LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037320.D

Aca On - 13 Oct 2018 10:40 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J5383-09 1mm1&ﬂPgF4LB
ALS Vial : 28 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-BG101118.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 5.193 319 324 333 rBV 36750 64338 1.26% 0.325%
2 5.651 395 402 411 rVB 330734 538600 10.51% 2.720%
3 7.249 667 674 685 rBV 213412 395575 7.72% 1.998%
4 7.637 733 740 749 rBV 573167 1024289 19.98% 5.173%
5 8.119 814 822 833 rBV 192517 342877 6.69% 1.732%

8.442 869 877 885 rvB 796925 1442181 28.14% 7.284%
9.294 1014 1022 1031 rBV 660473 1222380 23.85% 6.173%
10.939 1292 1302 1311 rBV 270543 493922 9.64% 2.494%
13.371 1709 1716 1724 rBV 1853362 3038302 59.28% 15.344%
14.194 1849 1856 1862 rBV 62654 91974 1.79% 0.465%

=
QO ~NO®

11 14.746 1942 1950 1959 rVB2 453706 772538 15.07% 3.902%
12 16.233 2196 2203 2213 rBV 1042858 1578304 30.79% 7.971%
13 17.496 2411 2418 2427 rBV2 668644 1059191 20.66% 5.349%
14 18.354 2559 2564 2571 rBV2 41913 63818 1.25% 0.322%
15 20.099 2854 2861 2868 rBV 3716046 5125743 100.00% 25.887%

16 21.391 3076 3081 3090 rBV3 59842 99976 1.95% 0.505%
17 21.779 3140 3147 3154 rBV 681460 1177279 22.97% 5.946%

18 23.506 3435 3441 3448 rVB 51993 101552 1.98% 0.513%
19 25.128 3705 3717 3729 rBv3 383971 1167804 22.78% 5.898%

Sum of corrected areas: 19800643
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037320.D

Aca On : 13 Oct 2018 10:40

Operator : JU/SJ

ﬁ?ggle i J5383-09 100918-TIPC-F-U-B
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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: BG037320.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037320.D

Aca On : 13 Oct 2018 10:40

Operator : JU/SJ

ﬁ?ggle i J5383-09 100918-TIPC-F-U-B
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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.

5.19 3.75 ng 64338 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 25
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 324 (5.193 min): BG037320.D (-319) (-) m/z 43.00 100.00%
43.0
59.0
5000
| oo 450 500 520 S0 Sbo
-ttt e e e m/z 59.00 52.19%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 1 IR LS RIS L R
59.0 480 500 520 540 560
0
150 a0 1010 m/z 58.00 19.77%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 540 5.60
5000 m/z 101.00 13.99%
410 101.0
oL 150 30 Tjis00,,| 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e R
54.0 480 5.00 5.20 5.40 5.60
m/z 40.95 5.87%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037320.D

Aca On : 13 Oct 2018 10:40

Operator : JU/SJ

ﬁ?ggle i J5383-09 100918-TIPC-F-U-B
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 59.75 ng 1024290 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 741 (7.643 min): BG037320.D (-733) (-) m/z 131.90 100.00%
131.9
5000 68.0
0 540 %0 e | T o T 550
0 I B S B o S m/z 67.95 42 .46%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL L L
7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.08%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
740 760 7.80 8.00
5000 m/z 66.00 27 .36%
o Mo | ||
0'"'I'“W'k”"'u""I'h"l""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 15.88%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R EEREE EREEE SR
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG101218\

Data File : BG037320.D

Acq On : 13 Oct 2018 10:40

Operator : JU/SJ

ﬁ?ggle i J5383-09 100918-TIPC-F-U-B
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_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... 5.19 3.8 ng 64338 1 8.12 342877 20.0
unknown? .64 7.64 59.8 ng 1024290 1 8.12 342877 20.0
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