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1. Compound Data
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Figure S-1. 1H NMR spectra of 1-benzoyl-2,7-diethoxynaphthalene: 
Chemical shifts -0.5~10.5 ppm (top) and 6.5~8.5 ppm (bottom).
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Figure S-2. 13C NMR spectra of 1-benzoyl-2,7-diethoxynaphthalene: Chemical shifts -0.5~200.5 ppm.
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Figure S-3. IR spectrum of 1-benzoyl-2,7-diethoxynaphthalene
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Figure S-3. IR spectrum of 1-benzoyl-2,7-diethoxynaphthalene (continued)

[image: ][image: ]
[image: ]
Figure S-4. 1H NMR spectra of 1-benzoyl-7-ethoxy-2-hydroxynaphthalene: 
Chemical shifts -0.5~12.0 ppm (top) and 6.0~8.0 ppm (bottom).
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Figure S-5. 13C NMR spectrum of 1-benzoyl-7-ethoxy-2-hydroxynaphthalene: 
Chemical shifts -0.5~200.5 ppm (top) and 120.0~150 ppm (bottom).
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Figure S-6. IR spectrum of 1-benzoyl-7-ethoxy-2-hydroxynaphthalene
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Figure S-6. IR spectrum of 1-benzoyl-7-ethoxy-2-hydroxynaphthalene (continued)
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Figure S-7. 1H NMR spectra of 1,8-dibenzoyl-7-ethoxy-2-hydroxynaphthalene: Chemical shifts -0.5~10.5 ppm (top) and 6.5~8.5 ppm (bottom).
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Figure S-8. 13C NMR spectra of 1,8-dibenzoyl-7-ethoxy-2-hydroxynaphthalene: Chemical shifts -0.5~200.5 ppm (top) and 120.0~145.0 ppm (bottom).
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Figure S-9. IR spectra of 1,8-dibenzoyl-7-ethoxy-2-hydroxynaphthalene
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Figure S-9. IR spectra of 1,8-dibenzoyl-7-ethoxy-2-hydroxynaphthalene (continued)

































2. X-ray Diffraction Analysis.
For the crystal structure determination, the single crystal of the title compound was used for data collection on a four circle Rigaku RAXIS RAPID diffractometer (equipped with a two-dimensional area IP detector).  The graphite-monochromated CuKa radiation (l = 1.54187 Å) was used for data collection. The lattice parameters were determined by the least-squares methods on the basis of all reflections with F2 > 2s(F2).  Crystal data, data collection, and structure refinement details are summarized in Table S-1.  The data collection and cell refinement were performed using RAPID-AUTO software [1].  The data reduction was performed using CrystalStructure [2].  The structures were solved by direct methods using SIR2011[3] and refined by a full-matrix least-squares procedure using the program SHELXL-2014 [4].  All H atoms were found in a difference map and were subsequently refined as riding atoms, with aromatic C–H = 0.95 Å and O–H = 0.84 Å, and with Uiso(H) = 1.2Ueq (C). 　Crystallographic data have been deposited at the Cambridge Crystallographic Data Centre, and can be obtained free of charge on application to CCDC, 12 Union Road, Cambridge CB21EZ, UK (fax: (+44) 1223-336-033; email: deposit@ccdc.cam.ac.uk). 
Crystal data for title compound: C26H20O4, colourless block, FW = 396.42, Triclinic, P-1, a = 8.0211(2) Å, b = 11.1964(3) Å, c = 11.6939(4) Å, a =81.2036(14)˚, b= 70.8877(13)°, g = 86.930(2), V = 980.63(5) Å3, T = 193 K, Z = 2, Dcalcd = 1.343 g cm-3, R1 = 0.0437, wR2 = 0.1510, GOF = 1.145. CCDC 2245426. 


Table S-1. Crystal data and details of the structure refinement for the title compound and the homologous compound.

	Parameters
	Title compound 
	 Homologue [5]

	Empirical formula
	C26H20O4 
	C28H24O4

	Formula weight
	396.42
	424.47

	Temperature (K)
	193 
	193

	Crystal system
	Triclinic 
	Monoclinic

	Space group
	P-1 
	P21/n

	a, (Å)
	8.0211(2)
	7.92185(14)

	b, (Å)
	11.1964(3)
	20.6794(4)

	c, (Å)
	11.6939(4)
	14.2130(3)

	a, (˚)
	81.2036(14)
	90.00

	b, (˚)
	70.8877(13)
	106.043(1)

	g, (˚)
	86.930(2)
	90.00

	Volume (Å3)
	980.63(5)
	2237.68(7)

	Z
	2 
	4

	ρcalc (g/cm3)
	1.343
	1.260

	μ (mm1)
	0.73 
	0.67

	F(000)
	416 
	896

	Crystal size (mm3)
	0.20 × 0.10 × 0.05 
	0.60× 0.50 × 0.10

	Radiation
	CuKα (λ = 1.54187) 
	CuKα (λ = 1.54187)

	2Θ range for data collection (°)
	4.0 to 68.2 
	3.2 to 68.3

	Index ranges
	-9 ≤ h ≤ 9, 
-13≤ k ≤13, 
-14 ≤ l ≤ 14 
	-9 ≤ h ≤ 9, 
-24≤ k ≤24, 
-17 ≤ l ≤ 17

	Reflections collected
	18695
	39782

	Independent reflections
	3541, Rint = 0.034 
	4076, Rint = 0.041

	Data/restraints/parameters
	3541/0/249 
	3736/0/292

	Goodness-of-fit on F2
	1.145 
	1.050

	Final R indexes [I≥2σ (I)]
	R1 = 0.0437, wR2 = 0.1510 
	R1 = 0.0348, wR2 = 0.0905 

	Final R indexes [all data]
	R1 = 0.1058, wR2 = 0.0951
	R1 =0.0374, wR2 = 0.0886

	Largest diff. peak/hole (e Å-3)
	0.30/-0.29 
	0.23/-0.16

	
	
	



Table S-2. Geometric parameters for title compound: Bond lengths (Å)
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Table S-3. Geometric parameters for title compound: Bond angles (˚).
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Table S-4. Geometric parameters for title compound: Torsion angles (˚).
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Figure S-10. Molecular structure of title compound in the title compound with the atom-labeling scheme and displacement ellipsoids drawn at the 50% probability level. 
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Figure S-11. Molecular unit of title compound with symmetry elements. Centrosymmetric centre is expressed as yellow dot. 




Table S-5. Hydrogen bonding interactions for the title compound.
	D–H…A
	H…A (Å)
	D…A (Å)
	D–H…A(˚)

	IntraO2–H2…O1
	2.05
	2.747(3)
	139

	O2–H2…O1 i
	2.20
	2.830(3)
	132

	C15–H15…O2 ii
	2.58
	3.387(3)
	143

	C16–H16…O1iii
	2.57
	3.5693(1)
	137


Symmetry code: (i) 1-x, -y, -z; (ii) 2-x, -y, -z; (iii) 1+x, y, z.

Table S-6. p…p Stacking interactions for the title compound.
	Ring I…Ring J
	Distance (Å)
	Slippage (Å)
	Interplanar distance (Å)
	Dihedral angle (˚)
	Slippage angle (˚)

	Cg3…Cg3 iv
	3.7114(10)
	1.536
	3.3789(7)
	0.00(8)
	24.4

	Cg5…Cg5 v
	3.4961 (15)
	0.860
	3.3886(10)
	0.02(9)
	14.2


Cg3 centroid of C12–C17 ring; Cg5 centroid of C1/C2/C3/C4/C10/C5/C6/C7/C8/C9 ring
Symmetry code: (iv) 2-x, -y, -z; (v) 1-x, 1-y, -z.
[image: ]
Figure S-12. A part of molecular aggregation of title compound with symmetry elements. 
O–H…O classical hydrogen bonds, C–H…O non-classical hydrogen bonds, and p…p stacking interactions are expressed as red dashed lines, black dashed lines, and green dotted lines, respectively. 
[image: 飛行機 が含まれている画像
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Figure S-13. Molecular structure of the homologous compound with atom-labelling (top) and molecular uni with symmetry elements (bottom). Centrosymmetric centre, two-fold helical axis, glide plane are expressed as yellow dot, green line with flags, and pink sheet, respectively.






 

Table S-7. Hydrogen bonding interactions for the homologous compound.[5]
	D–H…A
	H…A (Å)
	D…A (Å)
	D–H…A(˚)

	C14–H14…O3 i
	2.37
	3.2404(16)
	153

	C21–H21…O4 ii
	2.39
	3.3326(16)
	171


Symmetry code: (i) x+1, y, z; (ii) x-1, y, z.

Table S-8. p…p Stacking interactions for the homologous compound.
	Ring I…Ring J
	Distance (Å)
	slippage(Å)
	Interplanar distance (Å)
	Dihedral angle (˚)
	Slippage angle (˚)

	Cg1…Cg1iii
	3.6863(7)
	1.573
	3.3338(5)
	0.00
	25.26


Cg1 centroid of C1/C2/C3/C4/C10/C9 ring.
Symmetry code: (iii) 1-x,1-y,1-z.
[image: テキスト, 地図 が含まれている画像
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Figure S-14. A part of molecular aggregation of homologous compound with symmetry elements. C–H…O non-classical hydrogen bonds and p…p stacking interactions are expressed as black dashed lines and green dotted lines, respectively. 
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Filename          = 181031-1-H-2-OH-7-OEt-doi

Author            = delta

Experiment        = single_pulse.ex2

Sample_Id         = S#679520

Solvent           = CHLOROFORM-D

Actual_Start_Time =  1-NOV-2018 00:00:17

Revision_Time     =  1-NOV-2018 20:54:53

Comment           = single_pulse

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

X_Domain          = 1H

Dim_Title         = 1H

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECX 300

Spectrometer      = JNM-ECX300

Field_Strength    = 7.0586013[T] (300[MHz])

X_Acq_Duration    = 2.90717696[s]

X_Domain          = 1H

X_Freq            = 300.52965592[MHz]

X_Offset          = 5[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.34397631[Hz]

X_Sweep           = 5.63570784[kHz]

Irr_Domain        = 1H

Irr_Freq          = 300.52965592[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = 1H

Tri_Freq          = 300.52965592[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 4

Total_Scans       = 4

Relaxation_Delay  = 5[s]

Recvr_Gain        = 30

Temp_Get          = 460.0[dC]

X_90_Width        = 11.8[us]

X_Acq_Time        = 2.90717696[s]

X_Angle           = 45[deg]

X_Atn             = 1.8[dB]

X_Pulse           = 5.9[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 7.90717696[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

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

trapezoid3( 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm
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Filename = 181031-1-H-2-OH-7-OEt-doi
Author = delta

Experiment = single_pulse.ex2

Sample Id = S#679520

Solvent = CHLOROFORM-D
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Filename          = 181031-1-H-2-OH-7-OEt-doi

Author            = delta

Experiment        = single_pulse.ex2

Sample_Id         = S#679520

Solvent           = CHLOROFORM-D

Actual_Start_Time =  1-NOV-2018 00:00:17

Revision_Time     =  1-NOV-2018 20:54:53

Comment           = single_pulse

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

X_Domain          = 1H

Dim_Title         = 1H

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECX 300

Spectrometer      = JNM-ECX300

Field_Strength    = 7.0586013[T] (300[MHz])

X_Acq_Duration    = 2.90717696[s]

X_Domain          = 1H

X_Freq            = 300.52965592[MHz]

X_Offset          = 5[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.34397631[Hz]

X_Sweep           = 5.63570784[kHz]

Irr_Domain        = 1H

Irr_Freq          = 300.52965592[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = 1H

Tri_Freq          = 300.52965592[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 4

Total_Scans       = 4

Relaxation_Delay  = 5[s]

Recvr_Gain        = 30

Temp_Get          = 460.0[dC]

X_90_Width        = 11.8[us]

X_Acq_Time        = 2.90717696[s]

X_Angle           = 45[deg]

X_Atn             = 1.8[dB]

X_Pulse           = 5.9[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 7.90717696[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

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

trapezoid3( 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm
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Filename          = 181031-1-H-2-OH-7-OEt-car

Author            = delta

Experiment        = single_pulse_dec

Sample_Id         = S#680412

Solvent           = CHLOROFORM-D

Actual_Start_Time =  1-NOV-2018 00:01:33

Revision_Time     = 18-APR-2022 15:49:47

Comment           = single pulse decoupled ga

Data_Format       = 1D COMPLEX

Dim_Size          = 26214

X_Domain          = 13C

Dim_Title         = 13C

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECX 300

Spectrometer      = JNM-ECX300

Field_Strength    = 7.0586013[T] (300[MHz])

X_Acq_Duration    = 1.38412032[s]

X_Domain          = 13C

X_Freq            = 75.56823426[MHz]

X_Offset          = 100[ppm]

X_Points          = 32768

X_Prescans        = 4

X_Resolution      = 0.72248054[Hz]

X_Sweep           = 23.67424242[kHz]

Irr_Domain        = 1H

Irr_Freq          = 300.52965592[MHz]

Irr_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 68

Total_Scans       = 68

Relaxation_Delay  = 2[s]

Recvr_Gain        = 60

Temp_Get          = 460.0[dC]

X_90_Width        = 8[us]

X_Acq_Time        = 1.38412032[s]

X_Angle           = 30[deg]

X_Atn             = 4.9[dB]

X_Pulse           = 2.66666667[us]

Irr_Atn_Dec       = 24.113[dB]

Irr_Atn_Noe       = 24.113[dB]

Irr_Noise         = WALTZ

Decoupling        = TRUE

Initial_Wait      = 1[s]

Noe               = TRUE

Noe_Time          = 2[s]

Repetition_Time   = 3.38412032[s]
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Filename          = 181031-1-H-2-OH-7-OEt-car

Author            = delta

Experiment        = single_pulse_dec

Sample_Id         = S#680412

Solvent           = CHLOROFORM-D

Actual_Start_Time =  1-NOV-2018 00:01:33

Revision_Time     = 18-APR-2022 15:49:47

Comment           = single pulse decoupled ga

Data_Format       = 1D COMPLEX

Dim_Size          = 26214

X_Domain          = 13C

Dim_Title         = 13C

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECX 300

Spectrometer      = JNM-ECX300

Field_Strength    = 7.0586013[T] (300[MHz])

X_Acq_Duration    = 1.38412032[s]

X_Domain          = 13C

X_Freq            = 75.56823426[MHz]

X_Offset          = 100[ppm]

X_Points          = 32768

X_Prescans        = 4

X_Resolution      = 0.72248054[Hz]

X_Sweep           = 23.67424242[kHz]

Irr_Domain        = 1H

Irr_Freq          = 300.52965592[MHz]

Irr_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 68

Total_Scans       = 68

Relaxation_Delay  = 2[s]

Recvr_Gain        = 60

Temp_Get          = 460.0[dC]

X_90_Width        = 8[us]

X_Acq_Time        = 1.38412032[s]

X_Angle           = 30[deg]

X_Atn             = 4.9[dB]

X_Pulse           = 2.66666667[us]

Irr_Atn_Dec       = 24.113[dB]

Irr_Atn_Noe       = 24.113[dB]

Irr_Noise         = WALTZ

Decoupling        = TRUE

Initial_Wait      = 1[s]

Noe               = TRUE

Noe_Time          = 2[s]

Repetition_Time   = 3.38412032[s]
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dc_balance( 0, FALSE )
i sexp( 0.2[Hz], 0.0[s]
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i zerofill( 1 )
fft( 1, TRUE, TRUE )
| machinephase
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Author = delta
Experiment = single_pulse.ex2
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Filename          = 181211-1,8-H-2-OEt-7-OH-d

Author            = delta

Experiment        = single_pulse.ex2

Sample_Id         = S#641093

Solvent           = CHLOROFORM-D

Actual_Start_Time = 12-DEC-2018 22:54:20

Revision_Time     =  8-JAN-2019 10:47:17

Comment           = single_pulse

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

X_Domain          = 1H

Dim_Title         = 1H

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECX 300

Spectrometer      = JNM-ECX300

Field_Strength    = 7.0586013[T] (300[MHz])

X_Acq_Duration    = 2.90717696[s]

X_Domain          = 1H

X_Freq            = 300.52965592[MHz]

X_Offset          = 5[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.34397631[Hz]

X_Sweep           = 5.63570784[kHz]

Irr_Domain        = 1H

Irr_Freq          = 300.52965592[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = 1H

Tri_Freq          = 300.52965592[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 4

Total_Scans       = 4

Relaxation_Delay  = 5[s]

Recvr_Gain        = 36

Temp_Get          = 460.0[dC]

X_90_Width        = 11.8[us]

X_Acq_Time        = 2.90717696[s]

X_Angle           = 45[deg]

X_Atn             = 1.8[dB]

X_Pulse           = 5.9[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 7.90717696[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

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

trapezoid3( 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm
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i ---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
i sexp( 0.2[Hz], 0.0[s]
trapezoid3( O0[%], 80[%], 100([%] )
i zerofill( 1 )
fft( 1, TRUE, TRUE )
| machinephase
Ppm
Filename = 181211-1,8-H-2-OEt-7-OH-d
<] ~ Author = delta
N ol Experiment = single_pulse.ex2
i o) Sample_ Id = S#641093
Solvent = CHLOROFORM-D
4 Actual_Start Time = 12-DEC-2018 22:54:20
Rev:l.s:.on Time = 8-JAN-2019 10:47:17
Comment = single_pulse
4 Data Format = 1D COMPLEX
Dim Size = 13107
i X Domain = 1H
Dim Title = 1H
4 Dim Units = [ppm]
Dimensions =X
4 o g Site = ECX 300
ﬁ S ~ Spectrometer = JNM-ECX300
Q)]
Field Strength = 7.0586013[T] (300[MHz])
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X Prescans =1
i X Resolution = 0.34397631[Hz]
X Sweep = 5.63570784 [kHz]
i Irr Domain = 1H
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Filename          = 181211-1,8-H-2-OEt-7-OH-d

Author            = delta

Experiment        = single_pulse.ex2

Sample_Id         = S#641093

Solvent           = CHLOROFORM-D

Actual_Start_Time = 12-DEC-2018 22:54:20

Revision_Time     =  8-JAN-2019 10:47:17

Comment           = single_pulse

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

X_Domain          = 1H

Dim_Title         = 1H

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECX 300

Spectrometer      = JNM-ECX300

Field_Strength    = 7.0586013[T] (300[MHz])

X_Acq_Duration    = 2.90717696[s]

X_Domain          = 1H

X_Freq            = 300.52965592[MHz]

X_Offset          = 5[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.34397631[Hz]

X_Sweep           = 5.63570784[kHz]

Irr_Domain        = 1H

Irr_Freq          = 300.52965592[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = 1H

Tri_Freq          = 300.52965592[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 4

Total_Scans       = 4

Relaxation_Delay  = 5[s]

Recvr_Gain        = 36

Temp_Get          = 460.0[dC]

X_90_Width        = 11.8[us]

X_Acq_Time        = 2.90717696[s]

X_Angle           = 45[deg]

X_Atn             = 1.8[dB]

X_Pulse           = 5.9[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 7.90717696[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

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

trapezoid3( 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm
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—---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )

sexp( 2.0[Hz], 0.0[s]

trapezoid3( O[%], 80[%], 100[%] )
zerofill( 1 )

£ft( 1, TRUE, TRUE )
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Filename = 181211-1,8-H-2-OEt-7-OH-c
Author = delta

Experiment = single_pulse_dec

Sample Id = S#642115

Solvent = CHLOROFORM-D

Revision_ Time

Comment
Data Format
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X Domain
Dim Title
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Dimensions
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Irr Atn_Noe

Irr Noise
Decoupling
Initial Wait
Noe

Noe Time
Repetition Time

15-DEC-2018 11:48:35

single pulse decoupled ga
1D COMPLEX

26214

13c

13c

[ppm]

X

ECX 300
JNM-ECX300

7.0586013[T] (300[MHz])
1.38412032(s]

13C

75.56823426 [MHz]
100 [ppm]

32768

4

0.72248054 [Hz]
23.67424242[kHz]
1H

300.52965592 [MHz]
5 [ppm]

TRUE

136

136

2[s]

60

460.0[dC]
8[us]
1.38412032([s]
30[deg]
4.9[dB]
2.66666667[us]
24.113[dB]
24.113[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]
3.38412032([s]










a

b

u

n

d

a

n

c

e

0

0

.

1

0

.

2

0

.

3

0

.

4

0

.

5

X : parts per Million : 13C

200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

1

9

8

.

8

4

7

1

9

7

.

2

2

2

1

5

9

.

3

9

0

1

5

7

.

4

4

0

1

3

8

.

8

7

3

1

3

8

.

7

7

8

1

3

5

.

0

3

0

1

3

3

.

6

4

3

1

3

3

.

2

2

3

1

3

3

.

0

7

0

1

3

1

.

8

7

5

1

3

0

.

9

6

7

1

2

9

.

2

7

4

1

2

8

.

3

5

6

1

2

7

.

4

1

0

1

2

4

.

6

8

5

1

2

2

.

1

6

1

1

1

7

.

1

9

9

1

1

4

.

9

4

3

1

1

1

.

8

8

3

7

7

.

7

9

0

7

7

.

3

6

0

7

6

.

9

3

9

6

4

.

7

1

1

1

4

.

2

2

2

Filename          = 181211-1,8-H-2-OEt-7-OH-c

Author            = delta

Experiment        = single_pulse_dec

Sample_Id         = S#642115

Solvent           = CHLOROFORM-D

Actual_Start_Time = 12-DEC-2018 22:55:34

Revision_Time     = 15-DEC-2018 11:48:35

Comment           = single pulse decoupled ga

Data_Format       = 1D COMPLEX

Dim_Size          = 26214

X_Domain          = 13C

Dim_Title         = 13C

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECX 300

Spectrometer      = JNM-ECX300

Field_Strength    = 7.0586013[T] (300[MHz])

X_Acq_Duration    = 1.38412032[s]

X_Domain          = 13C

X_Freq            = 75.56823426[MHz]

X_Offset          = 100[ppm]

X_Points          = 32768

X_Prescans        = 4

X_Resolution      = 0.72248054[Hz]

X_Sweep           = 23.67424242[kHz]

Irr_Domain        = 1H

Irr_Freq          = 300.52965592[MHz]

Irr_Offset        = 5[ppm]

Clipped           = TRUE

Scans             = 136

Total_Scans       = 136

Relaxation_Delay  = 2[s]

Recvr_Gain        = 60

Temp_Get          = 460.0[dC]

X_90_Width        = 8[us]

X_Acq_Time        = 1.38412032[s]

X_Angle           = 30[deg]

X_Atn             = 4.9[dB]

X_Pulse           = 2.66666667[us]

Irr_Atn_Dec       = 24.113[dB]

Irr_Atn_Noe       = 24.113[dB]

Irr_Noise         = WALTZ

Decoupling        = TRUE

Initial_Wait      = 1[s]

Noe               = TRUE

Noe_Time          = 2[s]

Repetition_Time   = 3.38412032[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

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

trapezoid3( 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm
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—---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )

sexp( 2.0[Hz], 0.0[s]

trapezoid3( O[%], 80[%], 100[%] )

zerofill( 1 )

££t( 1, TRUE, TRUE )
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Actual_Start Time

12-DEC-2018 22:55:34

machinephase

Ppm

Filename = 181211-1,8-H-2-OEt-7-OH-c
Author = delta

Experiment = single_pulse_dec

Sample Id = S#642115

Solvent = CHLOROFORM-D

Revision_ Time
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Dimensions
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X_Atn
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Filename          = 181211-1,8-H-2-OEt-7-OH-c

Author            = delta

Experiment        = single_pulse_dec

Sample_Id         = S#642115

Solvent           = CHLOROFORM-D

Actual_Start_Time = 12-DEC-2018 22:55:34

Revision_Time     = 15-DEC-2018 11:48:35

Comment           = single pulse decoupled ga

Data_Format       = 1D COMPLEX

Dim_Size          = 26214

X_Domain          = 13C

Dim_Title         = 13C

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECX 300

Spectrometer      = JNM-ECX300

Field_Strength    = 7.0586013[T] (300[MHz])

X_Acq_Duration    = 1.38412032[s]

X_Domain          = 13C

X_Freq            = 75.56823426[MHz]

X_Offset          = 100[ppm]

X_Points          = 32768

X_Prescans        = 4

X_Resolution      = 0.72248054[Hz]

X_Sweep           = 23.67424242[kHz]

Irr_Domain        = 1H

Irr_Freq          = 300.52965592[MHz]

Irr_Offset        = 5[ppm]

Clipped           = TRUE

Scans             = 136

Total_Scans       = 136

Relaxation_Delay  = 2[s]

Recvr_Gain        = 60

Temp_Get          = 460.0[dC]

X_90_Width        = 8[us]

X_Acq_Time        = 1.38412032[s]

X_Angle           = 30[deg]

X_Atn             = 4.9[dB]

X_Pulse           = 2.66666667[us]

Irr_Atn_Dec       = 24.113[dB]

Irr_Atn_Noe       = 24.113[dB]

Irr_Noise         = WALTZ

Decoupling        = TRUE

Initial_Wait      = 1[s]

Noe               = TRUE

Noe_Time          = 2[s]

Repetition_Time   = 3.38412032[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

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

trapezoid3( 0[%], 80[%], 100[%] )

zerofill( 1 )

fft( 1, TRUE, TRUE )

machinephase

ppm
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---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 0.2[Hz], 0.0[s]
trapezoid3( 0[%], 80[%], 100[%] )
zerofill( 1, TRUE )
fft( 1, TRUE, TRUE )
machinephase
Ppm
Filename = 12073001-27diOEt1H-2. jdf
Author = delta
Experiment = single_pulse.ex2
Sample_ Id = S#636854
Solvent = CHLOROFORM-D
Actual_Start Time = 31-JUL-2012 01:53:07
Revision Time = 18-APR-2022 15:27:54
Comment = single_pulse
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®© NN Dim Size = 13107
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- Tri_Domain = 1H
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Tri_Offset = 5[ppm]
Clipped = FALSE
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Filename          = 12073001-27diOEt1H-2.jdf

Author            = delta

Experiment        = single_pulse.ex2

Sample_Id         = S#636854

Solvent           = CHLOROFORM-D

Actual_Start_Time = 31-JUL-2012 01:53:07

Revision_Time     = 18-APR-2022 15:27:54

Comment           = single_pulse

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

X_Domain          = 1H

Dim_Title         = 1H

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECX 300

Spectrometer      = JNM-ECX300

Field_Strength    = 7.0586013[T] (300[MHz])

X_Acq_Duration    = 2.90717696[s]

X_Domain          = 1H

X_Freq            = 300.52965592[MHz]

X_Offset          = 5[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.34397631[Hz]

X_Sweep           = 5.63570784[kHz]

Irr_Domain        = 1H

Irr_Freq          = 300.52965592[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = 1H

Tri_Freq          = 300.52965592[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 4

Total_Scans       = 4

Relaxation_Delay  = 5[s]

Recvr_Gain        = 44

Temp_Get          = 22.5[dC]

X_90_Width        = 10.25[us]

X_Acq_Time        = 2.90717696[s]

X_Angle           = 45[deg]

X_Atn             = 2[dB]

X_Pulse           = 5.125[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 7.90717696[s]

---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

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

trapezoid3( 0[%], 80[%], 100[%] )

zerofill( 1, TRUE )

fft( 1, TRUE, TRUE )

machinephase

ppm
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---- PROCESSING PARAMETERS ----

dc_balance( 0, FALSE )

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

trapezoid3( 0[%], 80[%], 100[%] )

zerofill( 1, TRUE )

fft( 1, TRUE, TRUE )

machinephase
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