LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036577.D

Aca On : 6 Sep 2018 20:07

Operator : JU/SJ

Sample : J4803-15

Misc :

ALS Vial : 9 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082318 .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

5.162 313 319 326 rvVB2 26131 40241 1.55% 0.251%
5.627 391 398 409 rvB 565512 909725 34.97% 5.676%
rBv 628530 1096492 42.15% 6.841%
7.589 725 732 739 rBV 567606 978693 37.63% 6.106%
8.059 804 812 818 rBV 215807 363487 13.97% 2.268%
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8.382 859 867 875 rBvV 410885 721510 27.74% 4.502%
9.216 1001 1009 1020 rBV 368258 652694 25.09% 4.072%
10.862 1281 1289 1298 rBV 314561 565461 21.74% 3.528%
13.306 1696 1705 1715 rBV 1081220 1668443 64.14% 10.410%
14.128 1839 1845 1854 rBV 294963 445104 17.11% 2.777%

=
QO ~NO®

11 14.681 1932 1939 1947 rBV2 545932 863019 33.18% 5.385%
12 16.167 2185 2192 2203 rBV 789066 1235941 47.52% 7.711%

13 16.361 2219 2225 2234 rBV 38634 61728 2.37% 0.385%
14 17.424 2398 2406 2420 rBvV 739109 1141149 43.87% 7.120%
15 18.306 2552 2556 2567 rBV2 46115 76918 2.96% 0.480%
16 20.027 2843 2849 2858 rBV 1992558 2601099 100.00% 16.229%
17 21.349 3069 3074 3076 rBV6 15030 28400 1.09% 0.177%
18 21.684 3124 3131 3144 rBV 756868 1290855 49.63% 8.054%
19 23.165 3378 3383 3396 rVB9 20627 59979 2.31% 0.374%
20 23.376 3415 3419 3430 rVB 34702 70188 2.70% 0.438%

21 24.898 3668 3678 3694 rVB2 391761 1156356 44.46% 7.215%

Sum of corrected areas: 16027482
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090618\
Data File : BG036577.D

Aca On : 6 Sep 2018 20:07

Operator : JU/SJ

Sample : J4803-15

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082318 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance :
2000000 TIC: BG036577.D

1500000

1000000

5.63 r21 7.59

500000 8.38
10.86
8.06 K
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance ;
2000000 TIC: BG036577.D »dos

1500000

13.31
1000000

16.17 17.42 21.68

14.68
500000

14.13

16.36 18.31 L 21.35
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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: BG036577.D
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23.28.38
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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 : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036577.D

Aca On : 6 Sep 2018 20:07

Operator : JU/SJ

Sample : J4803-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 2.21 ng 40241 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 319 (5.162 min): BG036577.D (-313) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 SARE SRS SARE AR
4.80 5.00 5.20 5.40
83.2
o .~.':-|,~....,~....~,|....,....,....,....,....,297'?. m/z 59.10 57.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L I
59.0 480 500 520 540
m/z 58.10 17.18%
oz | | o0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
4.80 5.00 520 5.40
5000 m/z 101.10 13.86%
101.0
41.0
0'%q?'v““MM'WW"“ﬁéq"|“"|"'w""|“"|"'w""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8387: 2-Pentanol, 2,4—dimethy|— L LA LB L N N B
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.54%
5000
43.0 101.0
‘M 83.0
0.........nw................................
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036577.D

Aca On : 6 Sep 2018 20:07

Operator : JU/SJ

Sample : J4803-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 1

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

7.59 53.85 ng 978693 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 732 (7.589 min): BG036577.D (-725) (-) m/z 132.05 100.00%
13%.1
5000 68.0
96.1 A R LN R L
40.1 541 ‘ | 78.1 | 1961 7.20 7.40 7.60 7.80 8.00
TSRS N =S RN 2SN | . m/z 68.05 45.31%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 A R LN R L
69.0 7.20 7.40 7.60 7.80 8.00
39.0 57.0 m/z 134.10 32.85%
| | ‘ 89.0 103.0
Ouuuuluuuullllll"l" ||| III|I|”IIIII|!|”I:I'I:I'ISI'IOIIIIIIIIIIII
m/z--> 30 50 90 100 110 120 130 140
Abundance #14142. 3 ChIoro 6-fluoro-pyrazine
132.0
9.0 - 750 740 760 780 800
5000 ' m/z 66.10 30.64%
31.0 51.0
0'“'J“Jhwl'wu'“|'“l|“?ﬁq'“|'“'l“"w"w"“l‘“'l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 17.83%
5000
33.0 44.0 0.0 105.0
0 I, 60\ 9 ‘ 0 0 ‘ | 115.0 ]
m/z--> 30 40 5'0 60 70 8IO 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090618\
Data File : BG036577.D

Acq On : 6 Sep 2018 20:07

Operator : JU/SJ

Sample - J4803-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.16 2.2 ng 40241 1 8.06 363487 20.0
unknown? .59 7.59 53.9 ng 978693 1 8.06 363487 20.0
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