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Figure S1. '"H NMR spoectrum of N-(2-nitrophenyl)-4-oxo-3,4-dihydroquinazoline-2-carboxamide (2b).
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Figure S2. 3C NMR spoectrum of N-(2-nitrophenyl)-4-oxo-3,4-dihydroquinazoline-2-carboxamide (2b).
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Figure S3. EI-MS of N-(2-nitrophenyl)-4-oxo0-3,4-dihydroquinazoline-2-carboxamide (2b).
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IL2; N-(2-Nitrophenyl)-4-oxo-3-(prop-2-yn-1-yl)-3,4-dihydroquinazoline-2-carboxamidel / CDCI3 1H

SSh—

Lee
Lee W.
82'C

65
65
9Z'L 1
82'L
62'L
0€'L
1€7L
1€7L
z€L
£,
29'L
€9'L
v9'L
v9'L
59
99
99
2L LA
€L'L ﬁ
YLLA
SLLA
SLLA
9L'L A
Lrr
S8'L
g8'L
181
181
1819
68'L
68'L
16'L
167,
167L
£6'L~
g6
€8\
1£'8
€£'8
'8
9€'8 -
98
188 ‘n
8¢'8

8¢'8
658
16'8]
168
£6'8
€684

m

Y=

B

cLel —

8
6

Jl

J@

0L
0k
0L

E—
0L
0L

6°0[

6°0

ol |

ZEot

oL |

0L
0'}

60 [

6°0

Foor

Fuz

0.5

125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0
1 (ppm)

13.0

Figure S4. '"H NMR spoectrum of N-(2-nitrophenyl)-4-oxo-3-(prop-2-yn-1-yl)-3,4-dihydroquinazoline-2-carboxamide (3b).
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Figure S5. 3C NMR spoectrum of N-(2-nitrophenyl)-4-oxo-3-(prop-2-yn-1-yl)-3,4-dihydroquinazoline-2-carboxamide (3b).
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Figure S6. EI-MS of N-(2-nitrophenyl)-4-ox0-3-(prop-2-yn-1-yl)-3,4-dihydroquinazoline-2-carboxamide (3b).



IL4; 4-Nitroquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO 1H
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Figure S7. '"H NMR spoectrum of 4-Nitroquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (4b).



IL4; 4-Nitroquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO C13CPD
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Figure S8. '3C NMR spoectrum of 4-Nitroquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (4b).
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Figure S9. EI-MS of 4-Nitroquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (4b).




SE5; 2-Aminoquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO 1H
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Figure S10. '"H NMR spoectrum of 2-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5a).



SE5; 2-Aminoquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO COSY
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Figure S11. COSY spoectrum of 2-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5a).
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SE5; 2-Aminoquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO NOESY
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Figure S12. NOESY spoectrum of 2-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5a).
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SE5; 2-Aminoquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO C13APT
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Figure S13. 3C NMR spoectrum of 2-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5a).



SE5; 2-Aminoquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO HSQC
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Figure S14. HSQC spoectrum of 2-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5a).
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SE5; 2-Aminoquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO HMBC
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Figure S15. HMBC spoectrum of 2-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5a).
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Figure S16. EI-MS of 2-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5a).




IL5; 4-Aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO 1H
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Figure S17. 'H NMR spoectrum of 4-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5b).
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IL5; 4-Aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO COSY
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Figure S18. COSY spoectrum of 4-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5b).
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IL5; 4-Aminoquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO NOESY
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Figure S19. NOESY spoectrum of 4-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5b).
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IL5; 4-Aminoquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO C13APT
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Figure S20. >°C NMR spoectrum of 4-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5b).



IL5; 4-Aminoquinolino[2',3':3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one / DMSO HSQC
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Figure S21. HSQC spoectrum of 4-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (5b).
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MED1; 3-[3-(2-nitrophenyl)prop-2-yn-1-yl]-4-oxo-3,4-dihydroquinazoline-2-carboxamide / DMSO 1H
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Figure S24. "H NMR spoectrum of 3-[3-(2-nitrophenyl)prop-2-yn-1-yl]-4-ox0-3,4-dihydroquinazoline-2-carboxamide (7a).



med1/1
MED1; 3-[3-(2-nitrophenyl)prop-2-yn-1-yl]-4-oxo-3,4-dihydroquinazoline-2-carboxamide / DMSO C13APT

[eReoNe}
DD D
===
o o INE= ) 2SIV IYRINVY Q o« o
2 o IR XD IRI3WL & « « ® = =
[ =1 D B W BIBIINEST S © < ~N ~wo [
© © IS OB AN S = o © I P «
= 2 == 222 SsssS = = > S IR R &

]

— 1 1 1 T~ T I T T "~ T T 1~ T *~ T~ T *~ T "~ T *~ I "~ 1 *~ T "~ T "~ T *~ T *~ T *~ T "~ T *~ T "~ T "+~ T~ T * 1T
175 170 165 160 155 150 145 140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30
f1 (ppm)

Figure S25. *C NMR spoectrum of 3-[3-(2-nitrophenyl)prop-2-yn-1-yl]-4-ox0-3,4-dihydroquinazoline-2-carboxamide (7a).
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Figure S26. EI-MS of 3-[3-(2-nitrophenyl)prop-2-yn-1-yl]-4-ox0-3,4-dihydroquinazoline-2-carboxamide (7a).
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Figure S27. '"H NMR spoectrum of 3-[3-(4-nitrophenyl)prop-2-yn-1-yl]-4-ox0-3,4-dihydroquinazoline-2-carboxamide (7b).
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Figure S32. EI-MS of 3-[3-(2-nitrophenyl)prop-2-yn-1-yl]-4-oxo0-3,4-dihydroquinazoline-2-carbonitrile (8a).
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Figure S33. '"H NMR spoectrum of 3-[3-(4-nitrophenyl)prop-2-yn-1-yl]-4-oxo-3,4-dihydroquinazoline-2-carbonitrile (8b).
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Figure S34. 3C NMR spoectrum of 3-[3-(4-nitrophenyl)prop-2-yn-1-yl]-4-ox0-3,4-dihydroquinazoline-2-carbonitrile (8b).
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Figure S36. 'H NMR spoectrum of 1-nitroquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (9a).
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Figure S37. °C NMR spoectrum of 1-nitroquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (9a).
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Figure S38. EI-MS of 1-nitroquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (9a).
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Figure S44. NOESY spoectrum of 1-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (10a).
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Figure S45. °C NMR spoectrum of 1-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (10a).



MED4; 9-Amino-Luotonin A / DMSO HSQC

L s ) I

4 =

—1 S
S
=
= =
&)
T
R =
— @)

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
90 89 88 87 86 85 84 83 82 81 80 79
2 (ppm)
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Figure S48. EI-MS of 1-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (10a).
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Figure S51. NOE difference spoectrum #1 of 3-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (10b).



LT4; 11-Amino-Luotonin A (roh) / DMSO 1H
t4_1/1

6.06

5.19
32
c

. m Averiady L \ A M M I " " i " Y o N " e X "
L W u L ) N v 4 Y vy W ety iy v v v i

f T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
10.0 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
f1 (ppm)

Figure S52. NOE difference spoectrum #2 of 3-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (10b).
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Figure S53. NOE difference spoectrum #3 of 3-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (10b).
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Figure S54. °C NMR spoectrum of 3-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (10b).
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Figure S55. HSQC spoectrum of 3-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (10b).
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Figure S57. EI-MS of 3-aminoquinolino[2',3":3,4]pyrrolo[2,1-b]quinazolin-11(13H)-one (10b).



