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1. Stereochemical stability of ax5 (E/Z-amide) in 1a and 1b. 
 

Compound 1a.  

E : Z = 1.7 : 1 (in d-DMSO) 

Tc: >110 °C  

ΔG ‡
110 °C

 : 86 kJ/mol  

 
VT-NMR spectra 
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Compound 1b 
Stability of axis 5  
E : Z = 2.3 : 1 (in d-DMSO) 

Tc:90 °C  

ΔG ‡
90 °C

 : 84 kJ/mol  
 
VT-NMR spectra 
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2. Physicochemical properties of atropisomers of 1a and 1b. 
 
To examine thermal stability of enantiomers, time-dependent conversion rate (%) was estimated from chiral 

HPLC analysis of a solution of the enantiomer in toluene after allowing to stand at designated temperatures. 

 

Conversion of (-)-1a to (+)-1a. 
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 Conversion of (-)-1b to (+)-1b. 
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3. Ca2+ assay 
 

 

(+)- 1a

１a (racemate)

(-)- 1a

(+)- 1b

１b (racemate)

(-)- 1b

 
 



S7 
 

4. 1H-, 13C-, HH-COSY-, and HMQC-NMR Spectra in CDCl3 
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Filename          = 42SYK2-79-31_Proton-1-2.j

Author            = y-soyaku

Experiment        = proton.jxp

Sample_Id         = 42SYK2-79-31

Solvent           = CHLOROFORM-D

Actual_Start_Time = 20-FEB-2018 21:18:46

Revision_Time     =  4-JAN-2019 09:48:28

Comment           = single_pulse

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

X_Domain          = Proton

Dim_Title         = Proton

Dim_Units         = [ppm]

Dimensions        = X

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 1.4548992[s]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.68733284[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 32

Total_Scans       = 32

Relaxation_Delay  = 5[s]

Recvr_Gain        = 44

Temp_Get          = 24[dC]

X_90_Width        = 8.1[us]

X_Acq_Time        = 1.4548992[s]

X_Angle           = 45[deg]

X_Atn             = 2.5[dB]

X_Pulse           = 4.05[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 6.4548992[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 0.2[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm

以下に由来：: 42SYK2-79-31_Proton-1-1.jdf
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Filename          = 42SYK2-79-31_Carbon-1-2.j

Author            = y-soyaku

Experiment        = carbon.jxp

Sample_Id         = 42SYK2-79-31

Solvent           = CHLOROFORM-D

Actual_Start_Time = 20-FEB-2018 21:25:17

Revision_Time     =  4-JAN-2019 10:19:05

Comment           = single pulse decoupled ga

Data_Format       = 1D COMPLEX

Dim_Size          = 26214

X_Domain          = Carbon

Dim_Title         = Carbon13

Dim_Units         = [ppm]

Dimensions        = X

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 0.69206016[s]

X_Domain          = 13C

X_Freq            = 150.91343039[MHz]

X_Offset          = 100[ppm]

X_Points          = 32768

X_Prescans        = 4

X_Resolution      = 1.44496109[Hz]

X_Sweep           = 47.34848485[kHz]

X_Sweep_Clipped   = 37.87878788[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 8000

Total_Scans       = 8000

Relaxation_Delay  = 2[s]

Recvr_Gain        = 58

Temp_Get          = 22.6[dC]

X_90_Width        = 11.1[us]

X_Acq_Time        = 0.69206016[s]

X_Angle           = 30[deg]

X_Atn             = 12[dB]

X_Pulse           = 3.7[us]

Irr_Atn_Dec       = 21.947[dB]

Irr_Atn_Noe       = 21.947[dB]

Irr_Noise         = WALTZ

Irr_Pwidth        = 76[us]

Decoupling        = TRUE

Initial_Wait      = 1[s]

Noe               = TRUE

Noe_Time          = 2[s]

Repetition_Time   = 2.69206016[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 2.0[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm

以下に由来：: 42SYK2-79-31_Carbon-1-1.jdf
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Filename          = 42SYK2-79-31_COSY-1-2.jdf

Author            = y-soyaku

Experiment        = cosy.jxp

Sample_Id         = 42SYK2-79-31

Solvent           = CHLOROFORM-D

Actual_Start_Time = 21-FEB-2018 03:26:02

Revision_Time     =  4-JAN-2019 11:33:23

Comment           = gradient absolute value c

Data_Format       = 2D REAL REAL

Dim_Size          = 1024, 1024

X_Domain          = Proton

Y_Domain          = Proton

Dim_Title         = Proton Proton

Dim_Units         = [ppm] [ppm]

Dimensions        = X Y

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 0.113664[s]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 1280

X_Prescans        = 4

X_Resolution      = 8.79786036[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Y_Domain          = 1H

Y_Freq            = 600.1723046[MHz]

Y_Offset          = 5[ppm]

Y_Points          = 256

Y_Prescans        = 0

Y_Resolution      = 35.17242932[Hz]

Y_Sweep           = 9.00414191[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 16

Total_Scans       = 4096

Relaxation_Delay  = 1.5[s]

Recvr_Gain        = 56

Temp_Get          = 22.2[dC]

X_90_Width        = 8.1[us]

X_Acq_Time        = 0.113664[s]

X_Atn             = 2.5[dB]

X_Pulse           = 8.1[us]

Y_Acq_Time        = 28.43136[ms]

Irr_Mode          = Off

---- PROCESSING PARAMETERS ----

sinbell_auto

fft( 1, TRUE, TRUE )

ppm

[transpose]

sinbell_auto

zerofill( 4 )

fft( 1, TRUE, TRUE )

ppm

abs

symmetrize( Cosy, 24 )

[transpose]
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Filename          = 42SYK2-79-31_HMQC-1-2.jdf

Author            = y-soyaku

Experiment        = hmqc.jxp

Sample_Id         = 42SYK2-79-31

Solvent           = CHLOROFORM-D

Actual_Start_Time = 21-FEB-2018 05:20:10

Revision_Time     =  4-JAN-2019 11:37:50

Comment           = gradient enhanced HMQC wi

Data_Format       = 2D REAL REAL

Dim_Size          = 819, 512

X_Domain          = Proton

Y_Domain          = Carbon

Dim_Title         = Proton Carbon13

Dim_Units         = [ppm] [ppm]

Dimensions        = X Y

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 90.9312[ms]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 1024

X_Prescans        = 4

X_Resolution      = 10.99732545[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Y_Domain          = 13C

Y_Freq            = 150.91343039[MHz]

Y_Offset          = 85[ppm]

Y_Points          = 256

Y_Prescans        = 0

Y_Resolution      = 100.26309035[Hz]

Y_Sweep           = 25.66735113[kHz]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 16

Total_Scans       = 4096

Relaxation_Delay  = 1.5[s]

Recvr_Gain        = 90

Temp_Get          = 22.4[dC]

X_Acq_Time        = 90.9312[ms]

X_Atn             = 2.5[dB]

X_Gamma           = 42576375

X_Pulse           = 8.1[us]

Y_Acq_Time        = 9.97376[ms]

Y_Atn             = 12[dB]

Y_Gamma           = 10705836.9

Y_Pulse           = 11.1[us]

Irr_Atn_Dec       = 30.918[dB]

---- PROCESSING PARAMETERS ----

sinbell4( -60, 160 )

zerofill( 1 )

fft( 1, TRUE, TRUE )

ppm

[transpose]

sinbell4( -60, 160 )

zerofill( 2 )

fft( 1, TRUE, TRUE )

ppm

abs

[transpose]
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Filename          = 42SYK2-95-36_Proton-1-2.j

Author            = y-soyaku

Experiment        = proton.jxp

Sample_Id         = 42SYK2-95-36

Solvent           = CHLOROFORM-D

Actual_Start_Time = 22-FEB-2018 19:36:20

Revision_Time     =  4-JAN-2019 12:49:03

Comment           = single_pulse

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

X_Domain          = Proton

Dim_Title         = Proton

Dim_Units         = [ppm]

Dimensions        = X

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 1.4548992[s]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.68733284[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 32

Total_Scans       = 32

Relaxation_Delay  = 5[s]

Recvr_Gain        = 42

Temp_Get          = 23.6[dC]

X_90_Width        = 8.1[us]

X_Acq_Time        = 1.4548992[s]

X_Angle           = 45[deg]

X_Atn             = 2.5[dB]

X_Pulse           = 4.05[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 6.4548992[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 0.2[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm

以下に由来：: 42SYK2-95-36_Proton-1-1.jdf
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Filename          = 42SYK2-95-36_Carbon-1-2.j

Author            = y-soyaku

Experiment        = carbon.jxp

Sample_Id         = 42SYK2-95-36

Solvent           = CHLOROFORM-D

Actual_Start_Time = 22-FEB-2018 19:44:06

Revision_Time     =  4-JAN-2019 12:58:43

Comment           = single pulse decoupled ga

Data_Format       = 1D COMPLEX

Dim_Size          = 26214

X_Domain          = Carbon

Dim_Title         = Carbon13

Dim_Units         = [ppm]

Dimensions        = X

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 0.69206016[s]

X_Domain          = 13C

X_Freq            = 150.91343039[MHz]

X_Offset          = 100[ppm]

X_Points          = 32768

X_Prescans        = 4

X_Resolution      = 1.44496109[Hz]

X_Sweep           = 47.34848485[kHz]

X_Sweep_Clipped   = 37.87878788[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 10000

Total_Scans       = 10000

Relaxation_Delay  = 2[s]

Recvr_Gain        = 58

Temp_Get          = 22.9[dC]

X_90_Width        = 11.1[us]

X_Acq_Time        = 0.69206016[s]

X_Angle           = 30[deg]

X_Atn             = 12[dB]

X_Pulse           = 3.7[us]

Irr_Atn_Dec       = 21.947[dB]

Irr_Atn_Noe       = 21.947[dB]

Irr_Noise         = WALTZ

Irr_Pwidth        = 76[us]

Decoupling        = TRUE

Initial_Wait      = 1[s]

Noe               = TRUE

Noe_Time          = 2[s]

Repetition_Time   = 2.69206016[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 2.0[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm

以下に由来：: 42SYK2-95-36_Carbon-1-1.jdf
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Filename          = 42SYK2-95-36_COSY-1-2.jdf

Author            = y-soyaku

Experiment        = cosy.jxp

Sample_Id         = 42SYK2-95-36

Solvent           = CHLOROFORM-D

Actual_Start_Time = 23-FEB-2018 03:14:35

Revision_Time     =  4-JAN-2019 13:15:04

Comment           = gradient absolute value c

Data_Format       = 2D REAL REAL

Dim_Size          = 1024, 1024

X_Domain          = Proton

Y_Domain          = Proton

Dim_Title         = Proton Proton

Dim_Units         = [ppm] [ppm]

Dimensions        = X Y

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 0.113664[s]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 1280

X_Prescans        = 4

X_Resolution      = 8.79786036[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Y_Domain          = 1H

Y_Freq            = 600.1723046[MHz]

Y_Offset          = 5[ppm]

Y_Points          = 256

Y_Prescans        = 0

Y_Resolution      = 35.17242932[Hz]

Y_Sweep           = 9.00414191[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 16

Total_Scans       = 4096

Relaxation_Delay  = 1.5[s]

Recvr_Gain        = 54

Temp_Get          = 23.4[dC]

X_90_Width        = 8.1[us]

X_Acq_Time        = 0.113664[s]

X_Atn             = 2.5[dB]

X_Pulse           = 8.1[us]

Y_Acq_Time        = 28.43136[ms]

Irr_Mode          = Off

---- PROCESSING PARAMETERS ----

sinbell_auto

fft( 1, TRUE, TRUE )

ppm

[transpose]

sinbell_auto

zerofill( 4 )

fft( 1, TRUE, TRUE )

ppm

abs

symmetrize( Cosy, 24 )

[transpose]
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Filename          = 42SYK2-95-36_HMQC-1-2.jdf

Author            = y-soyaku

Experiment        = hmqc.jxp

Sample_Id         = 42SYK2-95-36

Solvent           = CHLOROFORM-D

Actual_Start_Time = 23-FEB-2018 05:09:04

Revision_Time     =  4-JAN-2019 13:25:07

Comment           = gradient enhanced HMQC wi

Data_Format       = 2D REAL REAL

Dim_Size          = 819, 512

X_Domain          = Proton

Y_Domain          = Carbon

Dim_Title         = Proton Carbon13

Dim_Units         = [ppm] [ppm]

Dimensions        = X Y

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 90.9312[ms]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 1024

X_Prescans        = 4

X_Resolution      = 10.99732545[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Y_Domain          = 13C

Y_Freq            = 150.91343039[MHz]

Y_Offset          = 85[ppm]

Y_Points          = 256

Y_Prescans        = 0

Y_Resolution      = 100.26309035[Hz]

Y_Sweep           = 25.66735113[kHz]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 16

Total_Scans       = 4096

Relaxation_Delay  = 1.5[s]

Recvr_Gain        = 90

Temp_Get          = 23.8[dC]

X_Acq_Time        = 90.9312[ms]

X_Atn             = 2.5[dB]

X_Gamma           = 42576375

X_Pulse           = 8.1[us]

Y_Acq_Time        = 9.97376[ms]

Y_Atn             = 12[dB]

Y_Gamma           = 10705836.9

Y_Pulse           = 11.1[us]

Irr_Atn_Dec       = 30.918[dB]

---- PROCESSING PARAMETERS ----

sinbell4( -60, 160 )

zerofill( 1 )

fft( 1, TRUE, TRUE )

ppm

[transpose]

sinbell4( -60, 160 )

zerofill( 2 )

fft( 1, TRUE, TRUE )

ppm

abs

[transpose]
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Filename          = 42SYK2-98-37_Proton-1-2.j

Author            = y-soyaku

Experiment        = proton.jxp

Sample_Id         = 42SYK2-98-37

Solvent           = CHLOROFORM-D

Actual_Start_Time =  1-MAR-2018 17:06:12

Revision_Time     =  4-JAN-2019 14:48:38

Comment           = single_pulse

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

X_Domain          = Proton

Dim_Title         = Proton

Dim_Units         = [ppm]

Dimensions        = X

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 1.4548992[s]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.68733284[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 16

Total_Scans       = 16

Relaxation_Delay  = 5[s]

Recvr_Gain        = 46

Temp_Get          = 22.5[dC]

X_90_Width        = 8.1[us]

X_Acq_Time        = 1.4548992[s]

X_Angle           = 45[deg]

X_Atn             = 2.5[dB]

X_Pulse           = 4.05[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 6.4548992[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 0.2[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm

以下に由来：: 42SYK2-98-37_Proton-1-1.jdf
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Filename          = 42SYK2-98-37_Carbon-1-2.j

Author            = y-soyaku

Experiment        = carbon.jxp

Sample_Id         = 42SYK2-98-37

Solvent           = CHLOROFORM-D

Actual_Start_Time =  1-MAR-2018 19:29:56

Revision_Time     =  3-JAN-2019 18:21:21

Comment           = single pulse decoupled ga

Data_Format       = 1D COMPLEX

Dim_Size          = 26214

X_Domain          = Carbon

Dim_Title         = Carbon13

Dim_Units         = [ppm]

Dimensions        = X

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 0.69206016[s]

X_Domain          = 13C

X_Freq            = 150.91343039[MHz]

X_Offset          = 100[ppm]

X_Points          = 32768

X_Prescans        = 4

X_Resolution      = 1.44496109[Hz]

X_Sweep           = 47.34848485[kHz]

X_Sweep_Clipped   = 37.87878788[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 8000

Total_Scans       = 8000

Relaxation_Delay  = 2[s]

Recvr_Gain        = 58

Temp_Get          = 22.6[dC]

X_90_Width        = 11.1[us]

X_Acq_Time        = 0.69206016[s]

X_Angle           = 30[deg]

X_Atn             = 12[dB]

X_Pulse           = 3.7[us]

Irr_Atn_Dec       = 21.947[dB]

Irr_Atn_Noe       = 21.947[dB]

Irr_Noise         = WALTZ

Irr_Pwidth        = 76[us]

Decoupling        = TRUE

Initial_Wait      = 1[s]

Noe               = TRUE

Noe_Time          = 2[s]

Repetition_Time   = 2.69206016[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 2.0[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm

以下に由来：: 42SYK2-98-37_Carbon-1-1.jdf
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Filename          = 42SYK2-98-37_COSY-1-2.jdf

Author            = y-soyaku

Experiment        = cosy.jxp

Sample_Id         = 42SYK2-98-37

Solvent           = CHLOROFORM-D

Actual_Start_Time =  2-MAR-2018 01:30:34

Revision_Time     =  4-JAN-2019 18:58:01

Comment           = gradient absolute value c

Data_Format       = 2D REAL REAL

Dim_Size          = 1024, 1024

X_Domain          = Proton

Y_Domain          = Proton

Dim_Title         = Proton Proton

Dim_Units         = [ppm] [ppm]

Dimensions        = X Y

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 0.113664[s]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 1280

X_Prescans        = 4

X_Resolution      = 8.79786036[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Y_Domain          = 1H

Y_Freq            = 600.1723046[MHz]

Y_Offset          = 5[ppm]

Y_Points          = 256

Y_Prescans        = 0

Y_Resolution      = 35.17242932[Hz]

Y_Sweep           = 9.00414191[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 16

Total_Scans       = 4096

Relaxation_Delay  = 1.5[s]

Recvr_Gain        = 50

Temp_Get          = 22.7[dC]

X_90_Width        = 8.1[us]

X_Acq_Time        = 0.113664[s]

X_Atn             = 2.5[dB]

X_Pulse           = 8.1[us]

Y_Acq_Time        = 28.43136[ms]

Irr_Mode          = Off

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 0.2[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm
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Filename          = 42SYK2-98-37_HMQC-1-2.jdf

Author            = y-soyaku

Experiment        = hmqc.jxp

Sample_Id         = 42SYK2-98-37

Solvent           = CHLOROFORM-D

Actual_Start_Time =  2-MAR-2018 03:24:40

Revision_Time     =  6-APR-2019 21:35:04

Comment           = gradient enhanced HMQC wi

Data_Format       = 2D REAL REAL

Dim_Size          = 819, 512

X_Domain          = Proton

Y_Domain          = Carbon

Dim_Title         = Proton Carbon13

Dim_Units         = [ppm] [ppm]

Dimensions        = X Y

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 90.9312[ms]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 1024

X_Prescans        = 4

X_Resolution      = 10.99732545[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Y_Domain          = 13C

Y_Freq            = 150.91343039[MHz]

Y_Offset          = 85[ppm]

Y_Points          = 256

Y_Prescans        = 0

Y_Resolution      = 100.26309035[Hz]

Y_Sweep           = 25.66735113[kHz]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 16

Total_Scans       = 4096

Relaxation_Delay  = 1.5[s]

Recvr_Gain        = 90

Temp_Get          = 22.9[dC]

X_Acq_Time        = 90.9312[ms]

X_Atn             = 2.5[dB]

X_Gamma           = 42576375

X_Pulse           = 8.1[us]

Y_Acq_Time        = 9.97376[ms]

Y_Atn             = 12[dB]

Y_Gamma           = 10705836.9

Y_Pulse           = 11.1[us]

Irr_Atn_Dec       = 30.918[dB]

---- PROCESSING PARAMETERS ----

sinbell4( -60, 160 )

zerofill( 1 )

fft( 1, TRUE, TRUE )

ppm

[transpose]

sinbell4( -60, 160 )

zerofill( 2 )

fft( 1, TRUE, TRUE )

ppm

abs

[transpose]
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Filename          = 42SYK2-100-40_Proton-1-2.

Author            = y-soyaku

Experiment        = proton.jxp

Sample_Id         = 42SYK2-100-40

Solvent           = CHLOROFORM-D

Actual_Start_Time = 14-MAR-2018 19:48:49

Revision_Time     =  4-JAN-2019 19:31:27

Comment           = single_pulse

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

X_Domain          = Proton

Dim_Title         = Proton

Dim_Units         = [ppm]

Dimensions        = X

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 1.4548992[s]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.68733284[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 64

Total_Scans       = 64

Relaxation_Delay  = 5[s]

Recvr_Gain        = 38

Temp_Get          = 22.4[dC]

X_90_Width        = 8.1[us]

X_Acq_Time        = 1.4548992[s]

X_Angle           = 45[deg]

X_Atn             = 2.5[dB]

X_Pulse           = 4.05[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 6.4548992[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 0.2[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm

以下に由来：: 42SYK2-100-40_Proton-1-1.jdf
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Filename          = 42SYK2-100-40_Carbon-1-2.

Author            = y-soyaku

Experiment        = carbon.jxp

Sample_Id         = 42SYK2-100-40

Solvent           = CHLOROFORM-D

Actual_Start_Time = 14-MAR-2018 19:57:11

Revision_Time     =  4-JAN-2019 20:31:23

Comment           = single pulse decoupled ga

Data_Format       = 1D COMPLEX

Dim_Size          = 26214

X_Domain          = Carbon

Dim_Title         = Carbon13

Dim_Units         = [ppm]

Dimensions        = X

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 0.69206016[s]

X_Domain          = 13C

X_Freq            = 150.91343039[MHz]

X_Offset          = 100[ppm]

X_Points          = 32768

X_Prescans        = 4

X_Resolution      = 1.44496109[Hz]

X_Sweep           = 47.34848485[kHz]

X_Sweep_Clipped   = 37.87878788[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 8000

Total_Scans       = 8000

Relaxation_Delay  = 2[s]

Recvr_Gain        = 50

Temp_Get          = 22.5[dC]

X_90_Width        = 11.1[us]

X_Acq_Time        = 0.69206016[s]

X_Angle           = 30[deg]

X_Atn             = 12[dB]

X_Pulse           = 3.7[us]

Irr_Atn_Dec       = 21.947[dB]

Irr_Atn_Noe       = 21.947[dB]

Irr_Noise         = WALTZ

Irr_Pwidth        = 76[us]

Decoupling        = TRUE

Initial_Wait      = 1[s]

Noe               = TRUE

Noe_Time          = 2[s]

Repetition_Time   = 2.69206016[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 2.0[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm

以下に由来：: 42SYK2-100-40_Carbon-1-1.jdf
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Filename          = 42SYK2-100-40_COSY-1-2.jd

Author            = y-soyaku

Experiment        = cosy.jxp

Sample_Id         = 42SYK2-100-40

Solvent           = CHLOROFORM-D

Actual_Start_Time = 15-MAR-2018 01:57:55

Revision_Time     =  4-JAN-2019 20:37:55

Comment           = gradient absolute value c

Data_Format       = 2D REAL REAL

Dim_Size          = 1024, 1024

X_Domain          = Proton

Y_Domain          = Proton

Dim_Title         = Proton Proton

Dim_Units         = [ppm] [ppm]

Dimensions        = X Y

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 0.113664[s]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 1280

X_Prescans        = 4

X_Resolution      = 8.79786036[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Y_Domain          = 1H

Y_Freq            = 600.1723046[MHz]

Y_Offset          = 5[ppm]

Y_Points          = 256

Y_Prescans        = 0

Y_Resolution      = 35.17242932[Hz]

Y_Sweep           = 9.00414191[kHz]

Irr_Domain        = Proton

Irr_Freq          = 600.1723046[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 16

Total_Scans       = 4096

Relaxation_Delay  = 1.5[s]

Recvr_Gain        = 46

Temp_Get          = 22.7[dC]

X_90_Width        = 8.1[us]

X_Acq_Time        = 0.113664[s]

X_Atn             = 2.5[dB]

X_Pulse           = 8.1[us]

Y_Acq_Time        = 28.43136[ms]

Irr_Mode          = Off

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

sexp( 0.2[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm
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Filename          = 42SYK2-100-40_HMQC-1-2.jd

Author            = y-soyaku

Experiment        = hmqc.jxp

Sample_Id         = 42SYK2-100-40

Solvent           = CHLOROFORM-D

Actual_Start_Time = 15-MAR-2018 03:52:09

Revision_Time     =  4-JAN-2019 20:40:38

Comment           = gradient enhanced HMQC wi

Data_Format       = 2D REAL REAL

Dim_Size          = 819, 512

X_Domain          = Proton

Y_Domain          = Carbon

Dim_Title         = Proton Carbon13

Dim_Units         = [ppm] [ppm]

Dimensions        = X Y

Site              = JNM-ECA600

Spectrometer      = DELTA2_NMR

Field_Strength    = 14.09636928[T] (600[MHz])

X_Acq_Duration    = 90.9312[ms]

X_Domain          = 1H

X_Freq            = 600.1723046[MHz]

X_Offset          = 5[ppm]

X_Points          = 1024

X_Prescans        = 4

X_Resolution      = 10.99732545[Hz]

X_Sweep           = 11.26126126[kHz]

X_Sweep_Clipped   = 9.00900901[kHz]

Y_Domain          = 13C

Y_Freq            = 150.91343039[MHz]

Y_Offset          = 85[ppm]

Y_Points          = 256

Y_Prescans        = 0

Y_Resolution      = 100.26309035[Hz]

Y_Sweep           = 25.66735113[kHz]

Tri_Domain        = Proton

Tri_Freq          = 600.1723046[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 16

Total_Scans       = 4096

Relaxation_Delay  = 1.5[s]

Recvr_Gain        = 90

Temp_Get          = 23[dC]

X_Acq_Time        = 90.9312[ms]

X_Atn             = 2.5[dB]

X_Gamma           = 42576375

X_Pulse           = 8.1[us]

Y_Acq_Time        = 9.97376[ms]

Y_Atn             = 12[dB]

Y_Gamma           = 10705836.9

Y_Pulse           = 11.1[us]

Irr_Atn_Dec       = 30.918[dB]

---- PROCESSING PARAMETERS ----

sinbell4( -60, 160 )

zerofill( 1 )

fft( 1, TRUE, TRUE )

ppm

[transpose]

sinbell4( -60, 160 )

zerofill( 2 )

fft( 1, TRUE, TRUE )

ppm

abs

[transpose]
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