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1H NMR spectrum of 3

Figure S1
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13C NMR spectrum of 3
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Figure S3: >F NMR spectrum of 3
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Figure S4: Mass spectrum of 3
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M5 Spectrum Peak List

myz Cale m/z Diff{ppm}) z |Abund Formula Ion
675.3321 675.3341 259 1 53689.75| C41H4IFNA04 (M+H)+
676.3354 676.3373 285] 1 42870.63| C41H4IFNS03 (M+H)+
6773381 677.3403 323 1 10289.9| C41HAZFNA04 (M+H}+
678.3405 678.3433 345] 1 1688.04( C41HAIFNAOS [M+H)+
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IH NMR spectrum of 5

Figure S5
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13C NMR spectrum of 5
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Figure S7: >F NMR spectrum of 5
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Figure S8: Mass spectrum of 5
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MS Spectrum Peak List

myz calcm/z Diff( ppm) z |Abund Formula Ion
675.3246 673.3341 1411 1 159836.96 (C41H43FN404 (M+H)+
676.3272 676.3373 1491 1 69399.42 (C41H43FN404 (M+H)+
677.3293 677.3403 16.34| 1 15537.04 |C41H43FN404 (M+H)+
678.3318 678.3433 16.88| 1 2574.44 |C41H43MN404 (M+H)+
697.3063 697.3161 14.05| 1 122.01 |C41H43FN404 (M+Na)+
698.308 698.3192 16.13| 1 60.22 |[C41H43FN404 (M+Na)+




1H NMR spectrum of 7

Figure S9
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Figure S11:°F NMR spectrum of 7
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Figure S12: Mass spectrum of 7
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1H NMR spectrum of 4

Figure S13

LT

0.0 -1.0 -1.5

1.0

1.5

4.0

4.5
f1 (ppm)

5.5

6.0

7.0

13C NMR spectrum of 4
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Figure S15: *F NMR spectrum of 4
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Figure S16: Mass spectrum of 4
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!H NMR spectrum of 6

Figure S17
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13C NMR spectrum of 6

Figure S18
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Figure $19: F NMR spectrum of 6
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Figure S20: Mass spectrum of 6
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my/z Calc my'z Diff{ppm) z | Abund Formula Ion
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!H NMR spectrum of 8

Figure S21
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13C NMR spectrum of 8

Figure S22
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Figure $23: F NMR spectrum of 8
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Figure S24: Mass spectrum of 8
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Figure $S25: Molecular Formula Strings Spread sheet

Compound Molecular Formula Strings

3a 0=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(OC)=0)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)
=C/5C)=NC5=C/C6=C(C(OCC7=CC=CC=C7F)C)C(C)=C3N6

3b 0=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(OC)=0)=C\3)=C(C1=C/4C)NCA=C/C(C(CC)
=C/5C)=NC5=C/C6=C(C(OCC7=CC=CC(F)=C7)C)C(C)=C3N6

3¢ 0=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(0OC)=0)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)
=C/5C)=NC5=C/C6=C(C(OCC7=CC=C(F)C=C7)C)C(C)=C3N6

42 0=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(0)=0)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)=
C/5C)=NC5=C/C6=C(C(OCC7=CC=CC=C7F)C)C(C)=C3N6

4b 0=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(0)=0)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)=
C/5C)=NC5=C/C6=C(C(OCC7=CC=CC(F)=C7)C)C(C)=C3N6

4¢ 0=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(0)=0)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)=
C/5C)=NC5=C/C6=C(C(OCC7=CC=C(F)C=C7)C)C(C)=C3N6
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Figure S26: HPLC Analysis
Method(s) for HPLC analysis:

A. Instrument; Agilent 1260 Infinity Il system with diode array detector

B. HPLC parameter: Solvent flow rate: 1.0 mL/min Mobile phase 0.1% (v/v) TFA in

water/acetonitrile (5%) over 20 min, Data collected between 410 nm to 420 nm.

C. HPLC Column: Sunfire C18 analytical column (5 pm 4.6 x 250 mm)

Compound | Retention times (min) Purity (%)
3 16.163 96.63
5 17.799 99.01
7 18.059 97.79
4 12.605 99.32
6 14.927 97.89
8 12.081 97.84

16



Figure S27: HPLC chromatogram of 3
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Figure S28: HPLC chromatogram of 5

WD A, Wavele mgth =420 mm

*
417,801

AARAENEAEELL AL LR

T |
RT [min] Type Width [min] Area Height Area’s Name
16.384 MM 0.3623 52,4034 24106 0.6307
17.151 MM 0.3238 102.7382 5.2870 1.2365
17.981 MM 0.3656  8153.4653 374 98,1328

Sum  8308.60569



Figure S29. HPLC chromatogram of 7

WD A, Wavelargtined 20 rm

11,740

Time fnic)
RT [min] Typa  Width [min] Araa Haight Araa: Hama
16,6531 MM LR I v 26, 1884 1. 1268 1,365/
17.799 BB 0,318 ZEL 933E aF,. a0 98.F343
Sum 24,1230
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Figure S30. HPLC chromatogram of 4

VWD1 A, Wavelength=410 nm (Prakash\DK-PT-204-03.D)
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Figure S31. HPLC chromatogram of 6
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Figure S32: HPLC chromatogram of 8

WWD1 A, Wavedength=410 nm [Prakash\DE-PT-208-02.0)
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Peak RetTime Type Width LArea Height Area
i [min] [min] [MAU*s] [mATT] %
=== | === |- |- |- |
1 12.081 MM 0.8530 992.17529 19.38589 97.8428
2 13.47Z2 MM 0.364%9 21.87533 9.953117e-1 2.1572
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