35 ng 89939 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Thiocvanic acid. propvl ester 101 C4H7NS 004251-16-5 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 322 (5.179 min): BG031519.D (-318) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR R RS R
| | 83.0 | 480 5.00 520 5.40 5.60
O L L L e R N s e m/z 59.00 61.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I I LS IR
59.0 480 500 5.20 540 5.60
0
150 4, 1010 m/z 101.00 21.88%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540 560
5000 41.0 m/z 58.00 16.36%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4056: Thiocyanic acid, propyl ester
43.0 480 500 520 5.40 5.60
m/z 41.00 10.37%
101.0
5000 210
o Ly 80 720 gso |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031519.D

Aca On : 13 Dec 2017 8:41

Operator : SJ/JU

Sample : 16763-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.65 Concentration Rank 2

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

7.65 66.30 ng 1114970 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (7.652 min): BG031519.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.0 /L
96.0 RS SARS RS R
40.0 54.0 740 7.60 7.80 8.00
0 gLl S m/z 68.00 36.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U L UL IR
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 32.87%

0 ‘H\\ H (1A L 1

LA e o e e o L L e e s s
m/z--> 40 60 80 100 120 140 160 180
Abundance

57.0 132.0
N N  NEEEEsmas
74.0 7.40 7.60 7.80 8.00
5000 ggo 1160 m/z 66.00 23.66%
158.0 189.0
L T e T e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 7.40 7.60 7.80 8.00

m/z 69.00 14.21%

5000
70.
51.0 ‘860“
0 1
L o o L S LA A e e s s

‘ [ ‘ | \‘
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121217\
Data File : BG031519.D

Acq On : 13 Dec 2017 8:41

Operator : SJ/JU

Sample - 16763-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.18 5.3 ng 89939 1 8.11 336351 20.0
unknown? .65 7.65 66.3 ng 1114970 1 8.11 336351 20.0
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