LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\

Data File : BG033901.D

Aca On : 21 Apr 2018 1:57 Instrument :

Operator : SJ/JU BNA_G

Sample  : J2473-04 G el

Mi _ 041818-DBRI-F-U-S
isc :

ALS Vial : 20 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-BG041918.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

4.992 283 290 296 rBV 73335 104945 1.65% 0.473%
5.438 359 366 376 rBV 401472 620676 9.76% 2.800%
rvB 254134 425195 6.68% 1.918%
7.365 681 694 704 rBV 688444 1158274 18.21% 5.225%
7.829 766 773 781 rBV 222684 368893 5.80% 1.664%
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8.147 818 827 837 rBV 884061 1535627 24.14% 6.927%
8.981 961 969 980 rBV 762038 1318865 20.73% 5.949%
10.614 1239 1247 1255 rBV 303853 528038 8.30% 2.382%
13.088 1660 1668 1676 rBV 2088774 3189621 50.14% 14.389%%
14.463 1895 1902 1910 rBV2 482558 783033 12.31% 3.532%

=
QO ~NO®

11 15.949 2149 2155 2166 rBV 1149354 1741224 27.37% 7.855%
12 17.213 2363 2370 2384 rBV2 710926 1071242 16.84% 4.832%

13 18.129 2522 2526 2534 rBV3 56604 89494 1.41% 0.404%
14 19.857 2813 2820 2827 rBV 4795707 6361274 100.00% 28.696%
15 21.173 3039 3044 3053 rBV3 39898 83448 1.31% 0.376%

16 21.472 3087 3095 3102 rBV2 928958 1420513 22.33% 6.408%
17 24.533 3605 3616 3628 rVB2 516146 1367354 21.49% 6.168%

Sum of corrected areas: 22167716
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033901.D
Aca On - 21 Apr 2018 1:57
Operator : SJ/JU
Sample - J2473-04 :
Misc - 041818-DBRI-F-U-S
ALS Vial : 20 Sample Multiplier: 1
Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG033901.D
4000000
3000000
2000000
1000000 737 8.15 8.98
5.44
10.61
. 4.99 .00 .83
Time-> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG033901.D
19,86
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14.46
o 18.13 21.17
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: BG033901.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\

Data File : BG033901.D

Aca On - 21 Apr 2018 1:57

Operator : SJ/JU

ﬁ?ggle i J2473-04 041818-DBRI-F-U-S
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 5.69 ng 104945 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23

Abundance Scan 290 (4.992 min): BG033901.D (-283) (-) m/z 42.95 100.00%
43
59
5000
a | s owmoe T 50 450 5o 520 540
R e o o N B (R e m/z 59.00 54 _.52%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRS RN AR
460 4.80 5.00 5.20 5.40
m/z 58.00 16.65%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 101.00 16.31%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e e
59 460 4.80 5.00 5.20 5.40
m/z 40.95 7.97%
5000
a1 101
0 15 \\3\1 \‘H 53\\\“ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\

Data File : BG033901.D

Aca On - 21 Apr 2018 1:57

Operator : SJ/JU

ﬁ?ggle i J2473-04 041818-DBRI-F-U-S
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._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 unknown7.37 Concentration Rank 2

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

7.37 62.80 ng 1158270 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 695 (7.371 min): BG033901.D (-681) (-) m/z 131.90 100.00%
132
5000 68
96 MU SRR L L
40 gy 7.00 7.20 7.40 7.60 7.80
o qrer | yeus L~ m/z 68.00 40.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 N R IR I
7.00 7.20 7.40 7.60 7.80
33 44 o 105 ‘ m/z 133.90 34 .13%
60
O...‘.|.‘.‘£‘.=‘..‘..§i0....‘lu“.:!-lusluu‘.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.00 7.20 7.40 7.60 7.80
5000 9g 116 m/z 66.00 27.24%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e e
132 7.00 7.20 7.40 7.60 7.80
m/z 69.00 17.98%
5000
104
o2 % TR e | |
mz-> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\

Data File : BG033901.D

Acq On = 21 Apr 2018 1:57

Operator : SJ/JU

ﬁ?ggle i J2473-04 041818-DBRI-F-U-S
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918._M
Quant Title : 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... 4.99 5.7 ng 104945 1 7.83 368893 20.0
unknown? .37 7.37 62.8 ng 1158270 1 7.83 368893 20.0
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