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Fig. S1. UV-melting profiles of duplexes.
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Fig. S2.  UV-melting profiles duplexes containing two mismatched base pairs.
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Table S1. T values of duplexes.

5-d(AXAGTTCACTACTCAXA)-3'
3-r(UYUCAAGUGAUGAGUYU)-5'

Y
0] G C A
50.6 50.2 51.7
A 52.3
(-1.7) (-2.1) (-0.6)
52.3 45.7 51.9
58.0
(-5.7) (-12.3) (-6.1)
X
50.3 51.0 53.4
57.5
(-7.2) (-6.5) (-4.1)
51.6 53.2 47.2
54.8
(-3.2) (-1.6) (-7.6)
5'-d(AXAPGTTCACTACTCAPXAP)-3'
3-r(UYUCAAGUGAUGAGUYU)-5'
Y
U G C A
54.9 54.6 55.3
AP 55.6
(-0.7) (-1.0) (-0.3)
54.5 55.1 55.3
ch 57.9
X (-3.4) (-2.8) (-2.6)
54.1 52.6 55.3
GP 56.4
(-2.3) (-3.8) (-1.1)
52.7 52.1 50.8
(-2.6) (-3.2) (-4.5)




Fig. S3. Graphical data of 1/7w versus In(C1/4) plots.
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7.5760
7.4282
7.4145
7.3320
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5.3222
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4.7495
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3.4531
3.4383
3.4337
3.3180
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Filename = 20161006t—-monomer-10.
Author = delta

Experiment = single_pulse.ex2
Sample_id = S#573373

Solvent = DMSO-D6

Creation_time = 6-0OCT-2016 15:48:38
Revision_time = 6-DEC-2016 10:22:09
Current_time = 6-DEC-2016 10:22:27

Data_format =1D COMPLEX

Dim_size =13107
Dim_title =1H
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration = 1.4548992[s]
H

X_domain =1

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Tri_domain =1H

Tri_freq =600.1723046[MHz]
Tri_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =8

Total_scans =8

X_90_width =13.5[us]
X_acq_time =1.4548992[s]
X_angle = 45[deg]

X_atn =2.2[dB]

X_pulse = 6.75[us]

Irr_mode = Off

Tri_mode = Off

Dante_presat = FALSE
Initial_wait = 1[s]

Recvr_gain =48
Relaxation_delay = 5[s]
Repetition_time = 6.4548992[s]
Temp_get =24.3[dC]
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Filename =20161006t—-monomer13c—
Author = delta

Experiment = single_pulse_dec
Sample_id = S#575367

Solvent = DMSO-D6

Creation_time = 6-0OCT-2016 15:57:27
Revision_time = 6-DEC-2016 09:57:25
Current_time = 6-DEC-2016 09:57:53

Data_format =1D COMPLEX

Dim_size =26214
Dim_title =13C
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration =0.69206016][s]
13C

X_domain =

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =110

Total_scans =110
X_90_width = 11.5[us]
X_acq_time =0.69206016([s]
X_angle = 30[deg]

X_atn =5.7[dB

X_pulse = 3.83333333[us]
Irr_atn_dec = 22[dB]
Irr_atn_noe  =22[dB]

Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]

Noe =TRUE

Noe_time =2[s]

Recvr_gain =58

Relaxation_delay = 2[s]
Repetition_time = 2.69206016[s]
Temp_get =24.5[dC]
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Filename = 20161031g-monomer—4.j
Author = delta

Experiment = single_pulse.ex2
Sample_id = S#374948

Solvent = DMSO-D6

Creation_time =31-OCT-2016 10:19:38
Revision_time = 6-DEC-2016 10:34:49
Current_time = 6-DEC-2016 10:35:14

Data_format =1D COMPLEX

Dim_size =13107
Dim_title =1H
Dim_units = [ppm]
Dimensions =X

Site = ECX 400P

Spectrometer = DELTA2_NMR

Field_strength =9.389766[T] (400[MHz]
X_acq_duration =2.18365952[s]

X_domain =1H

X_freq = 399.78219838[MHz]
X_offset = 5[ppm]

X_points =16384
X_prescans =1

X_resolution = 0.45794685[Hz]
X_sweep =7.5030012[kHz]
Irr_domain =1H

Irr_freq =399.78219838[MHz]
Irr_offset = 5[ppm]

Tri_domain =1H

Tri_freq =399.78219838[MHz]
Tri_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =16

Total_scans =16

X_90_width =11.3275[us]
X_acq_time = 2.18365952[s]
X_angle = 45[deg]

X_atn =1[dB]

X_pulse =5.66375[us]
Irr_mode = Off

Tri_mode = Off

Dante_presat = FALSE
Initial_wait = 1[s]
Recvr_gain =44
Relaxation_delay = 5[s]
Repetition_time = 7.18365952[s]
Temp_get =22.8[dC]
Spin_action = SPIN ON
Spin_state = SPIN ON
Spin_status = SPIN ON
Spin_get =17[Hz]
Spin_set = 15[Hz]
Spin_gas_source = AIR
Sample_action =LOADED
Sample_state =LOAD
Sample_status = LOADED
Changer_sample =0
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Filename =20161028g—-monomer13C-
Author = delta

Experiment = single_pulse_dec
Sample_id = S#504219

Solvent = DMSO-D6

=28-0CT-2016 14:23:09
6-DEC-2016 10:35:59
6-DEC-2016 10:36:15

Creation_time
Revision_time
Current_time

Data_format =1D COMPLEX
Dim_size =26214

Dim_title =13C

Dim_units = [ppm]
Dimensions =X

Site = ECX 400P
Spectrometer = DELTA2_NMR

Field_strength =9.389766[T] (400[MHz]
X_acq_duration =1.04333312[s]

X_domain =13C

X_freq =100.52530333[MHz]
X_offset = 100[ppm]

X_points =32768
X_prescans =4

X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
Irr_domain =1H

Irr_freq =399.78219838[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =512

Total_scans =512

X_90_width = 9.4[us]
X_acq_time =1.04333312[s]
X_angle = 30[deg]

X_atn =3.2[dB]

X_pulse = 3.13333333[us]
Irr_atn_dec = 20.20655[dB]
Irr_atn_noe = 20.20655[dB]
Irr_noise =WALTZ
Decoupling =TRUE

Initial_wait = 1[s]

Noe =TRUE

Noe_time =2[s]

Recvr_gain =58

Relaxation_delay = 2[s]
Repetition_time = 3.04333312[s]

Temp_get = 23.4[dC]
Spin_action = SPIN ON
Spin_state = SPIN ON
Spin_status = SPIN ON
Spin_get = 16[Hz]
Spin_set = 15[Hz]

Spin_gas_source = AIR

Sample_action =LOADED
Sample_state = LOAD
Sample_status = LOADED

Changer_sample =0
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Filename = 20161006t-coupling—6.
Author = delta

Experiment = single_pulse.ex2
Sample_id = S#582732

Solvent = CHLOROFORM-D

Creation_time = 6-0OCT-2016 16:04:24
Revision_time = 6-DEC-2016 09:42:29
Current_time = 6-DEC-2016 09:46:45

Data_format =1D COMPLEX

Dim_size =13107
Dim_title =1H
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration = 1.4548992[s]
H

X_domain =1

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Tri_domain =1H

Tri_freq =600.1723046[MHz]
Tri_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =8

Total_scans =8

X_90_width =13.5[us]
X_acq_time =1.4548992[s]
X_angle = 45[deg]

X_atn =2.2[dB]

X_pulse = 6.75[us]

Irr_mode = Off

Tri_mode = Off

Dante_presat = FALSE
Initial_wait = 1[s]

Recvr_gain =42
Relaxation_delay = 5[s]
Repetition_time = 6.4548992[s]
Temp_get =24.3[dC]
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Filename =20161006t-coupling13C
Author = delta

Experiment = single_pulse_dec
Sample_id = S#592577

Solvent = CHLOROFORM-D

Creation_time = 6-0OCT-2016 16:44:11
Revision_time = 6-DEC-2016 09:51:31
Current_time = 6-DEC-2016 09:51:53

Data_format =1D COMPLEX

Dim_size =26214
Dim_title =13C
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration =0.69206016][s]
13C

X_domain =

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =512

Total_scans =512
X_90_width = 11.5[us]
X_acq_time =0.69206016([s]
X_angle = 30[deg]

X_atn =5.7[dB

X_pulse = 3.83333333[us]
Irr_atn_dec = 22[dB]
Irr_atn_noe  =22[dB]

Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]

Noe =TRUE

Noe_time =2[s]

Recvr_gain =58

Relaxation_delay = 2[s]
Repetition_time = 2.69206016[s]
Temp_get =24.6[dC]
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120161020T trityl-14.jdf Filename = 20161020T.trityl-14.j
] Author = delta
] Experiment = single_pulse.ex2
B Sample_id = S#625594
1 Solvent = CHLOROFORM-D
] Creation_time =20-OCT-2016 17:15:35
] Revision_time = 6-DEC-2016 10:01:07
] Current_time = 6-DEC-2016 10:02:08
] Me Data_format =1D COMPLEX
] ~ Dim_size = 13107
1 Dim_title =1H
1 Dim_units = [ppm]
1 Dimensions =X
] Site = ECA 600
1 Spectrometer = DELTA2_NMR
b Field_strength = 14.09636928[T] (600[M
] X_acq_duration = 1.4548992[s]
1 X_domain =1H
] X_freq = 600.1723046[MHz]
q T X_offset = 5[ppm]
] X_points =16384
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] A X_resolution  =0.68733284[Hz
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] OH Irr_domain =1H
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] Clipped = FALSE
4 Mod_return =1
] Scans =8
4 Total_scans =8
—= X_90_width =13.5[us]
] X_acq_time =1.4548992[s]
4 X_angle = 45[deg]
] X_atn =2.2[dB]
1 X_pulse = 6.75[us]
] Irr_mode = Off
1 Tri_mode = Off
b Dante_presat = FALSE
4 Initial_wait = 1[s]
] Recvr_gain =44
1 Relaxation_delay = 5[s]
] Repetition_time = 6.4548992[s]
1 Temp_get = 25.7[dC]
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Filename =20161020T.trityl13C-7
Author = delta

Experiment = single_pulse_dec
Sample_id = S#627193

Solvent = CHLOROFORM-D

Creation_time =20-OCT-2016 17:29:36
Revision_time = 6-DEC-2016 10:03:07
Current_time = 6-DEC-2016 10:04:26

Data_format =1D COMPLEX

Dim_size =26214
Dim_title =13C
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration =0.69206016][s]
13C

X_domain =

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =247

Total_scans =247
X_90_width = 11.5[us]
X_acq_time =0.69206016([s]
X_angle = 30[deg]

X_atn =5.7[dB

X_pulse = 3.83333333[us]
Irr_atn_dec = 22[dB]
Irr_atn_noe  =22[dB]

Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]

Noe =TRUE

Noe_time =2[s]

Recvr_gain =58

Relaxation_delay = 2[s]
Repetition_time = 2.69206016[s]
Temp_get = 25.9[dC]
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abundance

20161031t—amida-3.jdf

DMTrO

T
300.0

X : parts per Million : 31P

T
200.0

150.2115 —_

1495650 —

T
100.0

-100.0

-200.0

-3

00.0

Filename = 20161031t-amida-3.jdf
Author = delta

Experiment = single_pulse_dec
Sample_id = S#363785

Solvent = CHLOROFORM-D

Creation_time =31-OCT-2016 10:13:28
Revision_time = 6-DEC-2016 10:36:37
Current_time = 6-DEC-2016 10:36:56

Data_format =1D COMPLEX

Dim_size =3276
Dim_title =31P
Dim_units = [ppm]
Dimensions =X

Site = ECX 400P

Spectrometer = DELTA2_NMR

Field_strength =9.389766[T] (400[MHz]
X_acq_duration = 28.672[ms]

X_domain =31P

X_freq =161.83469309[MHz]
X_offset = O[ppm]

X_points = 4096

X_prescans =4

X_resolution = 34.87723214[Hz]
X_sweep = 142.85714286[kHz]
Irr_domain =1H

Irr_freq =399.78219838[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE

Mod_return =1

Scans =394

Total_scans =394

X_90_width =10.8[us]
X_acq_time =28.672[ms]
X_angle = 30[deg]

X_atn =2.5[dB]

X_pulse =

.6[us]
Irr_atn_dec = 20.20655[dB]
Irr_atn_noe = 20.20655[dB]

Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]
Noe =TRUE
Noe_time =2[s]
Recvr_gain =60

Relaxation_delay = 2[s]
Repetition_time = 2.028672[s]
Temp_get =22.9[dC]
Spin_action = SPIN ON
Spin_state = SPIN ON
Spin_status = SPIN ON
Spin_get = 16[Hz]
Spin_set = 15[Hz]
Spin_gas_source = AIR
Sample_action =LOADED
Sample_state = LOAD
Sample_status = LOADED
Changer_sample =0
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2.0 3.0 4.0 5.0 6.0 7.0 8.0 9.0 100 110 120 13.0 140 150 160 170 180 190 20.0 210 220 23.0 240 250 26.0

abundance
1.0

201507302A6CIPcoupling—4.jdf

Cl

TBDMSO.__ ‘ ,

€

12.0 11.0 10.0

X : parts per Million : 1H

>
—=
3.7006 ~__
>
>~ _0©
>~
>~ o

8.4110
4.7829
4.7726
4.7623
3.5644
3.5472
3.5380
1.5797
1.4423
0.9051
0.8937
0.8582
0.1001
-0.0087

Filename =201507302A6CIPcouplin
Author = delta

Experiment = single_pulse.ex2
Sample_id = S#351530

Solvent = CHLOROFORM-D

Creation_time = 30-JUL-2015 09:27:19
Revision_time = 6-DEC-2016 10:05:58
Current_time = 6-DEC-2016 10:06:23

Data_format =1D COMPLEX

Dim_size =13107
Dim_title =1H
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Tri_domain =1H

Tri_freq =600.1723046[MHz]
Tri_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =16

Total_scans =16

X_90_width =12.8[us]
X_acq_time =1.4548992[s]
X_angle = 45[deg]

X_atn =2.2[dB]

X_pulse = 6.4[us]

Irr_mode = Off

Tri_mode = Off

Dante_presat = FALSE
Initial_wait = 1[s]

Recvr_gain =40
Relaxation_delay = 5[s]
Repetition_time = 6.4548992[s]
Temp_get =27.9[dC]
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0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1.0 11

0.1

abundance

201507302A6CIPcoupling13C—4.jdf

TBDMSO

Cl

OTBDMS

o

:

L B B B B B L B B B L B B B L

220.0 210.0 200.0 190.0 180.0 170.0 160.0 /‘K).O

X : parts per Million : 13C

132.7922 —»
1279665 — ©

152.5928
152.0854
151.7024
150.6108
144.6841
144.0425
130.4272

—
~_o©o

83.6449
77.2107
77.0000
76.7798
75.2478
69.6179
27.8719

N~
—
N~
©
N
N
—l

\:
7_I

25.9186

558229 —
-4.7015
-5.4196
-5.5249

Filename =201507302A6CIPcouplin
Author = delta

Experiment = single_pulse_dec
Sample_id = S#357700

Solvent = CHLOROFORM-D

Creation_time = 30-JUL-2015 09:53:33
Revision_time = 6-DEC-2016 10:07:23
Current_time = 6-DEC-2016 10:08:29

Data_format =1D COMPLEX

Dim_size =26214
Dim_title =13C
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration =0.69206016][s]
13C

X_domain =

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE

Mod_return =1

Scans =363

Total_scans =363

X_90_width =11.6[us]
X_acq_time =0.69206016([s]
X_angle = 30[deg]

X_atn =6.2[dB

X_pulse = 3.86666667[us]

Irr_atn_dec = 17.67207[dB]
Irr_atn_noe  =17.67207[dB]

Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]
Noe =TRUE
Noe_time =2[s]
Recvr_gain =58

Relaxation_delay = 2[s]
Repetition_time = 2.69206016[s]
Temp_get =29.4[dC]
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13.0

2.0 3.0 4.0 5.0 6.0 7.0 8.0 9.0 10.0 11.0 12.0

1.0

abundance

20160920g-6.jdf Filename = 20160920g-6.jdf
Author = delta
Experiment = single_pulse.ex2
Sample_id = S#356325
Solvent = CHLOROFORM-D
Creation_time =20-SEP-2016 09:48:21
Revision_time = 6-DEC-2016 10:11:23
Current_time = 6-DEC-2016 10:11:50
Data_format =1D COMPLEX
o Dim size = 13107
l Dim_title =1H
L Dim_units = [ppm]
" "NH Dimensions =X
Site = ECA 600
Spectrometer = DELTA2_NMR
N NH, Field_strength = 14.09636928[T] (600[M
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]
Irr_domain =1H
TBDMSO Irr_freq = 600.1723046[MHz]
OTBDMS Irr_offset = 5[ppm]
Tri_domain =1H
Tri_freq =600.1723046[MHz]
Tri_offset = 5[ppm]
Clipped = FALSE
Mod_return =1
Scans =8
10 Total_scans =8
X_90_width =13.5[us]
X_acq_time =1.4548992[s]
X_angle = 45[deg]
X_atn =2.2[dB]
X_pulse = 6.75[us]
Irr_mode = Off
Tri_mode = Off
Dante_presat = FALSE
Initial_wait = 1[s]
Recvr_gain =40
Relaxation_delay = 5[s]
Repetition_time = 6.4548992[s]
Temp_get =24.9[dC]
T AR T T AR — T AR — O R AR — I AR T AR — T
RVINT Y NI N \ S D [N
o oOWHO®O ™ DO DTN o~ N~ MONOG0®©© 0mo S
n QNN D o ©ON NON M IO O MIAORNO VoMo
— <O ONO © o< OO 00 I~ I~ o NONY OO N0 O
® NS SN Ire) NN~ ©oOnn 00 00 I~ N NSNS S0d g5
(:1; NSNS NN © < < < ™Moo o - “cdococoo Soo T
X : parts per Million : 1H
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abundance

20160920g13c—4.jdf

TBDMSO. /-

Mo

LI L B B I B B B L B B B B L B B B B L

‘120. 110.0  100.0 90.0 80.0

220.0 210.0 200.0

X : parts per Million : 13C

4_0
-’

1275261 —=2
25.9761
58708 —

159.4100
153.9907
151.4438
142.6925
136.7083
133.8358
122.9685

20.

o

18.4120
18.2780

Filename =20160920g13c-4.jdf
Author = delta

Experiment = single_pulse_dec
Sample_id = S#357717

Solvent = CHLOROFORM-D

Creation_time =20-SEP-2016 10:01:11
Revision_time = 6-DEC-2016 10:12:50
Current_time = 6-DEC-2016 10:13:17

Data_format =1D COMPLEX

Dim_size =26214
Dim_title =13C
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration =0.69206016][s]
13C

X_domain =

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm

Clipped =TRUE

Mod_return =1

Scans =225

Total_scans =225

X_90_width = 11.5[us]
X_acq_time =0.69206016([s]
X_angle = 30[deg]

X_atn =5.7[dB

X_pulse = 3.83333333[us]

Irr_atn_dec  =20.421[dB]
Irr_atn_noe  =20.421[dB]

Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]
Noe =TRUE
Noe_time =2[s]
Recvr_gain =60

Relaxation_delay = 2[s]
Repetition_time = 2.69206016[s]
Temp_get = 25.3[dC]
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abundance

20160920dmf-dma-11.jdf

TBDMSO.__ J ,

|

N

Filename =20160920dmf-dma-11.jd
Author = delta

Experiment = single_pulse.ex2
Sample_id = S#368217

Solvent = CHLOROFORM-D

Creation_time =20-SEP-2016 10:08:10

Revision_time =
Current_time =

6—-DEC-2016 10:15:29
6-DEC-2016 10:16:32

Data_format =1D COMPLEX

Dim_size =13107
Dim_title =1H
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration = 1.4548992[s]
H

=

L e e B e e B B B B B B B e L e s I B B B B B e B o B o B L L s s B s s B s s B s B By B e

8.0

12.0 11.0

X : parts per Million : 1H

8.5438 ——

~
7.5681
7.5543 ¥

7.8258
7.5005 ——
7.4856 .

/
~_ o

7.2600
4.7669
4.7577
47474
0.8994
0.8582
0.8330

%

-0.0099
-0.0179
-0.0339

X_domain =1

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Tri_domain =1H

Tri_freq =600.1723046[MHz]
Tri_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =8

Total_scans =8

X_90_width =13.5[us]
X_acq_time =1.4548992[s]
X_angle = 45[deg]

X_atn =2.2[dB]

X_pulse = 6.75[us]

Irr_mode = Off

Tri_mode = Off

Dante_presat = FALSE
Initial_wait = 1[s]

Recvr_gain =40
Relaxation_delay = 5[s]
Repetition_time = 6.4548992[s]
Temp_get = 25[dC]
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abundance

0.6 0.7 0.8 0.9 1.0 11 1.2 1.3 14 15

0.5

0.2 0.3 0.4

0.1

20160920dmf-dmal3C-4.jdf

i
N ’ I\‘JH -
TBDMSO._ { )
=~ OTBDMS

11

" TP PP S -

=

R L I o L L LA AL o L I 8 R N R R
220.0 210.0 200.0 190.0 180.0 170.0 160.))\ 15F.0 F40.T ‘130.7 }lT0.0 110.0 100.0 90.0 80.0/\\\70.\0 60.0 50.0 W0.0 ‘ 30.0/\ ZO)K 10.0 0 /‘)\—10.0 -20.0
<o 288

< © [To NN Ao o S m ~O S © © N~ N M

o< ~ N ¥ © © oo oo MAN ) 7] ON ™M®O [N e)

58 8 8 §8 g 143 8RN 3 8 88 8% Eh

B 8 9 B5d § &Y KRR § 8 Q8 33

- — - — - — —

X : parts per Million : 13C

Filename =20160920dmf-dmal3C-4.
Author = delta

Experiment = single_pulse_dec
Sample_id = S#369579

Solvent = CHLOROFORM-D

Creation_time =20-SEP-2016 10:27:22
Revision_time = 6-DEC-2016 10:18:17
Current_time = 6-DEC-2016 10:18:35

Data_format =1D COMPLEX

Dim_size =26214
Dim_title =13C
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration =0.69206016][s]
13C

X_domain =

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Clipped = FALS

Mod_return =1

Scans =361

Total_scans =361

X_90_width = 11.5[us]
X_acq_time =0.69206016([s]
X_angle = 30[deg]

X_atn =5.7[dB]

X_pulse = 3.83333333[us]

Irr_atn_dec  =20.421[dB]
Irr_atn_noe  =20.421[dB]

Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]
Noe =TRUE
Noe_time =2[s]
Recvr_gain =60

Relaxation_delay = 2[s]
Repetition_time = 2.69206016[s]
Temp_get = 25.4[dC]
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10.0

6.0 7.0 8.0 9.0

5.0

3.0 4.0

2.0

1.0

abundance

0

20160920g-datsusi—4.jdf

%

_

12.0 11.0

11.4159

X : parts per Million : 1H

——
>~
/
-
%
/
W
o

5.3484
53416 —
24900 ——

7.7374 —__

8.4795 ——
8.1600 —
7.7225
7.5129
7.4992
4.7804
47713
4.7609
4.6086
3.4863
3.4760
3.4680
3.3180
3.1256
3.0145
1.0561
1.0447
1.0332

Filename = 20160920g-datsusi—4.j
Author = delta

Experiment = single_pulse.ex2
Sample_id = S#401915

Solvent = DMSO-D6

Creation_time =20-SEP-2016 11:04:07
Revision_time = 6-DEC-2016 10:20:10
Current_time = 6-DEC-2016 10:21:15

Data_format =1D COMPLEX

Dim_size =13107
Dim_title =1H
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration = 1.4548992[s]
H

X_domain =1

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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Tri_domain =1H

Tri_freq =600.1723046[MHz]
Tri_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =8

Total_scans =8

X_90_width =13.5[us]
X_acq_time =1.4548992[s]
X_angle = 45[deg]

X_atn =2.2[dB]

X_pulse = 6.75[us]

Irr_mode = Off

Tri_mode = Off

Dante_presat = FALSE
Initial_wait = 1[s]

Recvr_gain =46
Relaxation_delay = 5[s]
Repetition_time = 6.4548992[s]
Temp_get = 25[dC]
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abundance

29 30 31 32

2.8

2.6

25

23 24

2.2

1.6

15

1.4

1.3

1.2

11

03 04 05 06 07 08 09 10

0.2

0.1

20160920g-datsusil3c—-4.jdf

2200 2100 2000 1900 1800 170.0 16% 157.0 F40.T ‘130.0‘ ﬁo.o 1100 1000 900  80.0 ‘70.0‘ 600 500 joK 300 200 100 0  -100 -20.0
—oAN o n o < (e} < N — [oo] ~NMOON
S8 ¥ R ¥R &8 R 8 g NOBAN
Bhs ¢ ¥ &8 & 8] R B 8238
A — — — - —

X : parts per Million : 13C

Filename =20160920g-datsusil3c—
Author = delta

Experiment = single_pulse_dec
Sample_id = S#403086

Solvent = DMSO-D6

Creation_time =20-SEP-2016 11:15:27
Revision_time = 6-DEC-2016 10:24:13
Current_time = 6-DEC-2016 10:25:20

Data_format =1D COMPLEX

Dim_size =26214
Dim_title =13C
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
X_acq_duration =0.69206016][s]
13C

X_domain =
150.91343039[MHz]

X_freq =

X_offset = 100[ppm]
X_points =32768
X_prescans =4

X_resolution = 1.44496109[Hz]
X_sweep = 47.34848485[kHz]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =195

Total_scans =195
X_90_width = 11.5[us]
X_acq_time =0.69206016([s]
X_angle = 30[deg]

X_atn =5.7[dB

X_pulse = 3.83333333[us]

Irr_atn_dec  =20.421[dB]
Irr_atn_noe  =20.421[dB]

Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]
Noe =TRUE
Noe_time =2[s]
Recvr_gain =58

Relaxation_delay = 2[s]
Repetition_time = 2.69206016[s]
Temp_get = 25.4[dC]
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abundance

20161006g-trityl-7.jdf

DMTrO__ ] ‘)

—

o
il

12.0 11.0

X : parts per Million : 1H

~
o

—_—
—

7.5291

7.4616 ¥
=
A
~_w
—o

8.5976 ——
8.4235 ——
7.7834 —~__
7.4478
7.3963
7.2989
7.2840
7.2600
6.8363
6.8214
48676 —
3.7842 ——
3.3720
3.3651
3.2861
3.0479
2.9597
2.8852 —
2.8807
1.5831

Filename =20161006g-trityl-7.jd
Author = delta

Experiment = single_pulse.ex2
Sample_id = S#586546

Solvent = CHLOROFORM-D

Creation_time = 6-0OCT-2016 16:11:29
Revision_time = 6-DEC-2016 10:27:26
Current_time = 6-DEC-2016 10:28:05

Data_format =1D COMPLEX

Dim_size =13107
Dim_title =1H
Dim_units = [ppm]
Dimensions =X
Site = ECA 600

Spectrometer = DELTA2_NMR

Field_strength = 14.09636928[T] (600[M
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]
Irr_domain =1H

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Tri_domain =1H

Tri_freq =600.1723046[MHz]
Tri_offset = 5[ppm]

Clipped = FALSE
Mod_return =1

Scans =16

Total_scans =16

X_90_width =13.5[us]
X_acq_time =1.4548992[s]
X_angle = 45[deg]

X_atn =2.2[dB]

X_pulse = 6.75[us]

Irr_mode = Off

Tri_mode = Off

Dante_presat = FALSE
Initial_wait = 1[s]

Recvr_gain =54
Relaxation_delay = 5[s]
Repetition_time = 6.4548992[s]
Temp_get =24.3[dC]
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abundance

20160920g-tr13C—4.jdf Filename = 2|01609209—tr130—4.jdf
elta

Author =d

Experiment = single_pulse_dec
Sample_id = S#386536
Solvent = CHLOROFORM-D

Creation_time =20-SEP-2016 10:52:04
Revision_time = 6-DEC-2016 10:28:51
Current_time = 6-DEC-2016 10:29:10

Data_format =1D COMPLEX

Dim_size =26214
Dim_title =13C
Dim_units = [ppm]
Dimensions =X
Site = ECA 600
7 Spectrometer = DELTA2_NMR
- Field_strength = 14.09636928[T] (600[M
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]
b X_sweep = 47.34848485[kHz]
] Irr_domain =1H
) Irr_freq = 600.1723046[MHz]
DMTrO Ry Irr_offset = 5[ppm]
‘OH Clipped = FALSE
Mod_return =1
Scar}s =289
Total_scans =289
13
X_90_width = 11.5[us]
X_acq_time =0.69206016([s]
X_angle = 30[deg]
X_atn =5.7[dB
X_pulse = 3.83333333[us]
Irr_atn_dec  =20.421[dB]
Irr_atn_noe  =20.421[dB]
Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]
Noe =TRUE
Noe_time =2[s]
Recvr_gain =58

Relaxation_delay = 2[s]
Repetition_time = 2.69206016[s]
Temp_get = 25.4[dC]
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abundance

|20161031g-amida-3.jdf

DMTrO._ .

T
300.0

X : parts per Million : 31P

-

149.2956 —
14.8164

149.7805

-100.0

-0.0000—oH

Filename = 20161031g-amida-3.jdf
Author = delta

Experiment = single_pulse_dec
Sample_id = S#352669

Solvent = CHLOROFORM-D

Creation_time =31-OCT-2016 09:53:18
Revision_time = 6-DEC-2016 10:37:08
Current_time = 6-DEC-2016 10:37:22

Data_format =1D COMPLEX

Dim_size =26214
Dim_title =31P
Dim_units = [ppm]
Dimensions =X

Site = ECX 400P

Spectrometer = DELTA2_NMR

Field_strength =9.389766[T] (400[MHz]
X_acq_duration =0.229376[s]

X_domain =31P

X_freq =161.83469309[MHz]
X_offset = 0[ppm]

X_points =32768

X_prescans =4

X_resolution = 4.35965402[Hz]
X_sweep = 142.85714286[kHz]
Irr_domain =1H

Irr_freq =399.78219838[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE

Mod_return =1

Scans =256

Total_scans =256

X_90_width =10.8[us]
X_acq_time =0.229376[s]
X_angle = 30[deg]

X_atn =2.5[dB]

X_pulse =

.6[us]
Irr_atn_dec = 20.20655[dB]
Irr_atn_noe = 20.20655[dB]

Irr_noise =WALTZ
Decoupling =TRUE
Initial_wait = 1[s]
Noe =TRUE
Noe_time =2[s]
Recvr_gain =60

Relaxation_delay = 2[s]
Repetition_time = 2.229376[s]
Temp_get =22.8[dC]
Spin_action = SPIN ON
Spin_state = SPIN ON
Spin_status = SPIN ON
Spin_get = 13[Hz]
Spin_set = 15[Hz]
Spin_gas_source = AIR
Sample_action =LOADED
Sample_state = LOAD
Sample_status = LOADED
Changer_sample =0
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