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Figure S1. Cluster analysis of the physicochemical properties of tedizolid (2) and proposed
analogues versus 360 commercial herbicides. An interactive database of physicochemical
properties for commercial herbicides was used to extract these charts.!? logP and logS were
calculated using vcclab.org and all other properties computed using Marvin Sketch. Values for
this work (green circles, 2 shown as black diamond) were plotted and the two properties

compared.



Table S1. Synthesis of triazoles 27—49. (a) CuSOa, sodium ascorbate, --BuOH/H,0, 40 °C, 2.5 h.
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Scheme S1. Synthesis of boronic ester intermediate 5135 (a) N-
(Benzyloxycarbonyloxy)succinimide, THF, 40 °C, 82%; (b) (R)-glycidyl butyrate, n-BuLi,
THF, -78 °C to rt, 87%; (c¢) N-iodosuccinimide, trifluoroacetic acid, rt, 78%; (d) Pd(dppf).Cla,

bis(pinacolato)diboron, KOAc, DMSO, 80 °C, 90%.



Herbicidal activity assay

The herbicidal activity of compounds was determined based upon the previously published

method from Sukhoverkov et. al.
Antibacterial activity assay

The minimum inhibitory concentrations (MIC) against Staphylococcus aureus (ATCC 25923)
and Bacillus cereus (ATCC10876) were determined as previously described. > Minimum
Inhibitory Concentrations (MIC) were determined via the Broth Microdilution Method, as per
the Clinical and Laboratory Standards Institute Approved Standards.” Compounds dissolved in
Mueller Hinton broth with 4% DMSO, were added to 96-well plates with a 2-fold serial
dilution. The bacteria were grown to exponential growth phase in Mueller Hinton broth, and
100 mL was added to the respective wells, at a concentration of 5 x 10> CFU/mL, with a final
DMSO concentration of 2%. Plates were then incubated at 37 °C for 18 h. MICs were recorded
by visual inspection and confirmed by absorbance measured at 600 nm with each compound

tested in triplicate.
Experimental

General

All reagents and materials were purchased from commercial suppliers unless otherwise
specified. Thin layer chromatography (TLC) was performed on Merck silica gel 60 F254
aluminium-backed plates. Flash column chromatography was performed on Merck silica gel
using the specified solvents. NMR spectra were obtained on a Bruker Avance IIIHD 400 (400
MHz for 'H, 100.6 MHz for *C), 500 (500 MHz for 'H and 125.8 MHz for '3C) or 600 (600
MHz for 'H and 150.9 MHz for '3C) spectrometers. The solvents used were CDCls, CD;0D,
DMSO-ds, CD3CN or (CD3).CO, with CHCl3 (1H, & 7.26 ppm), CDCl3 (*3C, § 77.16 ppm),
CD,HOD (‘H, & 3.31 ppm), CDsOD (**C, & 49.00 ppm), CD3S(O)CD-H ('H, § 2.50 ppm),
(CDs)S0 (*C, & 39.52 ppm), CDHCN ('H, & 1.94 ppm), CDsCN (3C, § 118.26 ppm),
CD2HCD;CO ('H, & 2.05 ppm) or (CD3)2CO (!*C, & 29.84 ppm) used as an internal standard.
Infrared spectra were recorded using a PerkinElmer spectrum one FT-IR spectrometer fitted
with a PerkinElmer Universal Attenuated Total Reflectance (ATR) sampling accessory. High
resolution mass spectra (HR-MS) were obtained on a Orbitrap Exploris 120 spectrometer, using

the ESI equipped ion source in positive mode.



General Procedure A

5-Bromo-2-ethynylpyridine 26 (1.0 equiv.) and the relevant azide (2.0 equiv.) were dissolved
in ~-BuOH (4.6 mL/mmol). A solution of CuSO4 (0.1 equiv.) and sodium ascorbate (0.5
equiv.) in H>O (4.6 mL/mmol) was added and the mixture was stirred at 40 °C (1-2 h). The

mixture was allowed to cool to room temperature (rt), concentrated under reduced pressure,
dispersed in H>O and extracted with EtOAc. The organic extracts were combined, washed
with H>O and brine, dried over anhydrous MgSQOs, filtered and concentrated under reduced
pressure before being purified by flash column chromatography (FCC) to afford the desired

compound.
General Procedure B

The relevant triazole-containing compound (1.0 equiv.) and the boronic ester 51 (1.2 equiv.)
were dissolved in 1,4-dioxane (14.6 mL/mmol) and saturated Na,COs solution (4.2
mL/mmol). The mixture was sparged with N> (10 min) before addition of Pd(PPhs)4 (5
mol%). The mixture further sparged with N> (3 min) before being heated at 100 °C under N»
atmosphere (18 h). After cooling the reaction to rt, the solvent was removed in vacuo and the

mixture was purified by FCC to afford the desired compound.
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5-Bromo-2-{1-[(trimethylsilyl)methyl]-1H-1,2,3-triazol-4-yl} pyridine (27)

The title compound 27 was synthesised as a light brown solid (67 mg, 62%) according to
general procedure A. 'H NMR (400 MHz, CDCl;): § 8.61 (d, J=2.0 Hz, 1H), 8.07 (d, J = 8.4
Hz, 1H), 7.99 (s, 1H), 7.88 (dd, J = 8.4, 2.0 Hz, 1H), 3.97 (s, 2H), 0.18 (s, 9H); *C NMR
(100.6 MHz, CDCls): 06 150.4, 149.1, 147.3, 139.7, 122.9, 121.5, 119.4, 42.5, -2.3; Rf=0.18
(EtOAc:hexanes, 3:17); FT-IR (ATR): v 2795, 1591 cm’'; HR-MS (ESI): m/z [M+H]"
calculated for C11H6N4”°BrSi*: 311.0322, found: 311.0321.
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2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]ethan-1-ol (28)

The title compound 28 was synthesised as a white solid (66 mg, 81%) according to general
procedure A. 'H NMR (600 MHz, CDCls): § 8.52 (d, J = 2.2 Hz, 1H), 8.21 (s, 1H), 7.94 (d, J
= 8.4 Hz, 1H), 7.87 (dd, J = 8.4, 2.2 Hz), 4.54 (t, J = 5.0 Hz, 2H), 4.13 (t,J = 5.0 Hz, 2H); 1*C
NMR (150.9 MHz, CDCl): 6 150.2, 148.4, 147.0, 139.7, 123.6, 121.3, 119.5, 61.1, 53.1; Rr=
0.40 (MeOH:CHCI3, 1:19); FT-IR (ATR): v 3260 (O-H) cm™'; HR-MS (ESI): m/z [M+H]"
calculated for CoH1oN4O”’Br': 269.0032, found: 269.0029.

NN:N
MeOI = I\J =
= Br
29

5-Bromo-2-[1-(2-methoxyethyl)-1H-1,2,3-triazol-4-yl]pyridine (29)

The title compound 29 was synthesised as a white solid (84 mg) quantitatively according to
general procedure A. '"H NMR (400 MHz, CDCls): § 8.63 (d, J = 2.0 Hz, 1H), 8.25 (s, 1H),
8.08 (d, /=8.4 Hz, 1H), 7.90 (dd, /= 8.4, 2.0 Hz, 1H), 4.60 (t, /=4.9 Hz, 2H), 3.80 (t, /=4.9
Hz, 2H), 3.37 (s, 3H); *C NMR (100.6 MHz, CDCl3): § 150.4, 148.9, 147.4, 139.8, 123.5,
121.6, 119.5, 70.7, 59.2, 50.6; Re= 0.26 (EtOAc:hexanes, 1:1); FT-IR (ATR): v 1595 cm’!; HR-
MS (ESI): m/z [M+H]" calculated for C1oH12N4O”Br*: 283.0189, found: 283.0187.

tert-Butyl N-{2-[4-(5-bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]ethyl} carbamate (30)

The title compound 30 was synthesised as a yellow solid (106 mg, 98%) according to general
procedure A. '"H NMR (500 MHz, CD3sCN): § 8.68 (br s, 1H), 8.25 (s, 1H), 8.04—7.99 (m, 2H),
5.50 (s, 1H), 4.48 (t, J = 5.8 Hz, 2H), 3.52 (td, J = 5.8, 5.8 Hz, 2H), 1.34 (s, 9H); '*C NMR
(125.8 MHz, CD3CN): 6 156.7, 151.4, 150.2, 147.8, 140.5, 124.3, 122.0, 119.9, 79.6, 50.9,



41.2, 28.5; Ry = 0.49 (MeOH/CHCls, 1:19); FT-IR (ATR): v 3200 (N-H), 1722 (C=0) cm;
HR-MS (ESI): m/z [M+H]" calculated for C14H19N5027°Br': 368.0717, found: 368.0716.

NN:N
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{2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]ethyl } dimethylamine (31)

The title compound 31 was synthesised as a white solid (67 mg, 81%) according to general
procedure A. 'H NMR (400 MHz, CDCls): § 8.62 (d, J = 1.9 Hz, 1H), 8.26 (s, 1H), 8.07 (d, J
=8.4 Hz, 1H), 7.89 (dd, /= 8.4, 1.9 Hz, 1H), 4.53 (t,J = 6.2 Hz, 2H), 2.84 (t,J = 6.2 Hz, 2H),
2.32 (s, 6H); 3C NMR (150.9 MHz, CDCls): § 150.6, 149.1, 147.5, 139.6, 123.0, 121.5, 119.5,
58.8, 48.4, 45.5; Re = 0.49 (MeOH:CHCls, 1:19); FT-IR (ATR): v 1592 cm™'; HR-MS (ESI):
m/z [M+H]" calculated for C11H1sNs*Br*: 296.0505, found: 296.0505.
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32
3-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]propan-1-ol (32)

The title compound 32 was synthesised as a white solid (70 mg, 87%) according to general
procedure A. 'TH NMR (400 MHz, CDCls): § 8.61 (d, J = 2.0 Hz, 1H), 8.21 (s, 1H), 8.07 (d, J
=8.5 Hz, 1H), 7.91 (dd, J=8.5, 2.0 Hz, 1H), 4.60 (t,J = 6.8 Hz, 2H), 3.69 (t, J = 5.8 Hz, 2H),
2.19 (tt, J = 6.8, 5.8 Hz, 2H); *C NMR (100.6 MHz, CDCl5): & 150.3, 148.7, 147.3, 140.0,
123.0, 121.6, 119.7, 58.7, 47.3, 32.6; Rr = 0.21 (EtOAc:hexanes, 8:2); FT-IR (ATR): v 3401
(O-H) cm’!; HR-MS (ESI): m/z [M+H]" calculated for C1oH12N4OBr*: 283.0189, found:
283.0186.

0

4-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]butan-1-ol (33)

Br

The title compound 33 was synthesised as a white solid (24 mg, 29%) according to general

procedure A. 'H NMR (600 MHz, CDCls): 8 8.61 (d, J = 1.3 Hz, 1H), 8.14 (s, 1H), 8.06 (d, J



— 8.4 Hz, 1H), 7.89 (dd, J = 8.4, 2.1 Hz), 4.48 (t, /= 7.1 Hz, 2H), 3.70 (t, J = 6.2 Hz, 2H), 2.08
(tt, J=7.1,6.2 Hz, 2H), 1.62 (tt, J = 7.1, 6.2 Hz, 2H); 3C NMR (150.9 MHz, CDCls): § 150.5,
148.9,147.6,139.7,122.3,121.5,119.6, 62.0, 50.5, 29.3, 27.0; Rr=0.12 (MeOH:CHClIs, 1:99);
FT-IR (ATR): v 3418 (O-H) cm™'; HR-MS (ESI): m/z [M+H]" calculated for C11H14N4sO”’Br*:
297.0346, found: 297.0342.
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tert-Butyl N-{4-[4-(5-bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]butyl } carbamate (34)

Br

The title compound 34 was synthesised as a white solid (107 mg, 95%) according to general
procedure A. 'TH NMR (500 MHz, (CD3),CO): & 8.66-8.65 (m, 1H), 8.46 (s, 1H), 8.07 (m, 2H),
6.03 (brs, 1H), 4.54 (t,J=7.1 Hz, 2H), 3.14 (dt, J= 7.1, 6.4 Hz, 2H), 2.01 (tt, /="7.1, 7.1 Hz,
2H), 1.54 (tt, 7.1, 7.1 Hz, 2H), 1.39 (s, 9H); '3C NMR (125.8 MHz, (CD3)2CO): § 156.8, 151.3,
150.6, 147.8, 140.4, 123.7, 121.8, 119.5, 78.5, 50.5, 40.2, 28.6, 28.3, 27.8; Rs = 0.47
(MeOH:CHCl3, 1:19); FT-IR (ATR): v 3391 (N-H), 1678 (C=0) cm™'; HR-MS (ESI): m/z
[M+H]" calculated for C16H23Ns02"’Br: 396.1030, found: 396.1030.
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35
4-{2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]ethyl} morpholine (35)

The title compound 35 was synthesised as a white solid (88 mg, 90%) according to general
procedure A. "H NMR (400 MHz, (CD3)CO): § 8.67-8.66 (m, 1H), 8.49 (s, 1H), 8.08-8.07
(m, 2H), 4.63 (t, J = 6.2 Hz, 2H), 3.59 (t, /= 4.6 Hz, 4H), 2.89 (t, /= 6.2 Hz, 2H), 2.51 (t,J =
4.6 Hz, 4H); *C NMR (100.6 MHz, (CD3),CO): § 151.2, 150.6, 147.6, 140.3, 124.2, 121.8,
119.5, 67.4, 58.6, 54.3, 48.0; R¢ = 0.59 (MeOH:CHCl3, 1:9); FT-IR (ATR): v 1590 cm™!; HR-
MS (ESI): m/z [M+H]" calculated for C13H17NsO”Br': 338.0611, found: 338.0610.
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36
tert-Butyl 4-{2-[4-(5-bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]ethyl} piperazine-1-
carboxylate (36)

The title compound (36) was synthesised according as a light brown solid (106 mg, 86%) to
general procedure A. '"H NMR (600 MHz, CD;0D): § 8.66 (d, J = 1.7 Hz, 1H), 8.49 (s, 1H),
8.06 (dd, J=8.5, 1.7 Hz, 1H), 7.98 (d, /= 8.5 Hz, 1H), 4.61 (t, /= 6.1 Hz, 2H), 3.40 (m, 4H),
2.90 (t, J = 6.1 Hz, 2H), 2.49 (m, 4H), 1.45 (s, 9H); 3C NMR (150.9 MHz, CDCls): § 156.4,
151.6, 150.0, 147.9, 141.2, 125.0, 122.5, 120.6, 81.2, 58.4, 53.8, 49.0, 44.8, 28.6; Rr= 0.16
(EtOAc:hexanes, 1:1); FT-IR (ATR): v 1692 (C=0) cm'; HR-MS (ESI): m/z [M+H]"
calculated for C1sH2sNsO2""Br': 437.1295, found: 437.1293.

N:N
N
N NI NS
/ '\J s
37

1-{2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]ethyl } -4-methylpiperazine (37)

The title compound 37 was synthesised as a light brown solid (76 mg, 76%) according to
general procedure A. 'H NMR (400 MHz, CD;0D): § 8.66 (d, J = 1.9 Hz, 1H), 8.49 (s, 1H),
8.06 (dd, J=8.5,1.9 Hz, 1H), 7.98 (d, /= 8.5 Hz, 1H), 4.61 (t,J=6.2 Hz, 2H), 2.90 (t, /= 6.2
Hz, 2H), 2.59-2.44 (m, 8H), 2.28 (s, 3H); '*C NMR (100.6 MHz, CD;0D): § 151.6, 150.0,
147.9,141.2,124.9, 122.5, 120.6, 58.2, 55.8, 53.4, 45.9; Rr= 0.30 (MeOH:CHCl;, 1:9); FT-IR
(ATR): v2795, 1591 cm™'; HR-MS (ESI): m/z [M+H]" calculated for C14H20Ns"°Br': 351.0927,

found: 351.0926.
N=N
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5-Bromo-2-(1-phenyl-1H-1,2,3-triazol-4-yl)pyridine (38)

The title compound 38 was synthesised as an orange solid (50 mg, 60%) according to general
procedure A. As a result of insolubility and restricted rotation, this compound was unable to be

characterised by NMR before being carried forward. Rr = 0.36 (EtOAc:hexanes, 3:17); FT-IR



(ATR): v3077, 1593 cm™'; HR-MS (ESI): m/z [M+H]" calculated for C13H1oN4”’Br*: 301.0083,

found: 301.0082.
= ,\J N
= Br

2-(1-Benzyl-1H-1,2,3-triazol-4-yl)-5-bromopyridine (39)

The title compound 39 was afforded as a white solid (81 mg, 88%) according to general
procedure A. '"H NMR (400 MHz, CDCls): § 8.58 (d, J=2.4 Hz, 1H), 8.08 (d, J= 8.4 Hz, 1H),
8.06 (s, 1H), 7.90 (dd, J = 8.4, 2.4 Hz, 1H), 7.42-7.32 (m, 5H), 5.58 (s, 2H). All spectroscopic

data matched that reported in the literature. ®

N=N
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4-{[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-ylJmethyl } benzonitrile (40)

The title compound (40) was synthesised as a light brown solid (79 mg, 81%) according to
general procedure A. 'H NMR (400 MHz, DMSO-dg): & 8.77 (s, 1H), 8.72 (dd, J=2.4, 0.7 Hz,
1H), 8.15 (dd, J = 8.4, 2.4 Hz, 1H), 7.99 (dd, J = 8.4, 0.7 Hz, 1H), 7.88-7.85 (m, 2H),
7.53-7.50 (m, 2H), 5.80 (s, 2H); *C NMR (100.6 MHz, DMSO-ds): & 150.4, 148.6, 146.6,
141.3, 140.0, 132.8, 128.8, 124.2, 121.2, 119.0, 118.6, 111.1, 52.5; Rr= 0.12 (EtOAc:hexanes,
7:13); FT-IR (ATR): v 2224 (C=N) cm’'; HR-MS (ESI): m/z [M+H]" calculated for
CisHiiNs"Br': 340.0192, found: 340.0193.

N=N
N =
'\J X
= Br
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MeO

Methyl 4-{[4-(5-bromopyridin-2-yl)-1H-1,2,3-triazol-1-yllmethyl } benzoate (41)

The title compound 41 was synthesised as a white solid (88 mg, 83%) according to general
procedure A. 'H NMR (500 MHz, DMSO-ds): § 8.77 (s, 1H), 8.72 (d, J = 1.9 Hz, 1H), 8.14
(dd, /J=8.4,1.9 Hz, 1H), 7.99 (d, J = 8.4 Hz, 1H), 7.98-7.95 (m, 2H), 7.48-7.46 (m, 2H), 5.78



(s, 2H), 3.84 (s, 3H); '3C NMR (125.8 MHz, DMSO-ds): & 166.3, 150.8, 149.1, 147.0, 141.5,
140.4, 130.1, 129.8, 128.6, 124.5, 121.6, 119.4, 53.1, 52.7; R¢ = 0.53 (EtOAc:hexanes, 1:1);
FT-IR (ATR): v 1714 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated for C16H14N4O,""Br™:
373.0295, found: 373.0293.

N:N
N N _—
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5-Bromo-2-{1-[2-(pyridin-2-yl)ethyl]-1H-1,2,3-triazol-4-yl} pyridine (42)

The title compound 42 was synthesised as a light brown solid (67 mg, 62%) according to
general procedure A. "H NMR (400 MHz, CDCls): § 8.59 (br s, 1H), 8.58 (d, J=2.1 Hz, 1H),
8.03 (d, J= 8.5 Hz, 1H), 7.97 (s, 1H), 7.86 (dd, J = 8.5, 2.1 Hz, 1H), 7.59 (ddd, J = 7.6, 7.6,
2.1 Hz, 1H), 7.19 (ddd, J = 7.6, 5.0, 0.7 Hz, 1H), 7.08 (d, J= 7.6 Hz, 1H), 4.91 (t, J= 7.0 Hz,
2H), 3.47 (t, J = 7.0 Hz, 2H); '*C NMR (100.6 MHz, CDCls): & 156.5, 150.6, 149.1, 148.9,
147.3, 139.5, 137.6, 124.2, 122.8, 122.5, 121.5, 119.5, 49.6, 38.0; Rr= 0.30 (EtOAc); FT-IR
(ATR): v 3111, 1591 cm’!; HR-MS (ESI): m/z [M+H]" calculated for C14H;3Ns"°Br*: 330.0349,

found: 330.0347.
N=N
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tert-Butyl 2-[4-(5-bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]acetate (43)

The title compound 43 was afforded as a yellow solid (162 mg, 98%) according to general
procedure A. '"H NMR (400 MHz, (CD3).CO): § 8.67 (br s, 1H), 8.52 (s, 1H), 8.09 (m, 2H),
5.34 (s, 2H), 1.48 (s, 9H); 3C NMR (100.6 MHz, (CD3)CO): § 166.7, 151.3, 150.3, 147.9,
140.4, 125.3, 121.9, 119.7, 83.4, 52.2, 28.1; Rr= 0.21 (EtOAc:hexanes, 1:4); FT-IR (ATR): v
1723 (C=0) cm'; HR-MS (ESI): m/z [M+H]" calculated for C13H16N4O2”°Br': 339.0451,
found: 339.0449.
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44
2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]acetamide (44)

Br

The title compound 44 was synthesised as a white solid (36 mg, 45%) according to general
procedure A. '"H NMR (600 MHz, DMSO-dq): & 8.74 (dd, J = 2.4, 0.4 Hz, 1H), 8.55 (s, 1H),
8.15 (dd, J=8.5, 2.4 Hz, 1H), 7.99 (dd, /= 8.5, 0.4 Hz, 1H), 7.77 (br s, 1H), 7.43 (br s, 1H),
5.15 (s, 2H); 3C NMR (150.9 MHz, DMSO-de): § 167.1, 150.3, 148.8, 145.9, 139.9, 125.2,
121.1, 118.8, 51.6; R¢= 0.25 (EtOAc); FT-IR (ATR): v 3346 (N-H), 1679 (C=0) cm™'; HR-MS
(ESI): m/z [M+H]" calculated for CoHoNsO”Br': 281.9985, found: 281.9982.

b
H,N \/K'@\
ZBr
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(25)-2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]propenamide (45)

The title compound 45 was synthesised as a white solid (75 mg, 88%) according to general
procedure A. '"H NMR (600 MHz, DMSO-ds): & 8.73 (dd, J = 2.4, 0.5 Hz, 1H), 8.67 (s, 1H),
8.15(dd, J=8.5, 2.4 Hz, 1H), 7.99 (dd, /= 8.5, 0.5 Hz, 1H), 7.79 (br s, 1H), 7.43 (br s, 1H),
5.41(q,J=7.3 Hz, 1H), 1.75 (d, J= 7.3 Hz, 3H); 1*C NMR (150.9 MHz, DMSO-ds): & 170.2,
150.3, 148.8, 145.9, 139.9, 123.0, 121.1, 118.8, 58.4, 17.8; Rr = 0.12 (MeOH:CHCl3, 3:97);
FT-IR (ATR): v 3362 (N-H), 1680 (C=0) cm'; HR-MS (ESI): m/z [M+H]" calculated for
C1o0H11NsO”Br': 296.0141, found: 296.0137.
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(25)-2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]-3-methylbutanamide (46)

The title compound 46 was synthesised as a white solid (82 mg, 81%) according to general
procedure A. '"H NMR (600 MHz, DMSO-ds): & 8.73 (d, J = 1.2 Hz, 1H), 8.63 (s, 1H), 8.15
(dd, J=8.3, 1.2 Hz, 1H), 8.02 (br s, 1H), 8.00 (d, /= 8.3 Hz, 1H), 7.55 (br s, 1H), 5.01 (d, J =
9.9 Hz, 1H), 2.48-2.47 (m, 1H), 1.01 (d, J = 6.5 Hz, 3H), 0.72 (d, J = 6.5 Hz, 3H); *C NMR



(150.9 MHz, DMSO-ds): 6 169.0, 150.3, 148.6, 146.2, 139.9, 122.3, 121.2, 118.9, 69.0, 30.8,
18.9, 18.5; Rr= 0.22 (EtOAc/hexanes, 3:5); FT-IR (ATR): v 3381 (N-H), 3158, 1675 (C=0)
cm’; HR-MS (ESI): m/z [M+H]" calculated for C12H1sNsO”Br*: 324.0454, found: 324.0452.

H,N 1 ~
=
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(25)-2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]-4-methylpentanamide (47)

The title compound 47 was synthesised as a white solid (100 mg, 99%) according to general
procedure A. 'H NMR (600 MHz, DMSO-ds): & 8.73 (d, J = 1.3 Hz, 1H), 8.69 (s, 1H), 8.14
(dd, J=8.4,1.3 Hz, 1H), 7.99 (d, J = 8.4 Hz, 1H), 7.92 (br s, 1H), 7.46 (br s, 1H), 5.42 (dd, J
=10.4,5.1 Hz, 1H), 2.18-2.13 (m, 1H), 1.91-1.87 (m, 1H), 1.27-1.21 (m, 1H), 0.90 (d, J=6.5
Hz, 3H), 0.86 (d, J = 6.5 Hz, 3H); 3*C NMR (150.9 MHz, DMSO-ds): § 169.8, 150.3, 148.7,
146.1, 139.9, 122.9, 121.1, 118.8, 61.4, 24.5, 22.5, 21.2; Ry = 0.21 (EtOAc/hexanes, 1:1); FT-
IR (ATR): v 3400 (N-H), 3180, 1679 (C=0) cm™!; HR-MS (ESI): m/z [M+H]" calculated for
C13H17NsO”Br': 338.0611, found: 338.0609.
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(25)-2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]-4-(methylsulfanyl)butanamide (48)

The title compound 48 was synthesised as a white solid (100 mg, 99%) according to general
procedure A. '"H NMR (500 MHz, DMSO-ds): & 8.73 (s, 1H), 8.72 (s, 1H), 8.15 (d, J= 8.2 Hz,
1H), 8.00 (d, J = 8.2 Hz, 1H), 7.90 (br s, 1H), 7.50 (br s, 1H), 5.46 (dd, J = 8.7, 3.9 Hz, 1H),
2.47-2.28 (m, 4H), 2.05 (s, 3H); 3C NMR (125.8 MHz, DMSO-ds): 6 169.1, 150.3, 150.3,
148.7, 146.1, 139.9, 123.3, 123.2, 121.2, 118.9, 62.0, 31.1, 294, 14.6; Rr = 0.17
(EtOAc/hexanes, 3:2); FT-IR (ATR): v 3402 (N-H), 3177, 1682 (C=0) cm™'; HR-MS (ESI):
m/z [M+H]" calculated for C12HisNsO”BrS*: 356.0175, found: 356.0174.
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(25)-2-[4-(5-Bromopyridin-2-yl)-1H-1,2,3-triazol-1-yl]-3-hydroxypropanamide (49)

The title compound 49 was synthesised as a white solid (40 mg, 56%) according to general
procedure A. 'H NMR (600 MHz, DMSO-ds): § 8.73 (d, J = 2.2 Hz, 1H), 8.62 (s, 1H), 8.14
(dd, J= 8.5, 2.2 Hz, 1H), 8.00 (d, J = 8.5 Hz, 1H), 7.88 (br s, 1H), 7.50 (br s, 1H), 5.42 (m,
2H), 4.12-4.09 (m, 1H), 4.01-3.99 (m, 1H); '*C NMR (150.9 MHz, DMSO-d;): § 167.9, 150.4,
148.9, 145.9, 140.0, 123.6, 121.2, 118.9, 65.3, 61.4 ; Rr= 0.26 (MeOH:CHClI3, 1:9); FT-IR
(ATR): v 3350 (N-H), 3151, 2921, 1682 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated
for C10H11NsO2"Br': 312.0091, found: 312.0088.

N=N

N
L
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50
5-Bromo-2-(1-methyl-1H-1,2,3-triazol-4-yl)pyridine (50)

The title compound 50 was synthesised according to Fedorovich® affording 50 as a white solid
(32 mg, quantitative). 'H NMR (400 MHz, CDCl5): § 8.61 (d, J = 2.2 Hz, 1H), 8.11 (s, 1H),
8.07 (d, J = 8.4 Hz, 1H), 7.89 (dd, J = 8.4, 2.2 Hz, 1H), 4.16 (s, 3H); '*C NMR (100.6 MHz,
CDCl): 8 150.3, 148.7, 147.6, 139.9, 123.5, 121.6, 119.6, 37.0; Ry = 0.29 (EtOAc:hexanes,
1:1); FT-IR (ATR): v 2923, 1596 cm’'; HR-MS (ESI): m/z [M+H]" calculated for CsHsN4"*Br™:
238.9927, found: 238.9925.



(5R)-3-{3-Fluoro-4-[6-(1-methyl-1H-1,2,3-triazol-4-yl)pyridin-3-yl]phenyl}-5-
(hydroxymethyl)-1,3-oxazolidin-2-one (3)

The title compound 3 was synthesised as a white solid (29 mg, 54%) according to general
procedure B. 'H NMR (600 MHz, DMSO-ds): & 8.79 (br s, 1H), 8.61 (s, 1H), 8.12 (d, J = 8.2
Hz, 1H), 8.08 (ddd, /= 8.3, 2.2, 1.2 Hz, 1H), 7.70 (dd, /= 9.0, 9.0 Hz, 1H), 7.69 (dd, J = 14 .4,
2.0 Hz, 1H), 7.50 (dd, J = 9.0, 2.0 Hz, 1H), 5.26 (br s, 1H), 4.78-4.74 (m, 1H), 4.15 (dd, J =
9.0,9.0 Hz, 1H), 4.14 (s, 3H), 3.90 (dd, J=9.0, 6.2 Hz, 1H), 3.71 (dd, J = 12.2, 2.9 Hz, 1H),
3.59 (dd, J = 12.2, 2.9 Hz, 1H); 3C NMR (150.6 MHz, DMSO-ds): § 159.3 (d, J = 245 Hz),
154.4,149.0 (d, J= 5.3 ppm), 149.0, 146.9, 140.2 (d,J=11.1 Hz), 136.9 (d, /= 3.0 Hz), 130.8
(d,/J=4.4Hz),129.4,124.3,119.1 (d,J=13.3 Hz), 119.1, 114.0 (d,J=2.4 Hz), 105.4 (d, J =
28.5 Hz), 73.4, 61.6, 46.0, 36.5; Rr=0.09 (MeOH:CHCl3, 3:97); FT-IR (ATR): v 3361 (O-H),
1732 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated for C1sHi7FNsO3": 370.1310, found:
370.1307.

(5R)-3-(3-Fluoro-4-{6-[1-(2-hydroxyethyl)-1H-1,2,3-triazol-4-yl]pyridin-3-yl } phenyl)-5-
(hydroxymethyl)-1,3-oxazolidin-2-one (4)
The title compound 4 was synthesised as a white solid (46 mg, 45%) according to general

procedure B. "H NMR (600 MHz, DMSO-ds): 5 8.79 (br s, 1H), 8.60 (s, 1H), 8.13 (d, J= 8.2
Hz, 1H), 8.09 (dd, 8.8, 1.7 Hz, 1H), 7.71 (dd, J = 8.8, 8.8 Hz, 1H), 7.69 (dd, J = 8.8, 2.2 Hz,



1H), 7.51 (dd, J=8.8, 2.2 Hz, 1H), 5.26 (br s, 1H), 5.10 (br s, 1H), 4.78-4.74 (m, 1H), 4.50 (t,
J=15.5Hz, 2H), 4.15 (dd, J = 8.9, 8.9 Hz, 1H), 3.90 (dd, J = 8.9, 6.2 Hz, 1H), 3.85 (m, 2H),
3.71 (d, J = 12.4 Hz, 1H), 3.59 (d, J = 12.4 Hz, 1H); 3C NMR (150.9 MHz, DMSO-ds): &
159.7 (d, J=245 Hz), 154.4, 149.0 (d, /= 3.6 Hz), 148.9, 146.7, 140.1 (d, J=11.5 Hz), 136.9
(d,/=2.9Hz), 130.8 (d,/=4.6 Hz), 129.4, 123.8, 119.1 (d, J=13.2 Hz), 119.1, 114.0 (d, J =
3.2 Hz), 105.4 (d, J = 28.4 Hz), 73.5, 61.6, 59.8, 52.4, 46.0; Rf = 0.23 (MeOH:CHCl3, 1:19);
FT-IR (ATR): v 3376 (O-H), 1746 (C=0) cm'; HR-MS (ESI): m/z [M+H]" calculated for
C19H19FN504": 400.1416, found: 400.1414.

(5R)-3-(3-Fluoro-4-{6-[1-(2-methoxyethyl)-1H-1,2,3-triazol-4-yl]pyridin-3-yl} phenyl)-5-
(hydroxymethyl)-1,3-oxazolidin-2-one (5)

The title compound 5 was synthesised as a white solid (52 mg, 72%) according to general
procedure B. '"H NMR (400 MHz, DMSO-dp): § 8.79 (br s, 1H), 8.61 (s, 1H), 8.13 (dd, J = 8.2,
0.8 Hz, 1H), 8.08 (ddd, J = 8.4, 2.0, 1.4 Hz, 1H), 7.71 (dd, J = 8.9, 8.9 Hz, 1H), 7.69 (dd, J =
13.4, 2.0 Hz), 7.51 (dd, J = 8.9, 2.0 Hz, 1H), 5.26 (br s, 1H), 4.79-4.73 (m, 1H), 4.63 (t, J =
5.1 Hz, 2H), 4.15 (dd, J=9.1, 9.1 Hz, 1H), 3.90 (dd, /= 9.1, 6.2 Hz, 1H), 3.81 (t,J=5.1 Hz,
2H), 3.71 (d, J = 12.3 Hz, 1H), 3.59 (d, J= 12.3 Hz, 1H), 3.27 (s, 3H); '3C NMR (100.6 MHz,
DMSO-ds): 6 159.5 (d, J = 245 Hz), 154.4, 149.0, 149.0 (d, J = 3.2 Hz), 146.8, 140.2 (d, J =
11.3 Hz), 136.9 (d, J=3.2 Hz), 130.8 (d, /J=4.6 Hz), 129.4 (d, /J=2.0 Hz), 123.8, 119.2, 119.1
(d,J=13.5Hz), 114.0 (d, /=3.0 Hz), 105.4 (d, /= 28.5 Hz), 73.5, 70.1, 61.6, 58.0, 49.5, 46.0;
R¢=0.12 (MeOH:CHCl3, 3:97); FT-IR (ATR): v 3364 (O-H), 1740 (C=0) cm™'; HR-MS (ESI):
m/z [M+H]" calculated for C20H21FNsO4": 414.1572, found: 414.1572.



o

tert-Butyl N-{2-[4-(5-{2-fluoro-4-[(5R)-5-(hydroxymethyl)-2-ox0-1,3-0xazolidin-3-
yl]phenyl}pyridin-2-yl)-1H-1,2,3-triazol-1-yl]ethyl} carbamate

The title compound was synthesised as an off-white solid (28 mg, 52%) according to general
procedure B. 'H NMR (500 MHz, DMSO-ds): & 8.80 (br s, 1H), 8.59 (s, 1H), 8.12 (d, J = 8.2
Hz, 1H), 8.08 (d, J = 8.2 Hz, 1H), 7.71 (dd, J = 9.0, 9.0 Hz, 1H), 7.69 (dd, J = 14.0, 2.0 Hz,
1H), 7.51 (dd, J=9.0, 1.9 Hz, 1H), 7.04 (t, /= 5.6 Hz, 1H), 5.26 (br s, 1H), 4.78-4.74 (m, 1H),
4.49 (t,J=5.7 Hz, 2H), 4.15 (dd, /= 8.9, 8.9 Hz, 1H), 3.90 (dd, J = 8.9, 6.2 Hz, 1H), 3.71 (d,
J =122 Hz, 1H), 3.59 (d, J = 12.2 Hz, 1H), 3.44 (dt, J= 5.7, 5.6 Hz, 2H), 1.33 (s, 9H); 1°C
NMR (125.8 MHz, DMSO-ds): 6 159.3 (d, J = 245 Hz), 155.6, 154.4, 149.0 (d, J = 4.0 Hz),
148.9, 146.8, 140.2 (d, J=11.2 Hz), 136.9 (d, /= 3.0 Hz), 130.8 (d, /= 4.6 Hz), 129.4, 123.7,
119.1 (d, J=13.2 Hz), 119.1, 114.0 (d, J = 2.9 Hz), 105.4 (d, J = 28.5 Hz), 78.0, 73.5, 61.6,
49.4, 46.0, 40.2, 28.2; Rr= 0.29 (MeOH:CHCl3, 1:19); FT-IR (ATR): v 3438 (N-H), 3370 (O-
H), 1709 (C=0), 1689 (C=0) cm’!; HR-MS (ESI): m/z [M+H]" calculated for C24H2sFNgOs":
499.2100, found: 499.2096.

(5R)-3-(4-{6-[ 1-(2-Aminoethyl)-1H-1,2,3-triazol-4-yl|pyridin-3-yl} -3-fluorophenyl)-5-
(hydroxymethyl)-1,3-oxazolidin-2-one (6)
The above protected amine was dissolved in CH>Cl; (3.0 mL) and to this, TFA (0.5 mL) was

added dropwise. The resulting solution was stirred at rt (18 h). After being cooled to 0 °C, the
solution was neutralised with saturated NaHCOs3 solution, extracted with CH>Cl,/MeOH (1:1,



3 x 30 mL). The organic extracts were combined, dried over anhydrous MgSQs, filtered,
concentrated under reduced pressure and purified by FCC to afford the title compound 6 as a
white solid (26 mg) quantitatively. 'H NMR (600 MHz, DMSO-dq): & 8.78 (br s, 1H), 8.64 (s,
1H), 8.13 (d, /= 8.1 Hz, 1H), 8.08 (d, /= 8.1 Hz, 1H), 7.72-7.67 (m, 2H), 7.50 (d, /= 8.1 Hz,
1H), 5.30 (br s, 1H), 4.77-4.74 (m, 1H), 4.44-4.40 (m, 2H), 4.15 (dd, J = 8.1, 8.1 Hz, 1H),
3.90 (dd,J=8.1 6.1 Hz, 1H), 3.70 (d, J=11.6 Hz, 1H), 3.60 (d, /= 11.6 Hz, 1H), 3.05 (s, 2H);
13C NMR (150.9 MHz, DMSO-ds, TFA salt): § 159.2 (d, J = 245.0 Hz), 154.5, 149.1 (d, J =
3.9 Hz), 149.0, 146.8, 140.2 (d,J=10.4 Hz), 137.0 (d, /= 3.0 Hz), 130.9 (d, /=4.7 Hz), 129.5,
123.9,119.3, 119.2 (d, J=12.2 Hz), 114.1 (d, J = 3.0 Hz), 105.5 (d, J = 28.3 Hz), 73.6, 61.7,
46.1,41.7; R¢=0.17 (MeOH:CHCl3, 2:8); FT-IR (ATR): v 3361 (O-H/N-H), 1742 (C=0) cm!;
HR-MS (ESI): m/z [M+H]" calculated for C19H20FNsO3": 399.1575, found: 399.1574.

(5R)-3-[4-(6-{1-[2-(Dimethylamino)ethyl]-1H-1,2,3-triazol-4-yl } pyridin-3-yl)-3-
fluorophenyl]-5-(hydroxymethyl)-1,3-oxazolidin-2-one (7)

The title compound 7 was synthesised as a white solid (53 mg, 73%) according to general
procedure B. '"H NMR (500 MHz, DMSO-dp): § 8.79 (br s, 1H), 8.64 (s, 1H), 8.13 (dd, J = 8.2,
0.7 Hz, 1H), 8.08 (ddd, J = 8.2, 2.0, 1.4 Hz, 1H), 7.71 (dd, /= 8.7, 8.7 Hz, 1H), 7.69 (dd, J =
13.8,2.0, 1H), 7.51 (dd, J = 8.7, 2.0 Hz, 1H), 5.25 (t, /= 5.6 Hz, 1H), 4.78-4.74 (m, 1H), 4.54
(t, J=6.2 Hz, 2H), 4.15 (dd, /= 9.1, 9.1 Hz, 1H), 3.90 (dd, J=9.1, 6.2 Hz, 1H), 3.71 (ddd, J
=12.5,5.6,3.4 Hz, 1H), 3.59 (ddd, J=12.5, 5.6, 4.1 Hz, 1H), 2.75 (t, /= 6.2 Hz, 2H), 2.20 (s,
6H); 13C NMR (125.8 MHz, DMSO-ds): & 159.3 (d, J = 245.3 Hz), 154.3, 149.0 (d, J = 3.9
Hz), 148.9, 146.6, 140.1 (d, J=11.3 Hz), 136.9 (d, J=3.2 Hz), 130.8 (d, /=4.5 Hz), 129.4 (d,
J=19 Hz), 123.7, 119.2, 119.1, 114.0 (d, /= 2.8 Hz), 105.4 (d, J=28.6 Hz), 73.4, 61.6, 58.2,
47.5, 46.0, 44.9; Rr= 0.32 (MeOH:CHCI3:NH3, 1:9:0.05); FT-IR (ATR): v 3353 (O-H), 1738
(C=0) cm; HR-MS (ESI): m/z [M+H]" calculated for Ci19H20FN¢Os": 427.1888, found:
427.1887.



(5R)-3-(3-Fluoro-4-{6-[1-(3-hydroxypropyl)-1H-1,2,3-triazol-4-yl]pyridin-3-yl} phenyl)-5-
(hydroxymethyl)-1,3-oxazolidin-2-one (8)

The title compound 8 was synthesised as a white solid (19 mg, 52%) according to general
procedure B. 'H NMR (400 MHz, DMSO-dj): § 8.79 (br s, 1H), 8.66 (s, 1H), 8.13 (dd, J = 8.2,
0.8 Hz, 1H), 8.08 (ddd, J=8.2, 2.2, 1.3 Hz, 1H), 7.70 (dd, /= 8.7, 8.7 Hz, 1H), 7.69 (dd, J =
13.6, 2.2 Hz, 1H), 7.50 (dd, /= 8.7, 2.2 Hz, 1H), 5.26 (br s, 1H), 4.79-4.73 (m, 1H), 4.71 (t,J
=4.4 Hz, 1H), 4.51 (t, J= 7.0 Hz, 2H), 4.15 (dd, J = 9.1, 9.1 Hz, 1H), 3.90 (dd, J=9.1, 6.2
Hz, 1H), 3.71 (d, J = 12.2 Hz, 1H), 3.59 (d, J = 12.2 Hz, 1H), 3.44 (td, J = 6.4, 4.4 Hz, 2H),
2.04 (tt, J = 7.0, 6.4 Hz, 2H); '3C NMR (100.6 MHz, DMSO-ds): & 159.4 (d, J = 245 Hz),
154.4, 149.0 (d, /= 8.2 Hz), 148.9, 146.8, 140.2 (d, /= 11.3 Hz), 136.9 (d, J= 3.3 Hz), 130.8
(d, J=4.6 Hz), 129.4 (d, J = 1.9 Hz), 123.5, 119.2, 119.2 (d, J = 13.5 Hz), 114.0 (d, /= 3.0
Hz), 105.4 (d, J = 28.5 Hz), 73.5, 61.6. 57.5, 47.0, 46.0, 32.8; Rr=0.29 (MeOH:CHClI3, 1:9);
FT-IR (ATR): v 3263 (O-H), 1739 (C=0) cm’'; HR-MS (ESI): m/z [M+H]" calculated for
C20H21FN504": 414.1572, found: 414.1570.



(5R)-3-(3-Fluoro-4-{6-[1-(4-hydroxybutyl)-1H-1,2,3-triazol-4-yl|pyridin-3-yl } phenyl)-5-
(hydroxymethyl)-1,3-oxazolidin-2-one (9)

The title compound 9 was synthesised as a light brown solid (53 mg, 76%) according to general
procedure B. 'H NMR (600 MHz, DMSO-ds): & 8.79 (br s, 1H), 8.67 (s, 1H), 8.13 (d, J= 8.2
Hz, 1H), 8.08 (ap dt, /= 8.7, 1.4 Hz. 1H), 7.70 (dd, J = 9.2, 9.2 Hz, 1H), 7.69 (dd, J = 13.6,
2.2 Hz, 1H), 7.51 (dd, J=9.2, 2.1 Hz, 1H), 5.25 (t, J= 5.6 Hz, 1H), 4.78-4.74 (m, 1H), 4.49—
4.45 (m, 3H), 4.15 (dd, /= 8.9, 8.9 Hz, 1H), 3.90 (dd, /= 8.9, 6.2 Hz, 1H), 3.71 (ddd, J=12.5,
5.6, 3.4 Hz, 1H), 3.59 (ddd, J = 12.5, 5.6, 4.1 Hz, 1H), 3.43 (td, /= 6.2, 6.2 Hz, 2H), 1.92 (tt,
J=7.2,7.2Hz, 2H), 1.42 (tt,J= 6.2, 6.2 Hz, 2H); '*C NMR (150.9 MHz, DMSO-ds): & 159.3
(d, J =245 Hz), 154.4, 149.0 (d, /= 4.0 Hz), 148.9, 146.8, 140.2 (d, J=11.1 Hz), 136.9 (d, J
=3.0 Hz), 130.8 (d,/=4.4 Hz), 129.4, 123.4, 119.2, 119.1 (/= 13.1 Hz), 114.0 (d,J=2.9 Hz),
105.4 (d, J=28.5 Hz), 73.5, 61.6, 60.0, 49.6, 46.0, 29.3, 26.5; Rf=0.30 (MeOH:CHCl3, 1:9);
FT-IR (ATR): v 3306 (O-H), 3191, 1743 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated
for C21H23FNsO4": 428.1729, found: 428.1725.

tert-Butyl N-{4-[4-(5-{2-fluoro-4-[(5R)-5-(hydroxymethyl)-2-oxo0-1,3-0xazolidin-3-
yl]phenyl}pyridin-2-yl)-1H-1,2,3-triazol-1-yl]butyl } carbamate

The title compound was synthesised as a white solid (57 mg, 85%) according to general

procedure B. 'H NMR (500 MHz, DMSO-ds): & 8.78 (br s, 1H), 8.67 (s, 1H), 8.13 (d, J = 8.2



Hz, 1H), 8.08 (ddd, J=8.2, 2.1, 1.3 Hz, 1H), 7.70 (dd, J= 8.7, 8.7 Hz, 1H), 7.69 (dd, J = 13.9,
2.1 Hz, 1H), 7.51 (dd, J = 8.7, 2.1 Hz, 1H), 6.84 (t, J = 5.4 Hz, 1H), 5.26 (t, J = 5.6 Hz, 1H),
4.78-4.74 (m, 1H), 4.45 (t, J = 7.0 Hz, 2H), 4.15 (dd, J = 9.0, 9.0 Hz, 1H), 3.90 (dd, J = 9.0,
6.2 Hz, 1H), 3.71 (ddd, J = 12.5, 5.6, 3.4 Hz, 1H), 3.59 (ddd, J = 12.5, 5.6, 4.0 Hz, 1H), 2.95
(td, J = 6.5, 6.5 Hz, 2H), 1.87 (tt, J = 7.0, 7.0 Hz, 2H), 1.40-1.34 (m, 2H), 1.36 (s, 9H); 3C
NMR (125.8 MHz, DMSO-de):  159.3 (d, J = 245 Hz), 155.7, 154.4, 149.0 (d, J = 3.8 Hz),
149.0, 146.8, 140.2 (d, J = 11.4 Hz), 136.9 (d, J= 2.7 Hz), 130.8 (d, J = 4.4 Hz), 129.4, 123 4,
119.2, 119.1 (d, J = 13.1 Hz), 114.0 (d, J = 2.8 Hz), 105.4 (d, J = 28.6 Hz), 77.5, 73.5, 61.6,
49.3, 46.0, 39.4, 28.3, 27.1, 26.5; Ry = 0.40 (MeOH:CHCls, 1:19); FT-IR (ATR): v 3442 (N-
H), 3362 (O-H), 1709 (C=0), 1686 (C=0) cm’'; HR-MS (ESI): m/z [M+H]" calculated for
C26H3:FNsOs': 527.2413, found: 527.2410.

(5R)-3-(4-{6-[ 1-(4-Aminobutyl)-1H-1,2,3-triazol-4-yl]pyridin-3-yl}-3-fluorophenyl)-5-
(hydroxymethyl)-1,3-oxazolidin-2-one (10)

The above protected amine was dissolved in CH>Cl; (3.0 mL) and to this, TFA (0.5 mL) was
added dropwise. The resulting solution was stirred at rt (18 h). After being cooled to 0 °C, the
solution was neutralised with saturated NaHCOs3 solution, extracted with CH>Cl,/MeOH (1:1,
3 x 30 mL). The organic extracts were combined, dried over anhydrous MgSOs, filtered,
concentrated under reduced pressure and purified by FCC to afford the title compound 10 as a
white solid (34 mg) quantitatively. "H NMR (600 MHz, DMSO-ds): & 8.78 (br s, 1H), 8.67 (s,
1H), 8.13 (d, J=8.2 Hz, 1H), 8.08 (d, J=8.2 Hz, 1H), 7.70 (dd, /=9.0, 9.0 Hz, 1H), 7.69 (dd,
J=13.6,2.0 Hz, 1H), 7.50 (dd, J=9.0, 2.0 Hz, 1H), 5.27 (br s, 1H), 4.77-4.74 (m, 1H), 4.44
(t, J=17.0 Hz, 2H), 4.15 (dd, J = 9.0, 9.0 Hz, 1H), 4.07 (br s, 2H), 3.89 (dd, J = 9.0, 6.2 Hz,
1H), 3.71 (d, J=12.2 Hz, 1H), 3.58 (d, /= 12.2 Hz, 1H), 2.60-2.52 (m, 2H), 1.91 (td, J= 7.0,
7.0 Hz, 2H), 1.34 (td, J= 7.1, 7.1 Hz, 2H); 3*C NMR (150.9 MHz, DMSO-ds): 6 159.4 (d, J =
245.5 Hz), 154.4, 149.0 (d, J=4.2 Hz), 149.0, 146.8, 140.2, (d, /= 11.3 Hz), 137.0 (d, J=2.6



Hz), 130.8 (d, /= 4.1 Hz), 129.5, 123.4, 119.2, 119.2, 114.1 (d, J = 1.4 Hz), 105.4 (d, J = 28.7
Hz), 73.5, 61.6, 49.7, 46.0, 40.9, 29.9, 27.3; R¢ = 0.08 (MeOH:CHCl3:NH3, 2:10:0.1); FT-IR
(ATR): v 3365 (O-H/N-H), 1709 (C=0) em’'; HR-MS (ESI): m/z [M+H]" calculated for
C21H24FNsO5": 427.1888, found: 427.1882.

(5R)-3-[3-Fluoro-4-(6-{1-[2-(morpholin-4-yl)ethyl]-1H-1,2,3-triazol-4-yl} pyridin-3-
yl)phenyl]-5-(hydroxymethyl)-1,3-oxazolidin-2-one (11)

The title compound 11 was synthesised as a white solid (55 mg, 66%) according to general
procedure B. '"H NMR (600 MHz, DMSO-dp): § 8.79 (br s, 1H), 8.65 (s, 1H), 8.13 (dd, J= 8.1,
0.4 Hz, 1H), 8.08 (ddd, /= 8.5, 2.2, 1.3 Hz, 1H), 7.70 (dd, J= 8.9, 8.9 Hz, 1H), 7.69 (dd, J =
13.5, 2.2 Hz, 1H), 7.50 (dd, J = 8.9 Hz, 2.2 Hz, 1H), 5.28 (br s, 1H), 4.78-4.74 (m, 1H), 4.58
(t,J=6.3 Hz, 2H), 4.15 (dd, J=9.0, 9.0 Hz, 1H), 3.89 (dd, J=9.0, 6.3 Hz, 1H), 3.71 (m, 1H),
3.58 (m, 1H), 3.54 (m, 4H), 2.82 (t, J = 6.2 Hz, 2H), 2.45 (br s, 4H); *C NMR (150.9 MHz,
DMSO-ds): 6 159.3 (d, J =245 Hz), 154.4, 149.1 (d, J = 4.0 Hz), 149.0, 146.7, 140.2 (d, J =
11.1 Hz), 137.0 (d, J=2.9 Hz), 130.8 (d, / = 4.4 Hz), 129.5, 123.8, 119.2, 119.2, 114.1 (d, J =
2.2 Hz), 1055 (d, J = 28.5 Hz), 73.5, 66.2, 61.7, 57.4, 53.0, 46.7, 46.0; Rr = 0.30
(MeOH:CHCl3, 1:19); FT-IR (ATR): v 3438 (O-H), 1734 (C=0) cm’'; HR-MS (ESI): m/z
[M+H]" calculated for C23H26FN¢O4": 469.1994, found: 469.1990.



tert-Butyl 4-{2-[4-(5-{2-fluoro-4-[(5R)-5-(hydroxymethyl)-2-oxo-1,3-oxazolidin-3-
yl]phenyl}pyridin-2-yl)-1H-1,2,3-triazol-1-yl]ethyl} piperazine-1-carboxylate

The title compound was synthesised as a white solid (45 mg, 65%) according to general
procedure B. 'H NMR (600 MHz, DMSO-dj): & 8.79 (br s, 1H), 8.66 (s, 1H), 8.13 (dd, J = 8.2,
0.5 Hz, 1H), 8.08 (ddd, J=9.0, 2.0, 1.2 Hz), 7.71 (dd, /= 9.0, 9.0 Hz, 1H), 7.69 (dd, J = 13.7,
2.0 Hz, 1H), 7.51 (dd, J=9.0, 2.1 Hz, 1H), 5.26 (br s, 1H), 4.78-4.74 (m, 1H), 4.58 (t, /=6.2
Hz, 2H), 4.15 (dd, J = 9.0, 9.0 Hz, 1H), 3.90 (dd, /= 9.0, 6.2 Hz, 1H), 3.70 (d, J = 12.2 Hz,
1H), 3.58 (d, /= 12.2 Hz, 1H), 3.27-3.26 (m, 4H), 2.85 (t, /= 6.2 Hz, 2H), 2.42-2.41 (m, 4H),
1.39 (s, 9H); *C NMR (150.9 MHz, DMSO-ds): § 159.3 (d, J=245.1 Hz), 154.3, 153.8, 149.0
(d, J=4.1 Hz), 148.9, 146.6, 140.1 (d, J = 11.5 Hz), 136.9 (d, J = 3.6 Hz), 130.8 (d, J = 4.6
Hz), 129.4, 123.8, 119.1 (t, J = 6.3 Hz), 114.0 (d, J = 3.0 Hz), 105.4 (d, J = 28.6 Hz), 78.8,
73.4,61.6, 56.8, 52.1, 46.9, 46.0, 42.8, 28.0; R¢= 0.31 (MeOH:CHCl3, 1:19); FT-IR (ATR): v
3474 (N-H), 3365 (O-H), 1717 (C=0), 1688 (C=0) cm; HR-MS (ESI): m/z [M+H]"
calculated for CosH3sFN7Os": 568.2678, found: 568.2675.



(5R)-3-[3-Fluoro-4-(6-{1-[2-(piperazin-1-yl)ethyl]-1H-1,2,3-triazol-4-yl} pyridin-3-
yl)phenyl]-5-(hydroxymethyl)-1,3-oxazolidin-2-one (12)

The above protected amine was dissolved in CH>Cl; (3.0 mL) and to this, TFA (0.5 mL) was
added dropwise. The resulting solution was stirred at rt (18 h). After being cooled to 0 °C, the
solution was neutralised with saturated NaHCOs3 solution, extracted with CH>Cl,/MeOH (1:1,
3 x 30 mL). The organic extracts were combined, dried over anhydrous MgSQs, filtered,
concentrated under reduced pressure and purified by FCC to afford the title compound 12 as a
white solid (32 mg) quantitatively. 'H NMR (600 MHz, DMSO-dq): & 8.79 (br s, 1H), 8.64 (s,
1H), 8.13 (d, J = 8.2 Hz, 1H), 8.08 (ddd, J = 8.2, 2.2, 1.2 Hz, 1H), 7.71 (dd, J = 9.0, 9.0 Hz,
1H), 7.69 (dd, J=13.5, 2.2 Hz, 1H), 7.51 (dd, /= 9.0, 2.2 Hz, 1H), 5.26 (br s, 1H), 4.78-4.74
(m, 1H), 4.56 (t, J = 6.3 Hz, 2H), 4.15 (dd, J=9.1, 9.1 Hz, 1H), 3.90 (dd, /=9.1 Hz, 6.3 Hz,
1H), 3.71 (d, J=12.3 Hz, 1H), 3.59 (d, J = 12.3 Hz, 1H), 2.77 (t, J = 6.3 Hz, 2H), 2.65 (br s,
4H), 2.37 (br s, 4H); *C NMR (150.6 MHz, DMSO-ds): & 159.3 (d, J = 245 Hz), 154.4, 149.0
(d, J=3.7 Hz), 149.0, 146.6, 140.2 (d, J = 11.2 Hz), 136.9 (d, J = 3.2 Hz), 130.8 (d, J = 4.6
Hz), 129.4, 123.8, 119.2 (d, J=10.6 Hz), 119.1, 114.0 (d, J = 3.0 Hz), 105.4 (d, J = 28.5 Hz),
73.5, 61.6, 57.7, 53.9, 46.9, 46.0, 45.6; Rr = 0.08 (MeOH:CHClI3, 1:4); FT-IR (ATR): v 3370
(O-H), 3131 (N-H), 1728 (C=0) cm’!; HR-MS (ESI): m/z [M+H]" calculated for
C23H27FN703": 468.2154, found: 468.2150.



(5R)-3-[3-Fluoro-4-(6-{1-[2-(4-methylpiperazin-1-yl)ethyl]-1H-1,2,3-triazol-4-yl } pyridin-3-
yl)phenyl]-5-(hydroxymethyl)-1,3-oxazolidin-2-one (13)

The title compound 13 was synthesised as a white solid (53 mg, 77%) according to general
procedure B. 'H NMR (600 MHz, DMSO-ds): & 8.79 (br s, 1H), 8.63 (s, 1H), 8.13 (d, J = 8.2
Hz, 1H), 8.08 (ddd, J= 8.6, 2.1, 1.3 Hz), 7.71 (dd, J = 8.9, 8.9 Hz, 1H), 7.69 (dd, J=13.1, 2.2
Hz, 1H), 7.51 (dd, J=8.9, 2.1 Hz, 1H), 5.26 (br s, 1H), 4.78—4.74 (m, 1H), 4.56 (t, /= 6.1 Hz,
2H), 4.15 (dd, J=9.0, 9.0 Hz, 1H), 3.90 (dd, J=9.0, 6.1 Hz, 1H), 3.70 (dd, J=12.2, 2.4 Hz,
1H), 3.59 (dd, J=12.2, 2.4 Hz, 1H), 2.81 (t, J = 6.1 Hz, 2H), 2.45 (br s, 4H), 2.28 (br s, 4H),
2.13 (s, 3H); 1*C NMR (150.9 MHz, DMSO-de): § 159.3 (d, J = 245.2 Hz), 154.4, 149.0 (d, J
= 3.8 Hz), 149.0, 146.6, 140.2 (d, J = 11.4 Hz), 136.9 (d, J = 2.9 Hz), 130.8 (d, J = 4.4 Hz),
129.4, 123.7, 119.2, 119.1, 114.0 (d, J = 3.3 Hz), 105.4 (J = 28.5 Hz), 73.4, 61.6, 56.9, 54.7,
52.4,47.0, 46.0, 45.7; Rr = 0.25 (MeOH:CHCIl3:NH3, 1:9:0.05); FT-IR (ATR): v 3468 (O-H),
1738 (C=0) cm’'; HR-MS (ESI): m/z [M+H]" calculated for C24H20FN-O;": 482.2310, found:
482.2310.

(5R)-3-{3-Fluoro-4-[6-(1-phenyl-1H-1,2,3-triazol-4-yl)pyridin-3-yl]phenyl } -5-
(hydroxymethyl)-1,3-oxazolidin-2-one (14)

The title compound 14 was synthesised as a white solid (35 mg, 69%) according to general

procedure B. 'H NMR (600 MHz, DMSO-ds): § 9.39 (s, 1H), 8.85 (brs, 1H), 8.22 (dd, /= 8.2,



0.4 Hz, 1H), 8.15 (ddd, J= 8.3, 2.2, 1.2 Hz, 1H), 8.06-8.04 (m, 2H), 7.74 (dd, J = 8.8, 8.8 Hz,
1H), 7.71 (dd, J = 13.5, 2.2 Hz, 1H), 7.65-7.62 (m, 2H), 7.55-7.51 (m, 2H), 5.26 (t, J = 5.6
Hz, 1H), 4.78-4.75 (m, 1H), 4.16 (dd, J=9.1, 9.1 Hz, 1H), 3.91 (dd, J=9.1, 6.2 Hz, 1H), 3.71
(ddd, J=12.4, 5.6, 3.3 Hz, 1H), 3.59 (ddd, J = 12.4, 5.6, 4.0 Hz, 1H); '*C NMR (150.9 MHz,
DMSO-ds): 6 159.3 (d, J =245 Hz), 154.4, 149.0 (d, J = 3.9 Hz), 148.4, 147.9, 1403 (d, J =
11.4 Hz), 137.0 (d, J=2.8 Hz), 136.6, 130.8 (d, J=4.5 Hz), 129.9, 129.8, 128.9, 121.4, 120.2,
119.6, 119.1 (d, J = 13.5 Hz), 114.0, (d, /= 2.7 Hz), 105.4 (d, J = 28.4 Hz), 73.5, 61.6, 46.0;
R¢=0.49 (MeOH:CHCl3, 1:19); FT-IR (ATR): v 3350 (O-H), 1757 (C=0) cm’'; HR-MS (ESI):
m/z [M+H]" calculated for C23H19FNsOs": 432.1466, found: 432.1462.

(5R)-3-{4-[6-(1-Benzyl-1H-1,2,3-triazol-4-yl)pyridin-3-yl]-3-fluorophenyl} -5-
(hydroxymethyl)-1,3-oxazolidin-2-one (15)

The title compound 15 was synthesised as a white solid (56 mg, 77%) according to general
procedure B. 'H NMR (600 MHz, DMSO-ds): & 8.78 (br s, 1H), 8.74 (s, 1H), 8.13 (d, J = 8.2
Hz, 1H), 8.08 (d, J = 8.2 Hz, 1H), 7.70 (dd, J = 8.6, 8.6 Hz, 1H), 7.69 (dd, J = 13.7, 2.1 Hz,
1H), 7.50 (dd, J = 8.6, 2.0 Hz, 1H), 7.40-7.38 (m, 4H), 7.37-7.33 (m, 1H), 5.69 (s, 2H), 5.27
(br s, 1H), 4.78-4.74 (m, 1H), 4.15 (dd, J = 8.8, 8.8 Hz, 1H), 3.90 (dd, J = 8.8, 6.3 Hz, 1H),
3.72-3.70 (m, 1H), 3.60-3.58 (m, 1H); 1*C NMR (150.9 MHz, DMSO-ds): § 159.3 (d, J = 245
Hz), 154.3, 149.0 (d, J = 3.8 Hz), 148.9, 147.1, 140.2 (d, J = 11.3 Hz), 136.9 (d, /= 3.0 Hz),
135.9, 130.8 (d, J = 4.5 Hz), 129.5, 128.8, 128.2, 128.0, 123.6, 119.2, 119.1 (d, J = 13.4 Hz),
114.0 (d, J=2.4 Hz), 105.4 (d, J=28.6 Hz), 73.5, 61.6, 53.1, 46.0; Rr= 0.39 (MeOH:CHCl;,
1:19); FT-IR (ATR): v 3366 (O-H), 1745 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated
for C24H21FNsO3™: 446.1623, found: 446.1620.



4-{[4-(5-{2-Fluoro-4-[(5R)-5-(hydroxymethyl)-2-oxo0-1,3-0xazolidin-3-yl]phenyl} pyridin-2-
yl)-1H-1,2,3-triazol-1-yl]methyl} benzonitrile (16)

The title compound 16 was synthesised as a white solid (37 mg, 48%) according to general
procedure B. 'H NMR (600 MHz, DMSO-ds): & 8.79 (s, 1H), 8.78 (br s, 1H), 8.13 (d, J = 8.2
Hz, 1H), 8.09 (ddd, J=8.2,2.1, 1.2 Hz, 1H), 7.87-7.86 (m, 2H), 7.69 (dd, J=9.1, 9.1 Hz, 1H),
7.67 (dd, J=14.0, 1.9 Hz, 1H), 7.54-7.52 (m, 2H), 7.49 (dd, J= 8.4, 1.9 Hz, 1H), 5.81 (s, 2H),
5.31 (br s, 1H), 4.77-4.73 (m, 1H), 4.14 (dd, J = 9.0, 9.0 Hz, 1H), 3.89 (dd, J = 9.0, 6.6 Hz,
1H), 3.70 (d, J = 11.8 Hz, 1H), 3.56 (d, J = 11.8 Hz, 1H); '*C NMR (150.6 MHz, DMSO-ds):
0 159.4 (d, J =245 Hz), 154.6, 154.4, 149.1 (d, /= 2.6 Hz), 148.8, 147.4, 141.5, 140.3 (d,J =
3.5Hz),137.2(d,J=2.7 Hz), 133.0, 130.9 (d, ] =4.3 Hz), 129.8 (d, ] = 1.5 Hz), 128.9, 124.2,
119.5,119.2 (d,J=13.3 Hz), 118.7, 114.2 (d, J = 2.6 Hz), 111.1, 105.5 (d, J = 29.1 Hz), 73.6,
61.7, 52.6, 46.1; Ry = 0.12 (MeOH:CHClI3, 3:97); FT-IR (ATR): v 3485 (O-H), 2232 (C=N),
1739 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated for C2sH20FN¢O3": 471.1575, found:
471.1569.



MeO

Methyl 4-{[4-(5-{2-fluoro-4-[(5R)-5-(hydroxymethyl)-2-0x0-1,3-oxazolidin-3-
yl]phenyl}pyridin-2-yl)-1H-1,2,3-triazol-1-yl]methyl} benzoate (17)

The title compound 17 was synthesised as a white solid (43 mg, 70%) according to general
procedure B. 'TH NMR (500 MHz, DMSO-dj): § 8.80 (s, 1H), 8.79 (br s, 1H), 8.14 (dd, J = 8.2,
0.7 Hz, 1H), 8.09 (dt, J = 8.2, 1.4 Hz, 1H), 7.99-7.97 (m, 2H), 7.70 (dd, J= 8.8, 8.8 Hz, 1H),
7.69 (dd, J=13.4,2.2 Hz, 1H), 7.50 (dd, J= 8.8, 2.2 Hz, 1H), 7.50-7.48 (m, 2H), 5.81 (s, 2H),
5.25 (t,J=5.5 Hz, 1H), 4.78-4.74 (m, 1H), 4.15 (dd, /= 9.1, 9.1 Hz, 1H), 3.90 (dd, J = 9.1,
6.2 Hz, 1H), 3.85 (s, 3H), 3.70 (ddd, J=12.5, 5.5, 3.3 Hz, 1H), 3.58 (ddd, J = 12.5, 5.5, 4.1
Hz, 1H); 3C NMR (125.8 MHz, DMSO-ds): § 165.9, 159.3 (d, J = 245.3 Hz), 154.4, 149.0,
148.9 (d, J=3.8 Hz), 147.2, 141.2, 140.2 (d, /= 11.2 Hz), 136.9 (d, /= 3.1 Hz), 130.8 (d, J =
4.5 Hz), 129.7, 129.6 (d, /= 2.0 Hz), 129.4, 128.1, 124.0, 119.2, 119.1 (d, J = 13.5 Hz), 114.0
(d, /=29 Hz), 1054 (d, J=28.5 Hz), 73.5, 61.6, 52.6, 52.2, 46.0; Rr= 0.32 (MeOH:CHCl3,
1:19); FT-IR (ATR): v 3425 (O-H), 1710 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated
for C26H23FNsOs": 504.1678, found: 504.1676.



(5R)-3-[3-Fluoro-4-(6-{1-[2-(pyridin-2-yl)ethyl]-1H-1,2,3-triazol-4-yl} pyridin-3-yl)phenyl]-
5-(hydroxymethyl)-1,3-oxazolidin-2-one (18)

The title compound 18 was synthesised as a white solid (63 mg, 87%) according to general
procedure B. 'H NMR (400 MHz, DMSO-ds): & 8.77 (br s, 1H), 8.59 (s, 1H), 8.53 (ddd, J =
4.8, 1.7, 0.9 Hz, 1H), 8.11-8.05 (m, 2H), 7.72-7.66 (m, 3H), 7.50 (dd, J = 8.6, 2.2 Hz, 1H),
7.28-7.22 (m, 2H), 5.26 (br s, 1H), 4.87 (t, J= 7.1 Hz, 2H), 4.79-4.73 (m, 1H), 4.15 (dd, J =
9.1 Hz, 1H), 3.90 (dd, J=9.1, 6.2 Hz, 1H), 3.71 (d, J = 11.8 Hz, 1H), 3.59 (d, J = 11.8 Hz,
1H), 3.42 (t, J = 7.1 Hz, 2H); 3C NMR (100.6 MHz, DMSO-ds): § 159.3 (d, J = 245 Hz),
157.3,154.4,149.2, 148.9 (d, J=2.7 Hz), 146.7, 140.2 (d, /= 11.2 Hz), 136.9 (d, /= 3.2 Hz),
136.7,130.8 (d,J=4.6 Hz), 129.4 (d,J= 1.9 Hz), 123.4,122.0, 119.1 (t,J= 6.8 Hz), 114.0 (d,
J=3.0 Hz), 105.4 (d, J = 28.5 Hz), 73.5, 61.6, 48.9, 46.0, 37.4; Rf = 0.06 (MeOH:CHCl3,
3:97); FT-IR (ATR): v 3386 (O-H), 1709 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated
for C24H22FNgO3": 461.1732, found: 461.1729.
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2-[4-(5-{2-Fluoro-4-[(5R)-5-(hydroxymethyl)-2-0x0-1,3-0xazolidin-3-yl|phenyl} pyridin-2-
yl)-1H-1,2,3-triazol-1-yl]acetic acid (19)

The title compound 19 was synthesised as an off-white solid (31 mg, 42%) according to general

procedure B. "H NMR (400 MHz, DMSO-ds): 5 8.80 (br s, 1H), 8.59 (s, 1H), 8.14 (d, J = 8.4



Hz, 1H), 8.08 (d, J = 8.4 Hz, 1H), 7.71 (dd, J = 8.9, 8.9 Hz, 1H), 7.69 (dd, J = 13.9, 2.1 Hz,
1H), 7.51 (dd, J = 8.9, 1.9 Hz, 1H), 7.18 (br s, 1H), 5.22 (br s, 1H), 4.79-4.73 (m, 1H), 4.15
(dd, J=9.0, 9.0 Hz, 1H), 3.90 (dd, J = 9.0, 6.2 Hz, 1H), 3.71 (dd, J = 12.6, 3.4 Hz, 1H), 3.59
(dd, J=12.6, 3.4 Hz, 1H); '3*C NMR (150.9 MHz, DMSO-ds): & 168.3, 158.5 (d, J = 245 Hz),
154.4, 149.0, 149.0, 146.6, 140.2 (d, J=11.3 Hz), 136.9, 130.8 (d, J=4.2 Hz), 129.4, 124.8,
119.1, 119.1 (d, J = 12.1 Hz) 114.0 (d, J = 2.8 Hz), 105.4 (d, J = 28.4 Hz), 73.5, 61.6, 51.6,
46.0; Re = 0.43 (MeOH:CHCls, 3:7); FT-IR (ATR): v 3135 (O-H), 1733 (C=0), 1622 (C=0)
cm’'; HR-MS (ESI): m/z [M+H]" calculated for C19H17FNsOs": 414.1208, found: 414.1206.
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2-[4-(5-{2-Fluoro-4-[(5R)-5-(hydroxymethyl)-2-0x0-1,3-0xazolidin-3-yl|phenyl } pyridin-2-
yl)-1H-1,2,3-triazol-1-yl]acetamide (20)

The title compound 20 was synthesised as a white solid (19 mg, 52%) according to general
procedure B. 'H NMR (600 MHz, DMSO-ds): & 8.79 (br s, 1H), 8.57 (s, 1H), 8.13 (d, J=7.8
Hz, 1H), 8.09 (ddd, J = 8.4, 2.0, 1.3 Hz, 1H), 7.80 (br s, 1H), 7.70 (dd, J = 8.8, 8.8 Hz, 1H),
7.68 (dd, J=13.2,2.0 Hz, 1H), 7.50 (dd, J = 8.8, 2.0 Hz, 1H), 7.43 (br s, 1H), 5.29 (t, J=5.2
Hz, 1H), 5.17 (s, 2H), 4.77-4.74 (m, 1H), 4.15 (dd, /=9.1, 9.1 Hz, 1H), 3.89 (dd, /=9.1, 6.2
Hz, 1H), 3.70 (ddd, J = 12.0, 5.2, 3.6 Hz, 1H), 3.58 (ddd, J = 12.0, 5.2, 4.2 Hz, 1H); *C NMR
(150.9 MHz, DMSO-ds): 6 167.4, 159.5 (d, J = 245 Hz), 154.5, 149.1, 149.1 (d, J = 6.6 Hz),
146.7,140.2 (d,J=10.7 Hz), 137.1 (d, J= 3.3 Hz), 130.9 (d, /= 4.4 Hz), 129.6, 125.2, 121.8,
119.7, 119.3, 114.1 (d, J = 2.9 Hz), 105.5 (d, J = 28.5 Hz), 73.6, 61.7, 51.7, 46.1; Ry = 0.29
(MeOH:CHCl3, 3:17); FT-IR (ATR): v 3347 (O-H), 3151 (N-H), 1689 (C=0), 1682 (C=0)
cm’'; HR-MS (ESI): m/z [M+H]" calculated for C19HisFN¢O4": 413.1368, found: 413.1365.



(2R)-2-[4-(5-{2-Fluoro-4-[(5R)-5-(hydroxymethyl)-2-o0x0-1,3-oxazolidin-3-
yl]phenyl}pyridin-2-yl)-1H-1,2,3-triazol-1-yl]propenamide (21)

The title compound (21) was synthesised as a white solid (42 mg, 59%) according to general
procedure B. 'H NMR (400 MHz, DMSO-ds): & 8.81 (br s, 1H), 8.69 (s, 1H), 8.14 (d, J = 8.1
Hz, 1H), 8.10 (d, /= 8.1 Hz, 1H), 7.82 (brs, 1H), 7.71 (dd, J = 9.0, 9.0 Hz, 1H), 7.69 (dd, J =
13.8,2.1 Hz, 1H), 7.50 (dd, J=9.0, 2.1 Hz, 1H), 7.44 (br s, 1H), 5.44 (q, /= 7.1 Hz, 1H), 5.24
(br s, 1H), 4.79-4.73 (m, 1H), 4.15 (dd, /= 9.1, 9.1 Hz, 1H), 3.90 (dd, J= 9.1, 6.2 Hz, 1H),
3.71(dd, J=12.4, 3.2 Hz, 1H), 3.59 (dd, J = 12.4, 3.2 Hz, 1H), 1.77 (d, J = 7.1 Hz, 3H); '*C
NMR (100.6 MHz, DMSO-ds): 6 170.4, 159.2 (d, J = 245 Hz), 154.4, 149.0, 149.0 (d, /= 4.1
Hz), 146.6, 140.2 (d, /= 11.3 Hz), 137.0, 130.8 (d, /= 4.6 Hz), 129.5, 122.9, 119.3, 119.1 (d,
J=16.1 Hz), 114.0 (d, J = 2.8 Hz), 105.4 (d, J = 28.6 Hz), 73.5, 61.6, 58.5, 46.0, 17.9; R¢ =
0.22 (MeOH:CHCl3, 1:9);FT-IR (ATR): v 3355 (O-H), 1710 (C=0), 1682 (C=0) cm™'; HR-MS
(ESI): m/z [M+H]" calculated for C20H20FN¢O4": 427.1525, found: 427.1521.

(2R)-2-[4-(5-{2-Fluoro-4-[(5R)-5-(hydroxymethyl)-2-o0x0-1,3-oxazolidin-3-
yl]phenyl}pyridin-2-yl)-1H-1,2,3-triazol-1-yl]-3-methylbutanamide (22)

The title compound 22 was synthesised as a white solid (40 mg, 69%) according to general

procedure B. 'H NMR (600 MHz, DMSO-dj): & 8.80 (br s, 1H), 8.65 (s, 1H), 8.14 (dd, J = 8.2,



0.5 Hz, 1H), 8.09 (ddd, /=8.2, 2.0, 1.4 Hz, 1H), 8.03 (br s, 1H), 7.70 (dd, J= 8.8, 8.8 Hz, 1H),
7.69 (dd, J=13.7, 2.3 Hz, 1H), 7.56 (br s, 1H), 7.50 (dd, /= 8.8, 2.3 Hz, 1H), 5.26 (t, J=4.8
Hz, 1H), 5.03 (d, /= 10.0 Hz, 1H), 4.78-4.74 (m, 1H), 4.15 (dd, /= 9.0, 9.0 Hz, 1H), 3.90 (dd,
J=9.0, 6.2 Hz, 1H), 3.71 (ddd, J = 12.2, 4.8, 4.1 Hz, 1H), 3.59 (ddd, J = 12.2, 4.8, 4.1 Hz,
1H), 2.54-2.46 (m, 1H), 1.02 (d, J = 6.6 Hz, 3H), 0.74 (d, J = 6.6 Hz, 3H); 3C NMR (150.9
MHz, DMSO-ds): 6 169.1, 159.3 (d, J = 245 Hz), 154.3, 149.0, 148.9 (d, J = 3.6 Hz), 146.9,
140.2 (d, J=11.5 Hz), 136.9 (d, /= 1.7 Hz), 130.8 (d, /=4.4 Hz), 129.5, 122.1, 119.3, 119.1
(d,J=13.9Hz), 114.0 (d, J=3.1 Hz), 105.4 (d, J=28.5 Hz), 73.5, 69.0, 61.6, 46.0, 30.9, 19.0,
18.5; Ry = 0.35 (MeOH:CHCls, 1:9); FT-IR (ATR): v 3404 (N-H), 3367 (O-H), 1739 (C=0),
1678 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated for C20H24FN¢O4": 455.1838, found:
414.1836.

(2R)-2-[4-(5-{2-Fluoro-4-[(5R)-5-(hydroxymethyl)-2-0x0-1,3-oxazolidin-3-
yl]phenyl}pyridin-2-yl)-1H-1,2,3-triazol-1-yl]-4-methylpentanamide (23)

The title compound 23 was synthesised as a white solid (45 mg, 66%) according to general
procedure B. 'H NMR (600 MHz, DMSO-ds): & 8.80 (br s, 1H), 8.70 (s, 1H), 8.13 (d, J = 8.3
Hz, 1H), 8.09 (ddd, J = 8.3, 2.0, 1.4 Hz, 1H), 7.93 (br s, 1H), 7.70 (dd, J = 9.0, 9.0 Hz, 1H),
7.69 (dd, J = 13.3, 2.0 Hz, 1H), 7.50 (dd, J = 9.0, 2.0 Hz, 1H), 7.46 (br s, 1H), 5.44 (dd, J =
10.4, 5.4 Hz, 1H), 5.26 (br s, 1H), 4.78—4.74 (m, 1H), 4.15 (dd, J=9.0, 9.0 Hz, 1H), 3.90 (dd,
J=9.0,6.2 Hz, 1H), 3.71 (dd, J=12.2, 2.2 Hz, 1H), 3.59 (dd, J=12.2, 2.2 Hz, 1H), 2.19-2.14
(m, 1H), 1.94-1.89 (m, 1H), 1.30-1.24 (m, 1H), 0.92 (d, J = 6.6 Hz, 3H), 0.88 (d, /= 6.6 Hz,
3H); *C NMR (150.9 MHz, DMSO-d): & 168.8, 159.2 (d, J = 245 Hz), 154.3, 149.0 (d, J =
4.0 Hz), 148.9, 146.7,140.2 (d,J=11.4 Hz), 136.9 (d, /= 3.2 Hz), 130.7 (d, /= 4.4 Hz), 129.5,
122.7,119.2, 119.1 (d, J=13.6 Hz), 114.0 (d, J = 2.7 Hz), 105.4 (d, J = 28.5 Hz), 73.5, 61.6,
61.4,46.0,40.4,24.5,22.5,21.2; Re=0.35 (MeOH:CHCl;, 1:9); FT-IR (ATR): v 3400 (N-H),



3305 (O-H), 1739 (C=0), 1676 (C=0) cm; HR-MS (ESI): m/z [M+H]" calculated for
C22H24FN6O4": 469.1994, found: 469.1994.

(2R)-2-[4-(5-{2-Fluoro-4-[(5R)-5-(hydroxymethyl)-2-0x0-1,3-oxazolidin-3-
yl]phenyl}pyridin-2-yl)-1H-1,2,3-triazol-1-yl]-4-(methylsulfanyl)butanamide (24)

The title compound 24 was synthesised as a white solid (32 mg, 45%) according to general
procedure B. 'H NMR (600 MHz, DMSO-ds): & 8.80 (br s, 1H), 8.73 (s, 1H), 8.14 (d, J = 8.3
Hz, 1H), 8.09 (d, /= 8.3 Hz, 1H), 7.91 (brs, 1H), 7.71 (dd, J=9.1, 9.1 Hz, 1H), 7.69 (dd, J =
13.7,2.0 Hz, 1H), 7.51 (br s, 1H), 7.50 (dd, J=9.1, 2.0 Hz, 1H), 5.48 (dd, J=9.0, 5.9 Hz, 1H),
5.26 (br s, 1H), 4.78-4.74 (m, 1H), 4.15 (dd, J = 9.0, 9.0 Hz, 1H), 3.90 (dd, J = 9.0, 6.2 Hz,
1H), 3.71 (d, J=12.0 Hz, 1H), 3.59 (d, J = 12.0 Hz, 1H), 2.44-2.33 (m, 4H), 2.06 (s, 3H); °C
NMR (150.9 MHz, DMSO-ds): 6 169.1, 159.3 (d, J = 245 Hz), 154.3, 148.9 (d, J = 3.7 Hz),
148.9, 146.8, 140.1 (d, J=11.1 Hz), 136.9 (d, /= 2.3 Hz), 130.7 (d, J=4.4 Hz), 129.5 (d, J =
2.1 Hz), 123.0, 119.3, 119.1 (d, J = 13.4 Hz), 114.0 (d, J = 2.6 Hz), 105.4 (d, J = 28.5 Hz),
73.4,62.0, 61.6,46.0,31.2, 29.5, 14.6; Rr= 0.36 (MeOH:CHCl3, 3:17); FT-IR (ATR): v 3488
(N-H), 3176 (O-H), 1742 (C=0), 1677 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated for
C2H24FN6O4S™: 487.1588 found: 487.1592.



(2R)-2-[4-(5-{2-Fluoro-4-[(5R)-5-(hydroxymethyl)-2-0x0-1,3-oxazolidin-3-
yl]phenyl}pyridin-2-yl)-1H-1,2,3-triazol-1-yl]-3-hydroxypropanamide (25)

The title compound 25 was synthesised as a white solid (8 mg, 15%) according to general
procedure B. 'H NMR (600 MHz, DMSO-ds): & 8.80 (br s, 1H), 8.65 (s, 1H), 8.14 (d, J=7.9
Hz, 1H), 8.10 (d, /J=7.9 Hz, 1H), 7.89 (br s, 1H), 7.73-7.68 (m, 2H), 7.51-7.50 (m, 2H), 5.44—
5.42 (m, 2H), 5.26 (br s, 1H), 4.78-4.74 (m, 1H), 4.15 (dd, J=9.0, 9.0 Hz, 1H), 4.12 (d, J =
7.2 Hz, 1H), 4.03 (d, /J=7.2 Hz, 1H), 3.90 (dd, J=9.0, 6.7 Hz, 1H), 3.71 (d, J=12.0 Hz, 1H),
3.59 (d, J=12.0 Hz, 1H); '*C NMR (150.9 MHz, DMSO-ds): 8 167.9, 159.3 (d, J = 245 Hz),
154.4, 149.0, 149.0 (d, J=6.2 Hz), 146.4, 140.2 (d, J=11.3 Hz), 137.0, 130.8 (d, /= 4.4 Hz),
129.4,123.4,119.2,119.1 (d, J=11.4 Hz), 114.0, 105.4 (d, /= 28.6 Hz), 73.5, 65.2, 61.6, 61 4,
46.0; Rr=0.27 (MeOH:CHClI3, 1:9); FT-IR (ATR): v 3491 (N-H), 3306 (O-H), 1742 (C=0),
1677 (C=0) cm™'; HR-MS (ESI): m/z [M+H]" calculated for C20H20FNOs": 443.1474 found:
443.1470.



'H and 3C NMR of 27 (400 MHz, CDCl3):
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'H and 3C NMR of 28 (600 MHz, CDCl3):
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'H and '3C NMR of 29 (400 MHz, CDCl3):
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'H and 3C NMR of 30 (500 MHz, CD3CN):
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'H and '3C NMR of 31 (400 MHz, CDCl3):
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'H and '3C NMR of 32 (400 MHz, CDCl3):
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'H and 3C NMR of 33 (600 MHz, CDCl3):
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_— NS 16
HO B DS 2
r SWH 12019230 He
FIDRES 0366798 Hz
AQ 2.7262076 sec
RG 94.81
DW 41,600 usec
DE 11.42 usec
TE 2080 K
DI 5.00000000 sec
D
SFOI  600.1337060 MHz
NUCI H
PO 3.03 usee
PI 9.10 usec
PLWI  27.00000000 W
F2 - Processing parameters
s 65536
SE_ 600.1300133 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
L )
f T T T T T T T T T T T T T T T T T T 1
95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 1.5 1.0 0.5 ppm
3 =882 & = q I
— Sl=le—= ol ol (] (]
. - o Current Data Parameters
I8 g g ] [ 32 NAME CHO1-96
553 4 4843 d s an B n
I \/ | ' . scqsion e
Date 20240518
Time 8.02h
INSTRUM spect
PROBHD  Z114607_0176
ULPROG ~  7gpp30
™ 6553
SOLVENT CDC13
NS 4800
DS 4
SWH 36057.601 Hz
FIDRES ~ 1.100393 Hz
AQ 0.9087650 sec
RG 19281
DW 13.867 usec
DE 6.50 usec
TE 208.0 K
D1 2.00000000 sec
DIl 0.03000000 sec
TDO 4
SFO1 1509178981 MHz
NUC 13C
PO 3.83 usec
Pl 1150 usec
PLWI  90.00000000 W
SFO2  600.1324005 MHz
NUC2 H
CPDPRG2  walizl6
PCPD2 70.00 usec
PLW2  27.00000000 W
PLWIZ 045629999 W
PLWI3  0.22051990 W
F2 - Processing parameters
sI 32768
SE_ 1509027896 MHz
WD EM
SSB 0
LB 1.00 Hz
GB 0
pC 1.40
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 ppm



H and '3C NMR of 34 (500 MHz, (CD3):CO):

IR T - o 2538 = = vy
Sin I o RS ISR
868 s in R SER8 %
% 6 o @ -+ o e A==

T—8.461
8.068
—6.027
4.550
4.536

<.

BocHN '\l = Br

-
~
A
<
&
~X
e
X

| [ Y

Current Data Parameters
NAME  CHO01-92 Acetone
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 024051

Time 2255h
INSTRUM spect
PROBHD  Z119470_0191 (
PULPROG zg30
TD 65536
SOLVENT Acetone
NS 16

DS 2

SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 3.2767999 sec
RG 12141

DW 50.000 usec
DE 6.50 usec
TE

D1 5.00000000 sec
TDO

SFO1 500.1030883 MHz
NUCI1 1H

PO 3.80 usec

P1 11.40 usec

PLW1 30.00000000 W

F2 - Processing parameters
S1 65!

SF 500.1000085 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

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 40 35 3.0 2.5 2.0
EIENE E
= ol [l

Vef ; g

—— 15676
15125
15056
~—— 14778
— 14035
12371
——119.54
78.46
0.
— 4024

1.5

i

28.63
28.28
27.77

~

1.0 0.5 ppm

Current Data Parameters
NAME  CHO01-92 Acetone

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20240514
Time 2.03h
INSTRUM spe

Cct
PROBHD  Z119470_0191 (
PULPROG 25pp30
65536

TD
SOLVENT Acetone
NS 3600

DS 4

SWH 31250.000 Hz
FIDRES 0.953674 Hz
AQ 1.0485760 sec
RG 188.97

DW 16.000 usec
DE 9.29 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec

TDO 3

SFEO1 125.7621889 MHz
NUC1 13C

PO 3.29 usec

P1 9.88 usec

PLW1 81.55000305 W
SFO2 500.1025005 MHz
NuC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 26.00000000 W
PLW12 0.40625000 W
PLW13 0.20434000 W

F2 - Processing parameters
s 65936

SE 125.7501334 MHz
WDW EM

SSB 0
LB 1.00 Hz
GB 0
pPC 140

T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40

T
30

T T 1
20 ppm



H and 3C NMR of 35 (400 MHz, (CD3):CO):

cus  en .. san canm o

ggg ep 95Y gak SoRgTe

$Es £%5 2E8 S &g SRRl d

* ® w w w T mmm IABARARARAIN Current Data Parameters

\/l \‘/ \V \|/ \I/ X e
EXPNO 10

PROCNO 1

Z
1l
z
o

F2 - Acquisition Parameters
024050

1256 h
INSTRUM Avance 4
PROBHD  Z172720_0001 (
PULPROG zg30

D 65536

=
o
Z

€

Tl
SOLVENT Acetone
NS 16

C
Z—
\_/

DS 2
Br SWH 8196.721 Hz

FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 101
DW 61.000 usec
DE 13.86 usec
TE 297.6 K
DI 3.00000000 sec
TDO 1
SFOI  400.1524709 MHz
NUC1 1H

J J PO 272 usec

P1 8.16 usec
PLWI  24.88999939 W
F2 - Processing parameters
S1 131072

SE_ 400.1500060 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00

9.5 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 2.5 2.0 1.5 1.0 0.5 ppm

Current Data Parameters

{8 9 az8 2 s w w NAME CHo1-82

S8 2 Foa a2 2 d 9 EXPNO 1

Lo JR sl S LA A~ PROCNO 1

VT ] ]
Date_ 20240510
Time 030h

INSTRUM  Avance 4

PROBHD Z172720_0001 (

PULPROG 2gpg30
65536

D
SOLVENT Acetone
NS 3072

DS 4

SWH 23809.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 64

DW 21.000 usec
DE 8.96 usec
TE 297.6K

D1 2.00000000 sec
D11 0.03000000 sec

TDO 3

SFO1 100.6278593 MHz
NU 13C

PO 3.00 usec

P1 9.00 usec

PLW1 92.00000000 W
SFO2 400.1516006 MHz

NUC2 1H
CPDPRG2 A000
PCPD2 90.00 usec

PLW2 24.88999939 W
PLW12 0.20461001 W
PLW13 0.10292000 W

F2 - Processing parameters
s 131072

SF 100.6177107 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

_____\# L

T T T T T T T T T T T T T T T T T T T T T !
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm




'H and 3C NMR of 36 (600 MHz, CD30OD):

8.660
8.657
8.069
8.065
8.055
8.051
7.988
7.974
4.624

<4.614
4.604
2492
2.485

——8.504
— 3404
2912
2.902
2.891

<
<

Br

1445

Current Data Parameters

NAME  CHO01-116 MeOD
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 0240530
Time
INSTRUM spect
PROBHD  Z114607_0176 (

17.14 h

PULPROG zg30
TD 65536
SOLVENT MeOD
NS 16

DS 2

SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 94.81

DW 41.600 usec
DE 11.42 usec
TE

D1 5.00000000 sec
TDO

SFO1 600.1337060 MHz
NU 1H

PO 3.03 usec

P1 9.10 usec
PLW1 27.00000000 W

E2 - Processing parameters
1 63536

S
SE 600.1300111 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
pPC 1.00

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 2.5 2.0 1.5 1.0 0.5 ppm
ed = N @ * ® b
(=] {=] oSle — o — (e} el
o oaes 0 P
2 d23 ] 285 a w oo oweoo -
w8sk o ] q I B 232 2
g 23S o Ids 8 ? B Sa- 2
¥ HES T & o # @ Bwe £
- ] == 2 wow SIS & Current Data Parameters
NAME  CHOI-116 MeOD
EXPNO 15
PROCNO 1
F2 - Acquisition Parameters
Date_ 2024053
Time 21.58h
INSTRUM spect
PROBHD  Z114607_0176
LPROG 29pg30
™D 65:
SOLVENT MeOD
NS 1300
DS
SWH 36057.601 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TD:i
SFO1 150.9178981 MHz
NUI 13C
3.83 usec
P1 11.50 usec
PLW1 ).00000000 W
SFO2 600.1324005 MHz
NuCc2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 7.00000000 W
PLWI2 0.45620999 W
PLWI3 0.22951999 W
F2 - Processing parameters
SI 32768
SF 150.9025985 MHz
WD EM
SSB o
LB 1.00 Hz
GB
1.40
‘ ‘ M " N
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of 37 (400 MHz, CD30OD):

menroman s o cxe o &
gEgs583385 Bk SRE B3 8
R R g 399 ddd da o
Current Data Parameters
v , \V// \|/ \|/ ‘ ) | NAME  CHOI-118 MeOD
EXPNO 20
PROCNO 1
F2 - Acquisition Parameters
N Due_ 20210530
Time 2136 h
= N INSTRUM  Avance 4
N PROBHD  Z172720_0001 (
PULPROG 2830
/

TD 65536
AN SOLVENT MeOD
N NS 16
—

DS

\—/J '\J SWH 8196.721 Hz
= FIDRES 0.250144 Hz
Br AQ 3.9976959 sec
RG 101
DW 61.000 usec
DE 13.86 usec
TE
D1 3.00000000 sec
TDO
SFO1  400.1524709 MHz
NUC1 1H
PO 272 usec

Pl 8.16 usec

PLW1  24.88999939 W

F2 - Processing parameters

sl 131072

SF 4001500077 MHz
EM

WDW

SSB 0

LB 0.30 Hz
GB 0

pC 1.00

9.5 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 2.5 2.0 1.5 1.0 0.5 ppm

Current Data Parameters

g¢38 J§ RRD o= » NAME  CHO1-118 MeOD
=2 - + e ans « EXPNO 1
“a83 32 443 gam 9 PROCNO 1
\) / ‘ \ \ / \ ‘ } | F2 - Acquisition Parameters
Date_ 0240531
Time 033h

INSTRUM  Avance 4
PROBHD  Z172720_0001 (
PULPROG 2gpg30

D 655
SOLVENT MeOD
NS 3072

D 4

SWH 23809.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 57

DW 21.000 usec
DE 8.96 usec
TE 208.0K

D1 2.00000000 sec
D11 0.03000000 sec

TDO 3

SFO1 100.6278593 MHz
NuC1 13C

PO 3.00 usec

Pl 9.00 usec
PLW1 92.00000000 W
SFO2 400.1516006 MHz
Nuc2 1H
CPDPRG2 A000
PCPD2 90.00 usec
PLW2 24.88999939 W
PLW12 0.20461001 W
PLWI13 0.10292000 W

F2 - Processing parameters
] 131072

SE 100.6176574 MHz

WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

L

T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



7.323
7.318
—5.583

Current Data Parameters
NAME  CHO1-18 F9-16
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 024031

Time 12.05h
INSTRUM Avance 4
PROBHD  Z172720_0001 (

8.5 8.0 7.5
(=3

o EER

PULPROG 2830
= AN ™D 5536
SOLVENT cpei3
NS 16
DS 2
= SWH 8196.721 Hz
Br FIDRES 0250144 Hz
AQ 3.9976959 sec
RG 101
DW 61.000 usec
DE 13.86 usec
TE 2078 K
D1 3.00000000 sec
TDO 1
SFOI  400.1524709 MHz
NUI H
j M / PO 272 usec
Pl 8.16 usec
PLWI  24.88999930 W
F2 - Processing parameters
sl 131072
SE_ 400.1500098 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
L
f T T T T T T T T T T T T T T T T T !
9.5 9.0 7.0 6.5 5.0 4.5 4.0 35 3.0 2.5 1.0 0.5 ppm



'H and 3C NMR of 40 (400 MHz, DMSO-ds):

AME
EXPNO
PROCNO

7.860
7.855
7.851
7.530
7.508
—5.800

Date_
Time

Current Data Parameters
N.

CHO1-142
10
1

F2 - Acquisition Parameters
024061

14.49 h

= 2 INSTRUM  Avance 4
PROBHD  Z172720_0001 (
PULPROG 2830
,\l D 65536
= SOLVENT DMSO
Br NS 16
DS 2
SWH 8196.721 Hz
FIDRES 0250144 Hz
N AQ 3.9976959 sec
RG 101
DW 61.000 usec
DE 13.86 usec
TE 298.0 K
D1 3.00000000 sec
TDO
SFOl  400.1524709 MHz
NU 1H
PO 272 usec
PI 8.16 usec
PLWI  24.88999939 W

F2 - Processing parameters

SI 131072

SE__ 400.1500034 MHz
EM

WDW
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I T T T T T T T T T T T T T T T T T T T 1
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 2.5 2.0 1.5 1.0 0.5 ppm
3| olaS (2 S
—lo Emli=1la] (] ol
Current Data Parameters
2RE 3L L & a5IK 2 = NAME CHO1-142
SHd 0 N £ ToRS o in EXPNO 20
253 32 23 dd232 2 @ PROCNO 1
I TTWY
Date_ 20240619
Time 4.11h
INSTRUM  Avance 4
PROBHD  Z172720_0001 (
PULPROG zgpg30
D 6553
SOLVENT DMSO
NS 3072
DS 4
SWH 23809.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 57
DW 21.000 usec
DE 8.96 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDI 3
SFO1 100.6278593 MHz
NU 13C
PO 3.00 usec
Pl 9.00 usec
PLW1  92.00000000 W
SFO2  400.1516006 MHz
NUC2 1H
CPDPRG2 A000
PCPD2 90.00 usec
PLW2  24.88999939 W
PLWI2  0.20461001 W
PLWI3  0.10292000 W
F2 - Processing parameters
SI 131072
SE 100.6178404 MHz
WD! EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T T T T T T T T T l
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of 41 (500 MHz, DMSO-ds):

memnNoMBHomY NS @ &

RENSIZNEEERERE 2 Y

EREESa-HHaaaaaTy 5 =

RO RE PP " ° Current Data Parameters

\\/ N\ ’ NAME CHO1-114
EXPNO 10
PROCNO 1

B

F2 - Acquisition Parameters
Date_ 0240529
Time 4.07h
INSTRUM spect
PROBHD Z119470_0191 (
PULPROG zg30

1l

p

TD 65536
SOLVENT DMSO
NS 16

DS 2
SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 3.2767999 sec
B )
DW . usec
MeO S50 e
298.0K
5.00000000 sec

TDO

SFO1 500.1030883 MHz
NUC1 1H

PO 3.80 usec

P1 11.40 usec
PLW1 30.00000000 W

—_ \
Z—
N\ /
w

F2 - Processing parameters
1 65536

S
SF 500.1000043 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00

95 90 8
E
—lo

T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 40 35 3.0 2.5 2.0 1.5 1.0 0.5 ppm
4
o

WA g

Current Data Parameters

g ELE @R gaguy g% s cHofme

€ £35 55 588383 R PROCN "

= R e i PROCNO 1

| \\ N/ \/
Date_ 20240529
Time 715h
INSTRUM spect
PROBHD Z119470_0191 (
PULPROG zgpg30
SOLVENT DMSO
NS
DS 4
SWH 31250.000 Hz
FIDRES 0.953674 Hz
AQ 1.0485760 sec
RG 188.97
DW 16.000 usec
DE 9.29 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 3
SFOI1 125.7621889 MHz
NUC1 13C
PO 3.29 usec
Pl 9.88 usec
PLW1 81.55000305 W
SFO2 500.1025005 MHz
NUC2 H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 26.00000000 W
PLWI12 0.40625000 W
PLWI13 0.20434000 W
F2 - Processing parameters
1 65536
SF 125.7503009 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
pC 1.40

TR AT b

T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and '3C NMR of 42 (400 MHz, CDCl3):

4.928
4.910
4.893

Z
|

3.483
3.466
3.448

4
\_

Current Data Parameters
NAME CHO1-144
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 0240617

Time 1452 h
INSTRUM Avance 4
PROBHD  Z172720_0001 (
PULPROG zg30

TD 65
SOLVENT CDCI3
NS 16

DS 2

SWH 8196.721 Hz
FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 101

DW 61.000 usec
DE 13.86 usec
TE 298.0 K

D1 3.00000000 sec
TDO

SFO1 400.1524709 MHz
NUC1 1H

PO 2.72 usec

P1

8.16 usec
PLW1 24.88999939 W

E2 - Processing parameters
s 131072

SE 400.1500095 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0

pPC 1.00

J . J I
I T T T T T T T T T T T T T T T T T T T 1
9.5 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 2.5 2.0 1.5 1.0 0.5 ppm
=% SIS &S S S
— —lsl=le Sl o o
Current Data Parameters
780589 %8 NIFgn < = NAM 01-144
$:325 55 addas 0§ meo m
- - = - - - PROCNO 1
N\ I -
Date_ 2024061
Time 736h
INSTRUM Avance 4
PROBHD  Z172720_0001 (
PULPROG 2gpg30
TD 65531
SOLVENT CDCI3
NS 3072
DS 4
SWH 23809.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 64
DW 21.000 usec
DE 8.96 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 3
SFO1 100.6278593 MHz
NU 13C
PO 3.00 usec
P1 9.00 usec
PLW1 92.00000000 W
SFO2 400.1516006 MHz
NUC2 H
CPDPRG2 A000
PCPD2 90.00 usec
PLW2 24.88999939 W
PLW12 0.20461001 W
PLW13 0.10292000 W
F2 - Processing parameters
81 131072
SF 100.6177853 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
' PC 1.40
T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



H and '3C NMR of 43 (400 MHz, (CD3):CO):

Current Data Parameters
NAME  CHO01-38 Acetone
EXPNO 10
PROCNO 1

8.091
8.089
—5.335
1.482

F2 - Acquisition Parameters
Date_ 0240325

N_ N Time 10541

INSTRUM Avance 4

N PROBHD  Z172720_0001 (
PULFROG 2630
™ 3
= 2 SOLVENT  Acetone
O NS 16
DS 2
'\l SWH 8196721 Hz
= FIDRES 0250144 Hz
Br AQ 3.9976059 sec
RG 101
DW 61.000 usec
DE 13,36 usec
TE 2078K
D1 3.00000000 sec
DO

SFO1 400.1524709 MHz
NUCI1 1H
PO 2.72 usec
j f P1 8.16 usec
PLW1 24.88999939 W

F2 - Processing parameters
131072

SF 400.1500068 MHz
WDW EM

D'
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

= e = moo

IS 258 % S &R e © =

8 =2 = W = & A - = Current Data Parameters

= “es 3 asg 4] o E NAME  CHO1-38 Acetone
EXPNO 1

‘ \, / | \ } PROCNO 1

F2 - Acquisition Parameters
Date_ 20240325

Time 21.01h
INSTRUM  Avance 4
PROBHD  Z172720_0001 (
PULPROG 2gpg30
D 65536
SOLVENT ~ Acetone
NS 3072

DS 4

SWH 23809.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 57

DW 21.000 usec
DE 8.96 usec
TE 2978 K

D1 2.00000000 sec
D11 0.03000000 sec

TDO 3

SFO1 100.6278593 MHz
NUC1 13C

PO 3.00 usec

P1 9.00 usec

PLW1 92.00000000 W
SFO2 400.1516006 MHz

NuC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec

PLW2  24.88999930 W
PLWI2  0.20461001 W
PLWI3  0.10292000 W
F2 - Processing parameters
s 131072

SE 100.6177117 MHz
D EM

W]

SSB 0

LB 1.00 Hz
GB 0
pPC 1.40

g L L

~.\‘

T T
210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 ppm



'H and 13C NMR of 44 (600 MHz, DMSO-ds):

Cm TN oOn Do en S 2
SN ENESRES5858 2
ERMOdSSaSS88RY =
At i Current Data Parameters
\ \N W / ’ NAME CHO1-148
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
N Date_ 20240704
=N Time 17.02h
INSTRUM spect
N PROBHD  Z114607_0176 (
PULPROG 2830
= D 65536
H-N X SOLVENT DMSO
2 '\J NS 16
DS 2
— SWH 12019230 Hz
Br FIDRES 0.366798 Hz
AQ 27262976 sec
RG 94.81
DW 41.600 usec
DE 11.42 usec
TE 208.0 K
D1 5.00000000 sec
TDO
SFOl  600.1337060 MHz
NuC1 H
PO 3.03 usec
P1 9.10 usec
PLW1  27.00000000 W
F2 - Processing parameters
s 65536
SE 600.1300050 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
L (O

T 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 40 35 3.0 2.5 2.0 1.5 1.0 0.5 ppm
EEERE E
it o = I P i

=

Current Data Parameters

g ig8 = 5 EE 7 BN

= 433 2 R ) o PROCNO 1

| V] ay
Date_ 20240705
Time Oh
INSTRUM

spect
PROBHD  Z114607_0176 (
PULPROG 2gpg30

D
SOLVENT DMSO
NS 8400

DS 4

SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81

DW 13.867 usec
DE 6.50 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec

TDO 7

SFO1 150.9178981 MHz
NU 13C

PO 3.83 usec

P1 11.50 usec

PLW1 90.00000000 W
SFO2 600.1324005 MHz

NUC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec

PLW2  27.00000000 W
PLWI2 045629999 W
PLWI3  0.22051990 W
F2 - Processing parameters
s 32768

SF 150.9028796 MHz
WDW EM

SSB 0
LB 1.00 Hz
GB 0
PC 1.40

| I L .

T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of 45 (600 MHz, DMSO-ds):

AR BERSBER SRS 4882 fraey
ERRSHSISSaIaRT 5558 58
9% @060 @@ 0w @ NN NN e o7 Current Data Parameters
N/ N W/ \V v NAME  CHOL-154
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
N gace, 20%4((]20
ime 06 h
= N INSTRUM spect
N PROBHD Z114607_0176 (
PULPROG 2830
= D 65536
AN SOLVENT DMSO
H-N NS 16
2 DS 2
SWH 12019.230 Hz
= FIDRES 0.366798 Hz
Br AQ 27262076 sec
RG 94.81
DW 41,600 usec
DE 11.42 usec
TE 298.0 K
D1 5.00000000 sec
TDO 1
SFOl  600.1337060 MHz
NuCl 1H
PO 3.03 usec

P1 9.10 usec
PLWI  27.00000000 W
F2 - Processing parameters
s 65536

SF 600.1300040 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB [
PC 1.00

f T T T T T T T T T T T T T T T T T T T |
95 90 85 80 7. 0 65 60 55 50 45 40 35 30 25 20 1.5 1.0 0.5 ppm

@ e

3 Nz o seg

aQ Qox < i) 3 -3

g F8% 3 EEE o <

g T33 483 # 5

Vo \l/

NAME CHO1-154
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date_ 20240705
Time 8.03h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG 7gpg30
D 65536
SOLVENT DMSO
NS 8400
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
DIl 0.03000000 sec

TDO 7

SFO1 150.9178981 MHz
NUC 13C

PO 3.83 usec

P1 11.50 usec

PLW1 90.00000000 W
SFO2 600.1324005 MHz

NuC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec

PLW2  27.00000000 W
PLWI2  0.45629999 W
PLWI3  0.22051990 W
F2 - Processing parameters
S1 32768

327
SF 150.9028792 MHz
WDW EM

SSB 0
LB 1.00 Hz
GB 0
PC 1.40

| 4

T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of 46 (600 MHz, DMSO-ds):

PR EEEELE: g
BREA4S0SS8 8 2=
P R-Refepe b= e

1012
1.001
0.727
0.716

b
e

Current Data Parameters

NAME CHO2-108
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Daie 20241218

Time 551h

INSTRUM spect

PROBHD _ Z114607_0176 (
ULPRO 2830

TD 531
SOLVENT DMSO
NS 16

DS 2

SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 4.81

DW 41.600 usec
DE 11.42 usec
TE 297.0K

D1 5.00000000 sec
TDO

SFO1  600.1337060 MHz
1H

PO 3.03 usec

P1 9.10 usec

PLW1  27.00000000 W

F2 - Processing parameters

sI 65536

SE 600.1300052 MHz

WDW EM

SSB 0
LB 0.30 Hz
GB
pC 1.00
-
T T T T T T T T T T T T T T T T T T T 1
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 2.5 2.0 1.5 1.0 0.5 ppm
=1{=} (=] [=} (=) (=] o0 <t (s}
—l= —led S — S el led
< asn = e
g ang % qag w ® o
@® = w8 =N o= =] L as
2 s3I 2 9492 8 B £
VT M/ I
NAME  CH02-108
EXPNO i1
PROCNO 1
F2 - Acquisition Parameters
Dae_ 2024121
Time 7221
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG ~ 7gpp30
™ 6
SOLVENT DMSO
NS 1800
DS 4
SWH 36057.601 Hz
FIDRES 1.100393 Hz
AQ 0.9087650 sec
RG 19281
DW 13,867 usec
DE 6.50 usec
TE 301.1K
D1 2,00000000 sec
DIl 003000000 sec
TDO 1
SFO1  150.9178981 MHz
NUCl 13C
PO 3.83 usec
Pl 1150 usee
PLW1 9000000000 W
SFO2  600.1324005 MHz
NUC2 H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2  27.00000000 W
PLWI2 045620999 W
PLWI3 022051999 W
F2 - Processing parameters
sI 32768
SF 150.9028834 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
} ‘ J pC 140
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of 47 (600 MHz, DMSO-ds):

8.728
8.726
8.150

7.997
7.983
7.922

X

— 7461

Br

5.432
5.423

<

5.415
5.406

/]

Current Data Parameters
NAME CHO02-110
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 20241218

Time 8.16h

INSTRUM spect

PROBHD  Z114607_0176 (
'ULPROG zg30

™D
SOLVENT DMSO
NS 16

DS 2

SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 55.21

DW 41.600 usec
DE 11.42 usec
TE !

D1 5.00000000 sec

TDO

SFOl  600.1337060 MHz
H

PO 3.03 usec

) 9.10 usec

PLWI  27.00000000 W

F2 - Processing parameters

s 65536

SE 600.1300047 MHz

WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I T T T T T T T T T T T T T T T T T T T 1
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 2.5 2.0 1.5 1.0 0.5 ppm
ﬁ‘ﬁ ﬁ%“ﬁ F‘ﬁ H H H M H
x| ) el e *® < 2 |2 3 o
sSle slsls S — Slle — e
& N85 28 833 = son
P S8E @ L ot I3
= 433 2 295 2 PXRNES
\ W L[ ———
NAME CHO2-110
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 1
Time 8.32h
INSTRUM spect
PROBHD  Z114607_0176
PULPROG 2gpg30
D 65536
SOLVENT DMSO
NS 300
DS
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 297.5K
D1 2.00000000 sec
DIl 0.03000000 sec
TDO 1
SFO1 150.9178981 MHz
NUC1 13C
PO 3.83 usec
P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NUC2 H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLW12 0.45629999 W
PLWI13 0.22051999 W
F2 - Processing parameters
S1 32768
SF 150.9028788 MHz
WDW El
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and '3C NMR of 48 (500 MHz, DMSO-ds):

o wmowmms g e e comeoeTENNSaman
28 g2Lgs 32 Qeee FEEEERREEEEE R
HE H928% & S35 3 SESSSEL AN SANS
PRI o e I S R IR N N R R RPN BC R~
v UV N LA e
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
S Date_ 20241219
— Time 13.02h
N_ INSTRUM spect
= PROBHD Z119470_0191 (
N PULRROG __ 2¢30
™D 6
= N SOLVENT 6CDCB
NS 1
H-N DS 2
2 SWH 10000.000 Hz
FIDRES ~ 0.305176 Hz
= B AQ 3.2767999 sec
r RG 98.00
DW 50,000 usec
DE 6.50 usec
TE !
DI 5.00000000 sec
DO
SFOI 5001030883 MHz
NUCI H
PO 3.80 usec
11.40 usec

P1

PLW1 3000000000 W

F2 - Processing parameters
1 635536

SF 500.1023791 MHz

WDW EM

SSB 0
LB 0.30 Hz
GB 0
pC 1.00

7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5

ol

1.5 1.0 0.5 ppm

123.26
123.19
62.00

Current Data Parameters

—169.09
150.32
150.25

e

14871

T~ 146.14

—139.87
12116

T~ 118.87

—3L11
2944
—14.58

-

NAME CHO02-112
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date_ 024121

Time 13.18h
INSTRUM spe

ct
PROBHD  Z119470_0191 (
PULPROG 2gpg30

TD
SOLVENT CDCI13
NS 272

DS 4

SWH 31250.000 Hz
FIDRES 0.953674 Hz
AQ 1.0485760 sec
RG 188.97

DW 16.000 usec
DE 9.29 usec
TE 298.0K

D1 2.00000000 sec
DI11 0.03000000 sec
TDO 1

SFO1 1257621889 MHz
NUCl1 13C

PO 3.29 usec

P1 9.88 usec

PLW1 81.55000305 W
SFO2 500.1025005 MHz
Nuc2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 26.00000000 W
PLWI12 0.40625000 W
PLWI13 0.20434000 W

F2 - Processing parameters
sl 635536

SE 125.7500013 MHz
WDW EM

SSB 0
LB 1.00 Hz
GB 0
PC 1.40

T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 13C NMR of 49 (600 MHz, DMSO-ds):

cemmoaswngn o PR omamg
RHEEI20ERR 7 3558 02228
PEREip- e g B o S e e ] Current Data Parameters
NI N7 | 4 N T
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
N Date_ 024072
HO =N Time 0.05h
INSTRUM spect
N PROBHD  Z114607_0176 (
PULPROG 2830
= AN ™ 65536
H-N SOLVENT DMSO
2 NS 16
DS 2
= SWH 12019.230 Hz
Br FIDRES  0.366798 Hz
AQ 2.7262976 sec
RG 45.41
DW 41.600 usec
DE 11.42 usec
TE 208.0 K
D1 5.00000000 sec
TDO 1
SFOl  600.1337060 MHz
NUCI H
PO 3.03 usec
Pl 9.10 usec
PLW1  27.00000000 W
F2 - Processing parameters
s 63
SE  600.1300046 MHz
WDW EM
SSB 0
LB 030 Hz
GB 0
PC 1.00
ﬂ At
f T T T T T T T T T T T T T T T T T 1
9.5 90 85 80 75 70 65 6.0 5.5 50 45 4.0 35 3.0 1.5 1.0 0.5 ppm
= =)= < N e
—f— — =] — — ol ——
Current Data Parameters
o ags 2 EEE - o NAME 02-12
g £3% 3 EEE 32 BeNo
2 £33 9 g9 g3 PROCNO 1
VT ] ]
Date_ 024072
Time 7.03h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG  zgpg30
D 5
SOLVENT DMSO
NS 8400
DS 4
SWH 36057.601 He
FIDRES  1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 208.0 K
D1 200000000 sec
D11 0.03000000 sec
TDO 7
SFOl 1509178081 MHz
NUCI 13C
PO 3.83 usec
Pl 11.50 usec
PLW1  90.00000000 W
SFO2  600.1324005 MHz
NUC2 H
CPDPRG[2  waliz16
PCPD2 70.00 usec
PLW2  27.00000000 W
PLWI2  0.45629999 W
PLWI3  0.22051990 W
F2 - Processing parameters
s 33768
SF 150.9028639 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
| ‘ L } \ { | | J
T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 40 30 20 ppm



'H and 3C NMR of 50 (400 MHz, CDCl3):

m wmeesga S
T S58538% s
® weLEL e ¥ Current Data Parameters
| \\\ V/ NAME  CHO1'146 F6-17
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
N Date_ 0240621
=N Time 1554 h
N INSTRUM _ Avance 4
J— PROBHD 71727200001 (
PULPROG 2830
= AN ™ 65536
SOLVENT cpei3
NS 16
( DS 2
= SWH 8196.721 Hz
Br FIDRES 0250144 Hz
AQ 3.9976950 sec
RG 101
DW 61.000 usec
DE 13.86 usec
TE 208.0 K
DI 3.00000000 sec
TDO
SFOI  400.1524709 MHz
NUCI H
J PO 272 usec
PI 8.16 uscc
PLW1  24.88099939 W
F2 - Processing parameters
s1 131072
SE_ 400.1500101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
pC 1.00
T T T T T T T T T T T T T T T T T 1
95 90 85 80 75 70 65 60 55 50 4.5 40 35 1.5 1.0 0.5 ppm
3 R I3
— SlIol— o
Current Data Parameters
R e NAME CHO1-146
533 3 SRR 5 PROCNO 1
N
Daie_ 20240622
Time 10.17h

INSTRUM  Avance 4
PROBHD Z172720_0001 (
PULPROG 2gpg30

D
SOLVENT CDCI3
NS 3072

DS 4

SWH 23809.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 64

DW 21.000 usec
DE 8.96 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec

TDO 3

SFO1 100.6278593 MHz
NU 13C

PO 3.00 usec

P1 9.00 usec

PLW1 92.00000000 W
SFO2 400.1516006 MHz

Nuc2 1H
CPDPRG2 A000
PCPD2 90.00 usec

PLW2 24.88999939 W
PLW12 0.20461001 W
PLW13 0.10292000 W

F2 - Processing parameters
s 131072

SF 100.6177858 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80

30 20 ppm



'H and 13C NMR of 3 (600 MHz, DMSO-ds):

conmennawERnaa®RT GeSeQNoMeMSNNSEENE S T®n
gonmgRnsgEREN2ET B EgENEYRER R ZRENRR R
BEEHESSRREERERAIT SERSSHEERIL05S28ReRR0E
pEp-peprdg= R "
E R AR i e e R R R Current Data Parameters
\ \NW \‘W \\ W NAME  CHOI-160
EXPNO 10
N PROCNO 1
=~
F2 - Acquisition Parameters
Date_ 024080
Time 1.03h

INSTRUM spect

PROBHD  Z114607_0176 (

PULPROG zg30
5536

TD 5.
SOLVENT DMSO
NS 16

DS 2

SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 94.81

DW 41.600 usec
DE 11.42 usec
TE 298.0K

D1 5.00000000 sec
TDO 1

SFO1 600.1337060 MHz
NucCt 1H

PO 3.03 usec

P1 9.10 usec
PLWI  27.00000000 W
F2 - Processing parameters
s 65536

SF 600.1300046 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB [
PC 1.00

9.5 9.0 8.5 8.0 7.5 7.0 6.5 60 55 5.0 4.5 40 35 3.0 2.5 2.0 1.5 1.0 0.5 ppm

H M [G\W MH ‘q‘ \[\r M rNWFDTﬂ
=1 ) <= < < < |1=2)=2|=
—lle — = S — el ===
Current Data Parameters
IS TSRS TSR MR Y O NA CHO1-160
SIS IRTRREINSHS AR TN I a Y o
ST LLELSSEBSSaTRARR G i n x i EXPNO
ERMIIIISICAaadaiIISnSS I3 2 w 5 \
e R e R R R R R R R R R R R R R R R ] ~ ° < o PROCNO 1
WS/ NV VWP ] ] o e
Date_ 0240801
Time 8.00 h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG 2gpg30
TD 655
SOLVENT DMSO
NS 8400
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 7
SFO1 150.9178981 MHz
NucC1 13C
PO 3.83 usec
P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NucC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLW12 0.45629999 W
PLW13 0.22951999 W
F2 - Processing parameters
SI 32768
SF 150.9028800 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I { H i )

T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of 4 (600 MHz, DMSO-ds):

oTEMToMeETSIODNNSL AR HE OIS L RENE AL D o TR D
F2mddBAE2IEdER A0S REARREBHnIFSE&88nndsagmnddan
Eed—SSSnERREeReinnin T NEEEEEEEEERI IS HaRRRRE Sinig
B N e e AL PR R R R R R R R R R R R R R R R
Current Data Parameters
\ | V=" NA HoLTs
EXPNO 10

PROCNO 1

Z

F2 - Acquisition Parameters
Date_ 024050

Time

2126h

8 g Bl

INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG zg30
D 6
SOLVENT DMSO
NS 16
DS 2
SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 94.81
DW 41.600 usec
DE 11.42 usec
TE 29:

DI 5.00000000 sec
TDO 1
SFOl  600.1337060 MHz
NU 1H
PO 3.03 usec
O H Pl 9.10 usec

PLWI  27.00000000 W
F2 - Processing parameters
s 65536
SE 600.1300049 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
pPC 1.00

T T T T T T T T T T T T T T T T T T T !
1.0 0.5 ppm

160.06
158.44
154.35
149.08
148.95
148.93
140.17
140.10
136.90
136.88
130.77
130.74
129.35
119.17
119.10
119.08
105.46
105.27

T~ 146.65
———123.83
—— 7345
—— 6159
——59.78
— 5241
——45.99

=
-
£
s
~
X
<
S~113.97
~

Current Data Parameters

NAME CHO1-78
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date_ 20240507
Time 722h
INSTRUM

spect
PROBHD  Z114607_0176 (
PULPROG 2gpg30

TD 655
SOLVENT DMSO
NS 2000

DS

SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.0087659 sec
RG 192.81

DW 13.867 usec
DE 6.50 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 10

SFO1 150.9178981 MHz
NUC 13C

PO 3.83 usec

P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NUC2 H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLW12 0.45629999 W
PLW13 0.22951999 W

F2 - Processing parameters
s 32768

SF
WDW

150.9028804 MHz
EM

0
1.00 Hz

0
1.40

30

ppm



'H and 3C NMR of 5 (400 MHz, DMSO-ds):

NN X AN SN AT NSO L RN R R e e R Y

AT Ma SR s R RERNSIEEESDER Ce RN NS IS oERdndIgzosada2nn

EEoHgo83SsSssSsnRERgReiRnT Y aEEEREEEReeEO S oadRwranngema

P R NN T T T T FF T T T T T T T TR o505 0500505 0509
Current Data Parameters

\ NAME CHO2-14

EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 024072
Time 16.48 h

INSTRUM Avance 4
PROBHD  Z172720_0001 (
PULPROG zg30

TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 8196.721 Hz

FIDRES 0.250144 Hz

AQ 3.9976959 sec

RG 101

DW 61.000 usec

DE 13.86 usec

TE 298.0 K

D1 3.00000000 sec

TDO

SFO1 400.1524709 MHz

NucCt 1H

PO 272 usec

P1 8.16 usec
O H PLWI1 24.88999939 W

F2 - Processing parameters
SI 131072

SF 400.1500032 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

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 40 35 3.0 2.5 2.0 1.5 1.0 0.5 ppm

EEEEE A

Current Data Parameters

$L L5353 IZRIER2 3888 §] v n o ® e 2 NAME CHO2-14

dwﬁ‘a&a&o‘:‘c‘dw‘c‘da{ﬁda{d«irﬁ ey ] v @ T2 EXPNO 11

EEZSSIFTSIEAIAJQIZIZR £ oS o R

B B R R B R R R e B e B R R I R I I ] ~ = 8 T T PROCNO 1

‘1 \\)/ w \/ V/ \\}/ // v ‘ | | ‘ | | F2 - Acquisition Parameters
Date_ 20240726
Time 21.00h

INSTRUM Avance 4
PROBHD  Z172720_0001 (
PULPROG 2gpg30

TD 65!
SOLVENT DMSO
NS 3072

DS 4

SWH 23809.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 57

DW 21.000 usec
DE 8.96 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 3

SFO1 100.6278593 MHz
NUC 13C

PO 3.00 usec

P1 9.00 usec

PLW1 92.00000000 W
SFO2 400.1516006 MHz

NUC2 H
CPDPRG2 A000
PCPD2 90.00 usec

PLW2 24.88999939 W
PLW12 0.20461001 W
PLWI13 0.10292000 W

F2 - Processing parameters
s 131072

SF 100.6178439 MHz
WDW

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

nEEni

T T T T T T T T T T T T T T T T T T T T T |
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm




Current Data Parameters
NA]

CHO1-60

EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 2024042

Time 17.10h
INSTRUM spect
PROBHD  Z119470_0191 (
PULPROG zg30
TD 655,
SOLVENT DMSO
NS 16

DS 2

SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 3.2767999 sec
RG 136.35

DW 50.000 usec
DE 6.50 usec

TE 298.0K

D1 5.00000000 sec
TDO 1

SFO1 500.1030883 MHz
NU 1H

PO 3.80 usec

P1 11.40 usec
PLW1 30.00000000 W

F2 - Processing parameters
s 65536

500.1000045 MHz
EM

0
0.30 Hz
0

1.00

160.24
158.29
155.60
154.37
149.07
148.95
148.91
146.75
140.20
140.11
136.91
136.88
130.78
130.74
129.35
119.18
119.10
113.99
113.97
105.50
105.27

A
Z
<
~
<
~
X

T—123.69
—78.01
—73.46
— 6160
—49.40
—46.00
—40.17
—28.15

~
~
<

T
1.0

0.5 ppm

Current Data Parameters
N

CHO1-60
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date_ 20240430
Time 743 h
INSTRUM spect

PROBHD  Z119470_0191 (

PULPR!

0G

zgpg30

TD 65536
SOLVENT DMSO
NS 16800

DS

SWH 31250.000 Hz
FIDRES 0.953674 Hz
AQ 1.0485760 sec
RG 188.97

DW 16.000 usec
DE 9.29 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 14

SFO1 125.7621889 MHz
NUC 13C

PO 3.29 usec

P1 9.88 usec
PLW1 81.55000305 W
SFO2 500.1025005 MHz
NuC2 1
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 26.00000000 W
PLWI12 0.40625000 W
PLWI13 0.20434000 W

F2 - Processing parameters
s 63536

125.7503030 MHz
EM

0
1.00 Hz
0

1.40

20

ppm



'H and 3C (as TFA salt) NMR of 6 (600 MHz, DMSO-ds):

7.503
7.490
5.301
4.758
4.753
—4.428
4.146
3.907
3.894
3712
3.692
3.591
3.571

__—8.781
< y
X

-
£

Current Data Parameters

NAME CHO1-130
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 024062
Time 17.07h
INSTRUM spect
PROBHD  Z114607_0176
PULPROG 2630

553

TD 5
SOLVENT DMSO
NS 16

DS 2

SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 3

DW 41.600 usec
DE 11.42 usec
TE 208.0K

D1 5.00000000 sec
TDO 1

SFO1 600.1337060 MHz
NuC1 1H

PO 3.03 usec

Pl

9.10 usec
PLWI  27.00000000 W
F2 - Processing parameters
sl 65536

SF 600.1300045 MHz
WDW EM

ST -

SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T
3 2 1 0 ppm
Current Data Parameters
S 2 3IELR]S 8% 2329 2y M = [ ME CHO1-130
S$ T 538 SO S& WA 5 wg ke <2 S e EXPNO 11
R T332 S5 88 §22 2 L o g S =
SHYIIT I8 28 958533 S8 2 s LA PROCNO 1
VIV TV TV ] -
Date_ 20240629
Time 0.05h
INSTRUM spect

PROBHD  Z114607_0176
PULPROG zgpg30

D 65!
SOLVENT DMSO
NS 8400

DS 4

SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81

DwW 13.867 usec
DE 6.50 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec

‘TDO 7

SFO1 150.9178981 MHz
NUC1 13C

PO 3.83 usec

P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLWI12 0.45629999 W
PLW13 0.22951999 W

F2 - Processing parameters
] 32768

SF 150.9028631 MHz
WDW E!

SSB 0
LB 1.00 Hz
GB 0
PC 1.40

T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40

30 20 ppm



Current Data Parameters
Al

CHO1-124
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 024060-
Time 174 01 h
INSTRUM
PROBHD 2119470 0191 (
PULPROG zg30

TD 655
SOLVENT DMSO
NS 16

DS 2

SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 3.2767999 sec
RG

DW 50.000 usec

DE 6.50 usec

TE 208.0K

D1 5.00000000 sec
1

SFO1 500.1030883 MHz

NUCI 1H
j J ] / / f / // PO 3.80 usec
Pl 11.40 usec
PLW1  30.00000000 W
O H F2 - Processing parameters
s 65536

SF 500.1000039 MHz
EM

WDW

SSB 0

LB 0.30 Hz
GB 0

pC 1.00

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 2.5 2.0 1.5 1.0 0.5 ppm

Current Data Parameters

NRA2I5TESERRARAERR 88 3 25s 228 NAME = CHOL-124
f¥ICEsEoSEsssanasng Wy 3 ] Ias EXPNO 1
SENIIZIZIZC232d040429 =22 g T ® %3 PROCNO 1
AN/ NV VIVY Y I\l
Date_ 2024060
Time Olsh

INSTRUM
PROBHD Z11947D 0191 (
PULPROG 2gpg30

TD 65531
SOLVENT DMSO
NS 8400

DS 4

SWH 31250.000 Hz
FIDRES 0.953674 Hz
AQ 1.0485760 sec
RG 188.97

DW 16.000 usec
DE 9.29 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 7

SFO1 125.7621889 MHz
NUC1 13C

PO 3.29 usec

P1 .88 usec

PLW1 81.55000305 W
SFO2 500.1025005 MHz

NUC2 H
CPDPRG[2 waliz16
PCPD2 80.00 usec

PLW2  26.00000000 W

PLWI2 040625000 W

PLWI3  0.20434000 W

F2 - Processing parameters
1 65536

SF 125.7503052 MHz
WDW EM

SSB 0
LB 1.00 Hz
GB 0
PC 1.40

HH’I\U ‘ |

T T T T T T T T T T T T T T T T T T T T T |
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm




'H and *C NMR of 8 (400 MHz, DMSO-ds):

RN T RSN RSN NAL RN SO AN A MR —in® N
SEREESHINAERHNS S 0aS88Reeh$359Y 52388
R e e R L R i BB R AR~ I IR Current Data Parameters
‘\‘M \// \// Wn/?’/%" \|/ NAME CHO2-22
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 2024072
Time 16541
INSTRUM _ Avance 4
PROBHD  Z172720_0001 (
H PULPROG 2830
D 655!
SOLVENT DMSO
NS 16
DS 2
0] SWH 8196.721 Hz
FIDRES ~ 0.250144 Hz
AQ 3.9976959 sec
RG 101
N DW 61.000 usec
DE 13.86 usec
@) TE 298.0 K
D1 3.00000000 sec
TDO 1
SFO1  400.1524709 MHz
NU 1H
PO 272 usec
O P1 8.16 usec
PLW1  24.88999939 W

F2 - Processing parameters
sl 131072

SF 400.1500030 MHz
WD EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A AJ'\ Ji Jo JJ | i
I T T T T T T T T T T T T T T T T T T T 1
95 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm
=1 S clS S Sl 1=l el =S 3
—lo ol ol — — ol ey — — ol ey —
Current Data Parameters
e E T eNANENE TN EDEEE S e Qurre peters
NS L LN LD RS E R 5 g% 23 I ExPNO 1
SEEIIIIIICCCAdOHd OS5 =SS 2 g R g2 “  PROCNO 1
NN | NV N 2V | Y | &2 Acaision Parameters
Date_ 20240727
Time 0.01h
INSTRUM Avance 4
PROBHD Z172720_0001 (
PULPROG zgpg30
TD 5536
SOLVENT DMSO
NS 72
DS 4
SWH 23809.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 57
DW 21.000 usec
DE 8.96 usec
TE 298.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 3
SFO1 100.6278593 MHz
NUC1 13C
PO 3.00 usec
P1 9.00 usec
PLW1 92.00000000 W
SFO2 400.1516006 MHz
NUC2 1H
CPDPRG2 A000
PCPD2 90.00 usec
PLW2 24.88999939 W
PLWI12 0.20461001 W
PLWI13 0.10292000 W
F2 - Processing parameters
SI 131072
SF 100.6178435 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



HO

N
N
&
-

1.438
1427
1414
1.402
1.391

Current Data Parameters
NAME CHO01-120
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 20240530
Time
INSTRUM spect
PROBHD Z114607_0176 (

22.05h

PULPROG 2830
D 36
SOLVENT DMSO
NS 16
DS 2
SWH 12019.230 Hz
FIDRES  0.366708 Hz
AQ 27262976 sec
RG 04.81
DW 41.600 usec
DE 11.42 usec
TE
D1 5.00000000 sec
TD 1
SFO1  600.1337060 MHz
NUI H
PO 3.03 usec
P 9.10 usec
PLW1  27.00000000 W
F2 - Processing parameters
sl 63536
SE 600.1300045 MHz
WD EM
SSB 0
LB 030 Hz
GB 0
PC 1.00
f T T T T T T T T T T T T T T T T l
9.5 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5 ppm
(=] =} O (=11 [=] =) (=} (=) (=] =) (E=1t=1i=] (=) (=]
] sl=l &= =) iy [ e o = | ] o & i
E3INIILRECTIRLTECUERER]R w o e a w3
e g i B g v v R e T 5 25 78 &% Current Data Parameters
SE¥MIIIZIII2TCRSZLOS4d4582SS g =i g% a8 NAME CHO1-120
EXPNO 11
NN/ NV VAN Y T [ ecko
F2 - Acquisition Parameters
Date_ 20240531
Time 8.00h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG 2gpg30
SOLVENT DMS(
NS 12000
DS 4
SWH 36057.691 Hz
FIDRES ~ 1.100393 Hz
0.9087659 sec
RG 19281
DW 13.867 usec
DE 6.50 usec
TE 208.0K
D1 2.00000000 sec
DIl 0.03000000 sec
TDO 10
SFO1  150.9178981 MHz
NUC1 13C
PO 3.83 usec
Pl 11.50 usee
PLW1  90.00000000 W
SFO2  600.1324005 MHz
NUC2 H
CPDPRG[2  waltz16
PCPD2 70.00 usec
PLW2  27.00000000 W
PLWI2 045620090 W
PLWI3  0.22051990 W
E2 - Processing parameters
s 32768
SE 150.9028793 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
pC 140
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of Boc-protected 10 (600 MHz, DMSO-ds):

5.268
4.773
4.761
4.755
4.743
4.460
4.446
4.432
4.169
4.151
3.900
3.895
3.882
3.726
3719
3715
3.709
3.701
3.695
3.691
3.684
3.607
3.599
3.596
3.588
3.583
3574
3.571
3.563
2972
2.960
2.947
2.934
1.892
1.878
1.863
1.848
1.834
1.359

vl Y R (e

Current Data Parameters
NAME CHO01-98 RP

EXPNO

PROCNO 1

F2 - Acquisition Parameters
BocH N Date_ 0240528

Time_ 16.. 35 h

INSTRUM

PROBHD 2119470 0]9] (

PULPROG 283

SOLVENT DMSO

NS

DS 2

SWH 10000.000 Hz

FIDRES ~ 0.305176 Hz
AQ 3.2767990 sec
RG 12141
DW 50.000 usec
/ / j / / DE 6.50 usec
TE 208.0 K
JJs / S S 6H ) / DI 5.00000000 sec
TDO
SFO1  500.1030883 MHz
NUC1 1H
) 3.80 usec
Pl 1140 usec
PLW1  30.00000000 W
F2 - Processing parameters
si 65536

SE 500.1000045 MHz
W EM

1.00

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 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

MoMETONMONOOSONDSE2 R o®

de8R3RadSSAREETT S22 B 55 ] oz =g nos

R v e i e e LT R 53 < %2 5 853

ERETSELEESSEEEE3{22e 58 s @ 3 a3 P ]

SE¥BER3IIZIIIIASSINASS S SS [N < 2% 3 8§88

\\\\ W / V V V/ / V | v | | ‘ | | | \‘ / Current Data Parameters
NAME  CHO01-98 RP
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date_ 024052

Time 2. 9h
INSTRUM

PROBHD Z119470. 0191(
PULPROG 250830

™D 65536

SOLVENT DMSO
NS 12000

DS 4

SWH 31250.000 Hz
FIDRES 0.953674 Hz
AQ 1.0485760 sec
RG 188.97

DW 16.000 usec
DE 9.29 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 10

SFO1 125.7621889 MHz
NUC1 13C

PO 3.29 usec

P1 9.88 usec

PLW1 81.55000305 W
SFO2 500.1025005 MHz

5

NUC 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 26.00000000 W
PLWI12 0.40625000 W
PLWI13 0.20434000 W

F2 - Processing parameters
s 6553

SE 1257503019 MHz
WDW EM

SSB 0
LB 1.00 Hz
GB 0
PC 1.40

T T T T T T T T T T T T T T T T T T T T T !
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and '3C NMR of 10 (600 MHz, DMSO-ds):

YEREZRIZ &R EROEER AEgRRIISEEERESRSEgnaar s nacignsesad
EEHHSERRERER N R ARERREIIYSSSSSecennn i ARR KR AT T
R I N S P SIRESE S NN P b b b R R e « B e e R
Current Data Parameters
NAMI CHO1-134
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 024080
H N Time 17.07 h
2 INSTRUM spect
PROBHD  Z114607_0176 (
'ULPROG zg30
TD 5536
SOLVENT DMSO
NS 16
DS 2
SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 61.82
DwW 41.600 usec
DE 11.42 usec
TE
D1 5.00000000 sec
TDO
SFO1 600.1337060 MHz
NU( 1H
PO 3.03 usec
P1 9.10 usec
PLW1 27.00000000 W
F2 - Processing parameters
s 65536
SF 600.1300044 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB
PC 1.00
I T T T T T T T T T T T T T T T T T T 1
9.5 2.0 8.5 8.0 7.5 7.0 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 5 ppm
roTﬂ H HM er 'G“ jmr rw me\“nrww ﬁ jmr \ﬁ{
3|le S —||= = = =] |=][e|q] =] o« =N )
—l— o aill = — = el 1=l ==l eiled i i i
Nz anmgyomangne —SnT W o3 Current Data Parameters
4% 3283448985 S48 R = e e2 2 3 NAME CHO1-134
SE FaRESSEeSa mad I g ] 2 2 2 X e EXPNO
e RS S B B £ g o} $% 5 an y
PROCNO 1
VININVAL IV TV A -
Date_ 1240808
Time 0.04 h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG 289830
TD 65531
SOLVENT DMSO
NS 00
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 7
SFO1 150.9178981 MHz
NUC 13C
PO 3.83 usec
P 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NuC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLW12 0.45629999 W
PLW13 0.22951999 W
F2 - Processing parameters
81 32768
SF 150.9028712 MHz
WD EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



5275
4,769
4765
4759
4753
4,749
4744
4.586
4.576
4,566
4.162
4147
4132
3.906
3.896
3.892
3.881
3715
3.695
3.595
3.574
3.542
3.534
3.527
2.828
2.817

Current Data Parameters
NAM

CHO1-86
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 20240517
Time 17.15h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG zg30
TD 36
SOLVENT DMSO
NS 16
DS 2
SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 55.21
DW 41.600 usec
DE 11.42 usec
TE .
D1 5.00000000 sec
TD!
SFO1 600.1337060 MHz
NU 1H
PO 3.03 usec
P1 9.10 usec
PLW1 27.00000000 W

F2 - Processing parameters
s 65336

SF 600.1300051 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T T T T T T T 1
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 2.5 2.0 1.5 1.0 0.5 ppm
réﬁ F\‘ﬁ ﬁ ﬁ H HH H ﬁ/@HN m H
3Sl& =N afley S Sle Al [e|=]—=|e =] )
—ls cls —~lle — —lle =l =l =il o o
Current Data Parameters
SF92Z23MISERESNNLET 0T 4 muea mz NAME - CHO16
SRTESSESSSE¥SEAN28EE g, f ¢ Engd se EXPNO "
SE83IIIIIT2DSAEE SR 28 ehR @RS PROCNO 1
WAN/NVVIVY Y I £2_ Acqsion bamers
Date_ 20240518
Time 311h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG 2gpg30
TD 5536
SOLVENT DMSO
NS 12000
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.0087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
DIl 0.03000000 sec
TD! 10
SFO1 150.9178981 MHz
NuC 13C
PO 3.83 usec
P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NuC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLWI12 0.45629999 W
PLWI13 0.22951999 W
F2 - Processing parameters
SI 32768
SE 150.9028703 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
L j { N H \
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of Boc-protected 12 (600 MHz, DMSO-ds):

Ay 2
£33 3 &
T " Current Data Parameters
V ’ NAME CHO1-126
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 0240606
Time 1647 h
INSTRUM spect
PROBHD Z114607_0176 (
PULPROG zg30
D 65
SOLVENT DMSO
NS 16
DS 2
SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 94.81
DW 41.600 usec
DE 11.42 usec
TE 208.0K
D1 5.00000000 sec
TD
SEO1 600.1337060 MHz
NU 1H
PO 3.03 usec
P1 9.10 usec
PLW1 27.00000000 W
F2 - Processing parameters
S1 65536
SF 600.1300043 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
}\ A L
I T T T T T T T T T T T T T T T T T T T 1
9.5 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 2.5 2.0 1.5 1.0 0.5 ppm
= ele <lle g << Sl eee] (@ ) < -
—— —— ol (=} —lle — — ] = — o — e (=)
EQIRIKTZISELENERE2ER 8% = @ ® o m vw® =
St SSsamaaRn wi 5 9 b B B B B <
288833333223 daddE S8 g R T R W 8% &
Current Data Parameters
NAMI CHO1-126
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date_ 0240606
Time 2345h
INSTRUM spect
PROBHD Z114607_0176 (
PULPROG 2epg30
TD 65536
SOLVENT DMSO
NS 8400
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DwW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 7
SFO1 150.9178981 MHz
NUC1 13C
PO 3.83 usec
P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
Nuc2
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLWI12 0.45629999 W
PLWI13 0.22951999 W
F2 - Processing parameters
SI 32768
SF 150.9028813 MHz
WDW EM
SSB 0
LB 1.00 Hz
L . L I
PC 140
ol L 1
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of 12 (600 MHz, DMSO-ds):

AmoCMNo VY HYo oY MIN TV DD =
AEESERRRNA 405588 nCRlh ARt &
SV

Current Data Parameters
NAME CHO1-156
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 240808
Time 040 h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG zg30
TD 36
SOLVENT DMSO
O NS 6
DS 2
SWH 12019.230 Hz
FIDRES 0.366798 Hz
N AQ 2.7262976 sec
RG 94.81
O/ /[ DW 41600 usec
DE 11.42 usec
TE 298.0K
D1 5.00000000 sec
TDO 1
SFO1 600.1337060 MHz
OH NUCL 1H
PO 3.03 usec
P1 9.10 usec
PLW1 27.00000000 W
F2 - Processing parameters
SI 65536
SF 600.1300052 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
1
I T T T T T T T T T T T T T T T T T T T 1
9.5 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 2.5 2.0 1.5 1.0 0.5 ppm
roH M ‘M\(ﬁj (ﬂ NO' H M rle\H fokrﬂ H
S|y =N clle = =||& = =]l || [
—la — il = S == =l 1=l=l= —leal len
Current Data Parameters
EY R EITC BT ERE 8/ g g3 © 2 -2 wow NAM 01-156
S ITaLL SS ST BAR 0 wi I QR ®e xwon EXPNO 11
CEZEIFTITITTSER4 89233 2 £2 o o B s geuw
B R B R R R R R B e R B = = ] ~ O o T T PROCNO 1
VIV/ VIV TV Y IR,
Date_ 20240808
Time 737h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG 2gpg30
536
SOLVENT DMSO
NS 8400
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 7
SFO1 150.9178981 MHz
NUC1 13C
PO 3.83 usec
P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NucC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLW12 045629999 W
PLW13 0.22951999 W
F2 - Processing parameters
SI 32768
SF 150.9028782 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
g i T
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



MNNONALEOND NN BE NN AN eSS RNRMOBEONY N TAMEE D TN

B892 Z2ECNRRe8ERmRT SEERESREEeh s dnaagarrcennhbhEgaryng

R R L LS R R R R R R A R R R R R R R R RS R R R R RY]
NAMI CHO1-128
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 0240607
Time 051h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG zg30
TD 655,
SOLVENT DMSO
NS 16
DS 2
SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG 4.81
DW 41.600 usec
DE 11.42 usec
TE 298.0 K
D1 5.00000000 sec
TDO 1
SFO1 600.1337060 MHz
NUC1 1H
PO 3.03 usec
P1 9.10 usec
PLW1 27.00000000 W
F2 - Processing parameters
81 65536
SF 600.1300050 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

1 AU

f T T T T T T T T T T T T T T T T T T T 1
7.0 6.5 6.0 5.5 5. .5 40 35 3.0 2.5 2.0 1.5 1.0 0.5 ppm

ol HEE A

SIYSXLSISHRIZ RS ] 55 - 2 sgseas
SxTavLesoeSSTa mAR ™ wi G SR aan
E22355533558588 8358 &8 d HEESE R Current Daca Paramecers
H\W/\//\//|\/| \/ | | H/\‘/ T "
PROCNO 1

F2 - Acquisition Parameters
Date_ 20240607
Time 749h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG zgpg30
D 65536

SOLVENT DMSO
NS 8400

DS

SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81

DW 13.867 usec
DE 6.50 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 7

SFO1 150.9178981 MHz
NUC1 13C

PO 3.83 usec

P1 11.50 usec

PLW1 90.00000000 W
SFO2 600.1324005 MHz
H

1
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLW12 0.45629999 W
PLW13 0.22951999 W

F2 - Processing parameters
s 32768

SF 150.90283804 MHz
WDW EM

SSB 0
LB 1.00 Hz
GB 0
PC 1.40

T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



9.391

8.851

8.230
8.217
8.216

8.156

8.154
8.151
8.143
8.140
8.058

8.056

8.044

7.750

E38éd
SR

7.736
7.721
7.718
7.714
7.695
7.691

7.4 623
7.543
7.530

7.525

E

7.518
7.514
7.510
5.267
5.258

4. 783

4.777
4.773

4.771
4.768
4.762
4.758
4.752
4.746

4173
4.158

4.143
3.919

3.909
3.904
3.894
3.729
3723
3.720
3.714
3.708

3.702
3.699
3.693
3.611

3.604

3.601
3.594
3.590
3.583
3.580
3.574

&\%\N\&V%M’\N\NW
Nan

Current Data Parameters
NAME  CHO01-102 DMSO
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 0240521
Time_
INSTRUM spect
PROBHD  Z114607_0176

021h

PULPROG zg30
D 36
SOLVENT DMSO
NS 16

DS 2

SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 27262976 sec
RG 4.81

DWW 41.600 usec
DE 11.42 usec
TE 298.0K

D1 5.00000000 sec
TD! 1

SFO1 600.1337060 MHz
NU 1H

PO 3.03 usec

P1 9.10 usec
PLW1 27.00000000 W

F2 - Processing parameters
s 63536

SF 600.1300048 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A J ‘
I T T T T T T T T T T T T T T T T 1
9.5 9.0 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 35 3.0 2.5 2.0 1.0 0.5 ppm
— S SlSl=l eil=led —_ — =l ===
Current Data Parameters
25532885 L2 IR ERSNTERS ] © 2 = NAME  CHO01-102 DMSO
XN TR A XL S E N LSS SRR LIS RRL T 3 ] 2 EXPNO 11
SEEIIIIIICBCCRISHE RN R EEERR g o} 2 PROCNO 1
AN\ NP ] |
Date_ 024052
Time 8. ]8 h
INSTRUM
PROBHD Z1 14607 0]76 C
PULPROG zgpe30
TD 5536
SOLVENT DMSO
NS
DS
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.0087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TD 8
SFO1 150.9178981 MHz
N 13C
PO 3.83 usec
P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLW12 045629999 W
PLW13 0.22951999 W
F2 - Processing parameters
SI 32768
SF 150.9028794 MHz
WD EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
L] “ | “ J \ | ‘ 1 J\
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of 15 (600 MHz, DMSO-ds):

8.780
8.741
8.130
8.117
8.086
8.072
7.709
7.695
7.679
7.676
7.672

Current Data Parameters
NA]

CHO1-22
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 0240501
Time 17.13 h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG zg30
TD 655,
SOLVENT DMSO
NS 16
DS 2
SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec
RG X
DW 41.600 usec
DE 11.42 usec
TE 298.0K
D1 5.00000000 sec
TDO 1
SFO1 600.1337060 MHz
NU 1H
PO 3.03 usec
P1 9.10 usec
PLW1 27.00000000 W

F2 - Processing parameters
s 65536

SF 600.1300049 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00
J L
I T T T T T T T T T T T T T T T T T T 1
9.5 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 2.5 2.0 1.0 0.5 ppm
I=1E-N c|a|  [S|a]=|a = =3 IS] <l [af|ele
—ls —lal lail=ledls o IS — =l lasll=l=
Current Data Parameters
COTEMANAN LS N ON O SN NS ANG Y T IS NAI HO1-22
R R R e R R R R R R R R ] w @ = ®
R T RRB LSSV SST R LRLG AR A o) wmn i n = x EXPNO 11
SEEIII2I3I02220033dd002585323 2 < . PROCNO 1
SR\ N
Date_ 2405
Time 20.13h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG 2gpg30
TD 5536
SOLVENT DMSO
NS 600
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
Q 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 3
SFO1 150.9178981 MHz
NucC1 13C
PO 3.83 usec
P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
Nuc2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLW12 0.45629999 W
PLW13 0.22951999 W
F2 - Processing parameters
SI 32768
SF 150.9028803 MHz
WDW EM
SSB )
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 30 20 ppm



'H and 3C NMR of 16 (600 MHz, DMSO-ds):

—5.811

5308
4770
4764
4759
4754
4748
4739
4733
4153
/ 4.138
L4123
3.897
3.887
3.883
3872
3711
3.691
3.586

>

Current Data Parameters

NAME CHO1-152
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 20240722
Time 17.00 h
INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG ~  zg30

TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 2.7262976 sec

RG 31.72

DWW 41.600 usec
DE 11.42 usec

TE 208.0K

D1 5.00000000 sec
TDO 1

SFO1 600.1337060 MHz
NuC1 1H

PO 3.03 usec

Pl

9.10 usec

PLWI  27.00000000 W

F2 - Processing parameters
635

S1
SF 600.1300052 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00
(- ) S

5.0 4.5 4.0 3.5 3.0 2.5 2.0

1.0 0.5 ppm

20 20 = kS = (=} o (=} ~|S|o
— =l 1==led — — — all leilsle~

Current Data Parameters

HOANVNAD DAL S TS ® =0T Al CHO1-152

AR COREENENRESeRINRERNAERSETY o I @ -

ST dsSnNSSddTRAARAL T S i £ b e ] EXPNO 11

s g i g iR s R R R e e R R B 2 el & 3% PROCNO 1

\\N\\ \\\l // / W/ | | | | F2 - Acquisition Parameters
Date_ 024072
Time 23.58h
INSTRUM spect
PROBHD  Z114607_0176
PULPROG zgpg30
TD 65.
SOLVENT DMSO
NS 8400
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 7
SFO1 150.9178981 MHz
NUC1 13C
PO 3.83 usec
P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLWI12 0.45629999 W
PLW13 0.22951999 W
F2 - Processing parameters

1 32768
SF 150.9028544 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 140
— I . J
W ¥ iy d

T T T T T T
210 200 190 180 170 160

150 140

T
130

120 110 100 90 80 70 60 50 40

T T T T T T T T

30 20 ppm



'H and '3C NMR of 17 (500 MHz, DMSO-ds):

P I Y I A - A == DXL S NL I NSNS TSN
2EITANNIEB T LD ANSSEEL AR SHINBLOEHmITNERISSABRER S
ARSmH-aSEqdgannneveining g% ZAANERSRNRAR RS AR 3 TR RENNG
R e N N N N A N SN N NN M TSI FTFI ST T I T TR A

Current Data Parameters
Al CHO1-122
1

EXPNO 0
PROCNO 1

F2 - Acquisition Parameters
Date_ 20240605
Time 040h
INSTRUM spect
PROBHD Z119470_0191 (
PULPROG zg30

TD 655
SOLVENT DMSO
NS 16

DS 2

SWH 10000.000 Hz

FIDRES 0.305176 Hz
MeO AQ 3.2767999 sec

RG X

DW 50.000 usec

DE 6.50 usec

TE 208.0K

D1 5.00000000 sec

TDO 1

SFO1  500.1030883 MHz

NUC1 1H

PO 3.80 usec

P1 11.40 usec
PLW1 30.00000000 W

F2 - Processing parameters
s 65536

SF 500.1000040 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
pC 1.00

N L

I T T T T T T T T T T T T T T T T T T T 1

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 2.5 2.0 1.5 1.0 0.5 ppm
< 22|12l 2|2 < < < cfe(x|el=
o —l=lail leil fen S S = —l=leil=l—=
Current Data Parameters
S NRY RSN DS RREEESOE YIRSy NAME © CHOL-122
R R R R R EXPNO 1
EERRTIITIFTIAAAAJJ3[GIZZa=ES
e e e R R B - R B R B I R R R R R R R R i e PROCNO 1

— 7345
— 61.59
—45.99

_—52.56
T~s52.22

NSO Nz

F2 - Acquisition Parameters
Date_ 0240605
Time 757h
INSTRUM spect
PROBHD  Z119470_0191 ¢
PULPROG 2gpg30
D 65536

SOLVENT DMSO
NS 8400

DS 4

SWH 31250.000 Hz
FIDRES 0.953674 Hz
AQ 1.0485760 sec
RG 188.97

Dw 16.000 usec
DE 9.29 usec
TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec
TDO

SFO1 125.7621889 MHz
NUC1 13C

PO 3.29 usec

Pl 9.88 usec

PLW1 81.55000305 W
SFO2 500.1025005 MHz

NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec

PLW2  26.00000000 W
PLWI12 0.40625000 W
PLWI3  0.20434000 W
F2 - Processing parameters
sI 65336

SF 125.7503046 MHz
WDW EM

SSB

LB 1.00 Hz
GB 0

PC 1.40

R

T T T T T T T T T T T T T T T T T T T T T !
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



R R R N I R P TN R R L E R E N R P T R A RN A L L R R R S

EE R S S N R R R IR N R I R R R N E R E IS S N R R R R R RN

el e e e e e B e B B B e R R R R R R e R R e R B B R B e B o e e B o R R B R R B B B B B B B T B L I B B s ]

B R R R R R R R S N S e N N N e A A Y R e e e R s R A e R R R R R ]
Current Data Parameters
NAME CHO1-150
EXPNO 20
PROCNO 1
F2 - Acquisition Parameters
Date_ 20240724
Time 22.54h
INSTRUM Avance 4
PROBHD  Z172720_0001 (
PULPROG zg30

TD 655,
SOLVENT DMSO
NS 16

DS 2

SWH 8196.721 Hz
FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 101

DW 61.000 usec
DE 13.86 usec
TE

D1 3.00000000 sec
TDO

SFO1 400.1524709 MHz
NucCt 1H

PO 272 usec

P1 8.16 usec

PLWI  24.88999939 W

F2 - Processing parameters

SI 131072

SF_ 400.1500028 MHz
EM

WDW

SSB 0
LB 0.30 Hz
GB 0

PC 1.00

™

T T T T T T T T T T T T T T T T T T T l
9.5 9.0 . 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4. 0 35 3.0 2.5 2.0 1.5 1.0 0.5 ppm
g =

g # e o Y

Current Data Parameters

EN AT XSRS LR NS ANL R NIG®IN =0 CHO01-150
SR EE R EEE RIS SR L ]

e R R R R = e e e g e R R EXPNO 21
EERT2EEESSEYEFEaagngsggnes

ERMBIIIIIICCRAIINANSOISSHES PROCNO

— 7345
— 6L.60
——48.92
—45.99
—37.44

NS

e

Y

S

St

F2 - Acquisition Parameters
ate_ 20240725

Time 151h

INSTRUM Avance 4

PROBHD  Z172720_0001 (

PULPROG 2gpg30
D 65536
SOLVENT DMSO
NS 30

DS

SWH 23800.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 57

DW 21.000 usec
DE 8.96 usec

TE 208.0 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 3

SFOl 1006278593 MHz
NUCI 13C

PO 3.00 usec

Pl 9.00 usec

PLW1 92.00000000 W
SFO2 400.1516006 MHz

NUC2 H
CPDPRG2 A000
PCPD2 90.00 usec

PLW2  24.88999939 W
PLWI2 020461001 W
PLWI3  0.10202000 W
F2 - Processing parameters
sl 131072

SF 100.6178445 MHz
W EM

WD

SSB 0

LB 1.00 Hz
GB 0

PC 140

?}J i

T T T T T T T T T T T T T T T T T T T T T !
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm




'H and '3C NMR of 19 (400 MHz, DMSO-ds):

8.590

EEEREE
gEERE
e

4.776
4.762
4.753
4.739
4.175
4.153
4.130
3.920
3.904
3.898
3.882
3723
3715
3.692
3.684
3.606
3.596
3.575
3.565

7.519
7.514
7.497
7.492
7.182

Current Data Parameters
NAME CHO1-54 RP
EXPNO 0

—8.797

PROCNO 1
F2 - Acquisition Parameters
Date. 024050¢
Time 15.16 h

INSTRUM Avance 4
PROBHD  Z172720_0001 (
PULPROG zg30

HO

TD
SOLVENT DMSO
NS 64

DS 2

SWH 8196.721 Hz
FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 101

DW 61.000 usec
DE 13.86 usec
TE 297.6 K

D1 3.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NucCt 1H

PO 272 usec

P1 8.16 usec
PLW1 24.88999939 W

F2 - Processing parameters
sl 131072

SF 400.1500033 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0

I T T T T T T T T T T T T T T T T T T T 1
9.5 9.0 8.5 7.5 6.5 6.0 5.5 5.0 4.5 4. 35 3.0 2.5 2.0 1.5 1.0 0.5 ppm
g

E o B

Current Data Parameters
NAME CHO1-54 RP

® e v om oo oMLY T ® )
] g3 @ 88 Z388LwMe 5 & 58 n 2 w2
® SH 3 g8 SS¥SSad & o« v G 3 = wo= EXPNO 11
] EE & I3 FSFEEada 3 3 £z o = = 8
- B I B B B R i e I I B B - = ~ ° [ PROCNO 1
T NVINATTT Y T
Date_ 20240509
Time 3.01h
INSTRUM spect
PROBHD  Z114607_0176
PULPROG zgpg30
TD 65531
SOLVENT DMSO
NS 12000
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 10
SFO1 150.9178981 MHz
NUC 13C
PO 3.83 usec
P1 11.50 usec
PLW1 90.00000000 W
SFO2 600.1324005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLWI12 0.45629999 W
PLW13 0.22951999 W
F2 - Processing parameters
32768
SF 150.9028794 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 140
. ‘ bl L e s —
y y " W ¥ " " ¥ Lt

T T T T T T T T T T T T T T T T T T T T T l
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and '3C NMR of 20 (600 MHz, DMSO-ds):

o ® e LT T
28 hE EEF2R8RASEES
= R e R R N R
b 17 I rTrTess Current Data Parameters
| | v \\V / % NAME CH02-20
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 2024073
Time 16.59 h
INSTRUM spect
PROBHD  Z114607_0176 (
H 2 N PULPROG 2830

TD 655,
SOLVENT DMSO
NS 16

DS 2

SWH 12019.230 Hz

FIDRES 0.366798 Hz

AQ 2.7262976 sec

RG 4541

DW 41.600 usec

DE 11.42 usec

TE 298.0 K

D1 5.00000000 sec
DI

TDO 1
SFO1 600.1337060 MHz
NucC1 1H

A 7 7/ P 203 e

P1 .10 usec
PLW1 27.00000000 W

F2 - Processing parameters
s 65536

SF 600.1300053 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00

L . A ~

9.5 9.0 8.5 8.0 7.5 7.0 6.5 60 55 5.0 4.5 40 35 3.0 2.5 2.0 1.5 1.0 0.5 ppm

(=] ol ol (=1 I b [52] e [\ N 0|l <t| o
3| e ol [S|ele|a &S =1 B S =S
— — ol — e —|— [=] o] — — Al | Rl Kot}
Current Data Parameters
% 2R E338 §8 M8/=R8AT7 @3 ® s s = Na CHO2:20
= S® FARY S SRWM—HSR T wi n 5 5= EXPNO 11
E SR R3F3IT FTm /A4R3IT 3 £ “ = = 8
— e e o e e e e - = ~ ° nooT PROCNO 1
AN TN WYY | || 2 Acquisiion Parameters
Date_ 0240801
Time 0.56 h

INSTRUM spect
PROBHD  Z114607_0176 (
PULPROG 2gpg30

TD 655
SOLVENT DMSO
NS 9600

DS 4

SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81

DW 13.867 usec
DE 6.50 usec
TE 208.0K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 8

SFO1 150.9178981 MHz
NucC1 13C

PO 3.83 usec

P1 11.50 usec

PLW1 90.00000000 W
SFO2 600.1324005 MHz
NuC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 27.00000000 W
PLW12 0.45629999 W
PLW13 0.22951999 W

F2 - Processing parameters
SI 32768
SE 150.9028615 MHz

WDW 2
SSB 0

LB 1.00 Hz
GB 0

PC 1.40

T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 13C NMR of 21 (400 MHz, DMSO-ds):

R SN ENmE SNSRI T AR A EREE DY ws
SIS AREREERRARSANGASeeRREEeRln R &
IRV ERIN IR R e o e R i 33 c
urrent Data Parameters
\M \\ W v NAME CHO2 18
EXPNO 20
PROCNO 1
F2 - Acquisition Parameters
Date_ 024072
Time 158 h
INSTRUM __ Avance 4
H-N PROBHD 7172720 0001 (
2 PULPROG 2630
™ 553
SOLVENT DMSO
NS 16
DS 2
SWH 8196.721 Hz
FIDRES  0.250144 Hz
o AQ 3.9976959 sec
RG 101
DW 61.000 usec
DE 13.86 usec
N TE 203.0 K
9 DI 3.00000000 sec
TDO 1
SFO1  400.1524709 MHz
NU H
PO 272 usec
Pl 8.16 usec
OH PLWI1 2488999939 W
F2 - Processing parameters
sI 131072
SF 4001500034 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
pC 1.00

9.0 8.5 8.0 7.5 7.0 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm
Sl ST el i - [ - S| =Y <
—S ol —lell =S — (=] — — = — o
3 258 &% 3L 28RS 249528 3§ ® Qe o E
= = w o e =SS oSS tNAR T i X 1 S @
5 Z2ne 33 II2 828 9040405 S g TR 2 >4
| \ I ‘ \ } v } \I/ \ V \/ v | | | | Current Data Parameters
AME CHO02-18
EXPNO 21
PROCNO 1
F2 - Acquisition Parameters
Date_ 20240725
Time 4.56 h
INSTRUM Avance 4
PROBHD Z172720_0001 (
PULPROG zgpg30
™D 65536
SOLVENT DMSO
NS 172
DS
SWH 23809.524 Hz
FIDRES 0.726609 Hz
AQ 1.3762560 sec
RG 57
DW 21.000 usec
DE 8.96 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 3
SFO1 100.6278593 MHz
NUC 13C
PO 3.00 usec
P1 9.00 usec
PLWI1 92.00000000 W
SFO2 400.1516006 MHz
NUC2 1H
CPDPRG2 A000
PCPD2 90.00 usec
PLW2 24.88999939 W
PLWI12 0.20461001 W
PLW13 0.10292000 W
F2 - Processing parameters
SI 131072
SF 100.6178419 MHz
WD EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
H‘MHLH‘Y | J
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



'H and 3C NMR of 22 (600 MHz, DMSO-ds):

SNSRIV LM TN NN NN E N PRI R R N R @
ER SRR EEE EE R R N N EEE] e NN R R R R L R R RN RN SN S0
BT 3323552 RRE8B LR T SEeESEEEEREEE S HNaSREREE AR R g2
B R R R R R R S NN S NN M FfFFFFFFF Tl =

0747
T~—u0.736

S [ (PP

Current Data Parameters

NAME CHO02-124
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 024121

Time 7 53 h
INSTRUM

PROBHD Z114607 0176 (
PULPROG 230

65536
SOLVENT DMSO
NS 16

DS 2

SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 27262976 sec
RG 94.81

DW 41.600 usec
DE 11.42 usec
TE 2973 K

D1 5.00000000 sec
TDO

SFO1 600.1337060 MHz
NuC1 1H

OH PO 3.03 usec

Pl 9.10 usec
PLWI  27.00000000 W
F2 - Processing parameters
si 65536

SF 600.1300041 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00

RNy

f T T T T T T T T T T T T T T T T T T T 1
9.5 90 85 80 75 7.0 65 60 55 50 45 40 35 30 25 20 1.5 1.0 0.5 ppm

Y ERE e AE

— e P .

5 peusaLeNmMNvmmamTIe o
=3 Syaaanadoaggusqasa 39 e ¥ 3 ES 2 [N
g gEFgugessesSsayagay g a2 o & 2 2
- o o = - ~ &8 @ - - -
| W\ VIN/ N\ Y [ ] ] | | A/ Curene Dot Paramerrs
NAME CHO02-124
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date_ 20241218
Time 8. 09 h
INSTRUM
PROBHD Z1 I4607 0116(
PULPROG 2gpg30
TD 3
SOLVENT DMSO
NS 300
DS 4
SWH 36057.691 Hz
FIDRES 1.100393 Hz
AQ 0.9087659 sec
RG 192.81
DW 13.867 usec
DE 6.50 usec
TE 298.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 150.9178981 MHz
NuC1 13C
PO 3.83 usec
P1 11.50 usec
PLWI1 90.00000000 W
SF02 600 1324005 MHz
uc2
CPDPRG[Z walulﬁ
PCPD2 70.00 usec
PLW2 27.00000000 W
PLWI2 0.45629999 W
PLWI13 0.22951999 W
F2 - Processing parameters
S1 32768
SF 150.9028796 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
1 } PC 1.40
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'H and 3C NMR of 23 (600 MHz, DMSO-ds):
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'H and 3C NMR of 24 (600 MHz, DMSO-ds):
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'H and 3C NMR of 25 (600 MHz, DMSO-ds):
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