LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031575.D

Aca On : 15 Dec 2017 1:26

Operator : SJ/JU

Sample - 16888-08

Misc :

ALS Vial : 16 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

5.170 313 320 333 rBV 216870 370980 5.34% 1.163%
5.658 396 403 421 rBV 1325050 2279591 32.81% 7.146%
rBV 1354633 2519464 36.27% 7.898%
7.632 731 739 749 rBV 1393677 2459751 35.41% 7.710%
8.096 811 818 826 rBV 253193 442571 6.37% 1.387%
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8.419 864 873 886 rBvV 1100777 1978502 28.48% 6.202%
9.265 1009 1017 1035 rBV 750278 1475643 21.24% 4.626%
10.916 1287 1298 1316 rBVY 293921 628352 9.04% 1.970%
13.343 1704 1711 1734 rBV 2406514 3936592 56.66% 12.340%
14.177 1847 1853 1861 rBVY 102745 205318 2.96% 0.644%

=
QO ~NO®

11 14.723 1938 1946 1961 rBV2 543201 915951 13.18% 2.871%
12 16.075 2169 2176 2185 rBV 129298 209803 3.02% 0.658%
13 16.210 2192 2199 2215 rBV 1921023 3092165 44.51% 9.693%
14 17.467 2406 2413 2428 rBV2 776770 1274315 18.34% 3.995%
15 20.058 2848 2854 2865 rBV 4937471 6947297 100.00% 21.777%

16 21.345 3069 3073 3079 rBv4 38615 80513 1.16% 0.252%
17 21.739 3133 3140 3154 rBvV2 932721 1663267 23.94% 5.214%
18 25.011 3686 3697 3715 rBvV2 471507 1421280 20.46% 4._.455%

Sum of corrected areas: 31901355
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031575.D

Aca On : 15 Dec 2017 1:26

Operator : SJ/JU

Sample - 16888-08

Misc :

ALS Vial : 16 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

Abundance TIC: BG031575.D
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1000000 9.27
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Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG031575.D
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3000000
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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: BG031575.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\BG121417\
Data File : BG031575.D

Aca On : 15 Dec 2017 1:26

Operator : SJ/JU

Sample - 16888-08

Misc :

ALS Vial : 16 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.

5.17 16.76 ng 370980 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 320 (5.170 min): BG031575.D (-313) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 350 5h0 520 540 550
o....,....','=..:|,....Eﬁ3.'(.’..-,|....,....,....,....,....,29?-.1. m/z 59.00 56.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U L I I
59.0 480 500 520 540 5.60
0
150 1010 m/z 101.00 21.12%
0 wl " 83.0 \ ‘
LI SULELL ILRLLL SULELIL SURLIL DAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 5.00 520 540 5.60
5000 500 m/z 58.00 14 .06%
101.0
O'E%?"”I"'W"'ﬁ%q'W"'W"'W"'W"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime PR TP Pt
43.0 480 5.00 520 5.40 5.60
m/z 41.10 8.55%
5000
101.0
o180 | 600 840 )
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031575.D

Aca On : 15 Dec 2017 1:26

Operator : SJ/JU

Sample - 16888-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .M
Quant Title : 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 unknown7.63 Concentration Rank 1

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

7.63 111.16 ng 2459750 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 739 (7.632 min): BG031575.D (-731) (-) m/z 132.00 100.00%
132.0
5000 68.1 f\
96.0 SRR SRS LR R
401 540 || 60 " 1060 720 7.40 7.60 7.80 8.00
Ol bt e el 80 L A@00 L m/z 68.10 38.71%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 VAR RS AR AR A
7.20 7.40 7.60 7.80 8.00
210 510 m/z 134.00 33.64%
0'“'J“Jhwl'WH“'|“'lw”?wq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.0
5000 67.0 m/z 66.00 25.21%
41.0 97.0
53.0
79.0 117.0 j\
107.0
e R RS AR AR ARALS RAARS RS RARRN SRS BALRS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine .... e
132.0 720 7.40 7.60 7.80 8.00
m/z 69.10 16.63%
5000
33.0 44.0 0.0 105.0
0'"'I“"I'l"ﬁ"éﬁ?"'l'”qqp'”I"ﬂ'l'ihl%%qgl”"l"""
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031575.D

Aca On : 15 Dec 2017 1:26

Operator : SJ/JU

Sample - 16888-08

Misc :

ALS Vial : 16 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 4 Benzophenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.07 4_.58 ng 209803 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene 182 C12H10N2 000103-33-3 47
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
4 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 46
5 S-Benzoyl (thiohydroxylamine) 153 C7H7NOS 025740-80-1 43

Abundance Scan 2175 (16.069 min): BG031575.D (-2169) (-) m/z 105.00 100.00%
106.0
7.0 182.1
5000
51.0
152.0 15.80 16.00 16.20 16.40
o380l Gd )l 1261 R8O . Tm/z 77.00  65.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000
0 15.80 16.00 16.20 16.40
oL m/z 182.10 62.92%
ol 270 ! Al 1260 1520 I
mz-> 20 40 60 80 100 120 140 160 180
Abundance
77.0
. 15180 1600 1650 1640
5000 m/z 51.00 24 .07%
51.0 105.0
o 38.0 64.0 91.0 1280 1920
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27531: Acetophenone, 2-chloro-
105.0 15.80 16.00 16.20 16.40
m/z 183.10 9.59%
77.0
5000
51.0
270 | e40 | 910 | 154.0 .
mz-> 20 40 ' 80 100 120 140 160 180 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121417\
Data File : BG031575.D

Acq On : 15 Dec 2017 1:26

Operator : SJ/JU

Sample - 16888-08

Misc :

ALS Vial : 16 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... 5.17 16.8 ng 370980 1 8.10 442571 20.0
unknown7 .63 7.63 111.2 ng 2459750 1 8.10 442571 20.0
Benzophenone 16.07 4.6 ng 209803 3 14.72 915951 20.0
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