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Figure S1. '"H-NMR spectra of compound 1
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Figure S2. 3C-NMR spectra of compound 1
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Figure S3. HRMS spectra of compound 1
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Figure S5. *C-NMR spectra of compound 2
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Figure S6. HRMS spectra of compound 2



g ; §BRESBECRRES 58382558
1 RECCCNpp Ry YRRV

<)
BRUOKER
(<)

Current Data Farameters
HAME co-5

EXPHD 1
FROCHO 1

FE - Aoquisition Paramotors
Date_ 20191030
Tima 22.25
INSTRUM FOURTERI0D
PROBED 5 mm DUL 13C-1
FULFROC g

™ 16384
SOLVENT OMs0

HE 1E

DS ]
=WH E103.51E Hz
FIOAES 0.372529 Hz
AQ 1.3471773 =mec
RQ 9.63153

oW B1.920 usac
OE &.50 usac
TE 1029.9 K
Di 3.00000000 sec
o0 1
EFO1 300.1B18537 MHz
HUC1 11

Pl 13.00 usac
FLW1 10.00000000 w
FE - Procassing parameters
EI 65536

sF 300.1E00000 Mmz
WO EM

=58 o

LB 0.30 vz
[=:] 0

PC 1.00

A Ll .

12 11 1 9 8 7 6 5 4 3 2 1 ppm
| |
= [od [+ o NENE
- O ||| =] oy =] ||
Figure S7. '"H-NMR spectra of compound 3a
E 8 5 2ERSCHR = catoangn®- (_'Xj
18 5 2EgsE p ar
£ g8 gamuney @ EEERERE BRUKER
N RESeqpit (><)
N N
Corrent Data Paranetars
HAME co-5
BN 2
TROCHO 1
F2 - Acguisition Paramatars
Data_ 20151030
Tima 2Z2.27
INETRIM FOURIER3O0
TPROBHD 5 mm DOL 13C-1
FPULPROG
o 3215?3
SOLVENT DMs0
w5 Z04E
s 1
=WE 24414.063 Hz
FIDRES 0.T745058 Hz
g D.E710E86 sac
R £01.1871
pe 20430 usec
e 6.50 usac
= 10ZB.9 K
m 1. 00000000 sac
D1 0. 03000000 sac
D3l 0.00001500 sac
D3z 0. 55955998 mac
pe v} 0. 00033530 sac
Le 23
LS 26
raz 50.00 usec
TDO 1
— CHANHEL £l =
SFO1 75.48TEEST MElx
NUC1 13C
mn 15.00 usac
FLA1 15. ¢OOOOOOD W
— CHANNEL £2 e
SFDZ 300.1812007 MEx
WICZ 18
CPOPRC[Z waltzlé
PCPD2 20.00 usac
TINZ 10. pOODOOOD W
TILN12 0. 20863595 W
TIN13 0.104%5000 W
. F2 - Promssing parametars
" " el o 1 IETEE
- ¥ T5.4803210 MHz
WOW m
58B a
=
T T T T T T T T T == 3 A apE
180 160 140 120 100 80 80 40 20 ppm: L

Figure S8. 3C-NMR spectra of compound 3a
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Figure S9. HRMS spectra of compound 3a
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Figure S12. HRMS spectra of compound 3b
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Figure S15. HRMS spectra of compound 3¢
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Figure S18. HRMS spectra of compound 3d
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Figure 520. *C-NMR spectra of compound 3e
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Farmmuia Prediclor Regort - CO-3_Lkd Paga 1af1

Data Fille: CALabSoltions\DatafAnalizidenryauCi0-3_ 3 led
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Figure S21. HRMS spectra of compound 3e
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Figure S23. *C-NMR spectra of compound 3f
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Farmuia Predicior Regort - CO-4_4.kd Paga 1af1

Data Fille: CALabSolutions\DataAnalizidenryauCi0-4_4. e
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N | 3 5 & P 3 da o B | 1 da 1 ] 3 0 o
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Figure S24. HRMS spectra of compound 3£
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Figure 526. *C-NMR spectra of compound 3g
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Formula Predicior Report - CO-1_1.0cd

Data Fille: CLabSolutions\DatafAnalizidenryauCio-1_1.cd

Paga 1af1
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c | 4 21 35 F | 1 d o o |1 qa 2 pPd| 2 o0 o
N | 3 5 & P | 3 da o B | 1 da 1 ] 3 0 o
Erver Margin (ppm): 26 DBE Range: 0.0 - 20,0 Ehsctron lors: Both
HIC Pt unlisnitisd Bophks M Pule: ves Ll MSn Inf: yes
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Figure S27. HRMS spectra of compound 3g
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Figure 529. 3C-NMR spectra of compound 3h
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Farmuia Predicior Regort - C0-13_121ed Paga 1af1

Data Fille: CLabSohtions\DatalAnaliziderysC0-13_12Jed

_Bimt | Wal M0 Mex Eimt Vel M Med Eimt | Val Min_Max _Eimt | Vel Min_Mac LUse Adduct
H 1 a 40 s} 2 a 2 5 2 1 1 Ru 2 o o H
c 4 H B F 1 a 1] i 1 a 1 Pd 2 o o
N 3 B ] P a a i} Br 1 a 1 1 3 o o
Error Margin (ppm): 20 DBE Range: 0.0 - 20.0 Elesciron lons: both
HC Rt unlieibed Apphy N Flule: yes Ui WS e wes
Max [Sobopes: 3 Isotope Rl (%) 1.00 |soiogws Ras: 9000
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Figure S30. HRMS spectra of compound 3h
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Figure S31. '"H-NMR spectra of compound 3i
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Figure 532. 3C-NMR spectra of compound 3i
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Faormuia Predicior Regort - CO-12_11.1ed Paga 1af1

Data Fille: CALabSohtions\DatalAnaliziderysC0-12_11 led
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N 3 § & P 3 g o B | 1 qa 1 1 3 o0 o
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Figure S33. HRMS spectra of compound 3i
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Figure S34. '"H-NMR spectra of compound 3j
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Figure S35. 3C-NMR spectra of compound 3j
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Farmuia Prediclor Regort - CO-14_131ed Paga 1af1

Data Fille: CLabSohtions\DatalAnaliziderysCO-14_13Jed
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Figure S36. HRMS spectra of compound 3j
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Figure S37. '"H-NMR spectra of compound 3k
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Figure S38. 3C-NMR spectra of compound 3k
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Figure §39. HRMS spectra of compound 3k
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Figure S41. 3C-NMR spectra of compound 31
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Figure S42. HRMS spectra of compound 31
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