LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG103117\
Data File : BG030624.D

Aca On : 31 Oct 2017 22:36

Operator : SJ/JU

Sample : 16207-06

Misc :

ALS Vial : 15 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-BG101617.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
1 5.239 326 332 343 rBV 124424 199978 5.18% 0.906%
2 5.715 406 413 423 rBV 734117 1210625 31.35% 5.487%
3 7.319 677 686 700 rBV 780213 1444043 37.39% 6.545%
4 7.689 742 749 759 rBV 770735 1359328 35.20% 6.161%
5 8.159 823 829 836 rBV 266718 451815 11.70% 2.048%

8.488 876 885 893 rBvV 550177 976857 25.29% 4.427%
9.322 1020 1027 1036 rBV 468700 839948 21.75% 3.807%
10.973 1300 1308 1317 rBV 397734 723353 18.73% 3.278%
12.272 1523 1529 1536 rBV2 39953 68880 1.78% 0.312%
13.400 1713 1721 1733 rBV 1583941 2481610 64.25% 11.247%

=
QO ~NO®

11 14.217 1854 1860 1867 rBV 255959 366353 9.49% 1.660%
12 14.775 1946 1955 1967 rVB2 714994 1152297 29.83% 5.222%
13 16.120 2178 2184 2194 rVB 209367 302857 7.84% 1.373%
14 16.255 2200 2207 2218 rBV 1302959 2021930 52.35% 9.164%
15 17.513 2415 2421 2429 rBV2 921336 1364241 35.32% 6.183%

16 20.104 2856 2862 2871 rBV 3021292 3862236 100.00% 17.505%
17 21.784 3142 3148 3158 rVB 954394 1612670 41.75% 7.309%

18 23.494 3434 3439 3445 rVB3 22832 41188 1.07% 0.187%
19 25.098 3701 3712 3724 rVB2 543021 1583907 41.01% 7.179%

Sum of corrected areas: 22064116
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030624.D

Aca On : 31 Oct 2017 22:36

Operator : SJ/JU

Sample : 16207-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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: BG030624.D
3000000

2500000
2000000
1500000

1000000
5.71 7.32 7.69
8.49

500000 9.32 10.97
8.16

524 12.27
W A G G| | | S S

Time--> 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 12.00 12.50

Abundance TIC: BG030624.D
3000000 20110

2500000

2000000

13.40
1500000 16.26

1000000 17.51 21.78

14.77

500000
14.22 16.

O L L A B e o L e e o B B BB R

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: BG030624.D
3000000

2500000

2000000

1500000

1000000

25.10
500000

23.49

O T T T T T T T T T T e e T e T e e e e

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 : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030624.D

Aca On : 31 Oct 2017 22:36

Operator : SJ/JU

Sample : 16207-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.24 8.85 ng 199978 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 332 (5.239 min): BG030624.D (-326) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 B R PR T TS
| 83.0 | 5.00 5.20 5.40 5.60
S 1 M S S m/z 59.00 56.71%
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 L I I UL U
59.0 500 520 540 5.60
0
150 4, 1010 m/z 101.00 21.42%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
" 500 520 540 5.60
5000 m/z 58.00 14 .94%
101.0
150 310 %80 690  86.0
wﬂwmm‘wwwmwmmw
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
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.99Y%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030624.D

Aca On : 31 Oct 2017 22:36

Operator : SJ/JU

Sample : 16207-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.69 Concentration Rank 1

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

7.69 60.17 ng 1359330 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 749 (7.689 min): BG030624.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 LSRR SRS LA R
400 540 | 7.40 7.60 7.80 8.00
bl 78011060 L h77 68.00 41.12%
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 U L R
7.40 7.60 7.80 8.00
310 510 m/z 134.00 32.17%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.26%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R
132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.48%
5000
33.0 44.0 00 105.0
miz--> T B 5 e'o 5 a0 % 100 11 130 130 1o 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030624.D

Aca On : 31 Oct 2017 22:36

Operator : SJ/JU

Sample : 16207-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.
16.12 5.26 ng 302857 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 43
3 1.4-Butanedione. 1.4-diphenvl- 238 C16H1402 000495-71-6 43
4 Benzenebutanoic acid. .gamma.-ox... 192 C11H1203 025333-24-8 43
5 4-Acetylphenylbenzoate 240 C15H1203 001523-18-8 43
Abundance Scan 2184 (16.120 min): BG030624.D (-2178) (-) m/z 105.00 100.00%
106.0
77.0 182.0
5000
51.0 Y & G
152.1 15.80 16.00 16.20 16.40
e e b 2068 2988 Thn/z 76.95  63.63%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #47243: Benzophenone
105.0
77.0 182.0
5000 USSR BN SUNRA SRR
15.80 16.00 16.20 16.40
51.0 m/z 182.00 62.27%
27.0 ‘ L | 127.0 1520
miz-> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
105.0
15.80 16.00 16.20 16.40
5000 77.0 m/z 50.95 24 .51%
51.0
27.0 141.0 198.0
Tmmwwwwwmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92449: 1,4-Butanedione, 1,4-diphenyl-
105.0 15.80 16.00 16.20 16.40
m/z 181.00 10.81%
77.0
5000
51.0
13?'0 161.0 191.0 238.0
mz-> 20 40 eb 85 100 120 140 160 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG103117\
Data File : BG030624.D

Acq On : 31 Oct 2017 22:36

Operator : SJ/JU

Sample : 16207-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.24 8.8 ng 199978 1 8.16 451815 20.0
unknown? .69 7.69 60.2 ng 1359330 1 8.16 451815 20.0
Benzophenone 16.12 5.3 ng 302857 3 14.77 1152300 20.0
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