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Figure: S1. ORTEP Diagram of compound 3k with 40% ellipsoid probabilit

Table S1. Crystal data and structure refinement for compound 3k

Entry Identification code Compound 3k

01 Empirical formula C15H15NO4

02 Formula weight 273.1001

03 Temperature 296 (2)K

04 Wavelength 0.71073

05 Radiation type MoK\a

06 Radiation source 'fine-focus sealed tube'

07 Crystal system Monoclinic 

08 Space group P 21/n 

09 Cell length a=3.9964(3)b=38.647(3)c=8.7063(5)

10 Cell Angle α 90(9)β 97.942(3)γ90

11 Cell Volume 1331.77(3)

12 Density 1.363

13 Completeness to theta 0.998-28.293 

14 Absorption correction multi-scan

15 Refinement method Full

16 Index ranges -5 ≤ h ≤ 5, -55 ≤ k ≤ 55, -11 ≤ l ≤ 11

17 Reflection number 3314

18 Theta range 2.108-28.293

19 Cell formula units Z 4

20 CCDC no 2053801
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1H NMR spectrum of compound: 3a
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13C NMR spectrum of compound: 3a
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HRMS spectrum of compound: 3a
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1H NMR spectrum of compound: 3b
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13C NMR spectrum of compound: 3b
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HRMS spectrum of compound: 3b
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1H NMR spectrum of compound: 3c
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13C NMR spectrum of compound: 3c

0102030405060708090100110120130140150160170180190
f1 (ppm)

SA-4OH-DMDE-13C
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HRMS spectrum of compound: 3c
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1H NMR spectrum of compound: 3d

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.0
f1 (ppm)
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13C NMR spectrum of compound: 3d

0102030405060708090100110120130140150160170180190
f1 (ppm)

ATK-SA-4Et-DMDE
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HRMS spectrum of compound: 3d
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1H NMR spectrum of compound: 3e
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f1 (ppm)
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13C NMR spectrum of compound: 3e

0102030405060708090100110120130140150160170180190
f1 (ppm)
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HRMS spectrum of compound: 3e
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1H NMR spectrum of compound: 3f
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13C NMR spectrum of compound: 3f
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HRMS spectrum of compound: 3f
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1H NMR spectrum of compound: 3g
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13C NMR spectrum of compound: 3g
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HRMS spectrum of compound: 3g
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1H NMR spectrum of compound: 3h
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13C NMR spectrum of compound: 3h

0102030405060708090100110120130140150160170180190
f1 (ppm)

SA-35OMe-DMDE-13C
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HRMS spectrum of compound: 3h
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1H NMR spectrum of compound: 3h’
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13C NMR spectrum of compound: 3h’
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f1 (ppm)
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HRMS spectrum of compound: 3h’
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1H NMR spectrum of compound: 3i
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1H NMR spectrum of compound: 3i
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HRMS spectrum of compound: 3i
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1H NMR spectrum of compound: 3j
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13C NMR spectrum of compound: 3j

0102030405060708090100110120130140150160170180190
f1 (ppm)
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HRMS spectrum of compound: 3j
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1H NMR spectrum of compound: 3k
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13C NMR spectrum of compound: 3k

0102030405060708090100110120130140150160170180190
f1 (ppm)
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HRMS spectrum of compound: 3k
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1H NMR spectrum of compound: 3l
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13C NMR spectrum of compound: 3l
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HRMS spectrum of compound: 3l
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1H NMR spectrum of compound: 3m
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13C NMR spectrum of compound: 3m
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HRMS spectrum of compound: 3m
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1H NMR spectrum of compound: 3m’
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13C NMR spectrum of compound: 3m’
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HRMS spectrum of compound: 3m’
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1H NMR spectrum of compound: 3n
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13C NMR spectrum of compound: 3n
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HRMS spectrum of compound: 3n
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1H NMR spectrum of compound: 3o
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13C NMR spectrum of compound: 3o
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HRMS spectrum of compound: 3o
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1H NMR spectrum of compound: 3p
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13C NMR spectrum of compound: 3p
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HRMS spectrum of compound: 3p
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1H NMR spectrum of compound: 3q
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13C NMR spectrum of compound: 3q

0102030405060708090100110120130140150160170180190
f1 (ppm)
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HRMS spectrum of compound: 3q
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1H NMR spectrum of compound: 3r
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13C NMR spectrum of compound: 3r
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HRMS spectrum of compound: 3r
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1H NMR spectrum of compound: 4a
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13C NMR spectrum of compound: 4a
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HRMS spectrum of compound: 4a
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1H NMR spectrum of compound: 4b
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13C NMR spectrum of compound: 4b

0102030405060708090100110120130140150160170180190
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HRMS spectrum of compound: 4b
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1H NMR spectrum of compound: 4c
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13C NMR spectrum of compound: 4c
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HRMS spectrum of compound: 4c
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1H NMR spectrum of compound: 4d
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13C NMR spectrum of compound: 5d
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HRMS spectrum of compound: 4d
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1H NMR spectrum of compound: 4e
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13C NMR spectrum of compound: 4e
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HRMS spectrum of compound: 4e
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1H NMR spectrum of compound: 4f
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13C NMR spectrum of compound: 4f
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HRMS spectrum of compound: 4f
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1H NMR spectrum of compound: 4h
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13C NMR spectrum of compound: 4h
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HRMS spectrum of compound: 4h
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1H NMR spectrum of compound: 4i
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13C NMR spectrum of compound: 4i
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HRMS spectrum of compound: 4i
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1H NMR spectrum of compound: 4j
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13C NMR spectrum of compound: 4j
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HRMS spectrum of compound: 4j
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1H NMR spectrum of compound: 4k
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13C NMR spectrum of compound: 4k
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HRMS spectrum of compound: 4k
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1H NMR spectrum of compound: 4l
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13C NMR spectrum of compound: 4l
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HRMS spectrum of compound: 4l
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1H NMR spectrum of compound: 4m
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13C spectrum of compound: 4m
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HRMS spectrum of compound: 4m
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1H NMR spectrum of compound: A

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.0
f1 (ppm)

SA-4OMe-DMDE-IMD

3.
10

3.
12

3.
13

1.
01

2.
17

2.
14

1.
00

3.
63

3.
69

3.
74

5.
27

6.
78

6.
80

6.
85

6.
86

9.
55

N
H

MeO CO2Me

CO2Me

A



S100

13C NMR spectrum of compound: A
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HRMS spectrum of compound: A
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1H NMR spectrum of compound: 5a
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13C NMR spectrum of compound: 5a
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HRMS spectrum of compound: 5a
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1H NMR spectrum of crude mixture of compound: 3a
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HRMS spectrum of mixture
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