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Figure S1: *H NMR spectrum of compound 4 in DMSO-ds.
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Figure S2: *H NMR spectrum of compound 10 in CDCls.
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Figure S3: *H NMR spectrum of compound 11 in DMSO-d.
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Figure S4: **C NMR spectrum of compound 11 in DMSO-d.
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Figure S5: *H NMR spectrum of compound 6b in CDCls.
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Figure S6: **C NMR spectrum of compound 6b in CDCls.
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Figure S7: *H NMR spectrum of compound 6c in CDCl3 + DMSO-d.
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abundance

0.3 04 0.5 0.‘6 0.7

02

0.1

0

& JEOL

N:N O O
[2e] | [e)
E N—/ NO;
=
2
=
o
=
~
L}
5]
I
i
T T T T T T T T T T T T T T T T T
13.0 120 11.0 10.0 ;}%ﬁ( I |\@ 6.0 5.0 4.0 3.0 2.0 ‘ ‘10‘ T -L0 -2.0 -3.0 —4.0
L]
il e =a N i =R - I - NN - 08 - =
[ - - - R - oo B ] -
W00 Wt — 28 Q0 Q0 I~ W\ oW e = o
aEaaa=a e el B = o
WWWWLB- I~ - - - 2 - |

X : parts per Million : 1H

Filename
Author
Expariment
Sample id
Seolvent
Creation time
Ravision time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometar =

Field_strength
X_acqg_duration
X domain

X freaq

X offset
X_points

X prescans

X resolution

X sweep
Irr_domain
Irr_freq

Irr offset

Tri domain
Tri_ freq

Tri offset
Clipped

Mod return
Scans

Total_ scans

X 90 width

X acq_time

X angle

X atn

X pulse
Irr_mode
Tri_mode

Dante presat
Initial wait
Recvr_gain
Relaxation_delay
Repetition_ time
Temp_get

MN_DKS-401_FB_PROTON-
delta
singls_pulse.ex2
MN_DKS-401_FB
CHLOROFORM-D
24-AU0@-2013 09:40:43
24-A0U@-2014 1 :87
24-AU0G-2014 19:49:47

MN DKS-401 FB
1D COMPLEX

DELTA2_NMR

9.389766[T] (400 [MHz]
1.36577024 [s]

1H

399.78219838 [MHz]

5 [ppm]

16384

1
0.73218757 [Hz]
11.99616123 [kHz]

1H

399.78219838 [MHz]
5 [ppm]

1H

399.78219838 [MHz]
5 [ppm]

FALSE

1

16

16

11.31[us]
1.36577024 [s]
45 [deg]

4.5 [aB]

5.655 [us]

Off

Off

4[s]
5.36577024 [s]
21.1[4aC]

Figure S9: *H NMR spectrum of compound 6e in CDCls.

S10



abundance

0.04 0.06 0.08 0.1 0.12 0.14 0.16 0.18 0.2 0.22 0.24 0.26 0.28

0.02

sool dJEOL

n=N

|

N7 .
Filename MN _DKS-451-C_CARBON-4
Author delta
Experiment single pulse_dec
Sample id MN DKS-45-C
Solvent CHLOROFORM-D

15-NOV-2013 00:40:44
17-NOV-2013 23:18:27
24-AUG-2014 21:11:56

Creation_time
Revision_ time
Current_time

Comment = MN DKS-45-C
Data_format = 1D COMPLEX
Dim size = 26214

Dim title = 13C

Dim units = [ppm]
Dimensions =X

Site = ECX 400P
Spactrometer = DELTA2_ NMR

Field_strength
X _acq_duration

9.389766[T] (400 [MHz]
1.04333312[s]

X domain i13c

X freq 100.52530333 [MHz]
X offsat 100 [ppm]

X peints 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 TRUE

Mod return 1

Scans 3000
Total_scans 3000

X 90 width = 11.98[us]

X acq time = 1.04333312([s]
X angle = 30[deg]

X_atn = 10[dB]

X pulse = 3.99333333 [us]
Irr atn dec = 25.52[dB]
Irr_atn noe = 25.52[dB]

Irr noise = WALTZ
Decoupling = TRUE

Initial wait = 1[s]

Noa = TRUE

Noe time = 2[s]
Reavr_gain = &0

Relaxation delay = 2[s]
Repetition time = 3.04333312[s]
Temp get = 405.4[4C]

T T T T
190.0 180.0 1700 160.0 1

\

1753397

X : parts per Million : 13C

T T T T T T T
TJ.O wy@ I110.0 100.0 90,0 80.0‘\70.0 60.0 500 400 30.0 200 10.0 0 -100

156.7472
1555554
150.9979

XA NSNS B S AN ® e
LA ST LeRAASD S w
SEOEEOTISMT oS b8
R R R R Rt i) -
SY e degws ooe
ki I R R S A ] [l i o
o

Figure S10: *C NMR spectrum of compound 6e in CDCls.
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Figure S11: *H NMR spectrum of compound 6f in DMSO-ds.
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Figure S12: *C NMR spectrum of compound 6f in CDCl; + DMSO-d.
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Figure S14: *C NMR spectrum of compound 6h in CDCls.
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Figure S18: *C NMR spectrum of compound 7a in DMSO-ds.
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Figure S20: *C NMR spectrum of compound 7b in DMSO-ds.
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Figure S21: *H NMR spectrum of compound 7c in DMSO-ds.
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Figure S22: *C NMR spectrum of compound 7c in CDClz + DMSO-d.
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Figure $23: *H NMR spectrum of compound 7d in CDCls.

S24



abundance

S JEOL

] v L0
1 (@)
] N—”/ OCHj
07
=]
=
(’);
O.,
a
Q,
=]
0-7
. l ‘ . :JJ_W' \ NHJH l U s sl .
_wwww‘||ww‘ww||‘wwww||www‘w||w‘www||wwww‘||ww‘ww||Lwwww||www‘w||w‘www||wwww‘||ww‘www|‘wwww‘|www‘ww|w‘wwww|w
190.0 180.0‘ 170.0 ‘160./)\ 150.0‘ lﬂﬂ.lyw llﬂ.oy 10.0 IOT.O 920.0 809‘\70.0 60.0‘ 50[0 40.0 30‘0 200 10.0 -10.0
< Wi BN WM I & el s [ as= S o x
I 8 =9 EFESFEZNSOsTE B AsE 2 2 2
= S S G =R EE RS S A < meye 5o =
i -] TTF A G EE = T D = [ Wi o& &
[ L] RSB AN A= =Y o oo ~
- - - IpupaRicyapa pa o e ks e -
X : parts per Millien : 13C

Filename
Author
Experiment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim size

Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X_acq_duration
X_domain

X freq

X offset

X points

X prescans
X_resolution

X swaep

Irr domain
Irr_freg

Irr offset
Clipped
Mod_return
Scans

Total scans

X_90_width
X_acq_time
X_angle

X atn

X pulse

Irr atn_dec

Irr atn_nce
Irr_noise
Dacoupling
Initial wait
Noe

Noe_time
Reagvr_gain
Relaxation_dslay
Repetition_time
Temp_get

MN DKS-446-C_ CARBON-4
delta

single pulse dec

MN DKS-446-C
CHLOROFORM-D
15-NOV-2013 05:54:03
17-NOV-2013 21:2
24-A0G-2014 21:08:46

MN DKS-446-C
1D COMPLEX
26214

13C

[ppm]

X

ECX 400P
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]
13¢
100.52530333 [MHz]
100 [ppm]
32768
4
0.95848865 [Hz]
31.40703518 [kHz]
H

399.78219838 [MHz]

5 [ppm]
TRUE

1
3000
3000

11.98 [us]
1.04333312 [s]
30 [deg]

10 [4B]
3.99333333 [us]
25.52[dB]
25.52[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]

50

2[s]
3.04333312[s]
405.4[dC]

Figure S24: *C NMR spectrum of compound 7d in CDCls.
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Figure $25: *H NMR spectrum of compound 12b in CDCls.
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Figure S$26: *C NMR spectrum of compound 12b in CDCls.
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Figure S27: *H NMR spectrum of compound 13a in DMSO-ds.
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Figure S28: *C NMR spectrum of compound 13a in CDClz + DMSO-d.
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Figure S29:

'H NMR spectrum of compound 13b in CDCl.
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Figure S30: *C NMR spectrum of compound 13b in CDCl; + DMSO-d.
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