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s === PROCESSING PARAMETERS ----
| L L dc_balance : 0 :
- sexp : 0.2(Hz) : 0.0(s)
- trapezoid3 : 0[%] : 80[%] : 100(%)
zerofill : 1
D1 : TRUE
machinephas.
ppm
=
=
o N = JeharrisJG103-hetcor-
= chs
= JcharrisJG103
2 = 5-JUL-2013 13
= 18-APR-2023 11:44:18
= 18-APR-2023 11:45:32
‘ - = Heteronuclear Shift C
') 3 o3 REAL
?I' = 1024, 256
= 13C 1K
- ’l‘PFl (ppm)
. -_— = Eclipse+ 400
- = DELTA_NMR
v Pield strength = 6.345446(T) (270 (MHz]
X_acq_duration = 60.2112(ms]
X domain = 13C
= 67.93330993 [MHz)
- ppm)
2 1024
’ e conrosrotne
| — = 17.00680272 [kHz]
= 1K
= 270.16608844 [MHz)
= = 5(ppm)
- | | — - 128
=0
)| = 31.68085969 [Hz]
{ 4.05515004 [kHz)
ElS ! & - e
T % = 120
5 = 15360
E] | - = 60.2112(ns)
z = 7.8(us)
= -
2 3 -
£ -
Z -3
z e proset
2 Relaxation_delay =
s m -
1600 1500 1400 1300 1200 1100 1000 9.0 800 700 600 500 400 300 0 2000 400.0 -
X : parts per Million : 13C (Thousands)
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E B 8 8 8 £ & B

ge
g
g
g
g

S22. Comp. 4d

X @dEDL
v |
Filename = JcharrisJG104-1K-3.3d
=] Author = rmnlab
= Experiment = single_pulse.exp
Sample_id = JcharrIsJe104
Solvent = DMSO-D6
24 Creation_time = 25-JUN-2012 00:26:33
Revision time = 10-PEB-2023 14:11:19
Current Time = 10-FEB-2023 14:11:29
o4 Content = Single Pulse Experime
Data_format = 1D COMPLEX
Dim size = 16384
- Dim_title -1
s = = (ppm)
Dimensions =x
site = Eclipse+ 400
<] Spectrometer = DELTA MR
Pield strength = 6.345446(T) (270 (MHz]
X_acq_duration = 4.0419328(s]
o Xdomain =1
2 Xreq = 270.16608844 Mz]
X offset = 5(ppam]
X'x_polntl - 16384
®] Cprescans =0
< Xzesolution = 0.24740639(Hz]
Xaweep = 405350628 (kKz)
cTipped = FALSE
51 Mod_return -1
Scans =8
Total_scans -8
24 X_90_width = 11.7[us]
Cacq time = 4.0419328 (5]
X angTe = 45[deg)
1se = 5.85(us)
31 Taitial wait = 1fe]
se_preset = 3[us)
“gain 15
<] Relaxation delay = 4(s]
s Tomp_get 18.6(dc)
Unblank_time = 2(us]
-
3
o
s
HE ’ A N\
NIV, MU
— : (v e
T T T T T T
60 50 40 30 0 10 0
) JUL ;ln n NN [
/ /N / {
22z ses g = 2oz erme sr 5
23z 32 H s 5
§83 M b1 EE L ST iz g
£EE Feeee $8¢ F99 Aeeasad B ]

X : parts per Million : 111
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37
1 Filoname = JcharrisJ6104-13c-2.3
i Author = rmnlab
el
=] =
| = 10-FEB-2023 14:12:09
i = 10-FEB-2023 14:12:19
=] = Single Pulse with Bro
&7 =10
1 = 32768
i = 13c
1 = [ppm)
=] = Eclipse+ 400
37 Spectrometer = DELTA_MMR
1 Pield strength = 6.345446(T) (270 [MHz]
1 acq_duration = 1.9267584(s]
1 domain = 13¢
ad = 67.93330993 [MHz)
R = 100 (ppm)
1 - 8
i 4
1 = 0.51900643 [Hz)
i = 17.00680272 (kKz]
i - 1K
= -
3 =
=]
-7 X_90_width -
1 x & -
| XangTe -
i X o -
1 Taitial wait -
= Phase_preset -
& Recvz_gain -
Relaxation delay =
Temp_get -
Unblank_time -
3
H
H
H
E

€ 2¥vz2 E 7 23 3 3%

3 2gez £ E 3 LA I

i3 EEEEE I I d ¥ i
illion : 13C
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2044 02em-1
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S$25. Comp. 4e

: @dEDL
=
LK
= Filename = JcharrisJG105a-1H-3.3
Author = rmnlab
Experiment = single pulse exp
Sample_id = JcharrIsJGi05a
= Solvent CHLOROFORM-D
s Creation_| = 19-JUL-2012 17:59:03
Revision time = 10-PEB-2023 14:15:05
Current i = 10-FEB-2023 14:15:52
= Content = Single Pulse Experime
B Data_format -
Dim_3ize = 16384
Dim_title -1
Dim_units = [ppm)
o] Dimensions =x
= site = Eclipse+ 400
Spectrometer = DELTA_NMR
Pield strength = 6.345446(T) (270 (MHz]
@ X_acq_duration = 4.0419328(s]
&7 X domain =1
X freq = 270.16608844 Miiz)
X offset = S(ppa)
X points = 16384
- Cprescans -
2 X resolution = 0.24740639(Hz]
X sweep = 4.05350628 (kKz)
cTipped FALSE
Mod_return -
Scans =16
2 Total_scans - 16
X_90_width 11.7(us)
X time = 4.0419328(s)
X_angTe = 45[
= Xpulse = 5.85[us)
< Initial wait = 1(s]
Phase_preset = 3[us)
Recvzgain .21
Relaxation_delay = 4(s]
e Temp_get 19.31dc)
- Unblank_time = 2(us]
=
’ ‘
= n\J L / L‘L \ /‘ ~ \\
ol WM — M——

: :
920 I !f /"“ 710"‘ !l 6.0 | 50 ,‘l ”“L 30 20 1.0
A \ /I\ /1 A /N A
2 235 PISARNp 2 333 zag
EER L g g2z

X : parts per Million : 11




$26. Comp. 4e

v
Filename
Author
Experineat
Sample_id
1 Solvent
e Creation_time
! | Revision_ time
Current, Eime
1 content
=]
H
1 Ficld_strength
X_acq_duration
Xdomain
o

Recvr_gain
Relaxation_delay
t

Temp_gef
Unblank_time

(Thousands)

S
1100 100.0

130.0

|70.Il, ‘w.u 150.0 | |?%ll | 90.0 lA'l,llH IMI.II 1" 50.0 Iw,o 30.0 100
| I\ 1 I\
. o ae - s s se s
£g & § : 22§ g
S ¢ @z 2 g FEE R 3
: parts per Million : 13C

JeharrisJ6105-13c-4.3
ranlab
single pulse dec
JcharsTaJG108

FORM-D
23-JUL-2012 22:1
10-FEB-2023 14:18:
10-FEB-2023 14:18:11

Single Pulse with Bro
1D COMPLEX

32768

13¢

[ppm)
x

Eclipse+ 400
DELTA_NMR

6.345446(7)

(270 (z)
1.9267584 (5]
1

(s

67.93330993 (MHz)

0.51900643 [Hz)
17.00680272 (kHz]

1H
270.16608844 [MHz)
5 (ppm)

FALSE

5267

5267

7.8[us)
1.9267584(s)

S$27. Comp. 4e

| SJEOL

=
a Pilename
{ Author
Experiment
sample_id

Current_Time

Content
Data_format

Pield_strength
X_acq_duration
n

x_gain
Relaxation_delay
ection_angle
ction_pulse
ot

(Thousands)
0

1500 140.0 100,0 100

160.0 1309 1200 1100 9.0 700 500 400 300 200
i [ | | I\ |
£ % z 2 2y %
g 8 Z g k% Z
z =2 &8 e #¥ 2
parts per Million : 13C

IEEEERREEE]
EREw

JcharrisJGl05-dept—4.
ab
t_dec.exp
JchatrisJIGl0s
CHLOROFORM-D
25-SEP-2012 06:15:03
8

10-FEB-2023 14:20
10-FEB-2023 14:20:47

DEPT with decoupling
1D_COMPLEX

32768

13c

(ppa]

Eclipse+ 400
DELTA_NMR

6.345446(T) (270 [MHz)
1.9267584 (2]
c
67.93330993 (Miz)
00 (ppm)
32768

0.51900643 [Hz)
17.00680272 (kHz]
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10
10

e
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$29. Comp. 4f

(Millions)

40

e

X : parts per Million : 11

...............................................

S JEOL

Pilenane o Jeharriszei10-au-3.3d
Author

< Tinote_pul
sample_id = JoharrisJc110
Solvent =
Creation _time = 4-JUL-2013 22:38:54
Revision time = 18-APR-2023 11:35:16
Current Time = 18-APR-2023 11:35:35
Content = Single Pulse Experime
Data_format -
Dim 3ize = 16384
Dim title
Dim_units = ppm)
Dimensions -x
Site = Eclipse+ 400
Spoctrometer = DELTA

Haldstrmgh. 6343446071 (2700851
X soq_duration = 4.0419328(s

x'a_n
= 27016608844 pat)

x:ouue = 5 [ppm]
Xpoints = 16384

prescans =0
X resolution = 0.24740639 (Hz]
X = 4.05350628 (kHz)
cTipped = PALSE
Mod_return -1
Scans =16
Total_scans =16
X_90_width = 11.7[us]
X_acq_time = 4.0419328(s]
X angTe = 45[deg]
Xpulse = 5.85(us)
Initial_wait = 1(s]
Phase_preset = 3(us)
Recvr_g: 15
Relaxation delay = 4[s)
Temp_get 21.7(dc)
Unblank 21
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180 190

170

40 150 160

120 130

10

1

(Thousands)

S JEOL

1800 1700 1600 150.0 1400
t

500 400 300 200 100

2

Filename = JcharrisJG110-13¢-3.3
Author = rmnl
Experiment = single_pulse dec
Sample_id = JcharrisJ611d
Solvent = CHLOROFORM-D
Creation_time = 4-JUL-2013 20:37:47
ision time = 18-APR-2023 11:36:52
Current_time = 18-APR-2023 11:36:59

H

Irz_froq 270.16608844 (Miz)

Irz_offset (ppa)

Clipped

Mod_return 1
3661

3661

content = Single Pulse with Bro
= 1D COMPLEX
= 32768
=13c
= [ppm)
=X
= Eclipse+ 400
= DELTA_NMR
Pield strength = 6.345446(T] (270 (MHz]
X_acq_duration = 1.9267584(s)
Xdomain = 13¢
Xfreq = 67.93330993 (Mz)
X offset = 100 [ppm]
Xpoints = 32768
X proscans =4
Cresolution = 0.51900643 [Hz)
Xsweep = 17.00680272 [kHz)
IFr_domain -1
=5

Scans
Total_scans

X_90_width = 7.8[us)

X time = 1.9267584(s)
XangTe = 30(deg)
X_pulse = 2.6[us)
Tnitial wait = 1(s]
Phase_pi = 3[us)
Recvz_gain =15
Relaxation_delay = 1[s]
Temp_gef = 27.3(dc)
Unblank_time = 2[us)

232 ¢ & 2 3 = 2
g EfEEE 2 R &8s 2
£ ot g R 33 = @
X : parts per Million : 13C
a
| rilecame = carrLerIetgt-d,
e 3
i Experiment -
Sample_id -
| Creation_time = 4-JUL-2013 22:36
{ Revision time = 18-APR-2023 11:37
Current_time = 18-APR-2023 11:37:44
1 = DEPT with decoupling
I ot
s s
=1 -
| Field strength = 6.345446(T] (270 ([MHz)
X_acq duration = 1.9267584(s]
{ X domain = 13¢
= 67.93330993 (MHz)
1 = 100 [ppm)
= 32768
= 0.51900643(Hz)
{ = 17.00680272 [kHz)
{ = 270.16608844 [MHz)
= 5(ppm]
{ = FALSE
-1
{ - 1769
= 1769
o AN YT di o MDA ARAIA
VW gL Ml L e = 1.9267584(s)
i Xy = 7.8[us)
= 55[us)
{ = 1(s)
= ol
{ = 3[us)
x =15
{ Relaxation_delay = 2(s]
Selection angle = 135( )}
] Selection pulse = 82.5[us]
_get 2.8
{ Unblank_time = 2[us]
i
,E ]
s 2
;
160.0 150.0 140.0 130,? ‘ 11040‘ 60.0 | 50.0 | 40.0 30.0 200 10.0
H Z8 & ¢ o g
£ 58 3 H 2% 2 k4
z EE £ g @ N
X : parts per Million : 13C




S$32. Comp. 4f

H
= L
A —--- PROCESSING PARAMETERS ----
I ( dc_balance : 0 : FALSE
) A N\ A~ | sexp : 0.2(Hz) : 0.0(s]
S 0[81 i BO[8) : 100(8)
zerofill : 1
££€: 1 : TRUE : TRUE
=
. 1
N I Filename = JcharrisJG110-cosy-2.
I Author mnlab
Experiment = cosy
Sample_id = Jcharrisgeiio
4 > Solvent -
& 9 ( Creation time =
3 Revision time =
Current Fime =
o
. L content = absolute value COSY
0 - S e
. ( = - 512, 38
3 A / I in
f = ippml (ppml
. XY
. = Zclipses 400
0 = DELTA_NMR
& ) Field strength = 6.345446(T] (270(MHz]
X_acq_duration = 0.1263104(s)
X_domain -
o] -
2 -
= 7.91700446(H2)
. = 4.05350628 (kHz)
( -1
= 270.16608844 kz)
s = Sippm)
2 =9
( V. = 4178972457 nz)
! 4.05350628 [kz]
= ] e
Z o | -1
- [ =16
A Total_scans = 1552
0 ) — X_90_widtn = 11.7(us)
z XCacq time = 0.1263104(s]
o = 11.7(us)
>3 =6
£ -
H -
- -
- gt
H -
. ovigain = = 1
8.0 7.0 6.0 50 40 30 20)0 10 20 Relaxiticn_delay = H
Tomp_get -
X : parts per Million : 111 (Millions) -9
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103
102]

9 2046 5Tom-1

=

e

2 &8 B

b

-1

LJEOL

-] Tilenme 2 Joharriszeii-ie-3.34
l-w- Finent = -wu- ulse.exp
Sample_id I ScharsTegeiti ©

- Solveni = CHLOROFORM~-D

4 Creation_time = 12-JUN-2013 23:07:28

Revision time = 18-APR-2023 11:18:25
Current_time = 18-APR-2023 11:18:43

b content = Single Pulse Experime
Data_format = 1D COMPLEX
Dim_size = 16384
Dim_title =18
= Dim_units = (ppm]
= Dimensions -
site

x
= Eclipse+ 400
Spectrometer = DELTA_NMR

al
3 Pield strength = €.345446(T] (270004z)
X_acq_duration = 1 oaeste)
X_domain
- X freq - 210 16608844 [MHz)
2 X offset - st
Xpoints = 16384
Cpres Zo
resolution = 024740630 (z)
S X_sweep - 4.0
CTipped < hagse
Mod_return =1
cans =16
2] Total_scans - 16
X_90_width = 11.7[us]
Xacq = 4.0419328(s)
v X_angTe = 45(deg)
< pulse = 5.85(us]
Iaitial wait = 1(s]
._prese! = 3(us)
- gain =15
37 Relaxation _delay = 4(s]
Temp_get = 19.7(dc]
_ = 2[us)
Ly
2

02

(Millions)
01
"
_

PO L WL,

I l]o N " | 70 J\& 6.0 50 T I,O)J ' u 30 20 1.0
A A\ /\ /1 /N / N\
£z %8 Iz 2g EEH] ggue
§F gky 3 e g8% fEEF

X : parts per Million : 11
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(Thousands)

HJEOL

Filename = JcharrisJG111-13¢-3.3
Author = mnlab
Experiment single pulse dec
Sample_id JcharrIsgoill
Solvent = CHLOROFORM-D
Croation_time =
Revision_time =
Current_: -
= Single Pulse with Bro
= 1D Comp:
= 32768
- 13c
= lopm]
s = Eclipse+ 400
Spectrometer = DELTA_NMR
Pield strength = 6.345446(T) (270(MHz)
X_acq duration = 1,9267584 (s]
X domain = 13c
= 67.93330993 [MHz)
= 100 (ppm]
= 32768
= 0.51900643 [Hz]
= 17.00680272 (kHz]
-1
= 270.16608844 [Milz)
= S(ppm)
= FALSE
-1
= 6000
= 6000
X_90_width = 7.8[us)
Xacq_t: = 1.9267584(s)
30(deg:
= 2.6[us]
= 1(s]
= 3us)
cvi_gain =15
Relaxation delay = 1(s)
>_get = 26.5(dc)
Unblink_time = 2(us]

170.0 | 160.0 m IS‘G.D 140.0 130.0 IF .0‘ 110.0 106]1 80.¢ 1" 70.0 ‘w.o M 50.0 | 400 30.0 200 10.0
I\ A | ‘ |
s = =ne=es . czes -
z 2 zagDas vs2 az2s a
O A “2% G2 5
2 £ RGaa B3 FRE CLEE 3
3 ‘
! |
1 Pilename = JcharrisJGlil-dept-3.
! Herree ey
=2 | =
-7 =
1 Rev! -
1 Current_time -1
1 Content = DEPT with decoupling
A KCord MG o R X
&1 Dim_size - 32768
| Dim_title = 13¢
] Dim_units = (ppm)
1 Dimensions -X
i Site = Eclipse+ 400
1 Spectrometer = DELTA NMR
=4 Fiold strength = 6.345446(T] (270 [Miz)
] X_acq_duration = 1.9267584(s]
1 X freq = 67.93330993 [MHz)
1 X offset = 100 [ppm)
1 | X_points = 32768
Dot =
e X resolution = 0.51900643[Hz)
I Csweep = 17.00680272 [kHz)
| r Irr_domain -
Irz_freq =
Irr offset -
Clipped -
- o T
- Scans -
' Total_scans =
= 1.9267584(s)
= 7.8[us)
= 55[us)
= = 1(s)
o 140 (Hz)
' = 3[us)
=15
= 2(s)
= 135(deg)
]
- = 22.1[dc]
,I; = 2[us)
3
i
H
:
: =
g7
160.0 150.0 140.0 130.0 VMI 1100 IM.II‘ 90.0 80.0 70.0 ‘60.0 M 50.0 40.0 30.0 200 100
2 3 ¢ g2 a3 5
= e
B 21 ¢ & £ H
Z RE 3 = E3 QREE 3

X : parts per Million : 13C
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H
i3
. | ~--- PROCESSING PARNME ———-
Il I \ dc_balance : 0 : PALSE
o [ ST, W S %p : 0.2(Hz] : 0.0(s]
: 80(8) : 100(%)
zerofill : 1
t ;1 : TRUE : TRUE
machinephas
=
=
N
o Filename = JcharrisJGlll-cosy-4.
Author = manlab
Experiment = cosy.exp
sample_id = JeharrisyGiil
- Solvent = CHLOROFORM-D
2 Creation time = 13-JUN-2013 11:56:27
Rovision time = 18-APR-2023 11:29:28
Current_time = 18-APR-2023 11:30:12
° content = absolute value COSY
- Data_format = 2D REAL REAL
= Dim size -
Dim_title =
Dim_units -
Dimensions -
Site -
2 Spectrometer -
' Pield strength = 6.345446(T] (270(Miz)
X_acq duration = 0.1263104(s)
X_domain = 1K
= 270.16608844 (MHz)
= = 5(ppa]
3 =512
-4
= 7.91700446 [Kz]
° L4 = 405350628 (kiz)
=1
= = 270.16608844 [MHz)
= o ot = 5(ppm]
° ‘ 12 T Y_r;:"m- =0
[ “resolution 15.83400892 (Hz)
° o Y sweep 4.05350628 (kHz]
2 L) - CTipped = FALSE
= % ¢ Mod_ return -1
T Scans =12
é o o — Total_scans = 3072
E| = 11.7(us)
Z o = 0.1263104(s)
P = 11.7(
& = 63.1552(ms)
£ = 1(s]
: i
b - 11.7(us
- 2 -
= Pulsecangle 1 =
Pulse angle2 =
T T T T Recvr_gain -
9.0 80 7.0 6.0 50 40 30 20 100 2000 400.0 ;:hntien_d-hy -
Temp_get -
(Thousands) -9

LIS 1 A dEDL
H i |
2 i J
< { \
~--- PROCESSING PARAMETERS ----
® W dc_balance : 0 : FALSE
{ seXp : 2.0(Hz) : 0.0(s)
: 1 80(8) : 100(%]
1
TRUE
=
=
s
= JcharrisJGlll-hetcor-
= manlab
chshf.exp
= JcharrisGiii
- -
3 :
= -
E v ot
= 6.345446(T) (270 (MiHz)
2 = 60.2112(ms]
7 -
= 67.93330993 (MHz]
= 100 (ppm)
1024
= 16.60820578 (Hz)
= = 17.00680272 (kHz]
3 -
] -
= 31.68085969 (Hz]
= = 4.05515004 [kHz)
. = FALSE
= -1
= ) = 100
H | = 12800
E] = 60.2112(ms)
T = 0 = 7.8(us)
: S ) = 31.5648 [ms]
2 = 55{us]
£ = 1(s)
H , : J_constant = 140(Hz)
5 PRase_pre 3[us)
- Recvr_gain =15
Relaxation delay = 1.5(s]
e ™ = 1[us]
- { Temp_get = 18.1(dc)
140.0 130.0 1200 1100 100.0 90.0 80.0 70.0 60.0 400 3000 1.0 Unblank_time = 1
(Millions)
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100 200 300 400 500 60.0 700 80.0 90.0 100.0 1100 1200 130.0 1400 1500 160.0 170.0

(Thousands)
0

85330
85138
80119
7.9570
7.9341
7.9057
77180
73975
73828 e
7.3645
7.2482

X : parts per Million : 111

Filename = JcharrisJG114-1H-6.3d
Author = rmnlab

Experiment = single pulse.exp
Sample_id = JcharrisJGile

1vent = CHLOROFORM-D
Creation_time = 11-SEP-2013 22:04:32

Revision. = 17-APR-2023 15:33:22
Current_Time = 17-APR-2023 15:33:39
Content = Single Pulse Experime
Data_format = 1D COMPLEX

Dim_34. = 16384

Dim_title -1

Dim units = (ppm]

Dimensions =x

site = Eclipse+ 400
Spectrometer = DELTA,

Pield strength = 6.345446(7] (270(MHz]
X_acqduration = 4.0419328(s]
X domain = 1

X freq = 270.16608844 MHz)
Kottser -

ints = 16384
J(_J;:neuu -0
X resolution = 0.24740639[Hz]

sweep = 4.05350628 (kKz)

CTipped = FALSE
Mod_return =1
Scans -8
Total_scans -8
X_90_width = 11.7(us)
Xacq tine = 4.0419328(s)
X angTe = 45[deg]
Xpulse = 5.85[us]
Initial wait = 1(s)
Phase_preset = 3[us)

“gain -
Relaxation delay = 4(s)
Temp_get = 18.5(dc]

Unblank_time = 2(us]
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| AJEOL

JcharrisJci14-13¢-3.3

mnlab

 Pulse dec
836117

< FORM-D

11-SEP-2013 17:08:03

17-APR-2

023 15:34:52
Current Eime = 17-APR-2023 15:35:14

40

singl.
Jchar:

Content

single Pulse with Bro
10’ CoupLEX

32768

15¢

tppa)

Eclipse+ 400
DELTA_NMR

6.345446(T) (270 [MHz]
1.9267584(s)

13¢
67.93330993 (MHz)
100 (ppa)

32768

N

0.51900643 [Hz]
17.00680272 (kHz]
1

Recvr_gain
Relaxation_delay
Temp_get

Unblank_time = 2(us)

(Thousands)

] EE & iz 2 H
] s S S 3
X:

parts per Million : 13C

S42. Comp. 4h

LJEOL

Pilename = JcharrisJGll4-dept-4.
Author = ranlab
Exper: -
sample_id -
° Solvent =
- Creation time =
Revision time = 17-APR-2023 15:36:23
Current_Time = 17-APR-2023 15:36:33
Content = DEPT with decoupling
=1
- 32768
- = 13c
- = [ppm]
=X
= Eclipse+ 400
= DELTA_NMR

6.345446(T] (270 [MHz]
1.9267584 (2]

10

13c
67.93330993 [MHz)
100 (ppa]

32768

4
0.51900643 [Kz]
17.00680272 [kHz)

1.9267584(s)
7.8(us)

< = 55[us)
7 = 1(s)
= 140(nz)
= 3[us)
x =15
Relaxation_delay = 2(s]
Selection 3ngle = 135(deg)
Selection pulse = 82.5(us]
- = 23.3[dc]
3 = 2(us]
3
H
H
]
.
3

1600 1500 1400 1309 TM 1100 1000 90.0 80.0 70.0 60.0 50.0 40.0 30.0 200 100

151.4703

1212620
98.9915
634734
43.2200

X : parts per Millio




S43. Comp. 4h

]
H
é 3
In ) L
; 0(8) : 100(8]
=
(4
s
& = JcharrisJGil4-cosy
= mnlab
cosy.exp
Jeharrisioile
2 @ 11-5EP-2013 21:56:27
- 18-APR-2023 11:52:56
18-APR-2023 11:53:34
: = = absolute value COSY
o [} 0- 20 REAL
2 o v 512, 1024
- o 1M ik
= [ppm) (ppm)
: -xY
: = Eclipse+ 400
o N - X
°
v ° Field strength = 6.345446[T] (270 (MHz)
X_acq_duration = 0.1263104[s]
Cdomain - 1K
X freq = 270.16608844 [Miz)
X offset = 5(ppm)
< o o Xpoints
3 4
7.91700446 (2]
] @ = 4.05350628 (kHz)
= 270.16608844 [Mz)
e . = 5(ppm)
2 -
i =0
o0 -1
0 = 4.05350628 (kHz)
_ 2 FALSE
= X 1
T2 ' 16
g b 4096
] ® @ — oo wian = 1170
= Cacq_time = 0.1263104(s]
F X pulse = 11.7(us
3 Y acq_time = 63.1552(ns)
£ Initial wait = 1(s]
Z Phase_preset = 3[us)
= Pulsel .
=
E = 9oldeg]
T T =
20 80 70 60 50 40 30 20 10 0 2000 = 1.5(s)
™ = 1{us)
(Thousands) Tomp_got = 18.9(dc)




S44. Comp. 4i

1255 S4em 1
e B3

B
o T
=i
s g
$ Filename = JcharrisJG117-1H-6.3d
Auth = rmnlab
Experiment = single pulse.
Sample_id = JcharrIsJci1?
Lvent -
Creation_time = 9-SEP-2013 23:4
Revision time = 17-APR-2023 15:3
Current Time = 17-APR-2023 15:3
Content = Single Pulse Experime
=2 Data_format - 10
g Dim_size = 16384
Dim_title - 1K
Dim units = [ppa]
Dimensions =x
site = Eclipse+ 400
Spectrometer = DELTA_MMR
Pield strength = 6.345446(7) (270 (MHz]
X_acq_duratic = 4.0419328(s]
Xdomain =1
= X_freq = 270.16608844 [MHz)
g7 X offset = 5(ppm]
Xpoints = 16384
Cprescans =0
X resolution = 0.24740639(Hz]
X aweep = 405350628 [kKz)
ipped = FALSE
Mod_return -1
Scans =16
Total_scans -16
N X_90_width = 11.7(us)
g x’w&n- = 4.0419328(s)
« X_angTe = 45(deq)
Cpulse = 5.85(us)
f Initial wait =1(s)
I Phase_preset = 3(us)

Temp_get = 19.6(dc)

Recvr_gain -15
Relaxation_delay = 4[s]
‘ Unblank_time = 2(us)

.
¢
N
x

9.0 0 ‘l.lll " ,'l”;”'” ) 60 50 2 40 30 20 10

X : parts per Million : 111




S46. Comp. 4i

S JEOL

= Pilename = JeharrisJc117-13c-3.3
= Author = rmnlab
Experiment - doc
Sample_id -
Solvent CHLOROFORM-D
Creation_time 10-SEP-2013 06:14:11
Revision_time = 17-APR-2023 15:39:39
Current_Time = 17-APR-2023 15:40:00
content single Pulse with Bro
Data_format 1
| \ iz 32768
Dim_title 13¢
1 Dim_units [pp=)
Dimensions X
1 site Eclipses 400
2 spectrometer DELTA @
1 FPield strength = 6.345446(T) (270 (MHz]
X acqduration = 1.9267584(s)
X domain -
= 6793330993 Hz)
= 100(;
= 3276
= 0.51900643 [Kz)
= 17.00680272 [kHz]
= 270.16608844 (Miz)
5 (ppm)
-1
= scans = 8000
=1 Total_scans = 8000
{ X_90_widtn = 7.8[us)
Xacq_time = 1.9267584 (5]
foase p
Relaxation delay
Temp_get
Unblank_time
-
3
H
é‘ {
5] {
1700 1600 150 1400 1300 1200 1100 1000 900 80 00 €0 S0 400 30 200 100
o most-wnze = 532 P =
ER- gaasaizis i EE g
2 @ LEEHSARZED & RRE 2 E
X : parts per Million : 13C
@l
1 Filename = JcharrisJGi17-dept-3.
o] = mmnlab
31 = dept_dec.oxp
| JchaTrisgGll7
i = CHLOROFORM-D
] = 10-SEP-2013 10:37:27
1 = 17-APR-2023 15
1 Current_time = 17-APR-2023 15:40:49
- & | Content = DEPT with decoupling
1 Data_format = 1D c
i Dim size - 32768
1 Dim_titl =13
1 Dim_units = [ppm)
1 Dimensions
o] site = Eclipse+ 400
a1 Spectrometer = DELTA_NMR
] Field strength = 6.345446(T) (270 [MHz)
1 X_acq_durat = 1.9267584(5)
1 = 13c
| = 67.93330993 (Miz)
= = 100 [ppa]
| = 32768
] -1
] } 2 0.51900643 (z)
1 = 17.00680272 (kKz]
i =1
i ! = 270.16608844 [MHz)
- M = 5(ppa)
\ = FALSE
=1
] = 4000
i = 4000
| = 1.9267584(s]
s = 7.8(us]
T = 55[us)
i - 1(s]
| cons! = 140(Kz)
i Phase_preset = 3[us]
1 ovi_g =15
i Relaxation_delay = 2(s)
1 Selection, = 1357
= 82.5(us]
| - 22.2]
| = 2[us]
2
H
H
H 1
H |
H |
- E— - e e S — |
1500 1400 {Jn.o‘ | 1200, 100 90.0 80.0 0 600 s00 400 300 200 100
723 2 z 5 2
$54 =8 e = IS
833 &S £ 2 kS

z




S48. Comp. 4i

(Thousands)

parts per Million : 1H

Y

2000 400.0

10 00

20

40

7.0

8.0

L]
°
o 9.
® feo
@ e ¢
80 70 4,‘0 30 200 200.0 40"1.0
X : parts per Million : 11 (Thousands)

Content
Data_format

Dim_3ize
Dim_title
Dim_units
Dimensions
site
Spectrometer

Field_strength
X_acq_duration
“domain

Pul.
Pulse_angle_1
Pul. 1e
Recvr_gain
Relaxation_delay

1
Temp_got

%1 : 100(8)

JcharrisJGil7-cosy-2.
xmnlab

cosy.exp
JcharrisyGill

CHLOROFORM-D
10-SEP-2013 13:27:42
1 2

absolute value COSY
2D REAL REAL

512, 1024

H 1K

[ppm] (ppa)

XY

Eclipse+ 400

DELTA MR
6.345446(7) (270 [MHz)
0.1263104 (5]

1

7.91700446 [Hz)
405350628 [kHz)

1

270.16608844 MHz)
S (ppm)

256

o

400892 (Hz)
50621

11.7{us)
0.1263104 (5]

11
63.1552(ms)
1

1(us)
17.51dc)




$49. Comp. 4j

101

981

e

g2 e

S50. Comp. 4j

-
JGA049.3.fid gty SERIBITARY 25 a IRR BRRR
iecb_proton /DlSWW sov T '\I/' 'w
y T T T T T T T T T T T T y T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 20 15 1.0 0.5 0.0

-24000
23000
22000
21000
-20000
19000
18000
17000
16000
15000
14000
13000
12000
11000



S51. Comp. 4j

JGA049.4.fid

4.
iecb-13C_CPD CDCI3 /DISK2/Quideau-NMR gutierr

S

—167.

—98.98

77.49 CDQ3

77.27

A
N

77.07 COC3
76.65 CDC3

—62.97

43.32

—21.17

30000

28000

-26000

-24000

22000

20000

18000

16000

14000

12000

10000

ro

r-2000

T T T T T
210 200 190 180 170

T T
160 150

T T T
140 130 120

100
f1 (ppm)

S52. Comp. 4j

JGAD49.5. N Be

fid
iecb_dept136 CDCI3 /DISK2/QQ
| |

2 9
R gutierrez 50
[

—98.98

—62.97

43.32

2117
T
Q
g

3000
+-4000
-5000

+-7000
+-8000

t--10000
[-11000

160 150 140 130 120 110 100 80 70 60 50 40 30 20 10
1 (ppm)



S53. Comp. 4l

2 BB

Y,
2050, T3em1

gEEEZ$$EESE

S54. Comp. 4l

a @
s
Filename = JcharrisJo120-1H-6.3d
Author = rmnlab
Experiment = single_pulse.exp
Sample_id = Jcharrisy6120
e Solvent -
3 Creation_time = 30-MAR-2015 17:16:06
Rovision time = 18-APR-2023 11:58:11
Current_Time = 18-APR-2023 11:58:26
content = Single Pulse Experime
- Data_format = 10
7 Dim size - 16384
Dim_title =1
Dim_units = [ppm]
Dimensions -
Site = Eclipse+ 400
a Spectrometer = DELTA_NMR
= Field_strength = 6.345446(T) (270 [Miz]
X_acq duration = 4.0419328(s)
X domain 10
X_freq = 270.16608844 (MHz]
X offset = 5(ppm]
] Xpoin = 16384
Kpres =0
resolution = 0.24740639[Hz]
X_sweep = 4.05350628 [kHz]
cTipped = FALSE
Mod_return -1
<] =16
s Total_scans =16
X_90_width = 11.7[us]
Xacq = 4.0419328(s)
XangTe = 45[deg)
] Xpulse = 5.85[us]
3 Taitial wait = 1(s)
_preset = 3[us]
Recvr_gain =15
Relaxation delay = 4(s)
Temp_get = 17.9(dc)
«l Unblank_time = 2[us)
g ‘ ‘
: | | |
3 ‘ [ ’ [ | i
2 / L \ | | v
:. S N B —
T T T T T T
20 8 7.0 60 50 40 30 20 10
1 i wn ) | | I |
A 1 N
= v Nnxé o - I ézg 2em az
2 o 8 8 2 282 =
EEI R FE 3F 2 &g 883 e
% SRRReRee 33 v EE e =2
X : parts per Million : 11




S55. Comp. 4l

&7
= JcharrisJ6120-13¢-3.3
= mmnlab
- = single pulse dec
] JcharrisJc120
HLOROI
reation_ = 30-MAR-2015 23:20:44
Revision time = 18-APR-2023 11:59:51
i = 18-APR-2023 11:59:54
. Single Pulse with Bro
37 1
32768
13c
[ppm]
x
Eclipse+ 400
e] ELTA R
z
Field_strength 6.345446(T) (270 (MHz)
X_acq_duration 1.9267584 (3]
i domain 3¢
67.93330993 (MHz)
100 (ppa)
= 32768
<
0.51900643 [Hz]
17.00680272 [kKz)
| 27016608844 [MHz)
S (ppm)
2
=
=

Relaxation delay

Temp_get
Unblank_time

(Thousands)

1700 1600 1500 1400

o s 2z o zotwee z 22 “ 28
IS 5 Z3 Igregp 2 Z &
§ EBE8F  E ERpEERg g EE I P 23
€ psi f aRfnfat g RRE @ 3 %3
X : parts per Million : 13C
s]
=
| Filename = JcharrisJG120-dept-2.
ithor = rmnlab
1 Experiment = dept_dec.
= Sample_id = JcharrisJG120
*q Solvent - D
1 Creation_time = 31-MAR-2015 1 6:56
| ision_time = 18-APR-2023 12:00:39
s Current_time = 18-APR-2023 12:00:45
&7
Content = DEPT with decoupling
Data_format = 1D COMP]
o] = 32768
e | = 13C
1 = ppm)
o] = Eclipse+ 400
vl Spectrometer = DELTA_NMR
] Pield_strength = 6.345446(T) (270 (MHz]
a7 X_acq_duration = 1.9267584(s]
3 = 13c
b | = 67.93330993 [MiHz]
= 100 (ppm]
1 = 32768
s -4
1 = 0.51900643 [Hz)
| = 17.00680272 (kHz]
=1
s = 270.16608844 [Miz)
1 = 5(ppm)
-1
= = 4000
21 | = 4000
' | = 1.9267584(s)
= 7.8(us)
= 55[us)
| =1(s]
= 140(Kz)
= 3[us)
=15
= 2(s!
= 135[deg]
= = 82.5(us)
5 = 24.5(dc)
= 2[us)
~ 2
37
2 =]
: =2
<

T T
1100 1000 900 80.0 70.0 60.0 50.0 40.0 30.0 200 100

H it 3 g i
g LEREE g d I

X : parts per Million : 13C




S57. Comp. 4l

HET
i ® | !
¢ I | oM
- G V| R . —
o -
& o (A
! E
%
)
o o ° =
) [
° ° ' —_—
B . [
2 N ' [ -
o o [—
°0°w ' —
“wo ' (e
2 o o (:
o ° ! { —
920 8.0 70 6.0 50 40 30 20 I.‘ll o T ’
X : parts per Million : (Millions)

===~ PROCESSING P}
de nce : 0

:_balance : 0 : E
sc¥p : 0.2(Hz] : 0.0[s)
trapezoid3 : O(%] : 80(8) : 100(8]
zerofill : 1

t : 1 : TRUE : TRUE
machinephase
Filename = JcharrisJG120-cosy-2.
Author rmalab
Experiment = cosy.exp
sample_id = JeharrisJci2o
Solvent = CHLOROFORM-D
Creation_time = 31-MAR-2015 14
Revision time = 18-APR-2023 12:01:
Current_time = 18-APR-2023 12:01:53
Content = absolute value COSY
Data_format = 2D REAL REAL
Dim_3ize = 512, 1008
Dim_title 1K1K
Dim-units = [ppa] (ppa)
Dimensions =Xy
site = Eclipse+ 400
Spectrometer = DELTA_RMR

Field strength
X_acq_duration
“domain

X_90_width
X“acq_time

angle
x_gain
Relaxation_delay

Temp_get

RN REEET]
"

6.345446(7) (270 [MHz]
0.1263104 (5]

270.16608844 Mz
5 [ppm)
512

7.91700446 [Hz)
4.05350628 (kHz]

1
270.16608844 MHz]
S (ppm)

252

16.08534239 (Hz]
4.05350628 (kHz]
SE

1

24
6045

11.7(us)
0.1263104 (5]
11.7(us]

3

S58. Comp. 4l

g 3
i
§f s
g =
o
«
e (
2 )
3 L
s
|
| {"‘
e
3
]
- | (—'
m {
|
| L_
]
| (
: : | ol
z 3 " (-
H] | -
£ g
H
P
-3
E
lﬂ‘l.ﬂ 160.0 Isl‘l.ll 1400 1300 1200 1100 1000 9.0 ID‘.O 7ll‘.ﬂ 60.0 50.0 400 30.0 200 0 1.0
X : parts per (Millions)

L JEOL

3 constant :
Phase_pre
Recvr_gain

Relaxation_delay
m
Temp_gef

t
Unblank_time

E
-0ls]
: 80(%)

: 100(8)

JcharrisJG120-hetcor-
ranlab

chshe .exp.
JcharrisJGi20

6.345446(7) (270 [MHz)
2112 (ms]

67.93330993 [MHz]

100 (ppm]

1024

16.60820578 [Hz)
17.00680272 [kHz)

31.68085969 [Hz]
4.05515004 [kHz]
FALSE

1

140

17920
60.2112ms)




S$59. Comp. 4m

103,
1024
1014
100
" 328 T
84
g‘}.
e
%
-
93
a2
9
b1
&5 ¥ y -
4000 3500 3000 2500 2000
S$60. Comp. 4m
JGA052.3.fid 8
iecb_proton CDCI3 /DISK2/Quideau-NMR guti 29 21000
B% ZCRERRRERRR 3% %ER REERE  ERER H] 20000
Y VN v N N N |
19000
18000
17000
16000
15000
14000
13000
12000
11000
10000
9000
8000
7000
|‘ 6000
]
] 5000
4000
3000
I i L2000
1000
! 1 A _0
r-1000

T T T T T T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 15 1.0 0.5
1 (ppm)
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16000

15000

14000

13000

12000

11000

10000

r-1000

5500

5000

4500

4000

3500

[-3000

2500

2000

1500

1000

500

-500

r-1000

r-1500

r-2000

-2500

[--3000

r-3500

JGA0S2.4.fid 883
fecb-13C_CPD CDCI3 /DISK2/Quideau 888
b 223 8 383 % g
g nEE 8 RES g g
| DR Y4 | | |
]
|
170 160 150 140 130 120 110 100 90 80 70 50 30 20 10
f1 (ppm)
$62. Comp. 4m
JGA052.5.fid 3 28R BRAY 2 5 S
iech_dept135 EDCI3 /DISK2/Quideaueiitg gudedrez 29 i 8 3
| RV | | |
| ' !
1
1
160 150 140 130 120 110 100 70 60 40 30 20 10

80
f1 (ppm)

F-4000
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JGA052.6.fid

iecb_fluor CDCI3 /DISK2/Quideau-NMR gutierrez 29 [7110000

-63.18

[7100000

[790000

[80000

[160000

[750000

[40000

[730000

[720000

[710000

L .

-10000




