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Thermal ellipsoids draw at the 50% probability level

Py

Figure S1. ORTEP and Stereo plots for X-ray crystal structures of (+)-3a (ic18895).

CCDC 1867291 contains the supplementary crystallographic data for (+)-3a (ic18895). These data can be obtained free
of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk



Table S1. Crystal data and structure refinement for (+)-3a (ic18895).

Table 1. Crystal data and structure refinement for ic18895.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(])]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

ic18895

C22 H21 N3 O7

439.42

2002) K

1.54178 A

Monoclinic

P2,/c

a=12.6555(3) A o=90°.

b=132.3648(7) A B= 104.6466(12)°.

¢ =10.7780(2) A ¥ =90°.
4271.13(16) A3

8

1.367 Mg/m3

0.869 mm-!

1840

0.410 x 0.027 x 0.025 mm3

2.730 to 69.992°.

-15<=h<=14, -32<=k<=39, -13<=I<=13
18688

8049 [R(int) = 0.0340]

100.0 %

Semi-empirical from equivalents
0.7533 and 0.6358

Full-matrix least-squares on F2

8049 /34 /604

1.075

R1=0.0783, wR2 =0.2337
R1=0.0981, wR2 =0.2506

n/a

0.450 and -0.539 ¢. A3
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Thermal ellipsoids draw at the 50% probability level

Figure S2. ORTEP and Stereo plots for X-ray crystal structures of (+)-3b (ic18906).

CCDC 1867292 contains the supplementary crystallographic data for (£)-3b (ic18906). These data can be obtained free
of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk
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Table S2. Crystal data and structure refinement for (+)-3b (ic18906).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(I)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

ic18906

C23 H23 N3 O7

453.44

200(2) K

1.54178 A

Monoclinic

P2,/c

a=7.2684(2) A o=90°.

b=24.3971(5) A B=93.9065(7)°.

c=123277(3) A ¥ =90°.
2180.97(9) A3

4

1.381 Mg/m3

0.867 mm-!

952

0.249 x 0.103 x 0.093 mm3

3.623 to 74.983°.

-9<=h<=7, -30<=k<=30, -15<=I<=15
12341

4476 [R(int) = 0.0219]

99.8 %

Semi-empirical from equivalents
0.7539 and 0.6203

Full-matrix least-squares on F2
4476 /1 /309

1.029

R1=0.0450, wR2 =0.1123
R1=0.0487, wR2=0.1159

n/a

0.291 and -0.231 e.A3
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Figure S3. ORTEP and Stereo plots for X-ray crystal structures of (+)-4b (ic18910).

CCDC 1867293 contains the supplementary crystallographic data for (£)-4b (ic18910). These data can be obtained free

of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk
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Table S3. Crystal data and structure refinement for ()-4b (ic18910).

Table 1. Crystal data and structure refinement for ic18910.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(])]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

ic18910

C23 H23 N3 O7

453.44

2002) K

1.54178 A

Monoclinic

P2,/c

a=11.74002) A o=90°.

b=11.8392(2) A B=109.7658(7)°.

¢ = 16.8209(4) A ¥ =90°.
2200.23(7) A3

4

1.369 Mg/m3

0.860 mm-!

952

0.252 x 0.130 x 0.024 mm3
4.664 to 74.994°.

-14<=h<=14, -14<=k<=14, -21<=I<=21
15262

4516 [R(int) = 0.0268]

99.8 %

Semi-empirical from equivalents
0.7539 and 0.6446

Full-matrix least-squares on F2
4516 /0/305

1.067

R1=0.0398, wR2 =0.0958
R1=0.0472, wR2 =0.1055
0.0025(2)

0.299 and -0.197 ¢.A-3
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Thermal ellipsoids draw at the 50% probability level

Figure S4. ORTEP and Stereo plots for X-ray crystal structures of (+)-4d (ic19210).

CCDC 1867294 contains the supplementary crystallographic data for (+)-4d (ic19210). These data can be obtained
free of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk



Table S4. Crystal data and structure refinement for ()-4d (ic19210).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(I)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

ic19210

C48 H48 Br2 N6 O16

1124.74

200(2) K
1.54178 A
Triclinic

P-1
a=11.3435(4) A
b=14.1708(5) A
c=17.3486(6) A

o= 105.2163(11)°.

B=96.8216(12)°.

y=109.1621(12)°.

2476.78(15) A3

2

1.508 Mg/m3

2.733 mm'!

1152

0.135x 0.115 x 0.058 mm3
2.709 to 74.996°.

_14<=h<=14, -17<=k<=17, -21<=1<=21
19447

10155 [R(int) = 0.0151]

99.9 %

Semi-empirical from equivalents
0.7539 and 0.6701

Full-matrix least-squares on F2
10155/ 17 /656

1.045

R1=0.0443, wR2=0.1196
R1=0.0480, wR2 =0.1244

n/a

1.191 and -1.026 ¢.A-3
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Thermal ellipsoids draw at the 50% probability level

Figure SS5. ORTEP and Stereo plots for X-ray crystal structures of (+)-3f (ic18973).

CCDC 1867295 contains the supplementary crystallographic data for (+)-3f (ic18973). These data can be obtained free
of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk
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Table SS. Crystal data and structure refinement for (+)-3f (ic18973).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(I)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

ic18973

C23 H21 CI3 F N3 O7

576.78

200(2) K
1.54178 A
Triclinic

P-1
a=7.1303(2) A
b=11.6870(4) A
c=15.7104(5) A

o= 82.5101(13)°.
B=82.4547(13)°.
v = 88.0256(13)°.

1286.57(7) A3

2

1.489 Mg/m3

3.723 mm'!

592

0.167 x 0.150 x 0.117 mm3
2.860 to 74.964°.

_§<=h<=8, -14<=k<=14, -19<=1<=19
7351

5246 [R(int) = 0.0197]

99.7 %

Semi-empirical from equivalents
0.7539 and 0.6394

Full-matrix least-squares on F2
5246 /0/335

1.070

R1=0.0619, wR2 =0.1726
R1=0.0683, wR2 =0.1808

n/a

0.956 and -0.852 ¢. A3
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Thermal ellipsoids draw at the 30% probability level

Figure S6. ORTEP and Stereo plots for X-ray crystal structures of (+)-4i (ic19221).

CCDC 1867296 contains the supplementary crystallographic data for ()-4i (ic19221). These data can be obtained free

of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk



Table S6. Crystal data and structure refinement for ()-4i (ic19221).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(])]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

ic19221

C24 H25 N3 O7

467.47

200(2) K

1.54178 A

Monoclinic

P2,/n

a=11.4775(4) A o=90°.

b=29.4193(10) A B=108.3567(11)°.

¢ = 14.3936(5) A ¥ =90°.
4612.8(3) A3

8

1.346 Mg/m3

0.836 mm-!

1968

0.188 x 0.164 x 0.156 mm3

3.004 to 74.982°.

-14<=h<=14, -36<=k<=36, -18<=I<=18
29853

9501 [R(int) = 0.0252]

99.9 %

Semi-empirical from equivalents
0.7539 and 0.5429

Full-matrix least-squares on F2

9501 /77636

1.028

R1=0.0530, wR2 =0.1294
R1=0.0605, wR2 =0.1378

n/a

0.455 and -0.352 e. A3
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Thermal ellipsoids draw at the 50% probability level

Figure S7. ORTEP and Stereo plots for X-ray crystal structures of (+)-3j (ic18855).

CCDC 1867297 contains the supplementary crystallographic data for (+)-3j (ic18855). These data can be obtained free
of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk
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Table S7. Crystal data and structure refinement for (+)-3j (ic18855).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(I)]
R indices (all data)

Absolute structure parameter
Extinction coefficient

Largest diff. peak and hole

ic18855

C23.50 H23.50 C11.50 N3 O7

513.13

200(2) K

1.54178 A

Orthorhombic

P2,2,2

a=12.1872(3) A o= 90°.
b=19.6134(4) A B=90°.
c=10.1516(2) A v =90°.
2426.56(9) A3

4

1.405 Mg/m3

2.330 mm'!

1068

0.195 x 0.190 x 0.147 mm>

4.271 to 74.649°.

-14<=h<=15, -24<=k<=24, -12<=|<=12
15293

4944 [R(int) = 0.0179]

99.1 %

Semi-empirical from equivalents
0.7538 and 0.6161

Full-matrix least-squares on F2

4944 /19 /343

1.048

R1=10.0494, wR2 =0.1426
R1=0.0503, wR2 = 0.1448

0.026(6)

n/a

0.462 and -0.404 e.A3
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Thermal ellipsoids draw at the 50% probability level

Figure S8. ORTEP and Stereo plots for X-ray crystal structures of (+)-7a (ic18616).

CCDC 1867298 contains the supplementary crystallographic data for (+)-7a (ic18616). These data can be obtained free
of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk
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Table S8. Crystal data and structure refinement for (+)-7a (ic18616).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(I)]
R indices (all data)

Absolute structure parameter
Extinction coefficient

Largest diff. peak and hole

ic18616
C20HI9N3 05
381.38

200(2) K
1.54178 A
Orthorhombic
P2,2,24

a=9.5902(2) A o= 90°.
b=9.6661(2) A B=90°.
¢ =20.3410(4) A ¥ = 90°.

1885.61(7) A3

4

1.343 Mg/m3

0.817 mm-!

800

0.269 x 0.192 x 0.054 mm3
5.066 to 69.997°.

-9<=h<=11, -11<=k<=11, -24<=I<=24
12192

3565 [R(int) = 0.0192]

99.8 %

Semi-empirical from equivalents
0.7533 and 0.5362

Full-matrix least-squares on F2
3565/0/254

1.039

R1=0.0334, wR2 =0.0881
R1=0.0344, wR2 =0.0896
0.00(4)

n/a

0.396 and -0.308 e.A3

$17



Thermal ellipsoids draw at the 50% probability level

Figure S9. ORTEP and Stereo plots for X-ray crystal structures of (+)-8a (ic19258).

CCDC 1867312 contains the supplementary crystallographic data for (£)-8a (ic19258). These data can be obtained free
of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk
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Table S9. Crystal data and structure refinement for (+)-8a (ic19258).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(I)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

ic19258

C20 HI9 N3 O5

381.38

200(2) K

1.54178 A

Monoclinic

P2,/n

a=9.2665(3) A o=90°.

b=10.5833(3) A B=90.9476(8)°.

c=17.9618(5) A ¥ =90°.
1761.28(9) A3

4

1.438 Mg/m3

0.874 mm-!

800

0.181 x 0.163 x 0.150 mm3

4.850 to 74.997°.

-11<=h<=11, -13<=k<=13, -21<=1<=22
12081

3614 [R(int) = 0.0183]

99.5 %

Semi-empirical from equivalents
0.7539 and 0.6444

Full-matrix least-squares on F2
3614/0/254

1.049

R1=0.0478, wR2 =0.1411
R1=0.0497, wR2 =0.1439

n/a

0.351 and -0.294 e. A3
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Thermal ellipsoids draw at the 50% probability level

Figure S10. ORTEP and Stereo plots for X-ray crystal structures of (+)-9b (ic18876).

CCDC 1867299 contains the supplementary crystallographic data for (+)-9b (ic18876). These data can be obtained free

of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk
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Table S10. Crystal data and structure refinement for (+)-9b (ic18876).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(])]
R indices (all data)

Absolute structure parameter
Extinction coefficient

Largest diff. peak and hole

ic18876

C20 H18 BrN3 05

460.28

200(2) K

1.54178 A

Orthorhombic

P2,2,2,

a=5.88470(10) A o= 90°.
b=10.0526(2) A B=90°.
c=31.9302(7) A v=90°.
1888.88(6) A3

4

1.619 Mg/m3

3.314 mm!

936

0.271 x 0.095 x 0.081 mm>

2.768 to 74.982°.

-7<=h<=6, -12<=k<=12, -39<=1<=39
10463

3864 [R(int) = 0.0190]

99.5 %

Semi-empirical from equivalents
0.7539 and 0.5660

Full-matrix least-squares on F2
3864/0/263

1.091

R1=10.0230, wR2 =0.0591
R1=0.0232, wR2 = 0.0592

0.030(5)

n/a

0.414 and -0.293 ¢. A3
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Thermal ellipsoids draw at the 50% probability level

Figure S11. ORTEP and Stereo plots for X-ray crystal structures of ()-8b (ic19242).

CCDC 1867308 contains the supplementary crystallographic data for (+)-8b (ic19242). These data can be obtained free

of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk
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Table S11. Crystal data and structure refinement for (+)-8b (ic19242).

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[>2sigma(])]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

ic19242

C20 H18 BrN3 05

460.28

200(2) K

1.54178 A

Triclinic

P-1

a=10.6940(2) A o= 104.6578(6)°.
b=10.6945(3) A B=95.9501(6)°.
c=18.4813(4) A ¥ =99.2596(7)°.
1995.01(8) A3

4

1.532 Mg/m3

3.138 mm'!

936

0.178 x 0.139 x 0.107 mm?

2.500 to 74.969°.

-13<=h<=13, -13<=k<=12, -23<=1<=23

15747

8181 [R(int) = 0.0132]

99.8 %

Semi-empirical from equivalents

0.7539 and 0.6381

Full-matrix least-squares on F2

8181/43 /541

1.039

R1=0.0435, wR2=0.1150

R1=0.0462, wR2=0.1182

n/a

1.047 and -0.751 e. A3
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Figure S12. 1H NMR (CDCI3, 500 MHz) of 2a
Data file /homervnmi2ivemisys/data’s1 1/PDC/PDC-08-83/PROTON_18.5id Plot date 2018-11-21
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Figure S13. 13C NMR (CDCI3, 125 MHz) of 2a

Data file /home/vnmi2ivnnmrsys/datass1 1/PDC/PDC-03-8¢/CARBON_01 Plot date 2018-11-21
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Sampie Name PDC-03-99 Pulse sequence DEPT Temperature 25 Study owner  vamr2
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Figure S14. DEPT of 2a

Data file ‘nomervnmr2ivamrsys/data/s1 1/PDC/PDC-08-8%DEPT_01 Plot date 2617-11-15
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Data file /homeivnmiZivnmrsysidata’s 1/PDC/PRC-03-106-12/PROTON_11 Flg ure S 1 5 1 H N M R (CDCI3’ 500 M HZ) Of 2b

Plot date 2018-11-21
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Sample Name PDC-03-106-f2 Pulse sequence CARBON Temperature 25 Study owner vnmr2
Date collected  2017-12-04 Solvent cdcl3 Spectiometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S16. 13C NMR (CDCI3, 125 MHz) of 2b

Data file /home/vnmreivnnrsys/data’s1 1/PDC/PDC-03-106-12/CARBON_02 Piot date 2018-11-21
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Sample Name PDC-03-106-f2 Pulse sequence DEPT Temperature 25

Study cwner  vnmr2
Date cotiected  2017-12-05 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Opeta

tor vnmr2
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Figure S17. DEPT of 2b

Plot date 2017-12-08

Data file /home/vnmigivrmrsys/daiast 1/PDCPRC-03-106-12/



PDC-03-114

Sampie Name PDC-03-114 Pulse sequence PROTON Temperature 25
Spectrometer  Agilent-NMR-inova500

Date collected  2017-12-19 Sclvent cdcl3

Study owner  vomr2
Operator  vamr2
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Figure S18. 1H NMR (CDCI3, 500 MHz) of 2¢

Data file /home/vnmr2ivnmrsys/data’st1/PDCPDC-03-114/PROTON_03

Plot date 2018-11-21
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PDC-03-114

S$31

Sample Name PDC-03-114 Pulse sequence CARBON Temperature 25 Study owner vnmr2
Date coliected 2017-12-19 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator  vnmr2
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Figure S19. 13C NMR (CDCI3, 125 MHz) of 2¢

Data file /nome/vnmi2ivnnsys/datass1 1/PDC/PDC-03-114/CARBON_02 Plot date 2018-11-21



PDC-03-114
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Sample Name PDC-03-114 Pulse sequence DEPT Temperature 25 Study cwner  vamr2
Date coliected  2017-12-20 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operater vnmr2
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Figure S20. DEPT of 2¢

Data file ‘nomeivnmi2ivnnrsys/data’sl 1/PDC/PRC-03-114/DEPT 01 Plol date 2017-12-20



PDC-03-121

S$33
Sample Name PDC-03-121 Pulse sequence PROTON Temperature 25 Study owner  vamr2
Date coliected  2018-01-09 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator  vomr2
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Figure S21. 1H NMR (CDCI3, 500 MHz) of 2d

Data file /home/vnmr2ivnmrsys/datassi1/PDC/PDC-08-121/PROTON_05 Plot date 2018-11-21
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PDC-03-121

S34

Sample Name PDC-03-121 Pulse sequence CARBON Temperature 25 Study owner vamr2
Date coliected  2018-01-09 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator  vnmr2

o n W VW o W H W O < d ™ o
2L :
” JJIT T N
o ——
||Il|||||0|||I||IIIIIIIII[lTllll[l7|||lrl|ITTI{II1IIIITI|IIII||l|l|||lllllII|||||||llllllllllllll||lll|ll||llrl]
220 200 180 160 140 120 100 80 60 40 20 Ppm

Figure S22. 13C NMR (CDCI3, 125 MHz) of 2d

Data file /home/vnmi2ivnmrsys/data’s1 1/PDC/PDC-03-121/CARBON_02 Plot date 2018-11-21



PDC-03-121

Sample Name PDC-03-121

Pulse sequence DEPT

Temperature 25

Study cwner vnmr2

Date coliected 2018-01-10 Scivent cdcl3 Spectiometer  Agilent-NMR-inova500 Operator  vnmr2
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Data file /nomeivnmr2ivnimrsysidata/511/PDC/PDRC-03-121/DEPT_01

Figure S23. DEPT of 2d

Plot date 2018-01-1C
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CLW-011

Sample Name CLW-011
Dale collected  2018-06-29

Pulse sequence  PROTON

Temperature 25
Solvent cdel3

Spectrometer  Agilent-NMR-inova500

Study owner vnmr2
Operator vamr2
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Data file /home/vnmr2ivnmrsysidatasst 1/CLW/CLW-011/PROTON_08

Figure S24. 1H NMR (CDCI3, 500 MHz) of compound 2e

Plot date 2018-11-21
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CLW-011

Sample Name CLW-011

Pulse sequence CARBON

Temperature 25

Study owner vnmr2

Date coliected  2018-06-30 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator vamr2
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Data file /homeivnmi2ivnmysys/data/51 1/CLW/CLW-011/CARBON_03

Figure S25. 13C NMR (CDCI3, 125 MHz) of compound 2e

Plet date 2018-11-21
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CLW-011

S$38

Sample Name CLW-011 Pulse sequence DEPT Temperature 25 Study cwner  vnmr2
Date ¢ o¢ 2018-06-30 Scivent cdcl3 er Agilent-NMR-inova500 tater vamr2
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Figure S26. DEPT of compound 2e

FOLW-011/DEPT 02 Plot date 2018-08-3C

Data file /homesvnmi2ivnmrsysidata/st 1/GL



CLW-1-32-Z

S$39
Sample Name CLW-1-32-Z Pulse sequence PROTON Temperature 25 Study owner vamr2
Date collected  2018-03-07 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator vamr2
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Data file /homeivnmr2/vnmrsys/datass1 1/CLW/CLW-1-32-2/PROTON_03 F I g ure 82 7 " 1 H N M R (C D C l 3 ’ 500 M H Z) Of com pO un d 2f

Plot date 2018-11-21



CLW-1-32.Z

Sample Name CLW-1-32-Z Pulse sequence CARBON Temperature 25 Study cwner  vnmr2 S40
Date collected 2018-03-07 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S28. 13C NMR (CDCI3, 125 MHz) of compound 2f

Data file /homeinmr2ivnmrsys/data’st 1/CLW/CLW-1-32-Z/CARBON_01 ol date 2018-11-21



CLW-1-32-2

$41

Sample Name CLW-1-32-Z Pulse sequence DEPT Temperature 25 Study cwner  vamr2
Dale coliected 2018-03-07 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator  vnmr2
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Figure S29. DEPT of compound 2f

Data file shomeivnmr2ivnmrsys/data’51 1/CLW/CLW-1-32-Z2DEPT_01 Plot date 2018-03-07



PDC-03-107

S$42

Study owner  vnmr2

Temperature 25
Operator

Pulse sequence PROTON

Solvent cdel3

Sample Name PDC-03-107
Date collected 2017-11-29

vnmr2

Spectrometer  Agilent-NMR-inova500
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Piot date 2018-11-21

Figure $S30. 1H NMR (CDCI3, 500 MHz) of 3a

511/PDCPDC-03-107/PROTON_05

Data file /home/vnmr2ivnmrsys/data/



PDC-03-107

4
Sample Name PDC-03-107 Pulse sequence CARBON Temperature 25 Study owner vamr2 $43
Dale coliected  2017-11-29 Solvent cdcl3 Spectrometer Agilent-NMR-inova500 Operator vnmr2
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Figure S31. 13C NMR (CDCI3, 125 MHz) of 3a

Data file /homesvnmr2ivrmirsys/data’S 1/PDC/PDC-08-107/CARBON_03 Piot date 2018-11-21



PDC-03-107

$44

Sample Name PDC-03-107 Pulse sequence DEPT Temperature 25 Study owner vnmr2
Date collected  2017-11-30 Scivent cdcl3 Spectrometer Agilent-NMR-inova500 Operator  vamr2
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Figure S32. DEPT of 3a

Data file /home/ivnmr2ivnmrsysidata/s1 1/PDC/PDC-03-107/DEPT_01 Piot date 2017-12-01
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Data file ‘homeivnmr2ivnmrsysidata/st 1/PDC/PDC-03-107/gHMQC_01

PDC-03-107

Study owner vamr2
Operator vnmr2

Sample Name PDC-03-107
Date coliected  2017-11-30

Pulse sequence gHMQC
Solvent cdcl3

Temperature 25
Spectrometer  Agilent-NMR-inova500
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Figure S33. HMQC of 3a

Plot date 2017-12-01
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PDC-03-107

Sample Name PDC-03-107 Pulse sequence gCOSY Temperature 25 Study owner vamr2
Date collected  2017-11-30 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operater  vnmr2
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Data file /homeivnmr2ivnmrsys/data’s1/PDC/PDC-03-107/gCOSY_01

Figure S34. COSY of 3a

Plot date 2017-12-C1
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PDC-03-107

$47

Sample Name PDC-03-107 Pulse sequence NOESY Temperature 25 Study owner  vnmr2
Date coliected  2017-11-30 Solvent cdcl3 Spectiometer  Agilent-NMR-inova500 Operator  vnmr2
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Figure S35. NOESY of 3a

Data file /nomesvnmr2ivnmrsys/data/s1 1/PDCPDC-03-107/NOESY_01 Plot date 2017-12-01



PDC-03-141_minor
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vnmr2
vamr2

Study owner
Operator

PR

Temperature 25

PROTON

Pulse seguence
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Plot date 2018-11-21

Figure S36. 1H NMR (CDCI3, 500 MHz) of 4a

-03-141_minor/PROTON_08

Data file /homeivnmr2ivnmrsysidatass1 1/PDC/PDC



PDC-03-141_minor

$49
Sample Name PDC-03-141_minor Pulse sequence CARBON Temperature 25 Study owner vnmr2
Date collected  2018-03-12 Solvent cdcl3 Spectiometer  Agilent-NMR-inova500 Operator  vnmr2
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Figure S37. 13C NMR (CDCI3, 125 MHz) of 4a

Data file /homeivnimr2ivnmrsys/data/51 1/PDC/PDC-03-141_minor’CARBON_02 Plot date 2018-11-21



PDC-03-141_minor

Sample Name PDC-03-141_minor Pulse sequence DEPT Temperature 25 Study owner vamr2 S50
Date coliected 2018-03-13 Solvent cdcl3 Spectiometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S38. DEPT of 4a

Data file homeivnmr2ivnmrsys/datassi 1/PDC/PDC-03-141_minor’DEPT_01 Plot date 2018-03-14



PDC-03-141_minor
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Sample Name PDC-03-141_minor Pulse sequence gHSQC Temperature 25 Study owner vamr2
Date collected 2018-03-13 Solvent cdel3 Spectiomeier  Agilent-NMR-inova500 Operator  vamr2
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Figure S39. HSQC of 4a

Data file /nomeivnmr2ivamrsys/data’sl 1/PRDC/PDC-08-141_minorigHSQC_01 Plot date 2018-03-14



PDC-03-141_minor

Sample Name PDC-03-141_minor Pulse sequence gCOSY Temperature 25 Study owner  vamr2 $52
Date collected  2018-03-13 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator  vnmr2
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Figure S40. COSY of 4a

Data file homeivnmr2/ivamrsysidata’s1 1/PDC/PDC-03-141_minorrgCOSY_01 Plot date 2018-03-14



PDC-03-141_minor

Sample Name PDC-03-141_minor Pulse sequence NOESY Temperature 25 Study owner vamr2 $53
Date coliected 2018-03-13 Solvent edcl3 Spectiometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S41. NOESY of 4a

Data file /nome/vnmr2ivnmrsys/data’511/PDC/PDC-03-141_minorrNOESY_01 Plot date 2018-03-14



PDC-03-108-major

Sample Name PDC-03-108-major Pulse sequence PROTON Temperature 25 Study owner vamr2
Date coliected 2017-12-07 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S42. 1H NMR (CDCI3, 500 MHz) of 3b Plot date 2018-11-21



PDC-03-108-major

Sample Name PDC-03-108-major Pulse seqguence CARBON Temperature 25 Study owner vamr2 $55
Date collected  2017-12-07 Scivent cdcl3 Specliometer Agilent-NMR-inova500 Operator  vnmr2
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Figure S43. 13C NMR (CDCI3, 125 MHz) of 3b

Data file /homeivnmrgivamrsysidata’sl 1/PRC/PDC-03-108-major/CARBON_O1 Plot gate 2018-11-28



PDC-03-108-major
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Sample Name PDC-03-108-major Pulse sequence DEPT Temperature 25 Study owner vnmr2
Date collected  2017-12-08 Solvent cdcl3 Spectiometer  Agilent-NMR-inova500 Operator  vnmr2
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Figure S44. DEPT of 3b

Data file /homeivnmr2ivnmisys/data/s1 1/PDC/PDGC-03-108-major/DEPT_01 Plol date 2017-12-08



PDC-03-108-major
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Sample Name PDC-03-108-major Pulse sequence gHSQC Temperature 25 Study owner vamr2
Date coliected 2017-12-08 Solvent cdel3 Spectrometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S45. HSQC of 3b

Data file /homeivnmr2ivnnrsys/data/s1 1/PDC/PDC-03-108-major/gHSQC_01 Plot date 2017-12-08



PDC-03-108-major
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Sample Name PDC-03-108-major Pulse sequence gCOSY Temperature 25 Study owner vnmr2
Date coliected  2017-12-08 Solvent cdcel3 Spectrometer  Agilent-NMR-inova500 Operator vamr2
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Figure S46. COSY of 3b

Data file homeivnmi2ivnmirsys/data/st 1/PDC/PDRC-03-108-majorigCOSY_01 Plot date 2017-12-08



PDC-03-108-major

Sample Name PDC-03-108-major
Dale coliected 2017-12-08

Puise sequence NOESY
Solvent cdcel3

Temperature 25
Spectrometer  Agilent-NMR-inova500

Study owner  vnmr2
Operator vamr2
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Data file homeivnmr2ivamirsys/daia’S1 1/PDC/PDC-03-108-major/NOESY_D1
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Figure S47. NOESY of 3b

Plot date 2017-12-08
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PDC-02-109
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Sample Name PDC-02-109 Pulse sequence PROTON Temperature 25 Study owner vnmr2
Date coliected 2018-03-24 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Opetator  vamr2
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Data file /home/vnmr2ivnnyrsysidata’51 1/PDC/PDGC-02-109/PROTON_13 Figure S48. 1H NMR (CDC|3, 500 MHZ) of 4b Plot date 2018-11-21



PDC-02-109

Sample Name PDC-02-109 Pulse sequence CARBON Temperature 25 Study owner vamr2
Date collected  2018-03-24 Solvent cdcel3 Spectiometer  Agilent-NMR-inova500 Operator vamr2
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Figure S49. 13C NMR (CDCI3, 125 MHz) of 4b

Data file homeivnmr2ivnmrsysidata’51 1/PDC/PDC-02-109/CARBON_02 Plot date 2018-11-21
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PDC-02-109

Sample Name PDC-02-109 Pulse sequence DEPT Temperature 25 Study owner vnmr2 $62
Date coliected  2018-03-25 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator  vnmr2
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Figure S50. DEPT of 4b

Data file homeivnmr2ivnmrsysidata/51 1/PDC/PDC-02-108/DEPT_01 Plot date 2018-03-27



PDC-02-109

Sample Name PDC-02-109 Pulse sequence gHSQC Temperature 25 Study owner vnmr2 S63
Date coliected  2018-03-25 Solvent cdel3 Spectiometer  Agilent-NMR-inova500 Operator vamr2
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Figure S51. HSQC of 4b

Data file /homeivnmr2ivnmrsys/data/s11/PDC/PDC-02-109/gHSQC_01 Plot date 2018-03-27



PDC-03-109

Sample Name PDC-03-109

Pulse sequence gCOSY

Temperature 25 Studyownér vnmr2
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Data file /nome/vnmr2ivnmrsys/data/511/PDC/PDC-03-109/gCOSY_01

Figure S52. COSY 4b

Plot date 2018-03-21
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PDC-03-109

Sample Name PDC-03-109
Date coliected 2018-03-20

Pulse sequence NOESY

Temperature 25
Spectrometer  Agilent-NMR-inova500

Study owner vamr2
Operator  vomr2
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Data file /homeivnmr2ivrimrsys/datass11/PDC/PDC-03-109/NOESY_01

Figure S53. NOESY of 4b
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PDC-03-113-f2
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vnmr2
vnmr2

Study owner
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Spectiometer  Agilent-NMR-inova500
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Temperature 25

Pulse sequence PROTON
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Plot date 2018-11-21

Figure S54. 1H NMR (CDCI3, 500 MHz) of 3¢

/PROTON_03
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Data file ‘homeivnaw2ivnmrsys/datassi 1/PDC/PRC-03-113-;



PDC-03-113-f2

7
Sample Name PDC-03-113-12 Pulse sequence CARBON Temperature 25 Study owner  vnmr2 S6
Date coliected 2017-12-14 Soivent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S55. 13C NMR (CDCI3, 125 MHz) of 3¢

Data file shomeivnmr2ivnmrsys/data’sSt 1/PDC/PDC-03-113-2/CARBON_01 Plot date 2018-11-21



PDC-03-113-f2

Sample Name PDC-03-113-f2
Date coliected 2017-12-15

Pulse sequence DEPT
Solvent cdcl3

Temperature 25
Spectrometer  Agilent-NMR-inova500

Study owner  vamr2
Operator vamr2
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Figure S56. DEPT of 3¢

Data file /nomeivnmr2ivnmysys/datass1 1/AD/PDC-03-118-12/DEPT_O1

Plot date 2017-12-15
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PDC-03-113-f2

$69

Sample Name PDC-03-113-f2 Pulse sequence gHSQC Temperature 25 Study owner vnmr2
Date collected 2017-12-15 Solvent cdcl3 Spectiometer  Agilent-NMR-inova500 Operator vamr2

~~ 1_
g |
_ g i
— J o 27 -
= M ] 4
3] -
1A .
— - o
— i o .
57]
6]
— o -

]IIII(III!III'IIlllllllll|1l'l|11||||I|IIII|IIII||IIIIII!I|IIIIII|

130 120 110 100 90 80 70 60 50 40 30 20 10

F1 (ppm)

Figure S57. HSQC of 3¢

Data file /homeivnmi2ivnimrsys/data/s1 1/AD/PDC-03-113-12/gHSQC_01 Plot date 2017-12-15



PDC-03-113-f2
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Sample Name PDC-03-113-f2 Pulse sequence gCOSY Temperature 25 Study cwner vnmr2
Date collected 2017-12-15 Solvent cdcl3 Spectiometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S58. COSY of 3¢ Plot Gate 2017.12.15

Data file /homervnmr2ivnmrsys/datas511/AD/PDC-03-113-12/gCOSY_01



PDC-03-113-f2
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Sample Name PDC-03-113-f2 Pulse sequence NOESY Temperature 25 Study owner vnmr2
Date coliected 2017-12-15 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator vamr2
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Figure S59. NOESY of 3¢

Data file /homeivnmr2ivnnysys/data/51 1/AD/PDC-03-113-12/NOESY_01 Plot date 2017-12-15
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Study owner vnmr2
vnmr2

Operator

S

Spectrometer  Agilent-NMR-inova500

Temperature 25

cdci3

Pulse sequence PROTON
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Sample Name PDC-03-158-MNR
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Figure S60. 1H NMR (CDCI3, 500 MHz) of 4c¢
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Data file /home/vnmrzivnmysysidata/51 1/PDC/PDC-03-158-MNR/PROTON_03



PDC-03-158-MNR

Sample Name PDC-03-158-MNR Pulse sequence CARBON Temperature 25 Study owner vnmr2 §73
Date coliected  2018-05-16 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator vamr2
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Figure S61. 13C NMR (CDCI3, 125 MHz) of 4c

Data file /homeivnmraivnmrsys/datasst 1/PDC/PDC-03-158-MNR/CARBON_02 Plot date 2018-11-21



PDC-03-158-MNR

Sample Name PDC-03-158-MNR Pulse sequence DEPT Temperature 25 Study owner  vamr2
Date collected  2018-05-16 Solvent cdcel3 Specliometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S62. DEPT of 4c

Data file /nomeivnmr2ivnmrsys/datass 1/PDCPDC-03-158-MNR/DEPT_01 Plot date 2018-05-24
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PDC-03-118-MNR
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Sample Name PDC-03-118-MNR Pulse sequence gHSQC Temperature 25 Study owner  vamr2
Date collected  2018-05-03 Solvert cdcl3 Spectiometer Agilent-NMR-inova500 Operator vamr2
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Figure S63. HSQC of 4¢

Data file nomeivnmi2ivnmrsys/datass1 1/PDC/PRC-03-118-MNR/HSQG_01 Plot date 2018-05-15
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Sample Name PDC-03-158-MNR Pulse sequence gCOSY Temperature 25 Study owner vnmr2
Date collected  2018-05-16 Solvent cdcl3 Specirometer  Agilent-NMR-inova500 Operator  vnmr2
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Figure S64. COSY of 4¢

Data file home/vnmiivrimrsys/data’s51 1/PDC/PDC-03-158-MNR/gCOSY_1 Plot date 2018-05-24



PDC-03-158-MNR

Sample Name PDC-03-158-MNR
Date coliected  2018-05-16

Pulse sequence NOESY
Solvent cdcl3

Temperature 25

Spectriometer  Agilent-NMR-inova500

Study owner vnmr2
Operator  vamr2
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Data file /homeivnmi2ivnmyrsys/data’51 1/PDC/PDC-03-158-MNR/NCESY_01

Figure S65. NOESY of 4c

Plot date 2018-05-24
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PDC-03-115
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Study owner  vnmr2
Operator vnmr2

Temperature 25

Pulse sequence PROTON

Solvent cdel3

Sample Name PDC-03-115
Date coliected 2017-12-22
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Plot date 2018-11-21

Figure S66. 1TH NMR (CDCI3, 500 MHz) of 3d

/PROTON_03

Data file /homeivnmi2ivnmrsysidatas51 1/PDC/PDC-03-115/



PDC-03-115

Sample Name PDC-03-115 Pulse sequence CARBON Temperature 25 Study owner vnmr2
Dale coliected  2017-12-22 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator vamr2
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Data file ‘homeivnmr2ivamrsys/data’s1 1/PDC/PDC-08-115/CARBON_02

Figure S67. 13C NMR (CDCI3, 125 MHz) of 3d

Plot date 2018-11-21
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PDC-03-115

Sample Name PDC-03-115 Pulse sequence DEPT Temperature 25 Study owner vnmr2
Date coliected 2017-12-22 Scolvent cdel3 Spectrometer  Agilent-NMR-inova500 Operator  vamr2
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Figure S68. DEPT of 3d

Data file /homeivnmr2ivnmrsys/data’511/PDC/PDC-03-115/DEPT_O1 Piot date 2017-12-22
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PDC-03-115
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Sample Name PDC-03-115 Pulse sequence gHSQC Temperature 25 Study owner vnmr2
Dale collected 2017-12-22 Solvent cdcl3 Spectiometer  Agilent-NMR-inova500 Operator  vnmr2
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Figure S69. HSQC of 3d

Data file /homeivnmr2ivnmrsys/datass11/PDC/PDC-03-116/gHSQC_01 Plot date 2017-12-22
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Figure S70. COSY of 3d

Data file /nome/vnmr2ivnmrsys/data/511/PDC/PDC-03-115/gCOSY_01 Plot date 2017-12-22
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Figure S71. NOESY of 3d

Plot date 2017-12-22
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Figure S72. 1H NMR (CDCI3, 500 MHz) of 4d

-03-148-MNFR/PROTON_056

Data file /homeivnmi2ivimrsysidata/51 1/PDC/PRC
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Figure S73. 13C NMR (CDCI3, 125 MHz) of 4d

Data file /home/vnmi2ivamirsysi/data/s1 1/PDC/PDRC-03-145-MNR/CARBON_C2 Plot date 2018-11-21
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Figure S74. DEPT of 4d

Data file /home/vnmrivnmrsys/datas511/PDC/PDC-03-145-MNR/DEPT_01 Piot date 2018-04-23



PDC-03-145-MNR

$87

Sample Name PDC-03-145-MNR Pulse sequence gHSQC Temperature 25 Study owner  vamr2
Date cotiected  2018-04-22 Solvent cdcl3 Spectrometer  Agilent-NMR-inova500 Operator vamr2

|||1 Il | | .1 Ll | |

F2 (ppm)
[§} w w N
o [} o (4]
b b b b b b b b b by gy
0
!
[

o

o>
(5]

-
.
B

[$}
[$,}

o
o

[-))
(3]

~
o

~
(8}

130 120 110 100 90 80 70 60 50 40

Figure S75. HSQC of 4d

Data file /homeanmr2ivnmrsys/data/s1 1/PDC/PDC-03-145-MNR/gHSQC_01 Plot date 2018-04-23
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Figure S76. COSY of 4d

Data file /homeivnmi2ivnmysys/data’51 1/PDC/PDC-03-145-MNR/gCOSY_01 Plot date 2018-04-23
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Figure S77. NOESY of 4d

Data file /homeivnmr2/vnmrsysidata/51 1/PDC/PDC-03-145-MNR/NOESY_01 Plot date 2018-04-23
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Figure S78. 1H NMR (CDCI3, 500 MHz) of 3e

10

4. v8°2

3-2T°1
1-Te°1

Lz

J-o0z°'T

J-ST'T

1-vE’T

J-rzz

>-86°0

~LS°T
~¥0°T

=00"T

Plot date 2018-11-21

Data file /homesvnmr2vnmrsys/data/51 1/PDC/PDC-03-1 18/PROTON_04
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Figure S79. 13C NMR (CDCI3, 125 MHz) of 3e

Data file ‘homeivnmrZivnmrsys/datass11/PDC/PDC-03-118/CARBON_02 Plot date 2018-11-21
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Figure S80. DEPT of 3e

Data file shome/vnmr2/vnmrsysidata/51 1/PDC/PDC-03-11&/DEPT_01 Plot date 2017-12-27
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Figure S81. HSQC of 3e

Data file homevnmr2ivnmrsysidata/s11/PDC/PDC-03-118/gHSQC_01
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Figure S82. COSY of 3e

Data file homeivnmr2ivnnusysidata51 1/PDC/PDC-08-118/9CO8Y_01 Plot date 2017-12-27
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Figure S83. NOESY of 3e

Data file /homeivnmraivamrsysidatass1 1/PDC/PDRC-03-118/NOESY_01 Piot date 2017-12-27
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Figure S84. 1H NMR (CDCI3, 500 MHz) of 4e

-03-155-MNR/PROTON_06

Data file ‘home/ivnmr2ivnmrsys/data/511/PRC/PDRC.
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Sample Name PDC-03-155-MNR Pulse sequence CARBON Temperature 25 Study owner vnmr2
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Figure S85. 13C NMR (CDCI3, 125 MHz) of 4e

Data file /home/vnmr2ivnmrsys/data’s1 1/PDC/PDC-03-155-MNR/CARBON_02 Plot date 2018-11-21
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Data file homernmi2ivrmrsys/data’st 1/PDC/PRC-03-155-MNRGHSQC_01
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Figure S87. HSQC of 4e
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Data file homeivnmr2ivnmrsys/datass1 1/PDC/PDC-03-155-MNR/gCOSY_01

Figure S88. COSY of 4e

Plot date 2018-05-15
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Data file rome/vnmr2ivnmrsysidata/sS1 1/PDC/PDRC-03-155-MNR/NOCESY _01

Figure S89. NOESY of 4e
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Data file homeivnmizivnmirsysidata/51 1/PDC/PDC-03-124/PROTON_04 Figure S90. 1H NMR (CDCI3, 500 MHz) of 3f Plot date 2018-11-21
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Figure S91. 13C NMR (CDCI3, 125 MHz) of 3f

Data file /home/vnmr2ivnmrsys/data/’51 1/PDC/PDRC-08-124/CARBON_02 Plot date 2018-11-21
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Figure S92. DEPT of 3f

Data file /homeivnmr2ivnmrsys/data/511/PDC/PDC-03-124/DEPT_01 Plot date 2018-01-1C
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Figure S93. HSQC of 3f

Data file homevnmiivnnysys/data’st 1/PDC/PDC-03-124/gHSQT_01 Plot date 2018-01-10
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Figure S94. COSY of 3f

Data file /homesvnmr2ivnmrsys/data’s11/PDC/PDC-03-124/gCOSY_0t Plot date 2018-01-10
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Figure S95. NOESY of 3f

Data file /homeivnmreivnmysys/data’s1 1/PDC/PDC-03-124/NDESY_01 Plot date 2018-01-10
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Figure S96. 1H NMR (CDCI3, 500 MHz) of 4f
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Figure S97. 13C NMR (CDCI3, 125 MHz) of 4f
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Figure S98. DEPT of 4f
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Figure S99. HSQC of 4f
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Figure S100. COSY of 4f
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Figure S101. NOESY of 4f
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Figure S102. 1H NMR (CDCI3, 500 MHz) of 3g
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Figure S103. 13C NMR (CDCI3, 125 MHz) of 3g
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Figure S104. DEPT of 3g
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Figure S105. HSQC of 3g

Data file /homeivnm2ivnmrsys/data’s1 1/PDC/PDC-03-125/gHSQC_01 Plot date 2018-01-14
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Figure S106. COSY of 3g

Data file /homesvnmr2ivnmrsysidatass1 1/PDCPDC-03-126/gCOSY_01 Plot date 2018-01-14
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Figure S107. NOESY of 3g
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Figure S108. 1H NMR (CDCI3, 500 MHz) of 4g
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Figure $109. 13C NMR (CDCI3, 125 MHz) of 4g
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Figure S110. DEPT of 4g

Data file home/vnmi2ivamirsysidata’11/PRC/PDC-04-131-F/DEPT_01 Plot date 2018-08-07
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Figure S111. HSQC of 4g
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Figure S112. COSY of 4g
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Figure S113. NOESY of 4g
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Data file homevnmr2ivamrsysidata/s1 1/PDC/PDC-03-128/PROTON_05

Figure S114. 1H NMR (CDCI3, 500 MHz) of 3h
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Figure S115. 13C NMR (CDCI3, 125 MHz) of 3h
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Figure S116. DEPT of 3h

Data file /homeivnmrivnnysysidatars11/PDC/PDC-08-128/DEPT_D1 Plot date 2018-01-23
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Figure S117. HSQC of 3h
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Figure S118. COSY of 3h

Data file homeivnmr2ivamrsys/data’s1 1/PDC/PDC-03-128/gCOSY_01 Plot date 2018-01-23
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Figure S119. NOESY of 3h

Data file /homeivnmr2ivnmrsysidata/51 1/PDC/PDC-03-128/NOESY_01 Plot date 2018-01-23
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Figure S121. 13C NMR (CDCI3, 125 MHz) of 4h
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Figure S122. DEPT of 4h

Data file homevrimi2ivemrsys/data/s1 /CLW/CLW-1-44.F
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Figure S123. HSQC of 4h
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Figure S124. COSY of 4h
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Figure S125. NOESY of 4h
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Figure S126. 1TH NMR (CDCI3, 500 MHz) of 3i
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Figure S127. 13C NMR (CDCI3, 125 MHz) of 3i

Data file /homeivnmi2ivnmrsysidata/51 1/PDC/PDC-03-149-12/CARBON_02 Plot date 2018-11-21
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Figure S128. DEPT of 3i
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Figure S129. HSQC of 3i

Data file /homeivnmr2ivnnysys/data’s1 1/PDC/PDC-03-149-12/gHSQC_01 Plot date 2018-03-28
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Figure S130. COSY of 3i

Data file /homeivnmreivnmirsysidatass1 1/PDC/PDC-03-149-12:gCOSY_01
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Figure S131. NOESY of 3i

Data file ‘homeivnmr2ivnmysys/datas1 1/PDC/PDC-03-149-12/NCESY_01 Plot date 2018-03-2¢
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Figure S132. 1H NMR (CDCI3, 500 MHz) of 4i

Data file /homeivnmr2ivamrsysidatass1 1/PDC/PDC-03-150-11/PROTON_03
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Figure S133. 13C NMR (CDCI3, 125 MHz) of 4i

Data file /homevnmr2ivnmrsys/data’si 1/PDC/PDC-03-150-11/CARBON_02 Plot date 2018-11-21



PDC-03-150-f1

Sample Name PDC-03-150-f1 Pulse sequence DEPT Temperature 25 Study owner vnmr2 $146
Date collected 2018-03-31 Solvent cdel3 Spectrometer  Agilent-NMR-inova500 Operator  vamr2

[l]!l]lltl‘l|II|IIlI|]I|Ij|II||I|1l|llll‘llll!llll|llII}Il|l|l|l'l'[l'||lIIlII]IIIIIIIIIIIllllllllllllllllll|lll1|

220 200 180 160 140 120 100 80 60 40 20 PpPm

Figure S134. DEPT of 4i

Data file /homeivnmr2ivnnysysidata/511/PDC/PDC-03-150-11/DEPT_01 Plot date 2018-04-04
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Figure S135. HSQC of 4i

Data file /homeivnmra/vnmrsys/data/511/PDC/PDC-03-150-11/gHSQC_01 Plot date 2018-04-04
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Data file /homevnmr2ivnmrsys/data’51 1/PDC/PDC-03-150-11/gCOSY_01

Figure S136. COSY of 4i

Plot date 2018-04-04



PDC-03-150-f1

$149

Sample Name PDC-03-150-f1 Pulse sequence NOESY Temperature 25 Study owner  vnmr2
Date collected  2018-03-31 Solvent cdel3 Spectrometer  Agilent-NMR-inova500 Operator  vamr2

ko J A

— i =
E 1_— -
o s
P> ] o - -
J 2—_ e pd’
— : ° - ﬁ" -} -
37
- : 50 &
-t P °
_* 5_‘: - - -D> - - -
6] ’
. ° - .
1 & - :
T T T T I T T T T l T T T T | T T T T | T T T T [ T T T T | T T T T | T T T T
7 6 5 4 3 2 1
F1 (ppm)

Figure S137. NOESY of 4i

Data file /homesvnmr2/vnmrsys/data/511/PDC/PDC-03-150-11/NOESY_01 Plot date 2018-04-04
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Figure S138. 1H NMR (CDCI3, 500 MHz) of 3j

Data file /homesvnmr2ivnmrsysidata’51 1/PDC/PDC-08-131/PROTON_03
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Figure S139. 13C NMR (CDCI3, 125 MHz) of 3j

Data file /homeivnmr2ivnnirsysidata/51 1/PDC/PDC-03-101-12/CARBON_02 Piot date 2018-11-21
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Figure S140. DEPT of 3]

Data file /home/vnmi2ivamrsysidatas1 1/PDC/PDC-03-101-12/DEPT_01 Plot date 2017-11-08
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Figure S141. HSQC of 3j

Data file /homeivnmr2ivnmrsys/data’511/PDC/PDC-03-101-12/gHSQC_01 Plot date 2017-11-08
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Figure S142. COSY of 3j

Data file shomennmi2ivnmrsys/data’s1 1/PDC/PDC-03-101-12/gCOSY_01 Plot date 2017-11-08
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Figure S143. NOESY of 3j

Data file homeivnmi2ivnmrsys/datass1 1/PDC/PDC-03-101-2/NOESY_01t Plot date 2017-11-08
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Figure S144. 1H NMR (CDCI3, 500 MHz) of 4j
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Data file shomeivnmi2ivnmrsys/datass1 1/PDCPDC
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Figure S145. 13C NMR (CDCI3, 125 MHz) of 4j

Data file /homervnmr2ivnmrsys/data/’st 1/PDC/PDC-03-100-11/CARBON_02 Plot date 2018-11-21
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Figure S146. DEPT of 4j

Data file ihameivnmefvnmravsidata /84 HPDC/PDCOR-100HU/DEPT 01 Pint riate 20171101
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