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methyl 4-((1-ethoxy-2-(4-fluorophenyl)-2-oxoethyl)amino)benzoate (6a)

To a solution of SeO: (3.21 g, 0.03 mol), 1,4-dioxane (20 mL) and H2O (1 mL) (v:v=20:1),
1-(4-fluorophenyl)ethanone (2.00 g, 0.014 mol) was added, and the mixture was refluxed
under nitrogen for 9 h. The solid residue was removed by filtration. The solvent was removed
under reduced pressure. Water (20 mL) was added and the resulting mixture was heated to
reflux for 5 h. Upon cooling to room temperature, the solution was extracted with ethyl acetate
and dried over Na25SOs. The organic layer was evaporated to dryness. The crude residue was
isolated using silica gel chromatography and was eluted with PE/CHsCOCHs (v:v=10:1) to give
2-(4-fluorophenyl)-2-oxoacetaldehyde in a yield of 78%. Then, methyl 4-aminobenzoate (0.50 g,
3.31 mmol) was added to a solution of 2-(4-fluorophenyl)-2-oxoacetaldehyde (0.50 g, 3.31
mmol) in EtOH (20 mL), and the solution was stirred at room temperature overnight. After
removing partial solvent, the precipitated solid was filtered to give 6a as white solid in a yield
of 30%.

methyl 4-((1-ethoxy-2-(4-hydroxyphenyl)-2-oxoethyl Jamino)benzoate (6b)

To a solution of SeO: (3.26 g, 0.03 mol), 1,4-dioxane (20 mL) and H2O (1 mL) (v:v=20:1),
1-(4-hydroxyphenyl)ethanone (2.00 g, 0.015 mol) was added, and the mixture was refluxed
under nitrogen for 9 h. The solid residue was removed by filtration. The solvent was removed
under reduced pressure. Water (20 mL) was added and the resulting mixture was heated to
reflux for 5 h. Upon cooling to room temperature, the solution was extracted with ethyl
acetate and dried over Na:SOs. The organic layer was evaporated to dryness. The crude
residue was isolated using silica gel chromatography and was eluted with DCM/CHsOH
(v:v=60:1) to give 2-(4-hydroxyphenyl)-2-oxoacetaldehyde in a yield of 76%. Then, methyl
4-aminobenzoate (050 g 331 mmol) was added to a solution of
2-(4-hydroxyphenyl)-2-oxoacetaldehyde (0.50 g, 3.31 mmol) in EtOH (20 mL), and the
solution was stirred at room temperature overnight. The precipitated solid was obtained by
filtration and purified by recrystallization from EtOH to give 6b as white solid in a yield of
11%.

4-((1-ethoxy-2-oxo-2-(4-(piperidin-1-yl)phenyl)ethyl )amino)-2-methylbenzoic acid (6¢c)

To a solution of SeO: (2.18 g, 0.02 mol), 1,4-dioxane (20 mL) and H2O (1 mL) (v:v=20:1),
1-(4-(piperidin-1-yl)phenyl)ethanone (2.00 g, 0.01 mol) was added, and the mixture was
refluxed under nitrogen for 9 h. The solid residue was removed by filtration. The solvent was
removed under reduced pressure. Water (20 mL) was added and the resulting mixture was
heated to reflux for 5 h. Upon cooling to room temperature, the solution was extracted with
ethyl acetate and dried over Na2SOu. The organic layer was evaporated to dryness. The crude
residue was isolated using silica gel chromatography and was eluted with PE/CHsCOCHs3
(viv=8:1) to give 2-oxo-2-(4-(piperidin-1-yl)phenyl)acetaldehyde in a yield of 75%. Then,
4-amino-2-methylbenzoic acid (0.50 g 3.31 mmol) was added to a solution of
2-ox0-2-(4-(piperidin-1-yl)phenyl) acetaldehyde (0.72 g, 3.31 mmol) in EtOH (20 mL), and the
solution was stirred at room temperature overnight. The precipitated solid was obtained by
filtration and purified by recrystallization from EtOH to give 6c as brown solid in a yield of
15%.



2-ethoxy-2-((4-nitrophenyl)amino-1-(4-(piperidin-1-yl)phenyl))ethanone (6d)

4-nitroaniline  (0.50 g, 3.62 mmol) was added to a solution of
2-ox0-2-(4-(piperidin-1-yl)phenyl)acetaldehyde (0.79 g, 3.62 mmol) in EtOH (20 mL), and the
solution was stirred at room temperature overnight. The precipitated solid was obtained by
filtration and purified using silica gel chromatography, eluting with PE/CHsCOCHs (v:v=10:1)
to give 6d as yellow solid in a yield of 24%.

methyl 4-((2-(4-cyclohexylphenyl)-1-ethoxy-2-oxoethyl)amino)benzoate (6e)

To a solution of SeO: (2.20 g, 0.02 mol), 1,4-dioxane (20 mL) and H2O (1 mL) (v:v=20:1),
1-(4-cyclohexylphenyl)ethanone (2.00 g, 0.01 mol) was added, and the mixture was refluxed
under nitrogen for 9 h. The solid residue was removed by filtration. The solvent was removed
under reduced pressure. Water (20 mL) was added and the resulting mixture was heated to
reflux for 5 h. Upon cooling to room temperature, the precipitated solid was obtained by
filtration, the crude residue was isolated using silica gel chromatography and was eluted with
PE/CHsCOCHs (v:v=15:1) to give 2-(4-cyclohexylphenyl)-2-oxoacetaldehyde in a yield of 79%.
Then, methyl 4-amino benzoate (0.50 g 3.31 mmol) was added to a solution of
2-(4-cyclohexylphenyl)-2-oxoacetaldehyde (0.70 g, 3.31 mmol) in EtOH (20 mL), and the
solution was stirred at room temperature overnight. The solvent was evaporated under
reduced pressure, the crude residue was purified using silica gel chromatography and was
eluted with PE/CHsCOCH: (v:v=40:1) to give 6e as white solid in a yield of 25%.

1-(4-cyclohexylphenyl)-2-ethoxy-2-((4-nitrophenyl )amino)ethanone (6f)

4-nitroaniline  (0.50 g 3.62 mmol) was added to a solution of
2-(4-cyclohexylphenyl)-2-oxoacetaldehyde (0.78 g, 3.62 mmol) in EtOH (20 mL), and the
solution was stirred at room temperature overnight. The solvent was evaporated under
reduced pressure, the crude residue was purified using silica gel chromatography and was
eluted with PE/EtOAc (v:v=30:1) to give 6f as yellow solid in a yield of 28%.

4-((2-(4-cyclohexylphenyl)-1-ethoxy-2-oxoethyl)amino)benzoic acid (6g)

4-aminobenzoic acid (0.50 g, 3.65 mmol) was added to a solution of
2-(4-cyclohexylphenyl)-2-oxoacetaldehyde (0.79 g, 3.65 mmol) in EtOH (20 mL), and the
solution was stirred at room temperature overnight. The precipitated solid was obtained by
filtration and purified by recrystallization from EtOH to give 6g as white solid in a yield of
10.8%.

4-((2-(4-cyclohexylphenyl)-1-methoxy-2-oxoethyl)amino)benzoic acid (6h)

4-aminobenzoic acid (0.50 g, 3.65 mmol) was added to a solution of
2-(4-cyclohexylphenyl)-2-oxoacetaldehyde (0.79 g, 3.65 mmol) in CHsOH (20 mL), and the
solution was stirred at room temperature overnight. The precipitated solid was obtained by
filtration and purified by recrystallization from CHsOH to give 6h as grey solid in a yield of
12.6%.

4-((2-(4-cyclohexylphenyl)-1-isopropoxy-2-oxoethyl)amino)benzoic acid (6i)
4-aminobenzoic acid (0.50 g 3.65 mmol) was added to a solution of



2-(4-cyclohexylphenyl)-2-oxoacetaldehyde (0.79 g, 3.65 mmol) in (CH3)>CHOH (20 mL), and
the solution was stirred at room temperature overnight. The precipitated solid was obtained
by filtration and purified by recrystallization from (CHs3)CHOH to give 6i as white solid in a
yield of 11.8%.

4-((1-ethoxy-2-oxo0-2-(4-propylphenyl)ethyl Jamino)benzoic acid (65)

To a solution of SeO: (2.70 g, 0.02 mol), 1,4-dioxane (20 mL) and H2O (1 mL) (v:v=20:1),
1-(4-propylphenyl)ethanone (2.00 g, 0.01 mol) was added, and the mixture was refluxed
under nitrogen for 9 h. The solid residue was removed by filtration. The solvent was removed
under reduced pressure. Water (20 mL) was added and the resulting mixture was heated to
reflux for 5 h. Upon cooling to room temperature, the solution was extracted with ethyl
acetate and dried over Na:SOs The organic layer was evaporated to dryness. The crude
residue was isolated using silica gel chromatography and was eluted with PE/EtOAc (v:v=5:1)
to give 2-oxo-2-(4-propylphenyl)acetaldehyde in a yield of 80%. Then 4-aminobenzoic acid
(0.50 g, 3.65 mmol) was added to a solution of 2-oxo-2-(4-propylphenyl)acetaldehyde (0.64 g,
3.65 mmol) in EtOH (20 mL), and the solution was stirred at room temperature overnight.
The precipitated solid was obtained by filtration and purified by recrystallization from EtOH
to give 6j as white solid in a yield of 13.6%.

methyl 4-((1-ethoxy-2-oxo0-2-(4-propylphenylJethylJamino)benzoate (6k)

methyl 4-aminobenzoate (0.50 g 3.31 mmol) was added to a solution of
2-ox0-2-(4-propylphenyl)acetaldehyde (0.58 g, 3.31 mmol) in EtOH (20 mL), and the solution
was stirred at room temperature overnight. The solvent was evaporated under reduced
pressure, the crude residue was purified using silica gel chromatography and was eluted
with PE/CHsCOCH: (v:v=8:1) to give 6k as white solid in a yield of 22%.

2-ethoxy-2-((4-nitrophenyl)amino)-1-(4-propylphenyl)ethanone (61)

4-nitroaniline  (0.50 g 3.62 mmol) was added to a solution of
2-ox0-2-(4-propylphenyl)acetaldehyde (0.64 g, 3.62 mmol) in EtOH (20 mL), and the solution
was stirred at room temperature overnight. The solvent was evaporated under reduced
pressure, the crude residue was purified using silica gel chromatography and was eluted with
PE/EtOAc (v:v=50:1) to give 6l as yellow solid in a yield of 27.3%.

2-ethoxy-1-(4-hexylphenyl)-2-((4-nitrophenyl)amino)ethanone (6m)

To a solution of SeO: (2.17 g, 0.02 mol), 1,4-dioxane (20 mL) and H20 (1 mL) (v:v = 20:1),
1-(4-hexylphenyl)ethanone (2.00 g, 0.01 mol) was added, and the mixture was refluxed under
nitrogen for 9 h. The solid residue was removed by filtration. The solvent was removed under
reduced pressure. Water (20 mL) was added and the resulting mixture was heated to reflux
for 5 h. Upon cooling to room temperature, the precipitated solid was obtained by filtration,
the crude residue was isolated using silica gel chromatography and was eluted with
PE/CH3sCOCH:s (v:v=5:1) to give 2-(4-hexylphenyl)-2-oxoacetaldehyde in a yield of 77%. Then
4-nitroaniline (050 g  3.62 mmol) was added to a solution of
2-(4-hexylphenyl)-2-oxoacetaldehyde (0.80 g, 3.62 mmol) in EtOH (20 mL), and the solution

was stirred at room temperature overnight. The solvent was evaporated under reduced



pressure, the crude residue was purified using silica gel chromatography and was eluted with
PE/EtOAc (v:v = 15:1) to give 6m as yellow solid in a yield of 25.1%.

4-((1-ethoxy-2-(4-hexylphenyl)-2-oxoethyl)amino)benzoic acid (6n)

4-aminobenzoic acid (0.50 g 3.65 mmol) was added to a solution of
2-(4-hexylphenyl)-2-oxoacetaldehyde (0.80 g, 3.65 mmol) in EtOH (20 mL), and the solution
was stirred at room temperature overnight. The solvent was evaporated partially under
reduced pressure, and then, the precipitated solid was obtained by filtration and purified by
recrystallization from EtOH to give 6n as white solid in a yield of 10.8%.

4-((1-ethoxy-2-(4-hexylphenyl)-2-oxoethyl)amino)-2-methylbenzoic acid (60)

4-amino-2-methylbenzoic acid (0.50 g 3.31 mmol) was added to a solution of
2-(4-hexylphenyl)-2-oxoacetaldehyde (0.72 g, 3.31 mmol) in EtOH (20 mL), and the solution
was stirred at room temperature overnight. The precipitated solid was obtained by filtration

and purified by recrystallization from EtOH to give 60 as white solid in a yield of 12.6%.

4-((1-ethoxy-2-(4-hexylphenyl)-2-oxoethylJamino)-3-methylbenzoic acid (6p)
4-amino-3-methylbenzoic acid (0.50 g 3.31 mmol) was added to a solution of
2-(4-hexylphenyl)-2-oxoacetaldehyde (0.72 g, 3.31 mmol) in EtOH (20 mL), and the solution
was stirred at room temperature overnight. After removing partial solvent, the precipitated
solid was obtained by filtration and purified by recrystallization from EtOH to give 6p as
white solid in a yield of 10%.

4-((1-ethoxy-2-(4-octylphenyl)-2-oxoethyl )amino)benzoic acid (6q)

To a solution of SeO:2 (1.91 g, 0.017 mol), 1,4-dioxane (20 mL) and H20 (1 mL) (v:v = 20:1),
1-(4-octylphenyl)ethanone (2.00 g, 0.008 mol) was added and the mixture was refluxed under
nitrogen for 9 h. The solid residue was removed by filtration. The solvent was removed under
reduced pressure. Water (20 mL) was added, and the resulting mixture was heated to reflux
for 5 h. Upon cooling to room temperature, the precipitated solid was obtained by filtration,
the crude residue was isolated using silica gel chromatography and was eluted with
PE/CHsCOCHs (v:v=5:1) to give 2-(4-octylphenyl)-2-oxoacetaldehyde in a Yield of 78%. Then
4-aminobenzoic acid (0.50 g, 3.65 mmol) was added to a solution of
2-(4-octylphenyl)-2-oxoacetaldehyde (0.90 g, 3.65 mmol) in EtOH (20 mL), and the solution
was stirred at room temperature overnight. The solvent was evaporated partially under
reduced pressure, and then, the precipitated solid was obtained by filtration and purified by
recrystallization from EtOH to give 6q as white solid in a yield of 23%.

4-((1-ethoxy-2-(4-octylphenyl)-2-oxoethyl Jamino)-2-methylbenzoic acid (6r)

4-amino-2-methylbenzoic acid (0.50 g, 3.31 mmol) was added to a solution of
2-(4-hexylphenyl)-2-oxoacetaldehyde (0.80 g, 3.31 mmol) in EtOH (20 mL), and the solution
was stirred at room temperature overnight. The precipitated solid was obtained by filtration

and purified by recrystallization from EtOH to give 6r as white solid in a yield of 26%.

4-((2-(4-cyclohexylphenyl)-2-oxoethyl )amino)benzoic acid (8a)



To a solution of CuBr2 (5.52 g, 0.025 mol) in EtOAc (20 mL), 1-(4-cyclohexylphenyl)ethanone
(2.00 g, 0.01 mol) was added, and the mixture was refluxed for 8 h. The solid residue was
removed by filtration. The solvent was washed with 5% HsPOs, water and brine, while the
organic layer was dried over Na:SOs. The crude residue was isolated using silica gel
chromatography and was eluted with PE/ EtOAc (viv=200:1) to give
2-bromo-1-(4-cyclohexylphenyl)ethanone in a yield of 43%. Then, 4-aminobenzoic acid (0.50 g,
3.65 mmol) was added to a solution of 2-bromo-1-(4-cyclohexylphenyl) ethanone (1.05 g, 3.65
mmol) in EtOH (20 mL), and the solution was stirred at room temperature overnight. The
precipitated solid was obtained by filtration to give 8a as yellow solid in a yield of 22%.

4-((2-ox0-2-(4-propylphenyl)ethyl)amino)benzoic acid (8b)

To a solution of CuBr2 (6.88 g, 0.031 mol) in EtOAc(20 mL), 1-(4-propylphenyl) ethanone (2.00
g, 0.012 mol) was added, and the mixture was refluxed for 8 h. The solid residue was
removed by filtration. The solvent was washed with 5% HsPOs, water and brine, while the
organic layer was dried over Na:S5Os. The crude residue was isolated using silica gel
chromatography and was eluted with PE/ CHsCOCHs (v:v=200:1) to give
2-bromo-1-(4-propylphenyl)ethanone in a yield of 44%. Then 4-aminobenzoic acid (0.50 g,
3.65 mmol) was added to a solution of 2-bromo-1-(4-propylphenyl)ethanone (0.88 g, 3.65
mmol) in EtOH (20 mL), and the solution was stirred at room temperature overnight. The

precipitated solid was obtained by filtration to give 8b as yellow solid in a yield of 20%.

4-((2-(4-hexylphenyl)-2-oxoethylJamino)benzoic acid (8c)

To a solution of CuBr:2 (5.47 g, 0.025 mol) in EtOAc (20 mL), 1-(4-hexylphenyl)ethanone (2.00 g,
0.01 mol) was added, and the mixture was refluxed for 8 h. The solid residue was removed by
filtration. The solvent was washed with 5% HsPOs, water and brine, while the organic layer
was dried over Na2SOs. The crude residue was isolated using silica gel chromatography and
was eluted with PE/EtOAc (v:v=200:1) to give 2-bromo-1-(4-hexylphenyl)ethanone in a yield
of 44%. Then 4-aminobenzoic acid (0.50 g, 3.65 mmol) was added to a solution of
2-bromo-1-(4-hexylphenyl)ethanone (1.03 g, 3.65 mmol) in EtOH (20 mL), and the solution
was stirred at room temperature overnight. The precipitated solid was obtained by filtration

to give 8c as yellow solid in a yield of 19%.

4-((2-(4-octylphenyl)-2-oxoethyl)amino)benzoic acid (8d)

To a solution of CuBr2 (4.80 g, 0.022 mol) in EtOAc(20 mL), 1-(4-octylphenyl)ethanone (2.00 g,
0.009 mol) was added, and the mixture was refluxed for 8 h. The solid residue was removed
by filtration. The solvent was washed with 5% HsPOs, water and brine, while the organic
layer was dried over Na:2SOa. The crude residue was isolated using silica gel chromatography
and was eluted with PE/ EtOAc (v:v=250:1) to give 2-bromo-1-(4-octylphenyl)ethanone in a
yield of 43%. Then 4-aminobenzoic acid (0.50 g, 3.65 mmol) was added to a solution of
2-bromo-1-(4-octylphenyl)ethanone (1.10 g, 3.65 mmol) in EtOH (20 mL), and the solution
was stirred at room temperature overnight. The precipitated solid was obtained by filtration

to give 8d as yellow solid in a yield of 20.3%.

4-(2-(4-cyclohexylphenyl)-2-oxoeacetamido)benzoic acid (9a)



A mixture of 4-aminobenzoic acid (0.50 g 3.65 mmol),
2-(4-cyclohexylphenyl)-2-oxoacetaldehyde (0.79 g, 3.65 mmol), SeO: (0.41 g, 3.65 mol), and
pyridine (0.60 g, 7.3 mol) in acetonitrile (20 mL) was refluxed for 4 h. The solid residue was
removed by filtration. The solvent was evaporated under reduced pressure, the crude residue
was purified using silica gel chromatography and was eluted with PE/ CHsCOCHs /
CH3COOH (v:v:v=6:1:0.04) to give 9a as brown solid in a yield of 18.6%.

4-(2-ox0-2-(4-propylphenyl)acetamido)benzoic acid (9b)

A mixture of 4-aminobenzoic acid (0.50 g, 3.65 mmol), 2-oxo-2-(4-propylphenyl)acetaldehyde
(0.64 g, 3.65 mmol), SeO2 (0.41 g, 3.65 mol), and pyridine (0.60 g, 7.3 mol) in acetonitrile (20
mL) was refluxed for 4 h. The solid residue was removed by filtration. The solvent was
evaporated under reduced pressure, the crude residue was purified using silica gel
chromatography and was eluted with PE/ CHsCOCHs3/ CHsCOOH (v:v:v=5:1:0.04) to give 9
as yellow solid in a yield of 17%.

4-(2-(4-hexylphenyl)-2-oxoacetamido)benzoic acid (9c)

A mixture of 4-aminobenzoic acid (0.50 g, 3.65 mmol), 2-(4-hexylphenyl)-2-oxoacetaldehyde
(0.80 g, 3.65 mmol), SeO2 (0.41 g, 3.65 mol), and pyridine (0.60 g, 7.3 mol) in acetonitrile (20
mL) was refluxed for 4 h. The solid residue was removed by filtration. The solvent was
evaporated under reduced pressure, the crude residue was purified using silica gel
chromatography and was eluted with PE/ CHsCOCHs/ CHsCOOH (v:v:v=6:1:0.05) to give 9c
as yellow solid in a yield of 15%.

4-(2-(4-octylphenyl)-2-oxoacetamido)benzoic acid (9d)

A mixture of 4-aminobenzoic acid (0.50 g, 3.65 mmol), 2-(4-octylphenyl)-2-oxoacetaldehyde
(0.90 g, 3.65 mmol), SeO2 (0.41 g, 3.65 mol), and pyridine (0.60 g, 7.3 mol) in acetonitrile (20
mL) was refluxed for 4 h. The solid residue was removed by filtration. The solvent was
evaporated under reduced pressure, the crude residue was purified using silica gel
chromatography and was eluted with PE/ CHsCOCHs/ CHsCOOH (v:v:v=6:1:0.05) to give 9d
as yellow solid in a yield of 14.6%.



Fig S1. *H NMR and **C NMR spectra of 6a.
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Fig S2. *H NMR and *C NMR spectra of 6b.
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Fig S3. *H NMR and **C NMR spectra of 6c.

Lo.38
Lo.36
Lo.34
Lo.32
0. 30
Lo.28
Lo.26
Lo.24
Lo.22
Lo.20
Lo.18
0.16
Lo.14
Lo.12
Lo.10
Lo.os
Lo.06
Lo.04
Lo.o2
Lo. 00
L -0.02

=00'¢
€09

=16'C
1l
(a4
49!

=€0'1
81
20'C
Il
2901
0T

(=3

b

[}
—

/f

—~ <
00 — —
© o ©
P
1

L

I\
N
~
NH

=01

LXJ-3-48
single pulse

(ppm)

1

40
Lo.3s

Lo.

Lo.36
Lo.34

0.32
Lo.30
Lo.28
Lo.26
Lo.24
Lo.22
Lo.20

Lo.18

Lo.16

0.14

Lo.12
Lo.10
Lo.o08
Lo.o6
Lo.04
0.02
Lo. o0

L-0.02

- —0.04

L8'ST~
68°CC

PSHT
ov'sc”

i

40

80°8v —

6009 —

1018 —

NI
PIETT ~
€911 —
988117
vszel 7
PIET
sreer”

stevl
18671 ~
09'7ST ~

9

single pul§d decoupled gatdd NOE

£
o
|

st

o

=
|

LXJ-3-48

NH

70

110

130

170

(ppm)

1



Fig S4. *H NMR and *C NMR spectra of 6d.
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Fig S5. *H NMR and **C NMR spectra of 6e.
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Fig S6. *H NMR and *C NMR spectra of 6f.
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Fig S7. *H NMR and **C NMR spectra of 6g.
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Fig S8. *H NMR and *C NMR spectra of 6h.
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Fig S9. *H NMR and *C NMR spectra of 6i.
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Fig S10. *H NMR and *C NMR spectra of 6j.
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Fig S11. 'H NMR and **C NMR spectra of 6k.
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Fig S12. *H NMR and *C NMR spectra of 6l.
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Fig S13. 'H NMR and *C NMR spectra of 6m.
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Fig S14. 'H NMR and *C NMR spectra of 6n.
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Fig S15. 'H NMR and *C NMR spectra of 60.
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Fig S16. 'H NMR and *C NMR spectra of 6p.
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Fig S17. 'H NMR and *C NMR spectra of 6q.
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Fig S18. 'H NMR and *C NMR spectra of 6r.
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Fig S19. 'H NMR and *C NMR spectra of 8a.
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Fig S20. 'H NMR and *C NMR spectra of 8b.
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Fig S21. *H NMR and *C NMR spectra of 8c.
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Fig S22. 'H NMR and *C NMR spectra of 8d.
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Fig S23. 'H NMR and *C NMR spectra of 9a.
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Fig S24. 'H NMR and *C NMR spectra of 9b.
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Fig S25. 'H NMR and *C NMR spectra of 9c.
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Fig S26. 'H NMR and *C NMR spectra of 9d.
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Fig S27. HRMS spectra of 6a.
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Fig S28. HRMS spectra of 6b.
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Fig S29. HRMS spectra of 6c.
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Fig S30. HRMS spectra of 6d.
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Fig S31. HRMS spectra of 6e.
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Fig S32. HRMS spectra of 6f.
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Fig S33. HRMS spectra of 6g.
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Fig S34. HRMS spectra of 6h.
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Fig S35. HRMS spectra of 6i.
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Fig S36. HRMS spectra of 6j.
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Fig S37. HRMS spectra of 6k.

x104 |#ESI Scan (0.1048-0.2049 min, 13 Scans) Frag=170.0V 1068.d Subtract (2)

3101438

02 1620551 IBITS

0 &g | . {2 o Bt Sokiy o T L A N

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 250 270 280 280 300 310 220 0 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 430 500 510 520 530 540 550 560 570 580 590 B0 610 620 630 640 650 660 670 6RO
Counts vs. Mass-o-Charge (m'2)

Fig S38. HRMS spectra of 6l.
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Fig S39. HRMS spectra of 6m.
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Fig S40. HRMS spectra of 6n.
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Fig S41. HRMS spectra of 6o0.
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Fig S42. HRMS spectra of 6p.
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Fig S43. HRMS spectra of 6q.
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Fig S44. HRMS spectra of 6r.
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Fig S45. HRMS spectra of 8a.
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Fig S46. HRMS spectra of 8b.
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Fig S47. HRMS spectra of 8c.
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Fig S48. HRMS spectra of 8d.
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Fig S49. HRMS spectra of 9a.
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Fig S50. HRMS spectra of 9b.
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Fig S51. HRMS spectra of 9c.
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Fig S52. HRMS spectra of 9d.
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the full-length MCR-1 protein with H-bonds shown by red lines.



