LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\

Data File : BF107870.D

Aca On : 1 Aug 2018 00:34 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J3825-13 2X CL-01-073018-B

ALS Vial : 23 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-BF073018.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 5.184 481 484 495 rBV 209794 247654 13.20% 1.453%
2 5.595 551 554 579 rBV 568950 1198800 63.91% 7.035%
3 6.601 722 725 744 rBV 546360 1296630 69.12% 7.609%
4 6.736 744 748 783 rVV 1096996 1875779 100.00% 11.008%
5 6.960 783 786 809 rvVv 590497 1047507 55.84% 6.147%

7.113 809 812 834 rVB 990869 1249857 66.63% 7.335%
7.530 879 883 905 rBV 285654 819860 43.71% 4.811%
8.242 1001 1004 1025 rBV 863598 1250637 66.67% 7.340%
9.313 1183 1186 1215 rBV 1142816 1651924 88.07% 9.695%
9.713 1249 1254 1266 rVB 51534 79681 4._.25% 0.468%

=
QO ~NO®

11 10.001 1299 1303 1315 rBV 980907 1120288 59.72% 6.575%
12 10.801 1435 1439 1453 rBV 422926 753942 40.19% 4._.425%
13 11.501 1554 1558 1571 rBV 672603 1033917 55.12% 6.068%

14 12.001 1640 1643 1646 rBV5 13386 21419 1.14% 0.126%
15 12.718 1763 1765 1769 rBV 28796 41667 2.22% 0.245%
16 12.954 1802 1805 1810 rVB2 50945 67997 3.63% 0.399%

17 13.077 1823 1826 1837 rBV 1120914 1430813 76.28% 8.397%
18 14.154 2005 2009 2019 rBV 810861 1088478 58.03% 6.388%
19 15.695 2268 2271 2284 rVB 417948 762911 40.67% 4._477%

Sum of corrected areas: 17039761
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107870.D

Aca On : 1 Aug 2018 00:34

Operator : JU/SJ

Sample : J3825-13 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AbeHSé‘&& TIC: BF107870.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107870.D

Aca On : 1 Aug 2018 00:34

Operator : JU/SJ

Sample : J3825-13 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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.

5.18 4.73 ng 247654 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 483 (5.178 min): BF107870.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R U SN U
| 83.0 | 480 5.00 520 5.40 5.60
R e o o e B R T S m/z 59.00 61.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 | 1010 m/z 101.10 17.82%
0"'l“L'|“'W”“'””“"|“"|“"|“"F%q'|”"J“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 500 520 540 560
5000 m/z 58.00 14_.07%
20.0 101.0
N Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R B o B S
54.0 480 5.00 520 5.40 5.60
m/z 40.95 7.91%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ SOQ“‘ : . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107870.D

Aca On : 1 Aug 2018 00:34

Operator : JU/SJ

Sample : J3825-13 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 35.81 ng 1875780 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 749 (6.742 min): BF107870.D (-744) (-) m/z 132.00 100.00%
13%.0
5000 /L
68.0
00500 || 0, | Tk obo 7o
0 R L L e i I B B m/z 68.00 35.36%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 e e
6.40 6.60 6.80 7.00

m/z 134.00 32.97%

310 510

(0} T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132.0

6.40 6.60 6.80 7.00

5000 67.0 m/z 66.00 23.97%
41.0 97.0
‘ ‘ 117.0
P . 0 N Y
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 96.00 13.73%

74.0
116.0
5000 98.0 k
o T 1580 1890

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6.80 7.00

8270-BF073018.M Wed Aug 01 16:33:46 2018 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF073118\
Data File : BF107870.D

Acq On : 1 Aug 2018 00:34

Operator : JU/SJ

Sample - J3825-13 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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... 5.18 4.7 ng 247654 1 6.96 1047510 20.0
unknown6 .74 6.74 35.8 ng 1875780 1 6.96 1047510 20.0
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