LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097040.D

Aca On = 25 Jul 2017 20:25 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : 14369-06 MW-6-20170720

ALS Vial : 16 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 F\METHODS\8270-BF072517.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 4.640 465 468 477 rBV 97140 122794 3.35% 0.510%
2 5.098 542 546 558 rBVY 1192316 1326514 36.20% 5.506%
3 6.157 722 726 736 rBV 917023 974893 26.60% 4.046%
4 6.269 741 745 750 rBVY 2556100 2466518 67.31% 10.237%
5 6.498 780 784 791 rBV 870710 831177 22.68% 3.450%

6 6.651 806 810 814 rBV 2279815 2340203 63.86% 9.713%
7 7.069 875 881 884 rBV 1978801 2089547 57.02% 8.673%
8 7.781 997 1002 1010 rBV 1254674 1134568 30.96% 4._.709%
9 8.863 1179 1186 1189 rBV 3257755 3664661 100.00% 15.210%
10 9.528 1293 1299 1307 rVB 1261434 1240705 33.86% 5.150%
11 10.316 1427 1433 1436 rBV 1860108 2020442 55.13% 8.386%
12 10.404 1444 1448 1452 rVB 87853 73091 1.99% 0.303%
13 10.998 1545 1549 1553 rBV 1388937 1210552 33.03% 5.024%
14 11.551 1640 1643 1646 rBV 91830 92070 2.51% 0.382%

15 11.586 1646 1649 1656 rVvB2 114090 114629 3.13% 0.476%

16 12.586 1814 1819 1822 rBV2 2577108 2842664 77.57% 11.799%%
17 12.627 1822 1826 1833 rVB 77562 80667 2.20% 0.335%
18 13.557 1980 1984 1991 rBV 43029 45400 1.24% 0.188%
19 13.621 1991 1995 2001 rBV 894509 832094 22.71% 3.454%
20 14.968 2219 2224 2229 rBV 546544 589909 16.10% 2.448%

Sum of corrected areas: 24093098
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO072517\

BF097040.D

25 Jul 2017 20:25

SJ/JU

14369-06 MW-6-20170720
16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF097040.D

6.27
6.65
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2.50
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5.50

6.00
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3000000

2500000

2000000

1500000

.78

1000000

500000

0

TIC: BF097040.D

8/86

12.59

10.32

11.00
9.53

13.

13.

1es A

PAO 141550

Time-->

13.00 13.50

11.50 12.00 12.50

9.00 9.50

10.00

10.50 11.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF097040.D

14.97

Time-->

17.50 18.00 18.50

16.00 16.50 17.00
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15.00 15.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097040.D

Aca On - 25 Jul 2017 20:25

Operator : SJ/JU

ﬁ?ggle i 14369-06 MW-6-20170720
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.64 2.95 ng 122794 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 468 (4.640 min): BF097040.D (-465) (-) m/z 43.00 100.00%
43.0
59.0
5000
| mo 0 "ok 2k 4bo 5o
T N LM s SR D m/z 59.00 54.24%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI IR I L I
59.0 440 460 480 5.00
m/z 101.00 15.21%
..,...‘a:‘gll‘..o...‘,‘l...,..a.,....,....,8.3'.0..,9.3'.0.%?1..0...,.
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
440 460 4.80 5.00
5000 m/z 58.00 13.07%
41.0
50.0 73.0 86.0
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L L L L B
54.0 440 4.60 4.80 5.00
m/z 41.10 9.49%
5000 310 430 730
M | ‘ ., 51.0 |1l 84.0 101.0
m/z--> 20 30 40 50 60 70 80 9 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097040.D

Aca On - 25 Jul 2017 20:25

Operator : SJ/JU

ﬁ?ggle i 14369-06 MW-6-20170720
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.27 Concentration Rank 1

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

6.27 59.35 ng 2466520 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.269 min): BF097040.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
w01 S J Toho 620 640 6ho
s m/z 68.10 41.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U R L I R
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 32.99%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 600 620 640 6.60
5000 m/z 66.00 27 .03%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R BB
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.84%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘| |‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R A REREEEEE S S
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072517\

Data File : BF097040.D

Acg On : 25 Jul 2017 20:25

Operator : SJ/JU

ﬁ?ggle i 14369-06 MW-6-20170720
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.64 3.0 ng 122794 1 6.50 831177 20.0
unknown6 .27 6.27 59.4 ng 2466520 1 6.50 831177 20.0
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