LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107783.D

Aca On : 28 Jul 2018 8:43

Operator : JU/SJ

Sample : J4199-04

Misc :

ALS Vial : 40 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 F\METHODS\8270-BF072018 .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 5.189 481 485 494 rBV 171118 203156 4.61% 0.740%
2 5.595 551 554 579 rBV 730639 1371868 31.10% 4_.997%
3 6.601 721 725 744 rBV 326211 913927 20.72% 3.329%
4 6.736 744 748 773 rVV 2217363 3141220 71.21% 11.441%
5 6.966 783 787 809 rVB 399122 788618 17.88% 2.872%

7.113 809 812 837 rBV 2433960 3135215 71.07% 11.419%
7.530 879 883 905 rBV 1390584 2428534 55.05% 8.845%
8.242 1000 1004 1025 rBV 694349 1057461 23.97% 3.852%
9.313 1182 1186 1214 rBV 3355310 4411444 100.00% 16.067%
9.707 1250 1253 1262 rVB 69754 79301 1.80% 0.289%

=
QO ~NO®

11 10.001 1299 1303 1307 rBV 878491 896456 20.32% 3.265%
12 10.030 1307 1308 1317 rVB 123743 132662 3.01% 0.483%
13 10.795 1434 1438 1458 rBV 1579915 2232246 50.60% 8.130%
14 11.495 1554 1557 1571 rBV 608311 930156 21.09% 3.388%
15 12.948 1798 1804 1812 rBV 35776 61995 1.41% 0.226%

16 13.077 1822 1826 1847 rBV 3034844 3653969 82.83% 13.309%
17 14.148 2004 2008 2026 rBV 778277 1069050 24.23% 3.894%
18 15.683 2260 2269 2280 rBV 435168 843058 19.11% 3.071%

19 16.112 2339 2342 2349 rVB3 34704 55164 1.25% 0.201%
20 16.642 2428 2432 2438 rBV7 25402 50316 1.14% 0.183%
Sum of corrected areas: 27455816
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF072718\

BF107783.D

28 Jul 2018 8:43

JussJ

J4199-04

40 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107783.D

Aca On 28 Jul 2018 8:43

Operator : JU/SJ

Sample : J4199-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.19 5.15 ng 203156 1,4-Dichlorobenzene-d4 6.97
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-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 3-0Octanol 130 C8H180 000589-98-0 28
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 25

Abundance Scan 485 (5.189 min): BF107783.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 560
ob o alosee ]l s Eo | 20550 64, 24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U A LN LA
59.0 480 500 520 540 5.60
m/z 101.00 18.08%
3L0 | 83.0 0301010
ottt e e e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540 560
5000 m/z 58.00 16.87%
41.0
29.0 101.0
0 Wy 1Ll 800 73.0  86.0 \
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A o o B BT
59.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.20%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ 510“‘ : . 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107783.D

Aca On 28 Jul 2018 8:43

Operator : JU/SJ

Sample : J4199-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 1

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

6.74 79.66 ng 3141220 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.742 min): BF107783.D (-744) (-) m/z 132.00 100.00%
132.0
5000 /L
68.0
00 510 [ oo %° T ok oo 7o
O L o 8 L e e L m/z 68.00 33.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i PR
4o 0 o ‘ m/z 134.00  32.98%
o) "|i"|' .§.L'.O|".|'!|.I.ﬁ:".?.'.l:‘l o '||I : .”. .
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k ok by
5000 9go 180 m/z 66.00 23.10%
0 IIIIIII‘I\I\I\IIwI‘MIIIw‘I ||‘H“||‘|“|||“‘|||||15|8|.0|||||:!-8|9.|0|
m/z--> 40 80 100 120 140 160 180
Abundance #14517: 2H—Cyc|0penta[d]pyridazine, 2'm9thy|' LI L L LB L L N LB
132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.15%
5000
o 104.0
39.0 | 77.0 90,0 117.0
0 .ﬁM.W.,wM.WH.NM.,w..ﬂ,..”.,....,....,.... S S ———
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072718\
Data File : BF107783.D

Acq On : 28 Jul 2018 8:43

Operator : JU/SJ

Sample : J4199-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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... 5.19 5.2 ng 203156 1 6.97 788618 20.0
unknown6 .74 6.74 79.7 ng 3141220 1 6.97 788618 20.0
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