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S.1. HPLC chromatogram of selected compounds
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S.2.'H-, ®*C NMR and HRMS data of the targeted compounds
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Figure S.5. Numbering of atoms presented on the structures of representative compounds is
used for the assignment of 'H- and *C-NMR data.

7-(3-fluorobenzyl)-4-(4-iodobenzyl)-2,4,6,7,8,9-hexahydroimidazo[1,2-a]pyrido[3,4-
e]pyrimidin-5(1H)-one (7bf):

H-NMR (CDCl): 7.58 (d, ]=8.4 Hz, 2H, H-3',5); 7.25 (m, 1H, H-5"); 7.20 (d, |=8.4 Hz, 2H, H-
2',6");7.07 (d, ][=8.3 Hz, 1H, H-2"); 7.05 (dt, ]=9.6 Hz and 2.0 Hz, 1H, H-6"); 6.94 (tdd, ]=8.5 Hz,
2.6 Hz and 0.8 Hz, 1H, H-4"); 4.96 (s, 2H, H-10); 3.88 (s, 4H, H-1,2); 3.63 (s, 2H, H-11); 3.26 (br
s, 2H, H-6); 2.64, (t, ]=5.7 Hz, 2H, H-8); 2.46 (t, 2H, J=5.7 Hz, H-9). ®*C-NMR (CDCls): 163.0 (d,
J=246.0 Hz, C-3"); 161.5 (C-5); 152.9 (C-3a);145.2 (C-9a); 140.6 (d, J=7.2 Hz, C-1"); 137.3 (C-
3’,5"); 136.6 (C-1"); 130.8 (C-2',6"); 129.8 (d, J=8.6 Hz, C-3"); 124.5 (d, J=8.3 Hz, C-6"); 115.6 (d,
J=21.6 Hz, C-2"); 101.8 (C-5a); 93.0 (C-4"); 61.8 (C-11); 50.6 (C-2); 49.4 (C-6); 48.3 (C-8); 46.9 (C-
1); 449 (C-10); 26.8 (C-9). HRMS: m/z calc. for [CasHzsFIN:O]*: 517.0895 [M+H]*; found:
517.0885; mass error: 1.96 ppm.

7-(3,5-difluorobenzyl)-4-(4-iodobenzyl)-2,4,6,7,8,9-hexahydroimidazo[1,2-a]pyrido[3,4-
e]pyrimidin-5(1H)-one (7cf):

H-NMR (CDCls): 7.59 (d, J=8.4 Hz, 2H, H-3',5); 7.20 (d, ]=8.4 Hz, 2H, H-2",6"); 6.86 (m, 2H,
H-27,6"); 6.69 (tt, ]=8.8 Hz and 2.2 Hz, 1H, H-4"); 4.97 (s, 2H, H-10); 3.89 (s, 4H, H-1,2); 3.61 (s,
2H, H-11); 3.24 (br s, 2H, H-6); 2.65, (t, ]=5.7 Hz, 2H, H-8); 2.47 (t, 2H, J=5.7 Hz, H-9). 13C-
NMR (CDCls): 163.1 (dd, J=248.0 Hz and 12.9 Hz, C-3”,5”); 161.3 (C-5); 152.9 (C-3a); 145.6 (C-
9a); 142.2 (t, ]=9.4 Hz, C-1"); 137.4 (C-3,5); 136.6 (C-1"); 130.8 (C-2',6"); 111.3 (dd, J=19.5 Hz
and 4.4 Hz, C-27,6"); 102.7 (t, ]=26.0 Hz, C-4"); 101.6 (C-5a); 93.1 (C-4"); 61.4 (C-11); 50.7 (C-2);
49.4 (C-6); 48.4 (C-8); 46.9 (C-1); 44.9 (C-10); 26.8 (C-9). HRMS: m/z calc. for [CsH2F2IN:O]*:
535.0801. [M+H]*; found: 535.0790; mass error: 2.04 ppm.



7-(3-cyanobenzyl)-4-(4-iodobenzyl)-2,4,6,7,8,9-hexahydroimidazo[1,2-alpyridol[3,4-
e]pyrimidin-5(1H)-one (7df):

TH-NMR (CDCL): 7.64 (br ~t, [~2 Hz, 1H, H-2"); 7.58 (d, J=8.4 Hz, 2H, H-3',5"); 7.52-7.57
(overlapping m'’s, 2H, H-4” and H-6"); 7.41 (t, ]=7.8 Hz, 1H, H-5"); 7.19 (d, ]=8.4 Hz, 2H, H-
2',6); 4.96 (s, 2H, H-10); 3.89 (s, 4H, H-1,2); 3.66 (s, 2H, H-11); 3.23 (br s, 2H, H-6); 2.66, (t,
J=5.6 Hz, 2H, H-8); 2.47 (t, 2H, ]=5.6 Hz, H-9). ®*C-NMR (CDCl): 161.3 (C-5); 152.9 (C-3a);
145.6 (C-9a); 139.7 (C-17); 137.4 (C-3',5"); 136.6 (C-1"); 133.2 (C-2"); 132.3 (C-6"); 131.1 (C-4");
130.8 (C-2,6"); 129.3 (C-5"); 118.9 (CN); 112.6 (C-3"); 101.6 (C-5a); 93.1 (C-4"); 61.4 (C-11); 50.6
(C-2); 493 (C-6); 48.6 (C-8); 469 (C-1); 45.1 (C-10); 26.8 (C-9). HRMS: m/z calc. for
[C2sH23IN50]*: 524.0942 [M+H]; found: 524.0934; mass error: 1.50 ppm.

4-(4-Azidobenzyl)-7-(3-fluorobenzyl)-2,4,6,7,8,9-hexahydroimidazol[1,2-alpyridol3,4-
e]pyrimidin-5(1H)-one (7bh):

H-NMR (CDCl): 7.47 (d, J=8.4 Hz, 2H, H-2,6"); 7.27 (m, 1H, H-5"); 7.08 (br d, ]=8.4 Hz, 1H,
H-6"); 7.07 (dt, ]=9.6 Hz and 2.0 Hz, 1H, H-2"); 6.95 (m, 1H, H-4"); 6.93 (d, J=8.3 Hz, 2H, H-
3,5"); 5.00 (s, 2H, H-10); 3.91-3.84 (m, 4H, H-1 and H-2); 3.64 (s, 2H, H-11); 3.27 (br s, 2H, H-
6); 2.65 (t, ]=5.7 Hz, 2H, H-8); 2.47 (t, ]=5.7 Hz, 2H, H-9). B*C-NMR (CDCls): 163.0 (d, |=246.2
Hz, C-3"); 161.4 (C-5); 153.1 (C-3a); 145.6 (C-9a); 140.6 (d, ]=7.0 Hz, C-1"); 139.1 (C-4"); 133.8
(C-1"); 130.6 (C-2,6"); 129.8 (d, ]=8.8 Hz, C-5"); 124.5 (C-6"); 118.9 (C-3,5); 115.6 (d, J=21.5 Hz,
C-6"); 114.3 (d, ]=21.0 Hz, C-4"); 101.8 (C-5a); 61.8 (C-11); 50.6 (C-2); 49.4 (C-6); 48.4 (C-8); 46.9
(C-1); 44.9 (C-10); 27.0 (C-9). HRMS: m/z calc. for [CsH2FN-O]*: 432.1943 [M+H]*; found:
432.1936; mass error: 1.53 ppm.

4-(4-Azidobenzyl)-7-(3,5-difluorobenzyl)-2,4,6,7,8,9-hexahydroimidazo[1,2-alpyrido[3,4-
e]pyrimidin-5(1H)-one (7ch):

TH-NMR (CDCls): 7.44 (d, J=8.3 Hz, 2H, H-2',6"); 6.90 (d, J]=8.3 Hz, 2H, H-3",5); 6.84 (br ~dt,
J~7 Hz and ~2 Hz, 2H, H-2",6"); 6.66 (tt, ]=9.0 Hz and 2.3 Hz, 1H, H-4"); 4.97 (s, 2H, H-10);
3.91-3.84 (m, 4H, H-1 and H-2); 3.59 (s, 2H, H-11); 3.23 (br s, 2H, H-6); 2.63 (t, ]=5.7 Hz, 2H, H-
8); 2.44 (t, ]=5.7 Hz, 2H, H-9). 3C-NMR (CDCls): 163.1 (dd, J=250.2 Hz and 15.6 Hz, C-3",5");
161.4 (C-5); 152.9 (C-3a); 145.5 (C-9a); 142.2 (t, ]=8.4 Hz, C-1"); 139.1 (C-4"); 133.8 (C-1"); 130.4
(C-2,6"); 118.9 (C-3',5); 111.3 (dd, J=19.3 Hz and 4.9 Hz, C-2",6"); 102.7 (t, ]=25.7 Hz, C-4");
101.7 (C-5a); 61.4 (C-11); 50.6 (C-2); 49.4 (C-6); 48.4 (C-8); 46.9 (C-1); 44.8 (C-10); 26.8 (C-9).
HRMS: m/z calc. for [C2sH22F2N7O]*: 450.1848 [M+H]*; found: 450.1843; mass error: 1.20 ppm.

7-(4-Azidobenzyl)-4-(4-iodobenzyl)-2,4,6,7,8,9-hexahydroimidazol1,2-alpyrido[3,4-
e]pyrimidin-5(1H)-one (7hf):

TH-NMR (CDCls): 7.59 (d, J=8.2 Hz, 2H, H-3",5); 7.30 (d, J]=8.3 Hz, 2H, H-2",6"); 7.20 (d, ]=8.3
Hz, 2H, H-2',6"); 6.97 (d, ]=8.3, 2H, H-3",5"); 4.97 (s, 2H, H-10); 3.88 (s, 4H, H-1 and H-2); 3.62
(s, 2H, H-11); 3.24 (br s, 2H, H-6); 2.64 (t, ]=5.6 Hz, 2H, H-8); 2.45 (t, ]=5.6 Hz, 2H, H-9). 13C-
NMR (CDCls): 161.3 (C-5); 152.9 (C-3a); 145.7 (C-9a); 139.1 (C-4'); 137.3 (C-3’,5"); 136.6 (C-1");
134.5 (C-17); 130.8 (C-2',6"); 130.5 (C-2",6"), 119.1 (C-3”,5”); 101.8 (C-5a); 93.0 (C-4"); 61.6 (C-



11); 50.6 (C-2); 49.3 (C-6); 48.3 (C-8); 46.9 (C-1); 44.9 (C-10); 26.8 (C-9). HRMS: m/z calc. for
[C23H23IN7OJ*: 540.1003 [M+H]*; found: 540.0994; mass error: 1.73 ppm.

7-(4-Azidobenzyl)-4-(2-methylbenzyl)-2,4,6,7,8,9-hexahydroimidazo[1,2-a]pyrido[3,4-
e]pyrimidin-5(1H)-one (7hg):

'H-NMR (CDCls): 7.31 (d, /=8.3 Hz, 2H, H-2",6"); 7.11-7.06 (overlapping m’s, 3H, H-3",4’,5");
7.03 (m, 1H, H-6"); 6.96 (d, J=8.3, 2H, H-3",5"); 5.03 (s, 2H, H-10); 3.91 (~t, J~10 Hz, 2H, H-2);
3.86 (~t, ]~10 Hz, 2H, H-1); 3.62 (s, 2H, H-11); 3.27 (br s, 2H, H-6); 2.66 (t, ]=5.6 Hz, 2H, H-8);
2.50 (t, J=5.6 Hz, 2H, H-9); 2.38 (s, 3H, CHs). *C-NMR (CDCls): 161.5 (C-5); 153.2 (C-3a); 145.7
(C-9a); 139.1 (C-4"); 135.6 (C-1"); 134.6 (C-17); 134.2 (C-2’); 130.5 (C-2",6"), 130.2 (C-5); 126.8
(C-4"); 125.9 (C-3'); 125.2 (C-6"); 119.0 (C-3”,5"); 101.8 (C-5a); 61.6 (C-11); 50.6 (C-2); 49.4 (C-6);
48.3 (C-8); 46.9 (C-1); 43.2 (C-10); 26.8 (C-9); 19.2 (CHs). HRMS: m/z calc. for [C2sH26N7O]*:
428.2193 [M+H]*; found: 428.2185; mass error: 1.95 ppm.

7-(3-Fluorobenzyl)-4-(4-(4-ferrocenyl-1H-1,2,3-triazol-1-yl)benzyl)-2,4,6,7,8,9-hexahydro-
imidazo[1,2-alpyrido[3,4-e]lpyrimidin-5(1H)-one (9a):

'H-NMR (CDCls): 7.84 (s, 1H, H-11"); 7.68, (d, ]=8.4 Hz, 2H, H-3',5"); 7.63, (d, ]=8.4 Hz, 2H, H-
2',6"); 7.26 (m, 1H, H-5"); 7.09 (d, J=8.3 Hz, 1H, H-6"); 7.06 (dt, J=9.5 Hz and 2.0 Hz, 1H, H-2");
6.95 (td, ]=8.6 Hz and 2.4 Hz, 1H, H-4"); 5.10 (s, 2H, H-10); 4.77 (br ~s, 2H, H-14',17"); 4.32 (br
~s, 2H, H-15,16"); 4.10 (s, 5H, n*>-CsHs); 3.91 (s, 4H, H-1,2); 3.65 (s, 2H, H-11); 3.29 (br ~s, 2H,
H-6); 2.67 (t, ]=5.6 Hz, 2H, H-8); 2.48 (t, ]=5.7 Hz, 2H, H-9). *C-NMR (CDCls): 163.0 (d, ]=246.0
Hz C-37); 161.4 (C-6); 152.9 (C-3a); 147.5 (C-12’); 145.8 (C-9a); 140.5 (d, J=7.1 Hz, C-1"); 137.6
(C-4'); 136.2 (C-1"); 130.1 (C-2/,6"); 129.8 (d, J=8.5 Hz, C-5"); 124.5 (C-6"); 120.1 (C-3’,5'); 116.5
(C-11"); 115.6 (d, J=21.6 Hz, C-2”); 114.3 (d, ]=21.2 Hz, C-4"); 101.8 (C-5a); 75.0 (C-13’); 69.6 (1°-
GsHs); 68.8 (157,16"); 66.8 (C-14,17"); 61.7 (C-11); 50.6 (C-2); 49.4 (C-6); 48.3 (C-8); 46.9 (C-1);
44.8 (C-10); 26.8 (C-9). HRMS: m/z calc. for [CssHxFFeN-O]*: 641.1996 [M - e]*; found:
641.1984; mass error: 1.87 ppm

4-(4-Iodobenzyl)-7-(4-(4-ferrocenyl-1H-1,2,3-triazol-1-yl)benzyl)-2,4,6,7,8,9-
hexahydroimidazo[1,2-a]pyrido[3,4-elpyrimidin-5(1H)-one (12a):

TH-NMR (CDCl): 7.87 (s, 1H, H-11"); 7.71 (d, J]=8.4 Hz, 2H, H-3",5"); 7.60 (d, J=8.1 Hz, 2H, H-
3.,5); 7.50 (d, ]=8.4 Hz, 2H, H-2",6"); 7.21 (d, ]=8.1 Hz, 2H, H-2",6’); 4.98 (s, 2H, H-10); 4.79 (t,
J=1.7 Hz, 2H, H-14",17"); 4.33 (t, ]=1.7 Hz, 2H, H-15",16"); 4.12 (s, 5H, n3-CsHs); 3.90 (br ~s,
4H, H-1,2); 3.72 (s, 2H, H-11); 3.29 (br ~s, 2H, H-6); 2.69 (t, J=5.7 Hz, 2H, H-8); 2.48 (t, ]=5.7 Hz,
2H, H-9). BC-NMR (CDCls): 161.3 (C-6); 152.9 (C-3a); 147.6 (C-12"); 145.6 (C-9a); 138.6 (C-1");
137.4 (C-3',5"); 136.6 (C-1"); 136.3 (C-4"); 130.8 (C-2',6"); 130.2 (C-2",6"); 120.4 (C-3”,5"); 116.6
(C-117); 101.7 (C-5a); 93.0 (C-4’); 75.0 (C-13”); 69.6 (n>-CsHs); 68.8 (C-157,167); 66.8 (C-
14”7,177); 61.6 (C-11); 50.8 (C-2); 49.4 (C-6); 48.4 (C-8); 46.9 (C-1); 44.9 (C-10); 26.8 (C-9).
HRMS: m/z calc. for [CssHasFeIN7O]*: 750.1135 [M+H]*; found: 750.1112; mass error: 3.09 ppm

4-(2-Methylbenzyl)-7-(4-(4-ferrocenyl-1H-1,2,3-triazol-1-yl)benzyl)-2,4,6,7,8,9-
hexahydroimidazo[1,2-a]pyrido[3,4-elpyrimidin-5(1H)-one (12b):



TH-NMR (CDCl): 7.88 (s, 1H, H-11"); 7.72 (d, J]=8.4 Hz, 2H, H-3",5"); 7.49 (d, |=8.4 Hz, 2H, H-
27,6”); 7.13 (overlapping m’s, 3H, H-3',4',5); 7.04 (m, 1H, H-6"); 5.04 (s, 2H, H-10); 4.78 (t,
J=1.7 Hz, 2H, H-14",17"); 4.33 (t, ]=1.7 Hz, 2H, H-15",16"); 4.10 (s, 5H, n*>-CsHs); 3.92 (~t, [~10
Hz, 2H, H-1); 3.88 (~t, J~10 Hz, 2H, H-2); 3.72 (s, 2H, H-11); 3.31 (br ~s, 2H, H-6); 2.71 (t, ]=5.6
Hz, 2H, H-8); 2.52 (t, ]=5.6 Hz, 2H, H-9); 2.39 (s, 3H, CHs). *C-NMR (CDCl): 161.5 (C-6);
153.3 (C-3a); 147.7 (C-12"); 145.6 (C-9a); 138.6 (C-1"); 136.2 (C-4"); 135.6 (C-2); 134.3 (C-1");
130.3 (C-27,6"); 130.2 (C-3'); 126.8 (C-5); 125.9 (C-4); 125.2 (C-6"); 120.4 (C-3”,5”); 116.6 (C-
117); 101.7 (C-5a); 74.9 (C-13"); 69.6 (n>-CsHs); 68.8 (C-15",16"); 66.8 (C-14”,17"); 61.6 (C-11);
50.6 (C-2); 49.5 (C-6); 48.4 (C-8); 47.0 (C-1); 43.2 (C-10); 26.8 (C-9); 19.3 (CHs). HRMS: m/z calc.
for [CssHssFeN7O]J*: 638.2325 [M+H]*; found: 638.2305; mass error: 3.17 ppm.

4-(4-Iodobenzyl)-7-(4-(4-phenyl-1H-1,2,3-triazol-1-yl)benzyl)-2,4,6,7,8,9-
hexahydroimidazo[1,2-alpyrido[3,4-e]pyrimidin-5(1H)-one (13):

TH-NMR (CDCls): 8.18 (s, 1H, H-11"); 7.92 (dd, J=7.8 Hz and 2.1 Hz, 2H, H-14",18"); 7.74 (d,
J=8.4 Hz, 2H, H-3",5"); 7.60 (d, |=8.3 Hz, 2H, H-3',5); 7.51 (d, ]=8.4 Hz, 2H, H-2",6"); 7.47 (t,
J=7.8 Hz, 2H, H-15",17"); 7.37 (tt, ]=7.8 Hz and 2.1 Hz, 1H, H-16"); 7.21 (d, ]=8.3 Hz, 2H, H-
2°,6); 4.98 (s, 2H, H-10); 3.90 (br ~s, 4H, H-1,2); 3.72 (s, 2H, H-11); 3.30 (br ~s, 2H, H-6); 2.70 (t,
J=5.6 Hz, 2H, H-8); 2.49 (t, ]=5.6 Hz, 2H, H-9). BC-NMR (CDCl): 161.4 (C-6); 153.0 (C-3a);
148.6 (C-127); 145.8 (C-9a); 139.0 (two coalesced lines, C-1” and C-13”); 137.3 (C-3',5); 136.8
(C-1); 136.4 (C-4"); 130.8 (C-2',6"); 130.4 (C-2",6"); 128.8 (C-15",17"); 128.3 (C-16"); 125.7 (C-
14”7,18”); 120.7 (C-3”,5"); 117.4 (C-11"); 101.7 (C-5a); 93.1 (C-4'); 61.7 (C-11); 50.5 (C-2); 49.5 (C-
6); 48.4 (C-8); 47.0 (C-1); 45.0 (C-10); 27.1 (C-9). HRMS: m/z calc. for [CsiH2IN-O]*: 642.1473
[M+H]*; found: 642.1455; mass error: 2.78 ppm

7-(3-Fluorobenzyl)-4-(4-(5-ferrocenyl-1H-1,2,3-triazol-1-yl)benzyl)-2,4,6,7,8,9-
hexahydroimidazo[1,2-a]pyrido[3,4-elpyrimidin-5(1H)-one (10a):

TH-NMR (CDCl): 7.79 (s, 1H, H-12"); 7.57 (d, J]=8.2 Hz, 2H, H-2",6"); 7.33 (d, J=8.2 Hz, 2H, H-
3,5");7.27 (m, 1H, H-5"); 7.09 (d, ]=8.4 Hz, 1H, H-6"); 7.06 (dt, ]=9.4 Hz and 2.2 Hz, 1H, H-2");
6.95 (dt, ]=8.6 Hz and 2.2 Hz, 1H, H-4"); 5.12 (s, 2H, H-10); 4.24 (br ~s, 2H, H-14',17"); 4.20 (br
~s, 2H, H-15",16); 4.05 (s, 5H, n>-CsHs); 3.90 (br ~s, 4H, H-1,2); 3.65 (s, 2H, H-11); 3.30 (br ~s,
2H, H-6); 2.67 (t, ]=5.7 Hz, 2H, H-8); 2.49 (t, ]=5.7 Hz, 2H, H-9). *C-NMR (CDCls): 163.0 (d,
J=246.1 Hz, C-3”); 161.3 (C-6); 152.9 (C-3a); 145.8 (C-9a); 140.5 (d, J=6.8 Hz, C-1"); 138.7 (C-1");
137.2 (C-11"), 135.9 (C-4"); 132.4 (C-11"); 129.9 (d, ]=7.6 Hz, C-5"); 129.4 (C-2',6"); 125.8 (C-3",5");
124.5 (C-6"); 115.7 (d, J=21.7 Hz, C-2"); 114.3 (d, J=21.1 Hz, C-4"); 101.7 (C-5a); 70.5 (C-13");
69.9 (n*>-CsHs); 69.4 (C-15,16"); 68.5 (C-14',17"); 61.7 (C-11); 50.6 (C-2); 49.4 (C-6); 48.3 (C-8);
46.9 (C-1); 44.9 (C-10); 26.8 (C-9). HRMS: m/z calc. for [CssHssFFeN-OJ*: 642.2075 [M+H];
found: 642.2058; mass error: 2.57 ppm

7-(3,5-Difluorobenzyl)-4-(4-(5-ferrocenyl-1H-1,2,3-triazol-1-yl)benzyl)-2,4,6,7,8,9-
hexahydroimidazo[1,2-a]lpyridol3,4-e]pyrimidin-5(1H)-one (10b):

IH-NMR (CDCLs): 7.80 (s, 1H, H-12); 7.58 (d, ]=8.2 Hz, 2H, H-2',6'); 7.33 (d, ]=8.2 Hz, 2H, H-
3',5); 6.88 (br ~d, J~6 Hz, 2H, H-2",6"); 6.70 (tt, ]=8.7 Hz and 1.9 Hz, 1H, H-4"); 5.13 (s, 2H, H-
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10); 4.25 (br ~s, 2H, H-14",17"); 4.20 (br ~s, 2H, H-15,16"); 4.06 (s, 5H, n>-CsHs); 3.92 (br ~s, 4H,
H-1,2); 3.64 (s, 2H, H-11); 3.29 (br ~s, 2H, H-6); 2.68 (t, ]=5.7 Hz, 2H, H-8); 2.51 (t, ]=5.7 Hz, 2H,
H-9). 3C-NMR (CDCls): 163.1 (dd, J=248.6 Hz and 12.7 Hz, C-3”, 5”); 161.3 (C-6); 152.8 (C-3a);
145.8 (C-9a); 142.2 (t, ]=8.4 Hz, C-1"); 138.7 (C-1"); 137.2 (C-11"), 136.0 (C-4"); 132.4 (C-11");
129.4 (C-2°,6"); 125.8 (C-3,5"); 111.4 (dd, [=20.2 Hz and 4.7 Hz, C-2",6"); 102.8 (t, ]=25.6 Hz C-
4”); 101.6 (C-5a); 70.6 (C-13"); 69.9 (n>-CsHs); 69.3 (C-15',16"); 68.5 (C-14',17"); 61.4 (C-11); 50.6
(C-2); 494 (C-6); 48.4 (C-8); 469 (C-1); 44.9 (C-10); 26.8 (C-9). HRMS: m/z calc. for
[CssHs2F2FeN-OJ?: 330.6027 [M+2H]?*; found: 330.6019; mass error: 2.28 ppm

4-(4-Iodobenzyl)-7-(4-(5-ferrocenyl-1H-1,2,3-triazol-1-yl)benzyl)-2,4,6,7,8,9-
hexahydroimidazo[1,2-a]pyrido[3,4-elpyrimidin-5(1H)-one (11):

'H-NMR (CDCls): 7.81 (s, 1H, H-12"); 7.60 (d, |=8.4 Hz, 2H, H-3",5"); 7.47 (d, ]=8.6 Hz, 2H, H-
27,6”); 7.37 (d, ]=8.6 Hz, 2H, H-3",5"); 7.22 (d, |=8.4 Hz, 2H, H-2",6"); 4.99 (s, 2H, H-10); 4.26
(br ~s, 2H, H-14",17"); 4.21 (br ~s, 2H, H-15",16"); 4.07 (s, 5H, n*>-CsHs); 3.90 (br ~s, 4H, H-1,2);
3.74 (s, 2H, H-11); 3.33 (br ~s, 2H, H-6); 2.69 (t, ]=5.7 Hz, 2H, H-8); 2.48 (t, |]=5.7 Hz, 2H, H-9).
BC-NMR (CDCls): 161.4 (C-6); 153.0 (C-3a); 145.6 (C-9a); 139.9 (C-17); 137.5 (C-3,5); 137.3 (C-
117); 136.8 (C-1"); 136.1 (C-4"); 132.3 (C-12"); 130.8 (C-2,6"); 129.7 (C-2",6"); 126.2 (C-3",5");
101.9 (C-5a); 93.1 (C-4"); 70.5 (C-13"); 70.0 (n5>-CsHs); 69.4 (C-157,16"); 68.7 (C-14",17"); 61.6 (C-
11); 50.7 (C-2); 49.7 (C-6); 48.3 (C-8); 46.9 (C-1); 45.0 (C-10); 26.8 (C-9). HRMS: m/z calc. for
[CssHssFeIN-O]J*: 750.1135 [M+H]*; found: 750.1112; mass error: 3.09 ppm

7-(3-Fluorobenzyl)-4-(4-(ferrocenylethynyl)benzyl)-2,4,6,7,8,9-hexahydroimidazo[1,2-
alpyrido[3,4-elpyrimidin-5(1H)-one (16a):

H-NMR (CDCl): 7.40-7.38, (overlapping m’s, 4H, H-2",3',5",6); 7.25 (m, 1H, H-5"); 7.08 (d,
J=8.4 Hz, 1H, H-6"); 7.05 (dt, ]=9.7 Hz and 2.0 Hz, 1H, H-2"); 6.93 (td, J]=8.5 Hz and 2.1 Hz,
1H, H-4"); 5.03 (s, 2H, H-10); 4.47 (br ~s, 2H, H-14’,17"); 4.22 (coalesced br ~s’s, 7H, H-15',16’
and n®-CsHs); 3.89 (s, 4H, H-1,2); 3.63 (s, 2H, H-11); 3.26 (br ~s, 2H, H-6); 2.64 (t, ]=5.7 Hz, 2H,
H-8); 2.46 (t, ]=5.7 Hz, 2H, H-9). 3C-NMR (CDCls): 163.0 (d, [=246.0 Hz C-3”); 161.4 (C-6);
152.9 (C-3a); 145.6 (C-9a); 140.6 (d, ]=7.3 Hz, C-1”); 136.4 (C-1"); 131.3 (C-2",6"); 129.8(d, |=8.6
Hz, C-57); 128.6 (C-3',5"); 124.5 (C-6"); 123.0 (C-4’); 115.6 (d, J=21.6 Hz, C-2”); 114.3 (d, J=21.3
Hz, C-4"); 101.8 (C-5a); 88.2 (C-12'); 85.8 (C-11"); 71.4 (C-14',17"); 70.0 (n*>-CsHs); 68.8 (C-
15’,16"); 65.4 (C-13"); 61.7 (C-11); 50.6 (C-2); 49.5 (C-6); 48.3 (C-8); 46.8 (C-1); 45.2 (C-10); 26.8
(C-9). HRMS: m/z calc. for CssHaFFeNsO]*: 599.1904 [M+H]*; found: 599.1888; mass error: 2.67
ppm.

7-(3,5-Difluorobenzyl)-4-(4-(ferrocenylethynyl)benzyl)-2,4,6,7,8,9-hexahydroimidazol1,2-
alpyridol3,4-e]pyrimidin-5(1H)-one (16b):

'H-NMR (CDCls): 7.55 (dd, J=7.8 Hz and 1,7 Hz, 2H, H-2",6"); 7.40-7.38, (overlapping m’s,
4H, H-2',3',5',6); 6.70 (tt, ]=8.8 Hz and 1.7 Hz, 1H, H-4"); 5.03 (s, 2H, H-10); 4.47 (br ~s, 2H, H-
14’,17’); 4.21 (coalesced br ~s’s, 7H, H-15",16" and n>-CsHs); 3.89 (s, 4H, H-1,2); 3.62 (s, 2H, H-
11); 3.27 (br ~s, 2H, H-6); 2.66 (t, ]=5.7 Hz, 2H, H-8); 2.47 (t, ]=5.7 Hz, 2H, H-9). 3C-NMR
(CDCls): 163.1 (dd, J=248.0 Hz and 12.9 Hz, C-3”,5"); 161.5 (C-6); 153.0 (C-3a); 145.6 (C-9a);
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142.3 (t, ]=9.3 Hz, C-17); 136.4 (C-1"); 131.3 (C-2,6"); 128.7 (C-3',5'); 123.0 (C-4’); 111.4 (dd,
J=19.5 Hz and 4.4 Hz, C-2”,6"); 102.7 (t, ]=26.0 Hz, C-4"); 101.6 (C-5a); 88.2 (C-12"); 85.7 (C-
11"); 71.4 (C-14',17"); 70.0 (n>-CsHs); 68.8 (C-157,16"); 65.4 (C-13"); 61.4 (C-11); 50.6 (C-2); 49.4
(C-6); 48.4 (C-8); 46.9 (C-1); 45.3 (C-10); 26.8 (C-9). HRMS: m/z calc. for [CssHaiF2FeNsO]*:
617.1810 [M+H]"; found: 617.1793, mass error: 2.75 ppm

3-((5-Ox0-4-(4-(ferrocenylethynyl)benzyl)-1,2,4,5,8,9-hexahydroimidazo[1,2-alpyridol[3,4-
e]pyrimidin-7(6H)-yl)methyl)benzonitrile (16¢):

TH-NMR (CDCl): 7.65 (br s, 1H, H-2"); 7.55 (coalesced br ~d’s, |~8 Hz, 2H, H-4",6"); 7.42 (t,
J=7.6 Hz, 1H, H-5"); 7.40-7.38, (overlapping m’s, 4H, H-2",3",5,6); 5.03 (s, 2H, H-10); 4.47 (br
~s, 2H, H-14',17’); 4.21 (coalesced br ~s’s, 7H, H-15",16" and n*>-CsHs); 3.92-3.87 (overlapping
m’s, 4H, H-1,2); 3.67 (s, 2H, H-11); 3.25 (br ~s, 2H, H-6); 2.65 (t, [=5.7 Hz, 2H, H-8); 2.47 (t,
J=5.7 Hz, 2H, H-9). BC-NMR (CDCls): 161.5 (C-6); 152.9 (C-3a); 145.6 (C-9a); 139.8 (C-17);
136.6 (C-1"); 131.3 (C-2,6"); 133.3 (C-2"); 132.3 (C-6"); 131.1 (C-4"); 129.2 (C-5"); 128.7 (C-3',5");
123.0 (C-4’); 118.8 (CN); 112.6 (C-3”); 101.5 (C-5a); 88.2 (C-12’); 85.7 (C-11"); 71.4 (C-14',17");
69.9 (n>-CsHs); 68.8 (C-15",16"); 65.4 (C-13"); 61.3 (C-11); 50.6 (C-2); 49.4 (C-6); 48.5 (C-8); 46.9
(C-1); 45.2 (C-10); 26.7 (C-9). HRMS: m/z calc. for [CssH3s2FeNsO]*: 606.1951 [M+H]*; found:
606.1930; mass error: 3.42 ppm

7-(4-(4-Ferrocenyl-1H-1,2,3-triazol-1-yl)benzyl)-4-(4-(ferrocenylethynyl)benzyl)-2,4,6,7,8,9-
hexahydroimidazo[1,2-a]pyrido[3,4-elpyrimidin-5(1H)-one (16d):

"H-NMR (CDCls): 7.88 (s, 1H, H-11"); 7.73 (d, ]=8.2 Hz, 2H, H-3",5"); 7.50 (d, J]=8.2 Hz, 2H, H-
27,6”); 7.40-7.38, (overlapping m’s, 4H, H-2',3",5,6); 5.04 (s, 2H, H-10); 4.79 (br ~s, 2H, H-
14”,17"); 4.48 (br ~s, 2H, H-14',17"); 4.34 (br ~s, 2H, H-15",16"); 4.22 (coalesced br ~s’s, 7H, H-
15%,16" and ¢°>-CsHs (1)); 4.12 (s, 5H, n>-CsHs (2)); 3.90 (br ~s, 4H, H-1,2); 3.74 (s, 2H, H-11); 3.31
(br ~s, 2H, H-6); 2.70 (t, ]=5.7 Hz, 2H, H-8); 2.49 (t, ]=5.7 Hz, 2H, H-9). ®C-NMR (CDCls): 161.5
(C-6); 153.1 (C-3a); 147.7 (C-127); 145.6 (C-9a); 138.6 (C-1"); 136.5 (C-1"); 136.3 (C-47); 131.3 (C-
2,67); 130.3 (C-27,6"); 128.7 (C-3',5"); 123.1 (C-4’); 120.4 (C-3”,5”); 116.7 (C-11"); 101.7 (C-5a);
88.2 (C-12'); 85.7 (C-11"); 75.1 (C-13”); 71.4 (C-14',17"); 70.0 (n>-CsHs(1)); 69.6 (n>-CsHs(2));
68.82 (C-15",16"); 68.77 (C-15,16"); 66.9 (C-14”,17"); 65.4 (C-13"); 61.6 (C-11); 50.6 (C-2); 49.4
(C-6); 48.4 (C-8); 46.9 (C-1); 45.3 (C-10); 26.8 (C-9). HRMS: m/z calc. for [CaHaFe2N-OJ*:
832.2144 [M+H]*; found: 832.2120; mass error: 2.90 ppm.

3-((4-(4-(3-Aminoprop-1-yn-1-yl)benzyl)-5-0xo-1,2,4,5,8,9-hexahydroimidazo[1,2-
al]pyridol[3,4-e]pyrimidin-7(6H)-yl)methyl)benzonitrile (17a):

TH-NMR (CDCls): 7.65 (br s, 1H, H-2"); 7.55 (two coalesced dd’s, |=7.6 Hz and 1.4 Hz, 2H, H-
4”7,6”); 741 (t, |[=7.6 Hz, 1H, H-5"); 7.37 (d, J=8.3 Hz, 2H, H-2',6"); 7.31 (d, J=8.3 Hz, 2H, H-
3’,5"); 5.01 (s, 2H, H-10); 3.89 (br ~s, 4H, H-1,2); 3.67 (s, 2H, H-11); 3.25 (br ~s, 2H, H-6); 3.62
(br s, 2H, H-13"); 2.67 (t, ]=5.7 Hz, 2H, H-8); 2.48 (t, |]=5.7 Hz, 2H, H-9); 1.65 (br s, 2H, NH>).
BC-NMR (CDCls): 161.3 (C-6); 153.1 (C-3a); 145.5 (C-9a); 139.7 (C-1"); 136.8 (C-1"); 133.2 (C-
27); 132.3 (C-6"); 131.5 (C-2,6); 131.1 (C-4"); 129.2 (C-5"); 128.5 (C-3,5); 122.3 (C-4’); 118.8
(CN); 112.6 (C-3"); 90.2 (C-12"); 82.4 (C-11"); 61.3 (C-11); 50.6 (C-2); 49.3 (C-6); 48.5 (C-8); 46.9

12



(C-1); 45.2 (C-10); 32.2 (C-13'); 26.7 (C-9). HRMS: m/z calc. for [CzHNeO]*: 451.2241 [M+H]*;
found: 451.2234; mass error: 1.52 ppm

4-(4-(3-Aminoprop-1-yn-1-yl)benzyl)-7-(4-(5-ferrocenyl-1H-1,2,3-triazol-1-yl) benzyl)-
2,4,6,7,8,9-hexahydroimidazol[1,2-alpyrido[3,4-e]pyrimidin-5(1H)-one (17b):

TH-NMR (CDCL): 7.79 (s, 1H, H-12"); 7.45 (d, J=8.6 Hz, 2H, H-2",6"); 7.37 (d, ]=8.1 Hz, 2H, H-
2',6'); 7.35 (d, ]=8.6 Hz, 2H, H-3",5”); 7.30 (d, J=8.1 Hz, 2H, H-3",5); 5.01 (s, 2H, H-10); 4.23 (t,
J=1.6 Hz, 2H, H-14",17"); 4.18 (t, ]=1.6 Hz, 2H, H-15",16"); 4.05 (s, 5H, n’-CsHs); 3.87 (br ~s,
4H, H-1,2); 3.72 (s, 2H, H-11); 3.60 (br s, 2H, H-13"); 3.31 (br ~s, 2H, H-6); 2.67 (t, ]=5.7 Hz, 2H,
H-8); 2.46 (t, ]=5.7 Hz, 2H, H-9); 1.74 (br s, 2H, NH:). 3C-NMR (CDCls): 161.4 (C-6); 152.9 (C-
3a); 145.7 (C-9a); 139.8 (C-1"); 137.3 (C-117); 136.9 (C-1"); 135.9 (C-4"); 132.4 (C-12"); 131.5 (C-
3,5); 129.6 (C-2",6"); 128.5 (C-2,6"); 126.0 (C-3”,5"); 122.0 (C-4’); 101.6 (C-5a); 90.1 (C-12");
82.4 (C-11"); 70.5 (C-13"); 69.9 (n>-CsHs); 69.4 (C-15”7,16"); 68.4 (C-14",17"); 61.6 (C-11); 50.6 (C-
2); 49.6 (C-6); 48.3 (C-8); 46.9 (C-1); 45.1 (C-10); 32.2 (C-13"); 26.7 (C-9). HRMS: m/z calc. for
[CssH37FeNsOJ*: 677.2434 [M+H]*; found: 677.2402. mass error: 4.76 ppm.

4-(4-(3-Aminoprop-1-yn-1-yl)benzyl)-7-(4-(4-ferrocenyl-1H-1,2,3-triazol-1-yl)benzyl)-
2,4,6,7,8,9-hexahydroimidazol[1,2-alpyridol3,4-e]pyrimidin-5(1H)-one (17c):

'H-NMR (CDCl): 7.87 (s, 1H, H-117); 7.72 (d, ]=8.3 Hz, 2H, H-3",5”); 7.50 (d, |=8.3 Hz, 2H, H-
27,6”); 7.37 (d, ]=8.1 Hz, 2H, H-2',6"); 7.32 (d, =8.1 Hz, 2H, H-3,5); 5.02 (s, 2H, H-10); 4.79 (t,
J=1.8 Hz, 2H, H-14",17"); 4.34 (t, ]=1.8 Hz, 2H, H-15",16"); 4.12 (s, 5H, n’-CsHs); 3.90 (br ~s,
4H, H-1,2); 3.72 (s, 2H, H-11); 3.65 (br s, 2H, H-13"); 3.30 (br ~s, 2H, H-6); 2.70 (t, ]=5.7 Hz, 2H,
H-8); 2.49 (t, ]=5.7 Hz, 2H, H-9); 1.77 (br s, 2H, NH>). 3C-NMR (CDCls): 161.4 (C-6); 152.9 (C-
3a); 147.6 (C-12”); 145.6 (C-9a); 138.5 (C-1"); 136.8 (C-1"); 136.3 (C-4"); 131.5 (C-3,5"); 130.2 (C-
27,6”); 128.5 (C-27,6"); 122.3 (C-4’); 120.4 (C-3”,5”7); 116.6 (C-11"); 101.8 (C-5a); 90.1 (C-12"); 82.4
(C-117); 74.9 (C-13"); 69.7 (n>-CsHs); 68.9 (C-157,16"); 66.8 (C-14”,17"); 61.6 (C-11); 50.6 (C-2);
49.4 (C-6); 48.4 (C-8); 46.9 (C-1); 45.2 (C-10); 32.2 (C-13); 26.8 (C-9). HRMS: m/z calc. for
[CssH37FeNsOJ*: 677.2434 [M+H]*; found: 677.2404; mass error: 4.46 ppm.

4-(4-(3-Aminoprop-1-yn-1-yl)benzyl)-7-(4-(4-phenyl-1H-1,2,3-triazol-1-yl)benzyl)-
2,4,6,7,8,9-hexahydroimidazo[1,2-alpyrido[3,4-e]pyrimidin-5(1H)-one (17d):

'H-NMR (CDCl): 8.18 (s, 1H, H-11"); 7.91 (dd, J77.8 Hz and 2.1 Hz, 2H, H-14",18"); 7.73 (d,
J=8.3 Hz, 2H, H-3",5"); 7.50 (d, ]=8.3 Hz, 2H, H-2",6"); 7.46 (t, |=7.8 Hz, 2H, H-15"17"); 7.37
and 7.36 (partly overlapping d (J=8.2 Hz) and tt (J=7.8 Hz and 2.1 Hz), 3H, H-2",6" and H-
16”); 7.31 (d, J=8.2 Hz, 2H, H-3',5"); 5.02 (s, 2H, H-10); 3.89 (br ~s, 4H, H-1,2); 3.71 (s, 2H, H-
11); 3.62 (br s, 2H, H-13’); 3.30 (br ~s, 2H, H-6); 2.71 (t, ]=5.7 Hz, 2H, H-8); 2.48 (t, ]=5.7 Hz,
2H, H-9); 1.65 (br s, 2H, NHz). *C-NMR (CDCls): 161.5 (C-6); 153.0 (C-3a); 148.5 (C-12"); 145.6
(C-9a); 138.9 (C-17); 136.8 (C-1); 136.2 (C-4"); 131.5 (C-3',5); 130.3 (C-2",6"); 129.9 (C-13");
128.9 (C-15",177); 128.6 (C-2',6); 128.5 (C-16"); 125.9 (C-14",18"); 122.3 (C-4’); 120.7 (C-3",5");
117.7 (C-117); 101.8 (C-5a); 90.1 (C-12"); 82.5 (C-11"); 61.6 (C-11); 50.6 (C-2); 49.4 (C-6); 48.4 (C-
8); 46.9 (C-1); 45.2 (C-10); 32.2 (C-13’); 27.0 (C-9). HRMS: m/z calc. for [CssH3sNsOJ*: 569.2772
[M+H]*; found: 569.2765; mass error: 1.20 ppm.
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7-(3-cyanobenzyl)-4-(4-ethynylbenzyl)-2,4,6,7,8,9-hexahydroimidazo[1,2-alpyridol[3,4-
e]pyrimidin-5(1H)-one (18):

H-NMR (CDCl): 7.67 (br ~t, J~2 Hz, 1H, H-2"); 7.52-7.57 (overlapping m’s, 2H, H-4” and H-
6”); 7.42 (t, ]=7.8 Hz, 1H, H-5"); 7.40 (br ~s 4H, H-2",3’,5",6"); 5.04 (s, 2H, H-10); 3.90 (s, 4H, H-
1,2); 3.68 (s, 2H, H-11); 3.26 (br s, 2H, H-6); 3.03 (s, 1H, H-12); 2.68, (t, ]=5.6 Hz, 2H, H-8); 2.50
(t, 2H, J=5.6 Hz, H-9). BC-NMR (CDCl): 161.3 (C-5); 152.9 (C-3a); 145.6 (C-9a); 139.7 (C-1");
137.7 (C-1"); 133.2 (C-2"); 132.3 (C-6"); 132.1 (C-3',5"); 131.1 (C-4"); 129.3 (C-5"); 128.5 (C-2',6);
121.2 (C-4’); 118.8 (CN); 112.6 (C-3”); 101.5 (C-5a); 83.7 (C-11"); 77.06 (coalesced with the
central line of the solvent signal, C-12’), 61.3 (C-11); 50.6 (C-2); 49.3 (C-6); 48.5 (C-8); 46.9 (C-
1); 45.1 (C-10); 26.7 (C-9).
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S.3. Copies of the 'H- and *C-NMR spectra
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'H-NMR of 7bh
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TH-NMR of 7cf
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'H-NMR of 7ch
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TH-NMR of 7df
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TH-NMR of 7hf
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H-NMR of 7hg
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1H-NMR of 9a
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TH-NMR of 9b
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BC-NMR of 10a
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3C-NMR of 10b
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1H-NMR of 12a
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3C-NMR of 12b
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TH-NMR of 16a
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"H-NMR of 16b

ppm

T
20

25

3.0

€827 ¢ —

35

Sp8°E

€
L98° €
LLBTE
mmm‘mv
€687 €

ETZ°F

0zz H
SLEC
mpq.qw
z8b° b

EE0" S —

4.5

| JJLJ I

5.0

6.0

6FE"
E56°
550°
650°
6L0°
9607
coe”
sLe”
aLe”
Z8¢g"
Fae”
LBE"

6.5

U

EOF”
STR"
0ZF"

Ll el e e e it e el el ol =R ¥

TR e

8.0
1C-NMR of 16b
\

29

‘ L L

110 100 20

120

130

| HH l

170




TH-NMR of 16c

65F "
OLF
18F
£59°

9L9"

z9z"

aLe”

Z28E" L
FEE "L
66E "L

STk
0EFR "
SFS”
196°

PGSO "L

z
2\
*Z

ppm

25

LA

|l

7.5

8.0

3C-NMR of 16¢

SE 0T

ppm

20

T T T T T T T T
160 150 140 130 120 110 100 20

T
170

30



TH-NMR of 16d
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TH-NMR of 17a
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'H-NMR of 17b
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TH-NMR of 17¢
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TH-NMR of 17d
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TH-NMR of 18
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S.4. Copies of the HRMS spectra

9a

m/z calc for [CssHzFFeN7O]+: 641.1996

[M —e’]+; found: 641.1984. mass error: 1.87 ppm
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9b

m/z calc for [CssHa1F2FeN7OH]*: 660.1980
[M + H]J*; found: 660.1953. mass error: 4.095 ppm
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10a

m/z calc for [CssHssFFeN7O]J*: 642.2075

[M +H] *; found: 642.2058. mass error: 2.57 ppm

1004

©
i

P
i

@
i
A

BoR NN W oW A R OO O N N ®
o @ o o o G 5 O o @ o & o a4 o
ol e e To el Tl Tl Dol e T e Ti

5

o

642.2058
z=1

643.2090
z=1

641.1978
z=1

644.2120
640.2105 z=1
z=1

10b

m/z calc for [CssHaF2FeN7O]*: 330.6027
[M +2H]?; found: 330.6019. mass error: 2.28 ppm
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11

m/z calc for [CssHasFeIN-O]*: 750.1135

[M +H] %; found: 750.1118. mass error: 2.29 ppm
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12a

m/z calc for [CssHasFeIN-O]*: 750.1135

[M +H] %; found: 750.1112. mass error: 3.09 ppm
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12b

m/z calc for [CssHseFeN7O]*: 638.2325

[M+H]* found: 638.2305; mass error: 3.17.
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13

m/z calc for [CsiH»IN7O]*: 642.1473

[M+H]*; found: 642.1455. mass error: 2.78 ppm.
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16a

m/z calc for [CssHaFFeN1O]*: 599.1904

[M +H] *; found: 599.1888. mass error: 2.67 ppm
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m/z calc for [CssHa2FeNsO]J*: 606.1951

[M +H] *; found: 606.1930. mass error: 3.42 ppm
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m/z calc for [Cs7rHa2Fe2N7O]J*: 832.2144
16d
[M+H] *; found: 832.2120; mass error: 2.90 ppm.
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m/z calc for [C2zH27NeO]*: 451.2241
17a
[M +H] *; found: 451.2234. mass error: 1.52 ppm.
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m/z calc for [CasHs7FeNsOJ*: 677.2434
17b
[M+H]* found: 677.2402. mass error: 4.76 ppm.
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m/z calc for [CassHa7FeNsOJ*: 677.2434
17¢
[M+H]*; found: 677.2404. mass error: 4.46 ppm.
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17d

m/z calc for [CssH33NsO]*: 569.2772

[M+H]*; found: 569.2765; mass error: 1.20 ppm.

274 #85-118 RT: 0.39-0.54 AV: 34 NL: 1.10E7
T: FTMS + p ESI Full ms [240.0000-2000.0000]
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17e

m/z calc for [C2sH20NsO]J*: 493.2459

[M+H]*; found: 493.2451; mass error: 1.59 ppm.
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7bf

m/z calc for [C2sH2sFIN4O]*: 517.0895

[M+H]*; found: 517.0885; mass error: 1.96 ppm.
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7bh

m/z calc for [C2sH23FN7O]J*: 432.1943

[M+H]*; found: 432.1936; mass error: 1.53 ppm.
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7ch

m/z calc. for [C2sH22F2N7O]*: 450.1848 [M+H]*

found: 450.1843; mass error: 1.20 ppm.
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1

m/z

7cf

m/z calc for [CasH22F2INsO]*: 535.0801

[M+H]*; found: 535.0790; mass error: 2.04 ppm.
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m/z calc for [C24H23INsO]*: 524.0942
7df
[M+H]*; found: 524.0934; mass error: 1.50 ppm.

'524.0934
100 at

L1

0 LAAAAS RARMS RAARS RARAS RARRY RARAS RARSS RAMRS RARAS RARSS RARSS RARRY AAAAS LARAS RARAS AARAS MARRS AARAS RAARS RS KRR MAAR) RARES RAR RAARI RARMI AAASI |
480 500 520 540 560 580 600
m/z

m/z calc for [C2sH2sIN7O]*: 540.1003
7hf
[M+H]*; found: 540.0994; mass error: 1.73 ppm.

540.0994
z=1

L1y
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7hg

m/z calc for [C2:sH26N7O]*: 428.2193

[M+H]*; found: 428.2185; mass error: 1.95 ppm.

428.2185
z=1
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S.5. MTT Cell Viability Assay Data

Panc-1

Cell viability (% of control)

Conc./pM 50,0 300 180 108 6,5 3,9 2,3 1,4 0,8
39 432 495 855 870 1142 1096 91,5 97,6
46 424 586 799 888 996 1062 1148 1075
10a 1,2 12,6 21,7 351 574 1203 1245 1087 108,7
1,5 16,8 344 46,0 752 1275 132,0 130,0 133,1
08 09 965 1379 97,7 1196 112,1 104,7 108,5
06 07 606 1149 1097 101,4 1053 1123 111,0
17b 06 06 152 1475 153,8 151,3 1296 116,6 111,2
02 04 307 1491 146,2 1393 1432 1208 1139
09 08 10 162 889 1126 1143 1085 1249
08 07 10 134 87,0 106,1 1075 1251 1221
17¢ 06 06 04 24 9,4 1308 1454 1179 1187
06 06 04 45 48,4 146,2 146,9 149,3 1484
06 10 11 968 1185 1131 113,5 110,7 120,7
07 08 10 796 1051 1039 1086 1204 1133
17d 06 04 03 1,2 153,5 147,7 1283 120,3 128,44
02 04 04 07 1041 1596 1255 1396 1234
42,2 664 659 649 513 641 682 1021 954
46,6 71,0 72,1 636 589 628 71,7 81,3 944
341 263 291 226 24,7 329 492 562 93,0
ONC201
26,1 263 331 266 309 428 400 67,0 1167
26,6 280 310 275 298 372 469 593 875
279 295 235 295 264 314 465 581 899
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A2058

Cell viability (% of control)

Conc./pM 500 30,0 180 10,8 6,5 39 2,3 14 0,8
30,0 425 550 575 76,7 1158 1208 1033 99,2
10a 25,6 37,0 493 537 76,7 1163 1163 110,1 96,0
33,8 354 488 49,1 916 119,7 121,7 1009 953
23,6 372 609 64,1 838 1443 1600 1339 1099
25 42 100 733 983 892 892 10,7 1017
35 44 106 837 90,7 916 784 90,7 1057
176 1,7 13 20 488 896 956 886 973 989
14 14 21 487 995 909 1020 106,0 100,6
67 33 33 33 267 31,7 1025 958 950
70 44 35 26 211 396 855 802 855
17¢ 23 1.7 10 20 177 588 949 91,2 959
36 21 18 25 175 684 874 938 1042
25 42 25 42 400 825 908 101,7 1000
35 44 26 53 520 758 722 925 1119
17d 07 13 10 23 541 785 1110 1059 1016
18 1,1 14 36 512 809 952 1006 995
40,8 41,7 492 492 442 400 50,8 633 750
ONC201 42,3 47,6 581 458 458 502 51,1 661 740
391 481 49,1 545 541 575 545 846 973
372 455 487 533 50,5 516 612 752 884
EBC-1
Cell viability (% of control)
Conc./pM 50,0 30,0 180 10,8 6,5 3,9 2,3 14 0,8
14 25 180 274 487 844 920 967 956
27 27 184 30,6 525 988 1061 900 965
10a 16 19 210 340 61,8 798 1008 1272 1092
10 18 177 325 536 830 1030 93,0 951
14 18 227 715 931 1079 974 982 974
17b 19 27 237 724 843 992 969 965 96,1
14 14 114 545 1065 1062 1027 1089 101,3
1,0 10 11,5 451 1005 1035 1064 979 1064
1,1 22 18 61 379 808 765 989 935
. 19 23 23 61 391 866 812 854 915
14 14 11 93 512 863 978 997 999
13 13 15 100 502 1002 874 1087 1212
25 14 141 751 1018 960 964 942 917
d 31 31 153 839 1030 977 942 877 90,0
17 1,1 16 71 664 1157 1176 1122 1073 98,3
08 13 128 687 984 1015 101,5 1143 1128
188 256 253 26,7 289 285 354 603 715
ONC201 134 234 234 260 230 260 352 529 609
155 23,1 29,7 302 408 373 50,7 700 871
21,0 272 343 274 302 425 561 720 999
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Fadu

Cell viability (% of control)

Conc./uM 50,0 30,0 180 10,8 6,5 3,9 2,3 1,4 0,8
56 65 115 165 355 679 81,3 961 813

40 50 129 203 421 860 1033 1130 892
10 87 80 130 200 334 942 1073 1052 108,6
60 83 10,7 226 348 81,4 1079 91,3 97,7
1,3 1,3 282 690 827 708 91,7 733 1001

1,0 1,0 252 91,3 985 1086 971 1158 925
17b 04 07 166 793 84,2 1003 1078 99,1 1013
1,1 1,5 234 845 934 901 91,8 1050 1033
1,3 1,3 08 15 370 880 723 90,1 1084

12 10 14 12 443 945 1082 1108 91,7
17 1,0 07 07 13 465 1057 963 1057 1059
1.6 1,2 12 24 621 920 989 1037 98,5
08 15 13 343 790 775 984 857 1222
1,2 1,2 12 580 1025 1005 1044 1124 1021

17d 06 09 06 372 905 1087 97,7 949 942
1,1 15 13 442 971 976 1036 100,1 1052

92 96 92 104 136 182 234 43,7 681

ONC201 97 12,7 9,7 135 147 169 258 604 814
151 17,2 191 200 223 229 334 703 86,6

129 185 19,7 189 250 21,2 363 67,7 971
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S.6. CellTiter-Glo Cell Viability Assay Data

17¢

17d

Cell viability (% of control)

Conc./uM 30,0 180 10,8 6,5 3,9 2,3 14 0,8
00 01 01 76 674 955 93,0 891

PANC-1 00 00 00 91 693 979 942 950
00 00 00 78 715 976 915 944

01 01 06 28 388 84 1179 979

A2058 00 00 06 21 459 848 1229 994
00 01 05 23 479 909 959 975

01 01 06 29 397 872 1168 96,8

EBC-1 00 00 06 22 461 852 1204 99,0
00 01 05 23 493 927 986 985
01 01 01 656 1000 1031 1050 1032
Fadu 00 00 00 672 997 1026 964 1009
00 00 01 625 975 959 1027 986

01 01 1009 1252 1045 1055 1084 97,3
P.fibroblast 0,0 0,1 101,5 127,3 1046 1040 1030 104,6
00 01 1033 1281 1063 1027 1038 1014

Cell viability (% of control)

Conc./puM 30,0 180 10,8 6,5 3,9 2,3 14 0,8
00 00 00 49 943 976 1019 998
PANC-1 00 00 00 40 961 987 100,1 1035
01 01 01 27 939 1027 1015 991

00 00 04 186 933 1034 1030 987

A2058 00 00 04 238 908 1023 998 983
01 01 05 269 923 110,0 1027 1013

00 00 04 191 925 1023 101,7 998

EBC-1 00 00 04 236 909 1030 998 988
01 01 06 271 928 1088 1025 997

00 00 07 8,1 938 959 1023 992
Fadu 00 00 12 8,0 984 971 1018 1028
01 01 31 8L5 949 914 1028 962
00 01 1020 1072 1022 1050 1009 1028
P.fibroblast 0,0 0,1 745 111,2 101,8 1024 1029 1051
01 01 660 1104 1043 1042 101,8 103,6
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