LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121317\

Data File : BG031554.D

Aca On : 14 Dec 2017 7:37 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 16817-10 ZQOMJJETgFibS
ALS Vial : 32 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
1 5.181 317 322 333 rBV 44085 75265 1.32% 0.402%
2 5.668 398 405 420 rBV 178007 352855 6.19% 1.885%
3 7.284 672 680 695 rBV 115784 268977 4.72% 1.437%
4 7.642 734 741 753 rBV 395672 723000 12.69% 3.863%
5 8.107 814 820 829 rBV 148592 264906 4 .65% 1.415%

8.430 867 875 889 rBvV 601006 1089325 19.12% 5.820%
9.276 1011 1019 1033 rBvV 393960 814791 14.30% 4 _.353%
10.927 1291 1300 1309 rBV 165994 370974 6.51% 1.982%
1590014 2618925 45.98% 13.992%
14.734 1941 1948 1965 rBV2 381635 711803 12.50% 3.803%
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11 16.080 2171 2177 2189 rVB 104945 180253 3.16% 0.963%
12 16.215 2194 2200 2220 rBV 836233 1462825 25.68% 7.815%
13 17.472 2408 2414 2430 rBV2 675253 1140005 20.01% 6.090%
14 20.063 2849 2855 2870 rBV 4078623 5696130 100.00% 30.432%
15 21.744 3134 3141 3157 rBV2 867736 1503549 26.40% 8.033%

16 25.034 3684 3701 3718 rBV 452761 1444222 25.35% 7.716%

Sum of corrected areas: 18717805
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\
Data File : BG031554.D

Aca On - 14 Dec 2017 7:37

Operator : SJ/JU

Sample - 16817-10

Misc :

ALS Vial : 32 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: BG031554.D
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Abundance TIC: BG031554.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\
Data File : BG031554.D

Aca On : 14 Dec 2017 7:37

Operator : SJ/JU

Sample : 16817-10

Misc :

ALS Vial : 32 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 5.68 ng 75265 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 64
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 322 (5.181 min): BG031554.D (-317) (-) m/z 43.00 100.00%
a3
59
5000
T 250 abo 5% 54D 550
83 : : - : :
Obrrr el ..!|,....,....,|....,....,....,.... 2 m/z 59.00  62.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S S RS B R
4.80 5.00 5.20 5.40 5.60
59 m/z 101.10 21.73%
27 | “ g3 101
0 T I\I\”H”” S
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240
Abundance
i %9 SRS RN RN U L
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.14%
129
0 15 27 86 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8206: Acetic acid, 1,1-dimethylethy! ester
43 480 5.00 5.20 5.40 5.60
m/z 41.00 9.44%
57
5000
29 101
o2 73 87
m/z--> 20 40 6|O 80 100 120 140 160 180 200 220 240 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\
Data File : BG031554.D

Aca On : 14 Dec 2017 7:37

Operator : SJ/JU

Sample : 16817-10

Misc :

ALS Vial : 32 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 unknown7.64 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.64 54 .59 ng 723000 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 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10
Abundance Scan 741 (7.642 min): BG031554.D (-734) (-) m/z 132.00 100.00%

132
5000
68

40 54 75 103 740 760 780 800
O AT P S 87 | TR w5123 150 m/z 68.10 36.08%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL I AL I L

7.40 7.60 7.80 8.00
51 78 m/z 134.00 31.70%

31 a4

SN S TV ST S RN N | NN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150

o

Abundance
132

7.40 7.60 7.80 8.00

5000 67 m/z 66.00 23.57%
41 53 97 117
79

0 34 60 89 105 124

g
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132 7.40 7.60 7.80 8.00

m/z 69.05 14_.97%

5000
33 44 - g7 105
60 78
0 ‘ 51 |, | |, 86 ‘ | 115 | /\

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 780 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\
Data File : BG031554.D

Aca On : 14 Dec 2017 7:37

Operator : SJ/JU

Sample : 16817-10

Misc :

ALS Vial : 32 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.
16.08 5.06 ng 180253 Acenaphthene-d10 14.73
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 Benzovlformic acid 150 C8H603 000611-73-4 45
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 38
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 38
Abundance Scan 2177 (16.080 min): BG031554.D (-2171) (-) m/z 105.00 100.00%
105
182
77
5000 j\\
51 i T B
152 15.80 16.00 16.20 16.40
0 ..,....3,9..'|..,6.3..~:',.8.9..,....,1.2.6..,....,1??.. b8 m/z 182.10 67.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47241: Benzophenone
105
77
5000 LI B BN UL B
162 15.80 16.00 16.20 16.40
o1 m/z 77.00 57.69%
oh 2739 J 63 | 89 | 126 152165 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
77
182 15.80 16.00 16.20 16.40
5000 m/z 51.00 20.67%
51 105
ol 273 e o1 116128 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24361: Benzoylformic acid P
105 15.80 16.00 16,20 16.40
" m/z 181.10 11.15%
5000
51
26 38 | 63 | 88 | 122 150 "
m/z--> 20 45 60 80 100 120 140 160 180 200 220 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121317\
Data File : BG031554.D

Acq On : 14 Dec 2017 7:37

Operator : SJ/JU

Sample - 16817-10

Misc :

ALS Vial : 32 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 5.7 ng 75265 1 8.11 264906 20.0
unknown7 .64 7.64 54_.6 ng 723000 1 8.11 264906 20.0
Benzophenone 16.08 5.1 ng 180253 3 14.73 711803 20.0
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