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S1. 
X-Ray Data collection and refinement statistics for 42 
	
Table	1		Data	collection	and	refinement	statistics		
	
	 Comp.	42	
Data	collection	 	
Space	group	 P21	
Cell	dimensions  	 	
				a,	b,	c	(Å) 39.33,	135.94,	60.05	
    a, b, g 	(°)		 90.00,	95.95,	90.00	
Resolution	(Å)	 1.85	(1.85-1.88)	*	
Rsym	or	Rmerge	 0.04/0.05	(0.34/0.36)	
I	/	sI	 23.76	(2.27)	
Completeness	(%)	 80.0	(70.3)	
Redundancy	 3.9	(2.7)	
	 	
Refinement	 	
Resolution	(Å)	 1.85-30.0	
No.	reflections	 42686	
Rwork	/	Rfree	 0.17/0.21	
No.	atoms	 	
				Protein	 5396	
				Ligand	 200	
				Water	 424	
B-factors	 (Ask	for	input)	

				Protein	 35	
				Ligand	 23	
				Water	 28	
R.m.s.	deviations	 	
				Bond	lengths	(Å)	 0.006	
				Bond	angles	(°)	 0.79	
*Number	of	xtals	for	each	structure	should	be	noted	in	footnote.	*Values	in	parentheses	are	for	
highest-resolution	shell.	
	
[AU:	Equations	defining	various	R-values	are	standard	and	hence	are	no	longer	defined	in	the	
footnotes.]	
[AU:	Ramachandran	statistics	should	be	in	Methods	section	at	the	end	of	Refinement	subsection.]	
[AU:	Wavelength	of	data	collection,	temperature	and	beamline	should	all	be	in	Methods	section.]	
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S2.  Evaluation of Mcl-1 Inhibitors with Proliferation Assay in Hematologic Cell 

Line Panel; Comparison to MS-1 Activity 

 
Methods:  Intracellular BH3 (iBH3) profiling  

The synthetic peptide for MS-1 (ac-RPEIWMTQGLRRLGDEINAYYAR-NH2), was 

purchased (Genscript).   Cytochrome c loss was measured by iBH3  profiling as 

described earlier (Pan, R.; Hogdal, L. J., et al. Cancer Discov. 2014, 4, 362-375).  

Following cell fixation and cell quenching, cells were stained with of 1:100 dilution 

of anti-cytochrome c –Alexa647 (clone 6H2.B4; #612310, Biolegend) in a 10X 

staining buffer (20% FBS, 10% BSA, 1% Saponin, 3 mM sodium azide in PBS) to 

measure cytochrome c loss. Cytochrome c retention was measured on BD LSRII 

after overnight incubation with antibody and cytochrome c retention was measured 

using the following equation: 

             Cytochrome c loss = 100 – (% of cells within cytochrome c retention 

gate) 

 

Figure 1:  In panels A, B we show the activity of compound 42 against a panel of 

hematologic cell lines.  In the proliferation experiments, we see differential 

sensitivity in the various cell lines, which is consistent with different levels of cell 

line priming to apoptosis.  To test this hypothesis, we compared the cytochrome 

c release caused by 42 in iBH3 profiling experiments (1C) to that produced by 

the Mcl-1 specific MS-1 peptide in the same panel of hematologic cell lines show 

in the proliferation studies.  In general we find that cell lines that have greater 

percent cytochrome c release after dosing with the Mcl-1 selective MS-1 peptide 

have a similar cytochrome c release when dosed with the same concentration of 

compound 42.  Cell lines with high cytochrome c release in this experiment also 

have lower GI50 in the proliferation studies.  
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S3.  Additional Data for Dosing Compound 42 in HCC-1187 Xenograft Model 
 
S3 Figure Methods, Immunohistochemistry Analysis  

Tumors were resected from mice, fixed in 10% neutral buffered formalin (Sigma), and 

imaged in whole mount prior to paraffin embedding by the Histopathology Shared 

Resource of the VICC Breast Cancer SPORE. Sections were rehydrated, followed by 

trypsin-mediated antigen retrieval. Sections were blocked in 5% normal goat serum. IHC 

on paraffin-embedded sections was performed using primary antibody against cleaved 

caspase-3 (clone 5AE1 diluted at 1:500, Cell Signaling Technology). Immunodetection 

was performed using Vectastain (Vector Laboratories) according to the manufacturer's 

directions. Photomicrographs acquired on an Olympus CK40 inverted microscope through 

an Optronics DEI-750C charge-coupled-device video camera using CellSens capture 

software. 

 
Figure S3. Further characterization of tumor growth studies of HCC-1187 xenographs. A) 

Tumors extracted from animals at end of study (B) Immunohistochemistry analysis of 

caspase activation in tumors after 14 days of dosing (100 mg/kg IP) or untreated controls  

UTX (C) Average weight change of animals over course of study. 
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S4.  Additional Data for Co-Dosing Experiments with 42 in HCC-1187 Xenograft 
Model 
	
Figure S4.  Co-dosing studies HCC-1187 TNBC 
	

	
 
Figure S4:  Quantification of the cells after treatment with different drugs for 48 

hrs.  50,000 cells are plated and seeded overnight, and confirmed that cells are 

attached before treatment.  The cells are counted manually every 48 hrs.  Again, 

HCC-1187 cells are very sensitive to VU-013/42.  Treatment with 42, or 

combination treatment with 42+docetaxol and 42+doxorubicin resulted in 

reduced number of cells. 
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S5. Screening of compounds 35-43 in Mcl-1 sensitive cell line panel 
 
Table S5:  Growth Inhibition Assays in Multiple Tumor Cell Lines 

 

Comp. R GI50 (µM) 
H929 AMO-1 MV-411 HCC1187 BT-20 H1703 

35  
4.4+0.01 3.3+0.01 2.3+0.2 >12.5 12+1 6.9+0.5 

36  4.0+0.1 2.5+0.4 2.4+0.01 >12.5 11+2 4.7+0.6 

37 
 

0.82+0.01 0.55+0.09 0.37+0.1 5.5+0.6 7.0+0.9 4.1+0.2 

38 
 

2.1+0.2 7.1+7 1.0+0.07 >12.5 9.4+4 11+0.2 

39 
 

1.7+0.1 1.4+0.05 0.58+0.06 7.3+0.1 7.7+2 6.4+0.3 

40 
 

0.65+0.1 0.36+0.07 0.27+0.03 5.2+0.4 4.3+0.5 2.8+0.2 

41 
 

0.29+0.07 0.22+0.07 0.12+0.02 2.7+0.2 3.3+0.3 2.0+0.1 

42 
 

0.19+0.03 0.14+0.03 0.067+0.004 1.3+0.04 2.1+0.6 1.1+0.1 

P-42 
 

0.12+0.01 0.10+0.02 0.088+0.001 0.92+0.03 1.8+0.7 0.83+0.08 

M-42 
 

0.12+0.02 0.097+0.02 0.075+0.01 0.88+0.04 1.6+0.4 0.72+0.02 

43 
 

3.6+0.1 2.3+0.1 1.8+0.08 >12.5 >12.5 >12.5 
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S6. Synthesis and Characterization of Compounds 
 
 

Compounds 1-5:  Synthesis and characterization as described in Shaw et al., J. Med. 

Chem., 2018, 61 (6), pp. 2410-2421 (Ref 39). 

 

 
8-chloro-11-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-5-methyl-7-(1,3,5-trimethyl-

1H-pyrazol-4-yl)-2,3,4,5-tetrahydro-1H-[1,4]diazepino[1,2-a]indol-1-one (6):   

 

 

NCl NH

O

Cl

O

NN

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-104-FR3
User: christp1

Acquired: 1/6/2015 9:01 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-15\PC-7-104-FR311-12410 LMCS-
65364.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,552.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.692 0.0 0.0 5.6 157.4 0 0 140184.53
2 0.885 100.0 100.0 26.7 157.4 259.10 141.63 672380.44
3 1.058 0.0 0.0 15.6 157.4 0 0 393888.94
4 1.212 0.0 0.0 10.2 157.4 0 0 257256.73
5 1.380 0.0 0.0 28.2 214.4 0 0 711127.25
6 1.486 0.0 0.0 13.7 214.4 0 0 344861.56
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-104-FR3
User: christp1

Acquired: 1/6/2015 9:01 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-15\PC-7-104-FR311-12410 LMCS-
65364.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,552.00
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8-chloro-11-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-7-(1,3,5-trimethyl-

1H-pyrazol-4-yl)-2,3,4,5-tetrahydro-1H-[1,4]diazepino[1,2-a]indol-1-one (7):   

 
 

 
3-((8-chloro-11-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-7-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-4,5-dihydro-1H-[1,4]diazepino[1,2-a]indol-2(3H)-

yl)methyl)benzoic acid (8):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-056
User: christp1

Acquired: 11/10/2014 9:39 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-05611-12410 LMCS-62443.D

Method 1 MIN NONPOLAR.M
Location: 1,1:C,7

Description: Easy-Access Method: '1 
Minute Nonpolar' ,552.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.904 100.0 100.0 100.0 553.2 823.83 410.09 909150.81

Page 1 of 1 Printed: 11/10/2014 9:41 AM
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4-((8-chloro-11-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-7-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-4,5-dihydro-1H-[1,4]diazepino[1,2-a]indol-2(3H)-

yl)methyl)benzoic acid (9):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-059-2
User: christp1

Acquired: 11/10/2014 9:25 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-059-211-12410 LMCS-
62440.D

Method 1 MIN NONPOLAR.M
Location: 1,1:C,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,688.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.150 59.8 0.0 4.0 214.4 1313.07 0 35054.19
2 0.951 40.2 100.0 96.0 687.2 881.65 418.60 835721.69
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5-((8-chloro-11-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-7-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-4,5-dihydro-1H-[1,4]diazepino[1,2-a]indol-2(3H)-

yl)methyl)furan-2-carboxylic acid (10):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-059-1
User: christp1

Acquired: 11/10/2014 9:23 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-059-111-12410 LMCS-
62439.D

Method 1 MIN NONPOLAR.M
Location: 1,1:C,3

Description: Easy-Access Method: '1 
Minute Nonpolar' ,688.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.187 45.9 0.0 0.0 214.4 1248.55 0 0
2 0.623 0.0 0.0 7.2 214.4 0 0 177850.14
3 0.892 0.0 0.0 7.0 214.4 0 0 172062.30
4 0.935 54.1 100.0 42.1 687.2 1471.51 980.05 1034127.25
5 1.069 0.0 0.0 5.4 214.4 0 0 131670.34
6 1.265 0.0 0.0 17.3 427.4 0 0 424198.66
7 1.439 0.0 0.0 21.1 214.4 0 0 519070.19
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-059-1
User: christp1

Acquired: 11/10/2014 9:23 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-059-111-12410 LMCS-
62439.D

Method 1 MIN NONPOLAR.M
Location: 1,1:C,3

Description: Easy-Access Method: '1 
Minute Nonpolar' ,688.00
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-059-4
User: christp1

Acquired: 11/10/2014 9:37 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-059-411-12410 LMCS-
62442.D

Method 1 MIN NONPOLAR.M
Location: 1,1:C,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,677.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.185 64.7 0.0 0.0 214.4 1561.63 0 0
2 0.909 35.3 100.0 90.9 214.4 852.01 693.79 1246489.25
3 1.238 0.0 0.0 9.1 214.4 0 0 125527.07
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-059-4
User: christp1

Acquired: 11/10/2014 9:37 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-059-411-12410 LMCS-
62442.D

Method 1 MIN NONPOLAR.M
Location: 1,1:C,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,677.00
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8-chloro-11-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-7-(1,3,5-trimethyl-

1H-pyrazol-4-yl)-2,3,4,5-tetrahydro-1H-[1,4]diazepino[1,2-a]indol-1-one (11):   

 

 
3-((8-chloro-11-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-1-oxo-7-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-4,5-dihydro-1H-[1,4]diazepino[1,2-a]indol-2(3H)-

yl)methyl)benzoic acid  (12):   

 

NCl NH

O

Cl

O

NN

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-15-018-LCMS
User: christp1

Acquired: 1/2/2019 10:18 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-19\PC-15-018-LCMS11-12410 
SYNCORE LCMS-.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,8

Description: Easy-Access Method: '1 
Minute Nonpolar' ,552.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.127 0.0 0.0 7.4 214.4 0 0 194076.36
2 0.758 7.0 0.0 11.3 519.6 16.47 0 295854.50
3 0.856 93.0 100.0 69.4 553.6 217.45 112.65 1808145.38
4 1.362 0.0 0.0 11.9 391.7 0 0 308933.47
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-15-018-LCMS
User: christp1

Acquired: 1/2/2019 10:18 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-19\PC-15-018-LCMS11-12410 
SYNCORE LCMS-.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,8

Description: Easy-Access Method: '1 
Minute Nonpolar' ,552.00
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4-((8-chloro-11-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-1-oxo-7-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-4,5-dihydro-1H-[1,4]diazepino[1,2-a]indol-2(3H)-

yl)methyl)benzoic acid (13):   

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-025-PURE
User: christp1

Acquired: 9/29/2014 4:48 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
9-14\PC-7-025-PURE11-12410 LMCS-
60045.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,687.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.822 0.0 0.0 34.6 157.2 0 0 2274934.00
2 0.891 100.0 100.0 18.3 157.2 292.17 127.83 1206025.13
3 0.973 0.0 0.0 15.5 157.4 0 0 1018796.44
4 1.147 0.0 0.0 7.1 157.3 0 0 464930.28
5 1.317 0.0 0.0 14.9 157.2 0 0 980322.00
6 1.472 0.0 0.0 9.6 157.2 0 0 628030.19
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-025-PURE
User: christp1

Acquired: 9/29/2014 4:48 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
9-14\PC-7-025-PURE11-12410 LMCS-
60045.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,687.00
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5-((8-chloro-11-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-1-oxo-7-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-4,5-dihydro-1H-[1,4]diazepino[1,2-a]indol-2(3H)-

yl)methyl)furan-2-carboxylic acid (14):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-026-PURE
User: christp1

Acquired: 9/29/2014 6:13 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
9-14\PC-7-026-PURE11-12410 LMCS-
60054.D

Method 1 MIN NONPOLAR.M
Location: 1,2:B,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,687.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.836 0.0 0.0 32.1 157.2 0 0 2332226.00
2 0.879 100.0 100.0 30.1 687.1 1369.18 925.65 2189398.75
3 0.972 0.0 0.0 14.3 157.2 0 0 1040768.19
4 1.087 0.0 0.0 9.3 157.3 0 0 672466.38
5 1.317 0.0 0.0 14.1 157.3 0 0 1027202.13
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-026-PURE
User: christp1

Acquired: 9/29/2014 6:13 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
9-14\PC-7-026-PURE11-12410 LMCS-
60054.D

Method 1 MIN NONPOLAR.M
Location: 1,2:B,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,687.00
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7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-6-(1,3,5-trimethyl-1H-

pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-1(2H)-one (15):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-027-PURE
User: christp1

Acquired: 9/30/2014 8:20 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
9-14\PC-7-027-PURE11-12410 LMCS-
60072.D

Method 1 MIN NONPOLAR.M
Location: 1,2:D,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,677.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.851 100.0 100.0 87.7 157.3 1489.60 1167.50 3608080.25
2 0.969 0.0 0.0 12.3 157.3 0 0 504337.66
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3-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-1-oxo-6-(1,3,5-trimethyl-

1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)methyl)benzoic acid (16):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-125
User: christp1

Acquired: 1/28/2015 8:10 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-15\PC-7-12511-12410 LMCS-67047.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,524.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.731 0.0 0.0 10.0 214.4 0 0 181352.39
2 0.847 100.0 100.0 70.6 525.2 1502.32 859.17 1281106.00
3 1.170 0.0 0.0 19.4 214.4 0 0 351098.44
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-125
User: christp1

Acquired: 1/28/2015 8:10 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-15\PC-7-12511-12410 LMCS-67047.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,524.00
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4-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-1-oxo-6-(1,3,5-trimethyl-

1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)methyl)benzoic acid (17):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-132-2
User: christp1

Acquired: 1/28/2015 8:03 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-15\PC-7-132-211-12410 LMCS-
67044.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,1

Description: Easy-Access Method: '1 
Minute Nonpolar' ,660.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.944 100.0 100.0 79.7 659.2 2455.80 1665.44 1328615.13
2 1.363 0.0 0.0 20.3 214.4 0 0 338770.38
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5-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-1-oxo-6-(1,3,5-trimethyl-

1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)methyl)furan-2-

carboxylic acid (18):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-132-1
User: christp1

Acquired: 1/28/2015 8:01 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-15\PC-7-132-111-12410 LMCS-
67043.D

Method 1 MIN NONPOLAR.M
Location: 1,1:D,9

Description: Easy-Access Method: '1 
Minute Nonpolar' ,660.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.182 47.9 0.0 0.0 214.4 2116.86 0 0
2 0.924 52.1 100.0 78.8 659.2 2306.72 1806.30 1132192.38
3 1.049 0.0 0.0 8.5 214.4 0 0 122203.69
4 1.410 0.0 0.0 12.7 214.4 0 0 181755.08
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-132-1
User: christp1

Acquired: 1/28/2015 8:01 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-15\PC-7-132-111-12410 LMCS-
67043.D

Method 1 MIN NONPOLAR.M
Location: 1,1:D,9

Description: Easy-Access Method: '1 
Minute Nonpolar' ,660.00
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(S)-7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-6-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-1(2H)-one (19):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-132-4
User: christp1

Acquired: 1/28/2015 8:07 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-15\PC-7-132-411-12410 LMCS-
67046.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,3

Description: Easy-Access Method: '1 
Minute Nonpolar' ,649.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.866 0.0 0.0 3.9 649.2 0 0 37063.79
2 0.888 100.0 100.0 96.1 649.2 954.68 844.16 920731.81
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(S)-3-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)benzoic acid (20):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-15-152-LCMS
User: christp1

Acquired: 1/2/2019 10:20 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-19\PC-15-152-LCMS11-12410 
SYNCORE LCMS-.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,9

Description: Easy-Access Method: '1 
Minute Nonpolar' ,539.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.803 0.0 0.0 12.1 567.5 0 0 395907.28
2 0.887 21.5 19.6 69.6 541.5 20.28 10.47 2278816.00
3 0.899 78.5 80.4 0.0 539.5 73.98 42.98 0
4 1.333 0.0 0.0 18.3 214.6 0 0 598933.06
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-15-152-LCMS
User: christp1

Acquired: 1/2/2019 10:20 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-19\PC-15-152-LCMS11-12410 
SYNCORE LCMS-.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,9

Description: Easy-Access Method: '1 
Minute Nonpolar' ,539.00
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(S)-4-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)benzoic acid (21):   

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-001-2
User: christp1

Acquired: 2/19/2015 9:48 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-001-211-12410 LMCS-
68643.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,2

Description: Easy-Access Method: '1 
Minute Nonpolar' ,673.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.240 33.5 0.0 2.6 214.3 2370.66 0 84186.37
2 0.850 66.5 100.0 86.7 673.1 4701.52 2427.53 2761110.75
3 1.371 0.0 0.0 10.6 214.2 0 0 338850.31
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-001-2
User: christp1

Acquired: 2/19/2015 9:48 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-001-211-12410 LMCS-
68643.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,2

Description: Easy-Access Method: '1 
Minute Nonpolar' ,673.00
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(S)-5-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)furan-2-carboxylic acid (22):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-001-1
User: christp1

Acquired: 2/19/2015 9:46 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-001-111-12410 LMCS-
68642.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,1

Description: Easy-Access Method: '1 
Minute Nonpolar' ,673.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.328 67.8 0.0 0.0 214.3 2350.67 0 0
2 0.885 0.0 0.0 5.4 214.3 0 0 225719.38
3 0.945 32.2 100.0 29.5 673.0 1115.01 769.11 1234393.75
4 1.038 0.0 0.0 4.3 282.4 0 0 178400.00
5 1.088 0.0 0.0 9.3 214.3 0 0 389134.38
6 1.251 0.0 0.0 11.2 352.4 0 0 467400.34
7 1.469 0.0 0.0 40.4 352.4 0 0 1693570.25
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-001-1
User: christp1

Acquired: 2/19/2015 9:46 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-001-111-12410 LMCS-
68642.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,1

Description: Easy-Access Method: '1 
Minute Nonpolar' ,673.00
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(R)-7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-6-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-1(2H)-one (23):   

 

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-001-4
User: christp1

Acquired: 2/19/2015 10:02 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-001-411-12410 LMCS-
68648.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,7

Description: Easy-Access Method: '1 
Minute Nonpolar' ,663.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.325 57.7 0.0 0.0 214.2 938.11 0 0
2 0.896 42.3 100.0 100.0 663.0 688.87 592.29 1188173.88
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-009-LCMS
User: christp1

Acquired: 1/2/2019 9:02 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-19\PC-8-009-LCMS11-12410 
SYNCORE LCMS-.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,7

Description: Easy-Access Method: '1 
Minute Nonpolar' ,539.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.845 24.5 22.3 61.6 539.6 153.62 80.89 2417913.50
2 0.857 71.3 72.3 0.0 539.6 447.06 262.30 0
3 0.998 0.0 0.0 12.6 282.7 0 0 495881.91
4 1.336 0.0 5.4 13.8 804.5 0 19.63 542755.13
5 1.384 4.2 0.0 12.0 391.7 26.35 0 471349.78
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-009-LCMS
User: christp1

Acquired: 1/2/2019 9:02 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-19\PC-8-009-LCMS11-12410 
SYNCORE LCMS-.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,7

Description: Easy-Access Method: '1 
Minute Nonpolar' ,539.00
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(R)-3-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)benzoic acid (24):   

 

 
 

 
(R)-4-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)benzoic acid (25):   

NCl N

O

Cl

O

NN CO2H

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-010-2
User: christp1

Acquired: 2/26/2015 10:01 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-010-211-12410 LMCS-
69209.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,8

Description: Easy-Access Method: '1 
Minute Nonpolar' ,673.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.320 61.5 0.0 3.0 214.3 1916.66 0 35069.15
2 0.787 38.5 100.0 97.0 673.0 1200.26 631.51 1145019.13
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(R)-5-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)furan-2-carboxylic acid (26):   

 

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-010-1
User: christp1

Acquired: 2/26/2015 9:58 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-010-111-12410 LMCS-
69208.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,7

Description: Easy-Access Method: '1 
Minute Nonpolar' ,673.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.346 69.2 0.0 1.3 214.3 1765.05 0 27542.00
2 0.829 0.0 0.0 7.1 214.3 0 0 154559.36
3 0.877 30.8 100.0 36.9 673.0 786.71 545.35 804924.38
4 0.947 0.0 0.0 9.3 214.3 0 0 203781.56
5 1.154 0.0 0.0 16.7 391.4 0 0 365252.78
6 1.294 0.0 0.0 24.8 391.4 0 0 540512.06
7 1.414 0.0 0.0 4.0 214.3 0 0 86300.66
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-010-1
User: christp1

Acquired: 2/26/2015 9:58 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-010-111-12410 LMCS-
69208.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,7

Description: Easy-Access Method: '1 
Minute Nonpolar' ,673.00
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-013-4
User: christp1

Acquired: 2/26/2015 10:44 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-013-411-12410 LMCS-
69221.D

Method 1 MIN NONPOLAR.M
Location: 1,2:C,1

Description: Easy-Access Method: '1 
Minute Nonpolar' ,663.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.318 76.9 0.0 2.1 214.2 1757.02 0 33177.58
2 0.596 0.0 0.0 6.0 214.2 0 0 92549.74
3 0.724 23.1 100.0 47.6 663.0 529.27 443.92 736844.38
4 0.911 0.0 0.0 24.5 214.2 0 0 379402.22
5 1.107 0.0 0.0 14.7 214.3 0 0 227097.73
6 1.341 0.0 0.0 5.1 214.2 0 0 78983.76
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-013-4
User: christp1

Acquired: 2/26/2015 10:44 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-013-411-12410 LMCS-
69221.D

Method 1 MIN NONPOLAR.M
Location: 1,2:C,1

Description: Easy-Access Method: '1 
Minute Nonpolar' ,663.00
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(R)-7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-6-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-1(2H)-one (27):   

 

 
(R)-3-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)benzoic acid (28):   

NCl NH

O

Cl

O

NN

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-050
User: christp1

Acquired: 10/28/2014 8:17 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
0-14\PC-7-05011-12410 LMCS-61613.D

Method 1 MIN NONPOLAR.M
Location: 1,2:B,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,538.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.202 51.3 0.0 0.0 214.3 2316.35 0 0
2 0.952 48.7 100.0 56.0 539.1 2202.50 1247.44 2012364.50
3 1.157 0.0 0.0 8.6 214.3 0 0 309355.00
4 1.222 0.0 0.0 8.8 214.4 0 0 315920.75
5 1.329 0.0 0.0 11.8 214.3 0 0 422588.91
6 1.399 0.0 0.0 14.9 214.3 0 0 534040.75
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-050
User: christp1

Acquired: 10/28/2014 8:17 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
0-14\PC-7-05011-12410 LMCS-61613.D

Method 1 MIN NONPOLAR.M
Location: 1,2:B,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,538.00
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1: MS(+) Peak 5 (1.329 min)

m/z

21182.5

%

102.3
157.3

214.3 352.5

391.4

413.4
803.2
804.2

0

20

40

60

80

100

0 200 400 600 800 1000

1: MS(+) Peak 6 (1.399 min)

m/z

20033.3

%

NCl N

O

Cl

O

NN CO2H



	 S29	

 

 
(R)-4-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)benzoic acid (29):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-055-2
User: christp1

Acquired: 10/29/2014 5:32 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
0-14\PC-7-055-211-12410 LMCS-
61758.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,5

Description: Easy-Access Method: '1 
Minute Nonpolar' ,674.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.395 0.0 0.0 5.8 157.4 0 0 45264.41
2 0.625 0.0 0.0 17.4 157.4 0 0 136658.27
3 0.912 0.0 0.0 16.0 157.4 0 0 126143.68
4 1.009 100.0 100.0 48.8 157.3 430.27 229.88 383780.88
5 1.104 0.0 0.0 6.1 157.4 0 0 48023.05
6 1.178 0.0 0.0 6.0 157.4 0 0 47322.15
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-055-2
User: christp1

Acquired: 10/29/2014 5:32 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
0-14\PC-7-055-211-12410 LMCS-
61758.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,5

Description: Easy-Access Method: '1 
Minute Nonpolar' ,674.00
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(R)-5-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)furan-2-carboxylic acid (30):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-055-1
User: christp1

Acquired: 10/29/2014 5:46 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
0-14\PC-7-055-111-12410 LMCS-
61760.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,7

Description: Easy-Access Method: '1 
Minute Nonpolar' ,674.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.197 56.9 0.0 1.5 157.4 3331.57 0 16158.42
2 0.913 0.0 0.0 18.7 157.4 0 0 205767.55
3 1.009 43.1 100.0 60.5 673.2 2523.20 1973.16 664897.75
4 1.076 0.0 0.0 10.8 157.4 0 0 118241.95
5 1.400 0.0 0.0 8.6 157.3 0 0 94725.04
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-055-1
User: christp1

Acquired: 10/29/2014 5:46 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
0-14\PC-7-055-111-12410 LMCS-
61760.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,7

Description: Easy-Access Method: '1 
Minute Nonpolar' ,674.00
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(S)-7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-6-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-1(2H)-one (31):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-055-4
User: christp1

Acquired: 10/29/2014 5:48 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
0-14\PC-7-055-411-12410 LMCS-
61761.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,8

Description: Easy-Access Method: '1 
Minute Nonpolar' ,663.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.955 100.0 100.0 100.0 157.4 1439.01 1253.53 915663.38
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(S)-3-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)benzoic acid (32):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-060-PURE
User: christp1

Acquired: 11/12/2014 2:27 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-060-PURE11-12410 LMCS-
62680.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,538.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.163 55.9 0.0 1.9 214.4 698.36 0 14595.66
2 0.897 44.1 100.0 86.9 539.2 551.21 310.79 666121.88
3 1.093 0.0 0.0 11.2 214.4 0 0 85788.65
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-060-PURE
User: christp1

Acquired: 11/12/2014 2:27 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-060-PURE11-12410 LMCS-
62680.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,538.00
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(S)-4-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)benzoic acid (33):  

 

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-063-2
User: christp1

Acquired: 11/13/2014 4:31 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-063-211-12410 LMCS-
62790.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,674.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.671 0.0 0.0 11.7 157.4 0 0 113477.72
2 0.773 0.0 0.0 11.8 157.4 0 0 114600.22
3 0.993 100.0 100.0 76.5 157.4 990.96 528.35 742560.81
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-063-2
User: christp1

Acquired: 11/13/2014 4:31 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-063-211-12410 LMCS-
62790.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,674.00

Page 2 of 2 Printed: 11/13/2014 4:32 PM

157.4

159.3 214.4
606.6

0

20

40

60

80

100

0 200 400 600 800 1000

1: MS(+) Peak 1 (0.671 min)

m/z

54261.3

%

157.4

159.3 214.4
606.6

0

20

40

60

80

100

0 200 400 600 800 1000

1: MS(+) Peak 2 (0.773 min)

m/z

54098.7

%

157.4

159.3
214.4

292.2

673.2

674.2

675.2

676.2
677.2

0

20

40

60

80

100

0 200 400 600 800 1000

1: MS(+) Peak 3 (0.991 min)

m/z

43060.2

%

NCl N

O

Cl

O

NN
CO2H

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-063-1
User: christp1

Acquired: 11/13/2014 4:29 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-063-111-12410 LMCS-
62789.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,3

Description: Easy-Access Method: '1 
Minute Nonpolar' ,674.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.162 56.5 0.0 2.2 157.4 1554.82 0 30439.51
2 0.394 0.0 0.0 9.5 157.4 0 0 129088.26
3 0.867 0.0 0.0 7.2 157.3 0 0 98862.09
4 1.001 43.5 100.0 56.1 673.2 1199.35 844.84 764467.94
5 1.070 0.0 0.0 12.9 157.4 0 0 176427.56
6 1.311 0.0 0.0 5.8 157.4 0 0 79776.78
7 1.420 0.0 0.0 6.2 157.4 0 0 84710.23
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-063-1
User: christp1

Acquired: 11/13/2014 4:29 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-063-111-12410 LMCS-
62789.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,3

Description: Easy-Access Method: '1 
Minute Nonpolar' ,674.00
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(S)-5-((7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-3-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)methyl)furan-2-carboxylic acid (34):   

 
 

 
(R)-3-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)benzoic 

acid (35):   

NCl N

O

Cl

O

NN
O

HO2C

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-063-4
User: christp1

Acquired: 11/13/2014 4:35 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-063-411-12410 LMCS-
62792.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,663.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.700 0.0 0.0 7.4 157.4 0 0 48440.98
2 0.935 100.0 100.0 64.9 157.4 156.56 138.14 426234.84
3 1.086 0.0 0.0 18.8 157.4 0 0 123473.07
4 1.408 0.0 0.0 9.0 157.4 0 0 58836.58
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-7-063-4
User: christp1

Acquired: 11/13/2014 4:35 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\1
1-14\PC-7-063-411-12410 LMCS-
62792.D

Method 1 MIN NONPOLAR.M
Location: 1,1:E,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,663.00
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(R)-4-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)benzoic 

acid (36):   

	

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-013-2
User: christp1

Acquired: 1/2/2019 9:25 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-19\PC-8-013-211-12410 SYNCORE 
LCMS-.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,5

Description: Easy-Access Method: '1 
Minute Nonpolar' ,658.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.292 0.0 0.0 6.7 214.3 0 0 164192.39
2 0.974 100.0 100.0 66.1 661.5 166.12 57.85 1611759.38
3 1.212 0.0 0.0 12.4 214.6 0 0 303518.50
4 1.325 0.0 0.0 7.7 391.4 0 0 189074.92
5 1.435 0.0 0.0 7.0 214.4 0 0 171330.73
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-013-2
User: christp1

Acquired: 1/2/2019 9:25 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-19\PC-8-013-211-12410 SYNCORE 
LCMS-.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,5

Description: Easy-Access Method: '1 
Minute Nonpolar' ,658.00
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(R)-6-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)-1-

methyl-1H-indole-4-carboxylic acid (37):   

 

Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: KOJ-50-1
User: jeonk

Acquired: 1/2/2019 10:13 AM
Filename: E:\LCMS\KYUOK_JEON\01-
19\KOJ-50-111-FESIK 8TH FLOOR-
81732.D

Method KINETEX 2 MINUTE.M
Location: 1,1:A,2

Description: Easy-Access Method: 
'Kinetex 2 Minute' ,658.00
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Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: KOJ-50-1
User: jeonk

Acquired: 1/2/2019 10:13 AM
Filename: E:\LCMS\KYUOK_JEON\01-
19\KOJ-50-111-FESIK 8TH FLOOR-
81732.D

Method KINETEX 2 MINUTE.M
Location: 1,1:A,2

Description: Easy-Access Method: 
'Kinetex 2 Minute' ,658.00
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(R)-4-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)-1-

methyl-1H-indole-6-carboxylic acid (38):   

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-013-4-
User: christp1

Acquired: 2/26/2015 3:14 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-013-4-11-12410 LMCS-
69258.D

Method 1 MIN NONPOLAR.M
Location: 1,1:B,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,712.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.888 100.0 100.0 50.6 712.0 330.33 153.37 621602.25
2 0.973 0.0 0.0 9.9 214.3 0 0 121882.71
3 1.129 0.0 0.0 6.3 214.2 0 0 77398.27
4 1.235 0.0 0.0 10.5 214.4 0 0 129337.25
5 1.323 0.0 0.0 8.0 214.2 0 0 97732.22
6 1.424 0.0 0.0 14.7 214.3 0 0 180893.28
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-013-4-
User: christp1

Acquired: 2/26/2015 3:14 PM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-013-4-11-12410 LMCS-
69258.D

Method 1 MIN NONPOLAR.M
Location: 1,1:B,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,712.00
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(R)-7-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-

yl)benzo[d][1,3]dioxole-5-carboxylic acid (39)  

 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-013-5
User: christp1

Acquired: 2/27/2015 8:10 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
2-15\PC-8-013-511-12410 LMCS-
69305.D

Method 1 MIN NONPOLAR.M
Location: 1,2:A,6

Description: Easy-Access Method: '1 
Minute Nonpolar' ,712.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.317 72.9 0.0 6.5 214.3 1827.03 0 53007.46
2 0.760 27.1 100.0 93.5 214.3 679.44 475.94 765798.94
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5-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-α]indol-2(1H)-yl)-1-naphthoic 

acid (40):  

 
 

VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-047-1
User: christp1

Acquired: 4/9/2015 7:49 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
4-15\PC-8-047-111-12410 LMCS-
72569.D

Method 1 MIN NONPOLAR.M
Location: 1,2:C,9

Description: Easy-Access Method: '1 
Minute Nonpolar' ,703.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.461 30.6 0.0 0.0 214.3 742.03 0 0
2 0.829 69.4 100.0 43.6 703.0 1685.52 812.67 846513.44
3 1.076 0.0 0.0 7.2 214.3 0 0 139592.23
4 1.187 0.0 0.0 5.3 214.3 0 0 102821.61
5 1.302 0.0 0.0 30.8 610.0 0 0 597480.81
6 1.492 0.0 0.0 13.2 610.1 0 0 255959.52
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-8-047-1
User: christp1

Acquired: 4/9/2015 7:49 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
4-15\PC-8-047-111-12410 LMCS-
72569.D

Method 1 MIN NONPOLAR.M
Location: 1,2:C,9

Description: Easy-Access Method: '1 
Minute Nonpolar' ,703.00
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Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: JJM-01-139
User: millsj2

Acquired: 1/2/2019 6:43 AM
Filename: 
E:\LCMS\JONATHAN_MILLS\01-
19\JJM-01-13911-FESIK 8TH FLOOR-
81723.D

Method KINETEX 2 MINUTE.M
Location: 1,1:C,9

Description: Easy-Access Method: 
'Kinetex 2 Minute'
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Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: JJM-01-139
User: millsj2

Acquired: 1/2/2019 6:43 AM
Filename: 
E:\LCMS\JONATHAN_MILLS\01-
19\JJM-01-13911-FESIK 8TH FLOOR-
81723.D

Method KINETEX 2 MINUTE.M
Location: 1,1:C,9

Description: Easy-Access Method: 
'Kinetex 2 Minute'

Page 2 of 2 Printed: 1/2/2019 6:46 AM
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(R)-3-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)-1-

methyl-1H-indole-6-carboxylic acid (41):   

 

 
(R)-3-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)-1-

methyl-1H-indole-5-carboxylic acid (42):   

N
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Cl N

O

Cl

NN

N

CO2H

Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: jct-K-044
User: tarrjc

Acquired: 1/3/2019 10:11 AM
Filename: E:\LCMS\CHRIS_TARR\01-
19\JCT-K-04411-FESIK 8TH FLOOR-
81792.D

Method ULTRA2_AQUEOUS.M
Location: 1,1:B,2

Description: Easy-Access Method: 
'Ultra II Aqueous'

Page 1 of 2 Printed: 1/3/2019 10:14 AM
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Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: jct-K-044
User: tarrjc

Acquired: 1/3/2019 10:11 AM
Filename: E:\LCMS\CHRIS_TARR\01-
19\JCT-K-04411-FESIK 8TH FLOOR-
81792.D

Method ULTRA2_AQUEOUS.M
Location: 1,1:B,2

Description: Easy-Access Method: 
'Ultra II Aqueous'
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Separation of lactam atropisomers: 

(M)-(R)-7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-6-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-1(2H)-one (second 

eluting atropisomer) 

 

Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: jct-c-013scaleup-3
User: tarrjc

Acquired: 10/14/2015 10:32 AM
Filename: E:\LCMS\CHRIS_TARR\10-
15\JCT-C-013SCALEUP-311-FESIK 
8TH FLOO-12586.D

Method KINETEX 2 MINUTE.M
Location: 1,1:E,4

Description: Easy-Access Method: 
'Kinetex 2 Minute'
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(P)-(R)-7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-6-(1,3,5-

trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-1(2H)-one (first eluting 

atropisomer) 

 
 

 

Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: JCT-M-lactam
User: tarrjc

Acquired: 1/3/2019 8:52 AM
Filename: E:\LCMS\CHRIS_TARR\01-
19\JCT-M-LACTAM11-FESIK 8TH 
FLOOR-81775.D

Method ULTRA2_AQUEOUS.M
Location: 1,1:B,4

Description: Easy-Access Method: 
'Ultra II Aqueous'

Page 1 of 2 Printed: 1/3/2019 8:56 AM

-20

20

40

60

80

100

0.0 0.6 1.2 1.8 2.4 3.0

1: DAD1 A, 214nm(+/-16) NoRef UV214
%

1185.0

min

(2)
1.246
76.7%

(1)
0.275
23.3%

20

40

60

80

100

0.0 0.6 1.2 1.8 2.4 3.0

1: DAD1 B, 254nm(+/-16) NoRef UV254

%

561.6

min

(2)
1.246
100.0%

20

40

60

80

100

0.0 0.6 1.2 1.8 2.4 3.0

2: MSD1 TIC (+) TIC(+)

%

4785938.0

min

(3)
1.260
57.7%
538.90

(2)
1.235
28.2%
538.90

(5)
1.465
7.2%
282.30

(6)
1.558
5.8%
282.30

20

40

60

80

100

0.0 0.6 1.2 1.8 2.4 3.0

3: ELSD, Voltage ELSD

%

157.4

min

(4)
1.308
100.0%

199.1
256.1

257.1

258.1

279.0

359.1 657.5 885.3
0

20

40

60

80

100

100 300 500 700 900 1100

2: MS(+) Peak 1 (0.265 min)

m/z

24210.3

%

280.2

538.9

540.0

540.9

541.9
543.0 886.6

0

20

40

60

80

100

100 300 500 700 900 1100

2: MS(+) Peak 2 (1.235 min)

m/z

780004.0

%

Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: JCT-M-lactam
User: tarrjc

Acquired: 1/3/2019 8:52 AM
Filename: E:\LCMS\CHRIS_TARR\01-
19\JCT-M-LACTAM11-FESIK 8TH 
FLOOR-81775.D

Method ULTRA2_AQUEOUS.M
Location: 1,1:B,4

Description: Easy-Access Method: 
'Ultra II Aqueous'
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Fesik 8th Floor Agilent 1200 SL LCMS

Sample Name: jct-P-lactam
User: tarrjc

Acquired: 1/3/2019 9:14 AM
Filename: E:\LCMS\CHRIS_TARR\01-
19\JCT-P-LACTAM11-FESIK 8TH 
FLOOR-81780.D

Method ULTRA2_AQUEOUS.M
Location: 1,1:B,9

Description: Easy-Access Method: 
'Ultra II Aqueous'
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Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: jct-P-lactam
User: tarrjc

Acquired: 1/3/2019 9:14 AM
Filename: E:\LCMS\CHRIS_TARR\01-
19\JCT-P-LACTAM11-FESIK 8TH 
FLOOR-81780.D

Method ULTRA2_AQUEOUS.M
Location: 1,1:B,9

Description: Easy-Access Method: 
'Ultra II Aqueous'
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(M)-(R)-3-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)-1-

methyl-1H-indole-5-carboxylic acid ((M)-42):   

 

 
(P)-(R)-3-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)-1-

methyl-1H-indole-5-carboxylic acid ((P)-42):   

Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: jct-h-sapon-1
User: tarrjc

Acquired: 6/14/2017 10:13 AM
Filename: E:\LCMS\CHRIS_TARR\06-
17\JCT-H-SAPON-111-FESIK 8TH 
FLOOR-40007.D

Method KINETEX 2 MINUTE.M
Location: 1,1:F,7

Description: Easy-Access Method: 
'Kinetex 2 Minute'

Page 1 of 2 Printed: 6/14/2017 10:16 AM
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Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: jct-h-sapon-1
User: tarrjc

Acquired: 6/14/2017 10:13 AM
Filename: E:\LCMS\CHRIS_TARR\06-
17\JCT-H-SAPON-111-FESIK 8TH 
FLOOR-40007.D

Method KINETEX 2 MINUTE.M
Location: 1,1:F,7

Description: Easy-Access Method: 
'Kinetex 2 Minute'

Page 2 of 2 Printed: 6/14/2017 10:16 AM
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(S)-3-(7-chloro-10-(3-(4-chloro-3,5-dimethylphenoxy)propyl)-4-methyl-1-oxo-6-

(1,3,5-trimethyl-1H-pyrazol-4-yl)-3,4-dihydropyrazino[1,2-a]indol-2(1H)-yl)-1-

methyl-1H-indole-5-carboxylic acid (43):   

Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: jct-h-sapon-3
User: tarrjc

Acquired: 6/14/2017 10:20 AM
Filename: E:\LCMS\CHRIS_TARR\06-
17\JCT-H-SAPON-311-FESIK 8TH 
FLOOR-40009.D

Method KINETEX 2 MINUTE.M
Location: 1,1:F,9

Description: Easy-Access Method: 
'Kinetex 2 Minute'

Page 1 of 2 Printed: 6/14/2017 10:23 AM
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Fesik 8th Floor Agilent 1200 SL LCMS
Sample Name: jct-h-sapon-3
User: tarrjc

Acquired: 6/14/2017 10:20 AM
Filename: E:\LCMS\CHRIS_TARR\06-
17\JCT-H-SAPON-311-FESIK 8TH 
FLOOR-40009.D

Method KINETEX 2 MINUTE.M
Location: 1,1:F,9

Description: Easy-Access Method: 
'Kinetex 2 Minute'
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2: MS(+) Peak 3 (1.837 min)
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2: MS(+) Peak 4 (1.999 min)
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2: MS(+) Peak 5 (2.068 min)
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2: MS(+) Peak 6 (2.125 min)

m/z

587291.4

%

130.3 356.5

711.9

712.9

713.8

714.9
715.8

967.3
0

20

40

60

80

100

100 300 500 700 900 1100

2: MS(+) Peak 7 (2.143 min)
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2: MS(+) Peak 8 (2.190 min)
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VCNDD/Syncore MRB4-12410 Agilent 1200 LCMS
Sample Name: PC-9-016
User: christp1

Acquired: 1/2/2019 9:22 AM
Filename: 
C:\LCMS\DATA\PLAMEN_CHRISTOV\0
1-19\PC-9-01611-12410 SYNCORE 
LCMS-.D

Method 1 MIN NONPOLAR.M
Location: 1,1:F,4

Description: Easy-Access Method: '1 
Minute Nonpolar' ,712.00

  Area % Area % Area %  Area Abs Area Abs Area Abs

Peak # Time UV215 UV254 TIC(+) BPM UV215 UV254 TIC(+)
1 0.899 0.0 1.5 9.1 714.6 0 11.23 138679.23
2 0.929 100.0 98.5 90.9 714.6 679.09 754.48 1381185.38
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1: DAD1 A, 215nm(+/-4) NoRef UV215
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1: DAD1 B, 254nm(+/-4) NoRef UV254
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2: EIC(+) 712.0 M + 1.0 = 713.0 EIC-1
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2: MS(+) Peak 1 (0.923 min)
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2: MS(+) Peak 2 (0.924 min)
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