LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027626.D

Aca On : 23 Jun 2017 11:14

Operator : SJ/JU

Sample : PB100013BL

Misc :

ALS Vial : 29 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:\HPCHEM1\BNA G\METHODS\8270-BG062117.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

5.639 292 298 308 rvB 46449 74115 3.36% 0.873%
6.085 367 374 386 rBV 341380 579218 26.25% 6.825%
rBv 335767 604151 27.38% 7.119%
8.036 698 706 718 rBV 335315 593562 26.90% 6.994%
8.500 779 785 793 rBB 57848 102767 4.66% 1.211%
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8.829 834 841 850 rBV 229377 421511 19.10% 4._.967%
9.669 976 984 995 rBV 185357 352337 15.97% 4._.152%
11.320 1256 1265 1275 rBV 80399 151882 6.88% 1.790%
13.712 1665 1672 1680 rBV 584199 907925 41.14% 10.698%
15.086 1900 1906 1916 rBB2 131815 225046 10.20% 2.652%

=
QO ~NO®

11 16.573 2151 2159 2171 rBV 613580 983365 44.56% 11.587%
12 17.836 2367 2374 2383 rBV2 236470 369077 16.73% 4._.349%
13 20.415 2806 2813 2823 rBV 1645751 2206700 100.00% 26.002%
14 22.207 3110 3118 3125 rBV 250287 472123 21.39%% 5.563%
15 25.838 3722 3736 3749 rBVv3 132393 442716 20.06% 5.217%

Sum of corrected areas: 8486495
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027626.D

Aca On : 23 Jun 2017 11:14

Operator : SJ/JU

Sample : PB100013BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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: BG027626.D

1500000
1000000

500000
6.09 7.64 8.04

8.83 9.67

5.64 8.50 n 11.32

L L R —

T T T T T T
Time--> 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG027626.D

20.42
1500000

1000000

13.71 16.57
500000

17.84 22.21
15.09

[0 o o L i e LA LA e O LA B LA e e

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: BG027626.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027626.D

Aca On : 23 Jun 2017 11:14

Operator : SJ/JU

Sample : PB100013BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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.

5.64 14.42 ng 74115 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 298 (5.639 min): BG027626.D (-292) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IIII|IIII|IIII|IIII|III
83.0 540 5.60 5.80 6.00
rerrrer e e e e e e e e e e m/z 59.00 63.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN I UL L I
59.0 540 560 580 6.00
m/z 101.00 20.70%
ﬁ%o . | g30 1010
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
" 540 560 580 6.00
5000 m/z 58.00 16.52%
101.0
150 310 %80 690 6.0
Wmmwmmwm
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
54.0 540 5.60 5.80 6.00
m/z 41.00 9.37%
5000 41.0
"w"“|'“'l“'JhL'w'“”i'“'zﬁqw"“|'“'|“"v"w%???'“%?%9'l U U S L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027626.D

Aca On : 23 Jun 2017 11:14

Operator : SJ/JU

Sample : PB100013BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 unknown8.04 Concentration Rank 1

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

8.04 115.52 ng 593562 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 707 (8.042 min): BG027626.D (-698) (-) m/z 132.00 100.00%
132.0
5000 68.0
w00 so || o0 TR Gbo 620 sk
rrprrreprrrerree e S e S M Tm/z 68.00  48.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 BARRS N AR AR
7.80 8.00 8.20 8.40
70.0 m/z 66.00 34.11%
310 440
\ [ | . L 86.0 , 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
780 8.00 8.20 8.40
5000 m/z 134.00 31.65%

150 280 390 520 830 770 900 1040 .-
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e R Ema e
132.0 7.80 8.00 8.20 8.40
m/z 69.00 20.64%
5000
67.0
80.0 91.0
a29 %0 L Ul . 1%0u70
A B e A RAAAS B o S REAmE BREas R
m/z--> 10 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062217\
Data File : BG027626.D

Acq On : 23 Jun 2017 11:14

Operator : SJ/JU

Sample : PB100013BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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... 5.64 14.4 ng 74115 1 8.50 102767 20.0
unknown8.04 8.04 115.5 ng 593562 1 8.50 102767 20.0
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