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'H NMR, 3 C NMR and MS spectra of compounds 2 and 3



EO1
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Danplie: Piis ~%i- Agilent Technologies
oty 3
Data Collected omi
mercuryd400-marcuryd00
Archive directorys Ve
/home/vonrl /vezrays /data —
Bample directory:
NGl 20210427 01
PidFile: PROTON 03 r

ZT
Q

Pulse Sequence: PROTON (s2pul) 2a
Sclvent: dmsc F
Data collected on: Apr 27 2021

Temp. 25.0 C / 298.1 K
Operator: vomrl

Felax, delay 1.000 sec
Pulse 45.0 degreeco

Acqg. time 3.539 sec

Width 6402.0 Mz

14 repetitions

CESERVE El, 400,17%9761 MHE2
DATA PROCRSSING

FT mize 32768

Total time 1 min 0 sec
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SN — A ~§#~ Agilent Technologies
EH1

Data Callected omp .-’l
mareaEyd 00 - Barouwsyd o0

Archiws dirsotoxzys
ShoEe ) vnErl Svnaraye fdaEa

Hanple dirsctory: r
BGL_ 20210427 01

FiAFila: SUEFaat 2a

Pulme Ssquencs) CARBON [(sZpol)
Solvack: dnac
Data collacted an: kpe 27 2021

Tamp. 25.0 € / 298.1 K
OpErator: yomrl

Ralax. dslay 1.000 mec
Palse 45.0 degrees

Aog. time 1.304 mec

width 25125.4 m=z

2548 peaparicions

CBIERVE C13. 100.6743778 ME:z
DECOUPLE M1, 400.1775533 MHz
Powas 38 4B

oontimucusly on

WALTZ- 14 mcdulated

DATR PEOCESSING

Ling BEGAGGRIET U.% HE

FT pize 5516

Tatal time 40 min
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EG-1 16 (0.161) Cn (Cen,2, 80.00, Ht)

1: Scan ES+
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Current Data Parameters

NAME B0G-4.2
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20210420

Time 12.35 h
INSTRUM Avance
PRCBHD 2151574_0038 (
PULPROG zg30

T 65536
SOLVERT DMSO

NE 16

DS 2

SWH 10000.000 Hz
FIDRES 0.305176 Hz
AR 3.2767999 sec
RG 101

o 50,000 usec
DE 11.14 usec
TE 297.4 X

pi 1.00000000 sac
00 1

SFol 500.1330883 MHz
NUC1 iH

FO 2.97 usec
Fl B.00 usec
PLW1 24.04299927 W

F2 - Processing parameters
SI 65536

ST 500.1300000 MH:z
WO EM

55B o

LB 0.30 Kz
GB 0

PC 1.00

1 '

15 14 1
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, s
3 12 11 10 9 8 7 6 5 4



2b

Current Data Parameters

NAME BG-4.2
EXPNRO i
PROCNO 1
F2 - Acquisition Parameters
Date 20210429
Time 16.08 L
INSTRUM Avance
PROBHD 2151574_0036 |
PULPROG 2gpg30
T 65536
SOLVENT DMSO
NS 3000
Ds Ry -
SWM 30120,482 Hz
FIDRES 0.919204 H=
AQ 1.0878977 sec
RG 101
oW 16,600 usec
DE 6.50 usec
TE 298.8 K
D1 2.00000000 sec
)8 0.03000000 sec
TDD 1
SPO1 125.7703643 MHz
NDC1 13¢
PO 3,33 usec
Pl 10.00 usec
PLW]1 B5.18093876 W
SFO2 500,1320005 MHz
wucz2 1H
CPOPRG[2 waltz65
PCPD2 80.00 usec
PLW2 24.04299527T w
PIN12 Q.24043C00 W
1N13 0.12093000 W

FZ - Processing parameters

st 32768
e\ b 125,757768% MHz
WO EM
e 0
1B 1.00 Mz
GB 0
PC 1.40




EG-4 27 (0.272) Cn (Cen,2, 80.00, Ht)

2b
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H Current Data Parameters
o o NAME EG-5
| EXPNC 1
e ,{ s PROCNO 1
F2 - Acquisition Parameters
Date Z2021081)
@ Tine 16.25 h
2c INSTRUM Avance
PROBHD '.'.1515"4_0038 (
PULPROG 2430
70 65536
SOLVENT DMSO
Hs 16
o -
SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 3.2767935 gec
RG 101
oW 50.000 usec
DE 11.14 usec
T 297.1 K
D1 1.00000000 sec
TDOD 1
SFO1 500,1330883 MHz
NOCL 1H
PO 2.67 usec
Pl 8.00 usec
PLWL 24.,04299927 w
F2 - Processing parameters
SI 65536
SF 500,1300000 MHz
wOw EM
SE5B 0
LB 0.30 Hz

GB o

B Ll ], =

15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm
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| Current Data Parameters
~ A — NAME EG-%
N EXPNO ‘
PROCNO 1
F2 - Acquisiticn Parameters
Date_ 20210812
2c Tine 10.15 h
INSTRUN Avance
PROBND 21%1%74_0038 |
PULPRCG 2gpg 30
™ 65536
SOLVENT mmso
NS 1200 °
Ds 4
SWH 30120.482 Kz
FIDRES 0.919204 Nz
AQ 1.0678977 sec
RG 101
D 16.600 un=c
e 6.50 uaec
T 296.2 x
Dl 2.00000000 sec
+3 8% 0.03000000 sec
TDO 1
srol 25.7703643 Mz
nucl 13¢
o 3.33 uweor
Fl 10.00 usec
FLwl £5.1809997¢ ¥
sSro2 500.1320005 MHz
NUC2 K
CPDPRG([2 waltzés
pCcPD2 80,00 usec
PLN2 24.04295927 N
PLW1Z 0.24043000 W
FLW13 0,12093000 W
| 2 - Processing parameters
4 32768
| SF 125.75778085 MMz
1 i Whw EN
| 858 0
J 1 J L L8 1.00 Hz
G 0
. o+ 1.4

| 1 a
200 180 160 140 120 100 80 60 40 20 0 ppm



EG-5 31 (0.313) Cn (Cen,2, 80.00, Ht) 1: Scan ES+
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Saxple Huon: ?\:’.1
EQ7 '
Data Colleoted oms H
sascuryd id-aarcuzy4 il ]
Arohive Qirsotory: i
Jhoasfvnarl fvnmreye fdats b
Saspla direceasy:
BQ7_20210437_01
FidFiler FROTON O3 .Ir'r ‘"\

Agilent Technologies

Fulss Beguenca: PROTON (m2pul) =
Bolwvent: dmso 2d Br
Cata oollected on: Apr 27 2031

Temp. 25.0 © / 188.1 K
Jperatory vmmTl »

Falax. delay 1.000 sec
Fulss 45.0 degreas

Acyg. time 2,539 Bes

Wideh E402.0 HE

16 repatitioms

ORSERVE Wi, 490.1T596T] HWHz
DATA PROCESSING

FT slze 32758

Total cims 1 min 2 se0

| |
. A 'Jl"‘f"l Ii_ ‘ lu ;ll |x_ . . J
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LT
Sazple Mase: <%t Agilent Technologies
Ra7 L
Data Collected om:
morcury400-mercury400
Archive directory:
Jhose/veamrl /vesruys /data
Sample directory:
BG? 20210427 01
FidFile: CARBON 01 / \

2, =

Pulee Sequence) CARBON (s2pul) Zd —
Sclvent: dmso ar
Data collected on: Apr 27 2021

Temp. 25.0 C / 298.1 x
Operator: vomrl 3

Relax. delay 1.000 wec
Pulse 45.0 degrees

Acg, time 1.304 sec

Mideh 25125.6 M=z

1500 repectitions
ORERRVE C13, 100.6242735 MR=
DECOUPLE HL, 400.177955S )m:
Pover 38 dB

continuously on

NALYZ-16 sodulated
DATA PROCESSING

Line broadening 0.5 Hs

¥T aize 65536

Total time 1 hr

v e
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EG-7 29 (0.292) 1: Scan ES+

100 327.51 2.14e7
329.49 H 2
DR
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N
2d —
Br
R
330.42
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RG-0

Sample Base: ~i#- Agilent Technologies
xXG-1 3

Data Collected on:
mercuryd00-mercury400

hrchive directory: ,‘:‘9
/bome/vomxl /vnxxsys /data /4

Sanple directory: —
EG-8_202108311_01

yidrile: CARDON 01

Pulse Segquence: CARBON (sZpul) 2e
Solvent: dmso
Data collected on: Aug 11 2021

Tomp. 35.0 C / 2901 K
Operator: vnsrl .

Relax, delay 1.000 mec
Pulse 45.0 degress

Acq. time 1.304 sec

width 25125.6 Rs

1000 repetiticons

OBSERVE C13, 100.5243743 MH:
DRECOUPLR W1, 400.1775555 MHs
Power 38 An

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hs

FT oize 65535

Total time 40 min

| LH 1
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Sample Name:
B3-8
Data Collected cm:
sercuryd00 -mercury400
Archive directory:
Sheae/vanel /vanzoys/data
Sample directory’
BG-8 20210423 01
¥idrile: PROTON 02

Pulse Sequence: FROTON (s2pul)
Solvent: dmao
Data collected on: Apr 21 2021

Temp,. 35.0C / 2%0.1 K
Operator: vnmel

Relax. delay 1.000 sec
Pulne 45.0 degress

Acg. time 2.559 sec

Width §402.0 Hz

# repetitions

CBSERVE H1l, 400.1759673 MH:
DATA FROCESSING

FT size 12760

Total tisme 0 nin 31 aec

2e

7y

3}' Agilent Technologies

L 57 7 S LT,




EG-8 25 (0.252) Cn (Cen,2, 80.00, Ht)

e 249.47
|
*
250.39
250.68
103.70 325.60
99.14 327.64 392.99
0 MAL a0 : T YW TENE SSNSS VTRV
100 200 300 400
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BEJ1D .
Sample Nama: LI+ Agilent Technologies
BEQ13 i
Daca Colleoted omi
maccuryd 00 - mar curyd 00 H
krehive dirsoctory) a
Jbhome el frameays fdata -
Hampla directory | K,>—r‘)
EQ1p_I0319431_032 5 — E
FidFile: FROTON_O4

Fulpes Ssquence: FROTON {aldpul]
salvent: daso Zf
Data collacied ome Apr I1 J03L

Tamp. 25.0 C F 298.1 K
Cperactor: womrl

Falax. dalay L.000 sec
Pulss 45.0 degyrecs

Agg, Gime JI.5%F meo

Hideh £403.0 iz

16 repacicioms

OEEERVE W1, 400,1758761 MHm
DATA FROCESSING

FT slze 3X7E8

Total tims 1 mim O Gee
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B310

Sragds Buww) - Agilent Technologies
xGlo H 0

Data Collected om: I o~
mearcuryd00 -nercury400 >_/

Archive directory: B % el =

/bome /vnnrl/vnmreys /data
Sazple directory:
£010_20210421 01
PidFilo: CARBON 01 2f

Pulse Sequence: CARPON (e2pul)
Solvent: dswo
Data collected on: Apr 21 2021

Temp. 25.0 C / 298.1 KX
Operator: vomrl

Relax. delay 1.000 sec
Puloe 45.0 degrees

Acg. time 1.304 sec

Wideh 25125.6 Mz

1512 repetitions

ORERRVE C13, 100,.6243292 M=
DECOUPLE H1, 400.1779555 MM2
Power IR 4B

continuously on

WALTZ-16 sodulated

DATA PROCESSING

Line brosdening 0.% Hx

¥T wize £€5536

Total time 1 hr

RARRSIHMOREDYEX Y YTy
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EG-10 29 (0.292) Cn (Cen,2, 80.00, Ht) 1: Scan ES+
100 267.49 6.57e7
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24763
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269.64

W 41265 526.71 569.81589,64 /204" 761.74 757.48 890.45950.45
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¥011
i - f' o
Sample Name +3% Agilent Technologies
2411 H :
Data Collected ony 0
Bercuryd00-mercuryd 00 /7
Archive directory: p
Jhome /vomcl [vemceys/data —_—
Sample directory:
BG11_20210427_01 VAR
vidPile: PROTON 02

Pulse Sequence: PROTON (elpul)
Solvent: dmso 0
Data collected om: Apr 27 2023

Temp. 35,9 C / 23981 K
Operator: wnmrl s

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 2.559 sec

width 6402.0 Rz

8 swpetiticns

OBSERVE Hl, 400.1759677 MHa
DATA PROCESSING

FT size 32768

Total time 9 min 31 sec

s ) ; LIS S e e 3 TT T T T

|
13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 ppm
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RG11

Sanplo Nasme:
=Gl
pata Collected ca:
poxroury400-mercury400
Archive directory:
Jhoae/vomrl /vanrsys/data
Sample directory:
BG11 20210427 02
ridrile: CARBON 01

Pulse Sequence: CARBON (sZpul)
Solvent: daso
Data collected ca:r Apr 27 2021

Texp. 25,0 C /3981 K
Operator: vyaarl

Relax. delay 1,000 seo
Pulse 45.0 degress

Acg. time 1.304 sec

Width 25135.6 Hz

2000 repetitioms

OBSERVE Cl13, 100.6243743 MH:z
DECOUPLE Hi1. 400.1779555 MHz
Power 38 da

coatinucusly ca

WALTZ-16 modulated

DATA PROCRESING

Lime droadening 0.5 ue

PT size 65536

Total time 1 hr, 20 min
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i Agilent Technologies
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EG-11 17 (0.171) Cn (Cen,2, 80.00, Ht) 1: Scan ES+

100 355.54 7.63e7
H
7
Cr~<_
N
2g —

356.53

143.18

143.56 227136 357.28
32547 418.66 493 90
0 j < Al M " Loasl S W) ! L
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Adl3a

Fanple W

Edila
Oata Collacesd ea:

maTouEy 40 - BT ouryd 00
Azchive direckozy:

F o J vimEl S vomeaye Sdaka
Sample dirsotory:

EGLIa 20310431 01
FidFile: PROTON 02

Pulse Bequencesi PROTON (aZpul)
Solvent: doao
Daca eallested ca: Aps 21 28321

Tasp. 25.0 C f 288.1 K
JpErator: vomrl

Realax. delay 1.000 ass
PFalse 45.0 degrass

Asg. time 2.5%59 mec

Width 6402.9 Hz

B repascicionn

DOSREYE El., 400,.175367T MHz
DATA PROCESSING

FT pise 33768

Total time 0 mdn 31 =ec

-5 Agilent Technologies




®Gi2a

“- Agilent Technologies

Saxple Mameo)
RG1i2a
pata Collected om: H
marcuryd00 -mercurydtl _N [0
Archive directory: s
/home/voarl /vnmreys /data I 5
S —

Sasple directory:
BG12a 20210421 03
PidPila: UARBUN UL i

Pulse Sequence: CARBON (s2pul)
Solvent: duso
pata collected ca: Apr 31 3021

Temp, 23.0 C / 258.1 K
Operator: vnmrl

Relax. delay 1.000 mec
pulge 45.0 degrees

Acqg. time 1.304 sec

wWidrh 25125.6 Bz

2000 repetiticas
ORSERVE C13, 100.6243735 MHz
DECOUPLE %1, 400.1778555 M=
Fower 38 4B

coatinuously on

WALTZ-L16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT mize 55536

Toral time 1 hr, 20 min

T e 15 I B B 30 8 S B B 5 5 . A B T 20 I B o 2 2m o A A I I S R AL 20 U0 NLULBLIL SN BLARBLILE BLAL 5 BAAMS R RN B A TTTTT T rrTT 1 TTT T T T res Ty

230 200 180 160 140 120 100 80 60 40 20 0 Ppm



EG-12a 20 (0.202) Cn (Cen,2, 80.00, Ht) 1. Scan ES+

100 255.30 1.11e8
H
N0
| 7
i/
2h =
2
256.23
56.62
143.20 57 16
167.01 297 35
OMALM R 362.62 438.00 531:49 576.14 747 55 898.48 g55 39 1034.33 1147 46 -
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Current Data Parameterxs

H Nl—{2 );;.:go 261443;
N
N =ﬁ; PROCNO 1
Y. \ P F2 - Acquisition Parameters
N Date_ 20210402
Time 11.2' h
INSTRUM Avance
r PROBHD 2151574_0038 (
3a PULPROG zg30
TD 65536
E SOLVENT DMSO
NS 1é
DS A
SWH 10000.000 Hz
FIDRES 0.305176 Hz
M 3.276793% sec
RG 101
oW 50.000 usec
DE 11.14 usec
TE 295.6 K
ol 1.00000000 sec
7D0 1
SFO1 500,.1330883 NHz
NUCL 1H
7o 2.67 usec
Fl 8,00 usec
PIN 24.04299927 W
F2 - Processing parameters
13 8 655346
SF $00.1300000 MHz
WOw EM
S5B 0
B 0.30 Hz
GB 0
1.00

L JiJ_.\_ e N )

| I 1

15 14 13

|

12 1

T
1 1
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Current Data Paraneters
NAME

EGl4(3)
EXPNO 6
FROCNO 1
F2 - Acquisition Parameters
Date 20210407
Time 14.25 h
INSTRUM Avance
PROBHD  2151574_0036 |
PULFROG zgpg30
T 65536
SOLVENT DMSO
nNE 3000
Ds s
SWH 30120.482 Hzx
FIDRES 0,.919204 Hz
AQ 1,0878977 sec
BG 101
ow 16.600 usec
DE 6.50 usec
TE 298.9% X
D1 2.00000000 sec
Dil 0.03000000 sec
TDO 1
SFO1 125.7703643 MHz
NUC1 13C
O 3.32 usec
Pl 100U usas
PLW1 85.18099976 w
SFO2 500.1320005 MHz
NOC2 14
CPDPRG[2 waltzes
PCPD2 80.00 usec
PLN2 24.04299927 W
PLN12 0.24043000 w
PLN13 0.12093000 W
F2 - Processing parameters
st 32768
ST 125.7577885 MHz
NOW EM
SSB 0
1B 1.00 Hz
GB 0
PC 1.40

180

I I 1 - 1

I I N
160 140 120 100 80 60



1: Scan ES+

EG-14-3 716 (7.220) Cn (Cen,2, 80.00, Ht)
100 384.48 5.19e7
386.50
H NH,
N N=<l
@,{ Y 4
r
3a
E
=
387.52
142.97
143.86
213.33229.32 301.64 42563
' | L 44785 56096 61460 72947 77012 79269 §72.09918.63 968 66
- A A " 4 ib. VORI R ettt sl o o A A et rnlz
550 AaN0 850 700 750 800 850 ann Q50
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Current Data Paramaters

AME
NH; -

EXENO
N=< PROCHO
/; '\ XN F2 - Acquisition Parameters

Date_
Tine

INSTRUM
@ PRCBHD
3b ;gu’nos
SOLVENT
NS

o]
SWH
FIDRES
AQ
RG
)
DE
TE
D1
TDO
SFO1
nuc1
£0
Pl
PLK1

EG17
1
1

20210402
V.12
Avance
2151574_0038 |
zg30

65536

mMso

16

2
10000.000
0.30517¢
3.276795%
101

50.000
11.14
295.2
1.00000000
1

500.1330883
1H

2.67

g.00

n

Hz
Hz
sec

usec
usec

aec
MHz

usac
usec

24.04295%27 W

F2 - Processing parameters

31
13
WoW
538
LB
GB
pC

i o | | 1 | Ao fainddn ) arhiber vy | | | I 1 | i | I i |

%5 14 13 12 11 10 9 8 7 6 &5 4 3 2 1 0 -1 -2 ppm

65536
500.1300000
M

0
0.30

Q
1.00

MHz

Hz



Current Data Parameters
HAME EGL17
H N bz EXPRO 3
N =< PROCNO 1
/: N /N F2 - Acquisiticn Paraneters
Date_ 20210402
Tine 16.19 h
/ '\ INSTRUM Avance
3b PROBHD %151574_0038 (
—_— PULPROG zgpg30
0 65536
SOLVENT DMSO
NS 2000
s 4 .
SWH 30120.492 H=z
FIDRES 0.919204 H=
Q 1.0878977 sec
FG 101
ow 16.600 usec
DE 6.50 usec
TE 297.0 K
(5} 2.00000000 sec
D11 0.03000000 sec
DO 1
5FOL 125.7703643 MMz
NUC1 13C
PO T I e
Pl 10.00 usec
PLN1 85,180949%76 W
sFo2 500.1320005 MHz
NUC2 18
CPDPRG(2 valtzé5s
PCPD2 B0.00 usec
PLWZ 24.04299927 W
PLW12 0.24043000 M
PLWI3 0.12093000 W
F2 - Processing parameters
SI 32768
SF 125, 7577885 Mz
wWow M
ssB
1.8 1.00 Rz
Lo eyl oa
c 1.40

| - I I e I T T T = T T

I 1} 1
200 180 160 140 120 100 80 60 40 20 0 ppm



EG-17-1 701 (7.068) Cn (Cen,2, 80.00, Ht) 1: Scan ES+

100 938,68 9.14e7
H NH;
N—
Co—~p
% N
3b —
®
339.59
143.28
|
14356 340,62 697.91
229.38 401.66 675.83
; AH_LJL gl o M o5 514.63613.24 | | 76009 86378092800 103528 107544 118528 =
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il

Current
HAME
EXPNO
PROCNO

Datsa Parameters

EG1E
1
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG

SOLVENT
RE

DS

SWH
FIDRES
AR

RG

oW

DE

TE

D1

RO
SFO1
HUC1
¥O

Pl
PLWL

20210402
9.59 h
Avance
2151574_0038 (
zg30
65536
oMso
16
2

10000.000 HZ
0.30%176 Hz
3.2767999 sec

101
50,000 usec
11.14 usec
295.1 K
1,00000000 sec
1

5D0.1330883 MH:z
LH
2.67 usec
§.00 unec
24.04299927 W

F2 - Processing parameters

SI
S¥
L)
SSB
LB
GB

PC

|

15

'
14 1

3

-
12 1

N ] i 1 ) 1 1 A | | v b | | 1

0 9 8 7 6 5 4 3 2 1 0

65536
S00.1300000 MH=
EM
0
0.30 Hz
0
1.00



Current Dats Parameters

NAME EG18 -
EXPNRO 3
PROCHNO 1
F2 - Acquzsitionngaaagzters
Date 202104
H i Nz Time 13.23 h
N INSTRUM Avance
}_r‘ PROBHD 2151574 0038 (
@h{ Ny ﬂ PULPROG “2gpg30
TD 85536
SOLVENT DMSO
@ NS 3000
LS & 3
3¢ Q su 30120. 482 2
FIDRES 0.915204 Hz
AN 1.0878977 smec
RG 101
ow 16.600 usec
DE 6.50 usec
TE 299.3 K
43 2.00000000 sec
D1l 0.03000000 sec
TD0 b
3P01 125.7703643 MMz
NOC1 i3C
=0 3:33 uwsco
Pl 10.00 usec
PLNL 85,18099976 W
SFO2 500.1320005 MHz
NUC2 1K
CPOPRG(2 valtzé5
PCPD2 80,00 usec
PLM2 24.,04295927 N
PLMW12 0.24043000 W
PLW13 0.12093000 W
F2 - Processing paraneters
SI 327638
SF 125.757788% MHz
wWow 1 5]
SSB 0
‘ L8 1.00 Hz
MJILUiﬂuJHJI ’ Ga 0
eC 1.40

200

|

180

I
160

|
140

-r

T
120

—

100

20

1
0 ppm



EG-18 634 (6.393) Cn (Cen,2, 80.00, Ht) 1. Scan ES+
100 338.56 1.33e8
|
H NH:z
| —
| O~
: < O
|
339.60
A 340.57 697.86
152.08 2/ 401.69 X
B U ol i N sa208 ST800, [ 700:10 5% gon 0n sauer 0517 _toeerz 41O
100 200 300 400 500 GO0 700 800 900 1000 1100



Current Data Parameters
NAME

EG20{1)
EXPNO 2
H NH, PROCNO 1
N N=< F2 - Acquisition Parameters
>_/ Date_ 20210402
V7 ™ )}q Time 11,1 n
N INSTRUM Avance
PROBHD 2151574 _0038 |
PULPROG zg30
3d TD 65536
SOLVENT DMSO
NS 16
) Ds 2 a
r SNM 10000.000 Hz
FIDRES 0.305176 Hz
AQ 3,2767999 sec
RG 101
oW 50,000 usec
DE 11.14 usec
TE 295.6 ¥
Dl 1.00000000 sec
TDO 1
SFO1 500.1330883 MHz
NUCl 14
PO 2.67 usec
Pl 8.00 usec
B 24.04299927 W
¥2 - Processing parameters
S1 &
SF $00,1300000 MNHz
Wow EM
558 0
LB 0.30 Mz

HL GB 0
PC 1.00
A ARRAL a — A ST l  CECYES J_

y i | I I i | I 1 | 1 '

rerreprrer—r T -
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm




Current Data Paraneters

NAME BG20(4)
EXPNO 4
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20210407
NH; Time 11.39 h
H INSTRUM Avance
N N=< PROBHD  2151574_0038 (
PULPROG 2gpg30
/) Y /N O 65536
N SOLVENT DMEO
NS 18985
DS 4 -
SWH 30120.482 Hz
3d FIDRES 0.919204 Hz
AQ 1.0878977 aec
RG 101
Br oW 16.600 usec
DE £.50 usec
TE 299.9 K
(1) § 2.00000000 sec
D11 0.03000000 sec
oo 1
SFO1 125.7703643 MHE:z
NUCL 13C
PO 3.33 usec
Fl 10:00 uoec
PIM1 85.18095976 W
SFoz 500.1320005 MHz
RUC2 1
CFDPRG[2 waltz65
PCPD2 §0.00 usec
PLWZ 24.04259927 W
PIWL2 0.24043000 W
PIWL3 0.12093000 W
F2 - Processing paraneters
51 32768
SF 125,757788% MHz
NDW ™
S&B 0
“ L8 1.00 Hz
O] 1 ) ek | l gg 0 1.40

—— . . v .
200 180 160 140 120 100 80 GO 40 20 0 ppm



EG-20-1 710 (7.159) Cn (Cen,2, 80.00, Ht)

431.4149384 570

At AALal Ul e od Jld

20

Br

703.66 727.82 795.81 837.78

i

| .

959.49 106390 111544

1: Scan ES+
3.11e7

100, 366.51
368.51
R
|
|
143.19
143.36
360.58
369.75
|| 22949 e
301.84 325.59
o : . e 24

100

200

300

400

500

600

700

800

900

1000

1100

m/z



Current Data Parameters
EG13

RAME
EXPNO
NH3 PROCNO

Date
N A Tine
INSTRUM
PROBHD
7NN PULPROG
O
3e — SOLVENT
NS
oS
SWH
FIDRES
aQ
BG
o
DE
TE
Di
00
5701
NUCl
20
Pl
PLWL

Zn, 22X
P
A

W

2
1

20210402

11

.53

Avance

2151574 _0038 (
zg30

65536

DMSO

16
2

10000.000
0.305176

3.2767

50.
11

599
101
poo
.14

295.7
1.00000000
1

500.1330883

18

2.67

24 043299477 W

oD

¥F2 - Acquisition Parameters

h

-
=

Hz
sec

usac
usec

aecC
MHz

useg
usec

F2 - Processing parameters
65536
500.1300000 MHz

S1
SF
Wow
£s8
LB
GB

YN e

I i | | e Garthaar ikt b J 1 1 ' I ) | J | i I

15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm

EN
0
0.30 Kz
D
1.00



BJ-13

Sample Name: {}, Agilent Technologies
G113
Data Collected oo
nercuryd00-percury400 N“lz
Archive directory:
/hoae/vemrl /vemreys /data
Ssxple directory: I
BG-13 20210m13 01
PLdFile: CARBONX 01

N

Z, 22X
=z
A

Pules Soguemce: CARBON (s2pul) / \
Solvent: dsso 3e —
Data collected an: Aug 13 2021

Temp. 25.0C / 2581 K
Operator: vnarl .

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 1,550 sec

Width 21141.¢ H:

5000 repetiticas
COSERVE C13, 100.6243292 »mn:
DECOUPLE M1, 400.1775555 MH:
Powver 18 48

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hsz

FT size 45336

Total time 3 Ar, 40 min

AR IS B L I i NI I (LA I B i e e B i L I L S A I A o I P LS e e o B R R R X IR R

180 160 140 120 100 80 60 40 20 0 ppm



EG-13 25 (0.252) Cn (Cen,2, 80.00, Ht)

520.86 553.04

4 | | PRI

550

100+ 288.52
H NH:z
- N N=§‘
I > b{ N/
3e /_\
R
290.67
251.49
251.25 180.67

291.57 408.50

142.77 175.57 252.60 325.77 A 60452'85
0 S : -AM~~;L..~_.AILJMM“..,W u“.; | P

150 200 250 300 350 400 450 500

585.81 633.10 701.09 721.74

s b e et -

600

650

700

1: Scan ES+
4.31e7

784.05
st T
800

/z
750



Current Data Paramaters

NAME EG23
EXPNRO 1
FROCNO 1
F2 -~ Acquisition Parameters
Date_ 20210402
Tims 11.40 1
H NH: INSTRUM Avance
B N— PROBRD 2151574_0033 |
I 2 PULPROG 6;?%2
D R
Ey N F SOLVENT DMSO
NS 16
08 3=
7N SWH 10000.000 Hx
3f . . FIDRES 0.305176 Hz
AQ 3.2767989 sec
RG 101
oW %0.000 usec
DE 11.14 usec
TE 295.6 K
Dl 1.00000000 =mec
™o 1
SFC1 500,1330863 MHEz
NuC1 iH
PO 2.67 usec
Pl B.00 usec
PLM] 24.04295%927 W
F2 - Processing parameters
st 65536
sF 500,1300000 MHz
wWoW EM
888 0
18 0.30 Bz
GB 0
PC 1.00

: ;lu_h_ i P S L KT [

| ' ! 1 J | | 1 B | ! ity | 7, J I I ot )

|
15 14 13 12 11 10 9 8 7 6 &5 4 3 2 1 0 -1 -2 ppm



NAME
EXPNO
PRCCNO

Nate
Tine
H NHz INSTRUM

N PROBHD
N = FULPROG
| P ™
3f FIDRES

01
D1l
D0
5F01
NUCL
7o

rl
PLW1
SFO2
NUC2
CPDPRG |2
PCPD2
FLW2
PLWiZ2
PIW13

51
SF
Wow
588

el Lo ol el g | an

PC

Current Data Parameters

BG23
2
1

F2 - Acquisition Parameters

20210406/
16.41 h
Avance
£151574_0038 (
2gpg30
65536
DMSO
2560
4 -
30120.482 Hz
0.919204 Hz
1.0878977 sec
101
16.60D0 usec
€.50 usec
300.0 K
2.00000000 sac
0.03000000 sec

) |
125.7703643 NHz
13C
3.33 usec
10.00 uaec
85,16099576 W
500.1320005 NHz
1H
wvaltz65
30.00 usec
24.04299927 «
0.24043000 W
0,120%3000 ¥

F2 - Processing parameters

32768
125.7577885 MHz
EN
0
1.00 Hz
0
1.40



EG-23-1 588 (5.929) Cn (Cen,2, 80.00, Ht) 1: Scan ES+

. 306,50 9.13e7
H MH:z
e ”:\/N
P YA
(AN
3f _
#
307.55
; 328.30
i 229.29 261.51 633.79
- Dl | 36955 44088 90%gp79363009 | %72 7544576588 89996 g3gae .

200 250 300 350 400 450 500 550 600 650 700 750 800 850 800 950



Current Data Parameters

NAME EG24
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210402
H NH; Time 10.49 h
N { INSTRUM Avance
— % FROBHD 2151574_0038 (
PULPROG zg30
7N D 65536
SOLVENT DNSO
NS 16
DS r A
3g SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 3.2767999 sec
0 BG 101
oW 50,000 uvsec
DE 11.14 usec
TE 295.4 K
Dl 1.00000000 sec
TDO 1
SFO1 500.1330883 MHz
NuCl i1H
PO 2.67 usec
Pl 8.00 usec
PLWL 29.04255927 W
¥2 - Processing parameters
s1 65536
SF 500,1300000 MH:z
Wow EM
5SB 0
LB 0.30 Mz
GB 0
PC 1.00

| ezt ¥d 1 ) 1 A I I 1 I | ) I | | 1 I | ) sy

15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm



3g

ANV I T T

Current Data Parameters

1 T

I I
180 160 140 120 100

NAME EG24-2
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20210727

Time 15.14 h
INSTRUM Avance
PROBHD  2151574_0038 (
PULPROG zgpg30

™ 65536
SOLVENT DNSO

NS 4000

oS ¢ .
SWH 30120.482 Ha
FIDRES 0.919204 Hz
AQ 1.08789%977 sec
RG 101

ow 16,600 ugec
DE £.50 usec
TE 2968.5 K

Dl 2.00000000 sec
D11 0.03000000 =ec
TDd 1

S0l 125.7T703643 MHz
NUCl 13C

20 3.33 usec
P 10.00 usec
LWl 85.18099976 W
SPoz 500.1320008 MHz
NUC2 1K
CPDERG([2 waltzE5
PCPD2Z £0.00 usec
PLWZ 24.04299927T w
PLW1Z 0.24043000 M
PLW13 0.12093000 W

F2 - Processing parameters
51 32768

SF 125.7577885 MHz
WON EM

SSB Q

LB 1.00 Hz
GB 0

PC 1.40



EG24 14 (0.141) Cn (Cen,2, 80.00, Ht)

1: Scan ES+

100 394.72
H NH;
N=<
@[:’ "
3g
#2 b
395.83
386.73
410.71
268.53 788.11
788.99
101.76 191.35,6 325.72 435.62 sos 86 L. =
‘ ; ! 51
o-huladis [i LJL.,AJ LR L137-12 @ . AL7‘90.07‘_ g5223 10235 1181.59 1316.01
100 200 300 400 500 &00 700 800 900 1000 1100 1200 1300

1.01e8



®G-26 32

Sample Ramo:
RG-26 2
Data Collected on:
sercusryd00-nercucyd00
Archive directory:
/home /vinrl /vnzreys/daca
Sample directory:
EG-26_2_ 20210806 _03
FidFile: PROTON 02

Pulse Segquence: PROTON (sipul}
Solvent: dmsc
Data collected on: Aug 6 2023

Teap. 25.0 C / 298.1 K
Operator: vomrl

Relax. delay 1.000 sec
Pulaw 43,0 degrees

Acg. time 2.559 sec

wWidth 64032.0 Ex

32 repetiticms
CBSERVE K1, 400.1759761 Mz
DATA PROCESSING

FT size 32760

Total time 1 miz 57 sec

p
-

rsrrryrrer— | BT L B

13 12 11

T

T

|
10

9

3h

(O

7 LRI WA ZTL AU L AT AR WU

7

¥ Agilent Technologies

NHz
N=<
N
N
Sz
|
A 7\ X
YTTT1 TTTjIlfTTﬁ'1T YTTT##T I L 3 ‘Tr TT—[_rYIYY
6 5 Bl 3 2 1 0 -1 ppm



EE-16_2_

Banpla Hame:

rG-28_3
Cata Collected om:

narcuryd 00 -maccured 00
Archlve direccory:

S hiomie Semmr L S e s daka
Sanples dirsstorys

E3-248_3 20210804 01
FidFlle: curract

Pulps Bequemce: CARBM (sZpal)
Sclvant: dmsa
Data eallectad en: Aug 6 2021

Tenp, 25,0 C f 208.1 K
Opararoy: wvnssj

Ra ax. dalay 1.000 ssc
Palse 45.0 degress

Ao, tima 1.304 oo

wWidth 23135.% Hz

4diY roapativians

CBEERVE <C13, 100.&5313392 MHEE
DECIOPLE H1, 400.17T3555 MHEz
Powae 38 4B

coatinoously omn

WALTE-16 madulated

DRTL PROCESSING

Lisa breadening 0.5 He

FT slze 65516

Total Eims 1 hr. 1% mim

160

140

N:{N-h
b
s

-:': Agilent Technalogies



EG-26-2 581 (5.858) Cn (Cen,2, 80.00, Ht) 1: Scan ES+

\e6 294.47 8.76e7
=
295.44
296.27
207.52229.30 316.50 45595 609.82 651.63 761.41 955,92
I S L] 414.04 . 5049175 7C  PUTET 739.84'01.%1g05 78 878.04 924.51 e

200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950



