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Library characterization data

General Methods. The solvents were purified according to the standard procedures. All starting
materials were taken at Enamine Ltd. Reverse phase column chromatography was performed using Cg-
modified silica gel as a stationary phase. 'H, '°F, and *C NMR spectra were recorded at 500 MHz, 470,
and 126 MHz, respectively. Chemical shifts are reported in ppm downfield from TMS as internal
standards. Mass spectra were recorded on an LC-MS instrument with chemical ionization (CI). LC-MS
data were acquired on an Agilent 1200 HPLC system equipped with DAD/ELSD/LC-MS-6120
diodematrix and mass-selective detector. Melting points were measured on a MPA100 OptiMelt
automated melting point system. Elemental analyses were performed at the Laboratory of Organic
Analysis, Department of Chemistry, Taras Shevchenko National University of Kyiv.

Products obtained by isothiocyanate-based method.

rac-(3aR,6aR)-1-(1-Methyl-1H-tetrazol-5-yl)decahydro-1H-spiro[cyclopenta[b]pyrrole-3,4'-pyran]
(8{2,8}). Beige solid, mp = 137-139 °C. *H NMR (500 MHz, DMSO-ds): & 4.46 (td, J = 6.7, 3.1 Hz,
1H), 3.92 (s, 3H), 3.67 — 3.54 (m, 4H), 3.51 — 3.44 (m, 1H), 3.36 (d, J = 9.9 Hz, 1H), 2.48 — 2.41 (m,
1H), 1.98 — 1.91 (m, 1H), 1.66 — 1.60 (m, 2H), 1.60 — 1.51 (m, 2H), 1.49 — 1.33 (m, 5H) ppm. *C{*H}
NMR (126 MHz, DMSO-dg): 6 155.6, 64.6, 63.9, 63.6, 56.8, 51.8, 41.2, 36.1, 33.6, 33.1, 31.4, 26.1, 25.5
ppm. LC-MS (m/z): 264 (M + H"). Anal. Calcd. for C13H2:NsO: C, 59.29; H, 8.04; N, 26.59. Found: C,
59.48; H, 8.19; N, 26.67.
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N-((1-(1-1sopropyl-1H-tetrazol-5-yl)piperidin-3-yl)methyl)methanesulfonamide (8{10,50}). White
solid, mp = 114-116 °C. *H NMR (500 MHz, DMSO-dg): & 7.08 (s, 1H), 4.56 (hept, J = 6.5 Hz, 1H),
3.38 (dd, J = 12.3, 3.5 Hz, 1H), 3.28 (dt, J = 13.4, 3.9 Hz, 1H), 2.94 — 2.90 (m, 3H), 2.89 (s, 3H), 2.74
(dd, J = 12.2, 9.4 Hz, 1H), 1.94 — 1.80 (m, 1H), 1.80 — 1.70 (m, 2H), 1.68 — 1.56 (m, 1H), 1.47 (d, J =
6.4 Hz, 3H), 1.45 (d, J = 6.4 Hz, 3H), 1.26 — 1.17 (m, 1H) ppm. *C{*H} NMR (126 MHz, DMSO-dg): &
158.5, 53.7, 50.9, 49.5, 45.2, 35.3, 27.1, 23.5, 22.22, 22.16 ppm. LC-MS (m/z): 303 (M + H"). Anal.
Calcd. for C11H2NgO2S: C, 43.69; H, 7.33; N, 27.79; S, 10.60. Found: C, 43.29; H, 7.54; N, 27.85; S,
10.82.
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rac-(3aR,6aR)-1-(1-Cyclopropyl-1H-tetrazol-5-yl)decahydro-1H-spiro[cyclopenta[b]pyrrole-3,4'-
pyran] (8{15,8)}). Yellow solid, mp = 92-95 °C. *H NMR (500 MHz, DMSO-dg): & 4.53 (td, J = 6.8,
2.9 Hz, 1H), 3.75 (d, J = 10.1 Hz, 1H), 3.70 (tt, J = 7.1, 3.7 Hz, 1H), 3.66 — 3.52 (m, 3H), 3.51 — 3.44
(m, 1H), 3.40 (d, J = 10.1 Hz, 1H), 1.98 (dt, J = 11.4, 6.5 Hz, 1H), 1.69 — 1.55 (m, 4H), 1.54 — 1.40 (m,
5H), 1.39 — 1.29 (m, 1H), 1.25 — 1.06 (m, 3H), 1.05 — 0.96 (m, 1H) ppm. *C{*H} NMR (126 MHz,
DMSO-dg): 8 156.2, 64.6, 64.2, 63.7, 56.6, 51.5, 41.2, 36.1, 33.2, 31.4, 27.6, 26.0, 25.5, 7.9, 7.4 ppm.
LC-MS (m/z): 290 (M + H"). Anal. Calcd. for C15H,3NsO: C, 62.26; H, 8.01; N, 24.20. Found: C, 62.12;
H, 7.70; N, 23.94.

1-Cyclopropyl-N-((1-ethyl-1H-pyrazol-4-yl)methyl)-N-methyl-1H-tetrazol-5-amine (8{15,71}).
Yellow oil. *H NMR (500 MHz, DMSO-ds): & 7.72 (s, 1H), 7.40 (s, 1H), 4.46 (s, 2H), 4.08 (9, J = 7.2
Hz, 2H), 3.73 — 3.67 (m, 1H), 2.99 (s, 3H), 1.33 (t, J = 7.2 Hz, 3H), 1.21 — 1.12 (m, 4H) ppm. *C{*H}
NMR (126 MHz, DMSO-dg): 6 158.6, 138.5, 128.8, 115.3, 46.5, 46.1, 37.1, 28.5, 15.5, 7.7 ppm. LC-MS
(m/z): = 248 (M + H"). Anal. Calcd. for C11H17N7: C, 53.42; H, 6.93; N, 39.65. Found: C, 53.28; H, 7.11;
N, 39.43.

1-Cyclopropyl-N-ethyl-N-(furan-3-ylmethyl)-1H-tetrazol-5-amine (8{15,72)}). Beige solid, mp =
60-62 °C. *H NMR (500 MHz, DMSO-dg): & 7.67 (s, 1H), 7.62 (s, 1H), 6.44 (s, 1H), 4.47 (s, 2H), 3.64
(quint, J =5.3 Hz, 1H), 3.43 (9, J = 7.1 Hz, 2H), 1.15 (d, J = 5.3 Hz, 4H), 1.10 (t, J = 7.1 Hz, 3H) ppm.
BC{*H} NMR (126 MHz, DMSO-dg): & 158.2, 143.7, 141.2, 121.0, 110.7, 44.0, 43.9, 28.4, 12.4, 7.4
ppm. LC-MS (m/z): 234 (M + H"). Anal. Calcd. for C1;HisNsO: C, 56.64; H, 6.48; N, 30.02. Found: C,
56.98; H, 6.76; N, 29.86.
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(R)-1-(Cyclobutylmethyl)-5-(3-phenoxypyrrolidin-1-yl)-1H-tetrazole (8{36,164}). White solid, mp =
52-54 °C. *H NMR (500 MHz, DMSO-ds): & 7.30 (t, J = 7.8 Hz, 2H), 6.98 — 6.94 (m, 3H), 5.16 — 5.12
(m, 1H), 4.33 (d, J = 2.3 Hz, 1H), 4.32 (d, J = 2.2 Hz, 1H), 3.88 (dd, J = 11.2, 4.6 Hz, 1H), 3.70 — 3.62
(m, 3H), 2.74 (hept, J = 7.6 Hz, 1H), 2.33 — 2.23 (m, 1H), 2.20 — 2.12 (m, 1H), 1.98 — 1.91 (m, 2H), 1.86
— 1.73 (m, 4H) ppm. ®C{*H} NMR (126 MHz, DMSO-d¢): & 156.8, 155.7, 129.6, 121.0, 115.5, 75.7,
54.7, 51.1, 47.4, 34.5, 30.9, 25.15, 25.12, 17.6 ppm. LC-MS (m/z): 300 (M + H"). Anal. Calcd. for
Ci16H21Ns0: C, 64.19; H, 7.07; N, 23.39. Found: C, 64.52; H, 6.87; N, 23.42.
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1-(1-(1-Methylcyclopropyl)-1H-tetrazol-5-yl)-4-((methylsulfonyl)methyl)piperidine ~ (8{40,188}).
Beige solid, mp = 66-69 °C. The compound existed as a ca. 3:2 mixture of rotamers. '"H NMR (500
MHz, DMSO-d): 6 4.68 — 4.56 (m, 1H), 4.02 — 3.91 (m, 3H), 3.57 — 3.50 (m, 4H), 3.49 (s, 2H), 3.35 —
3.30 (m, 2H), 2.29 (ddd, J = 9.7, 7.0, 2.8 Hz, 0.8H), 2.23 (ddd, J = 9.6, 6.9, 2.9 Hz, 1.2H), 2.03 — 1.85
(m, 8H), 1.09 (t, J = 7.0 Hz, 3H) ppm. *C{*H} NMR (126 MHz, DMSO-ds): & 155.8 and 155.5, 68.1
and 67.9, 65.73 and 65.70, 62.4, 60.5 and 59.9, 53.3, 48.5 and 47.9, 38.1, 37.4, 36.8 and 36.4, 32.85 and
32.76, 15.2 ppm. LC-MS (m/z): 308 (M + H"). Anal. Calcd. for CisH2sNsO,: C, 58.61; H, 8.20; N,
22.78. Found: C, 58.70; H, 8.00; N, 22.60.

N-Methyl-N-((6-methylpyridin-2-yl)methyl)-1-(tetrahydro-2H-pyran-4-yl)-1H-tetrazol-5-amine
(8{40,1923}). Brown solid, mp = 71-74 °C. *H NMR (500 MHz, DMSO-dg): & 7.68 (t, J = 7.7 Hz, 1H),
7.20 (d,J=7.7 Hz, 1H), 7.18 (d, J = 7.7 Hz, 1H), 4.82 (tt, J = 10.4, 5.3 Hz, 1H), 4.48 (s, 2H), 3.96 (d, J
= 11.3 Hz, 2H), 3.42 (td, J = 11.4, 3.5 Hz, 2H), 3.00 (s, 3H), 2.43 (s, 3H), 2.05 — 1.96 (m, 4H) ppm.
BC{*H} NMR (126 MHz, DMSO-dg): & 158.1, 157.7, 155.8, 137.2, 122.0, 119.2, 65.9, 58.9, 53.6, 39.6,
32.5, 24.0 ppm. LC-MS (m/z): 289 (M + H™). Anal. Calcd. for C14H2NgO: C, 58.31; H, 6.99; N, 29.15.
Found: C, 58.48; H, 7.31; N, 29.38.
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5-(3-(4-Chloro-1H-pyrazol-1-yl)pyrrolidin-1-yl)-1-(2-(thiophen-2-yl)ethyl)-1H-tetrazole
(8{41,147}). Beige solid, mp = 92-94 °C. *H NMR (500 MHz, DMSO-ds): & 8.08 (s, 1H), 7.58 (s, 1H),
7.33 (d, J = 5.1 Hz, 1H), 6.93 (dd, J = 5.1, 3.4 Hz, 1H), 6.81 (d, J = 3.4 Hz, 1H), 5.09 — 5.01 (m, 1H),
454 (t, J =7.0 Hz, 2H), 3.91 (dd, J = 10.4, 6.3 Hz, 1H), 3.77 (dd, J = 10.4, 3.9 Hz, 1H), 3.67 (9, J=7.9
Hz, 1H), 3.60 (dt, J = 9.0, 4.4 Hz, 1H), 3.35 — 3.29 (m, 2H), 2.44 — 2.32 (m, 2H) ppm. *C{*H} NMR
(126 MHz, DMSO-dg): 6 155.6, 138.8, 137.2, 127.3, 127.1, 126.1, 124.8, 108.3, 60.3, 54.1, 47.8, 47.6,
31.0, 29.0 ppm. LC-MS (m/z): = 350 (M + H"). Anal. Calcd. for C14H16CIN;S: C, 48.07; H, 4.61; N,
28.03; S, 9.16; Cl, 10.13. Found: C, 47.96; H, 4.57; N, 28.14; S, 8.93; Cl, 9.87.
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4-Methyl-2-(1-(1-(2-(thiophen-2-yl)ethyl)-1H-tetrazol-5-yl)pyrrolidin-3-yl)thiazole (8{41,148}).
Brown oil. *H NMR (500 MHz, DMSO-de): & 7.33 (d, J = 5.1 Hz, 1H), 7.17 (s, 1H), 6.92 (t, J = 5.1, 3.4
Hz, 1H), 6.81 (d, J = 3.4 Hz, 1H), 4.54 (t, J = 7.0 Hz, 2H), 3.90 — 3.82 (m, 2H), 3.69 — 3.52 (m, 3H),
3.33 (t, J = 6.9 Hz, 2H), 2.43 — 2.36 (m, 1H), 2.32 (s, 3H), 2.19 — 2.11 (m, 1H) ppm. *C{*H} NMR (126
MHz, DMSO-dg): 6 169.5, 155.7, 151.6, 138.8, 127.1, 126.2, 124.9, 113.7, 54.5, 48.5, 47.8, 41.6, 32.1,
29.0, 16.8 ppm. LC-MS (m/z): = 347 (M + H"). Anal. Calcd. for C15H1gNgS,: C, 52.00; H, 5.24; N,
24.26; S, 18.51. Found: C, 52.17; H, 5.34; N, 24.21; S, 18.37.
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2-(1-(2-(Thiophen-2-yl)ethyl)-1H-tetrazol-5-yl)-1,2,3,4-tetrahydroisoquinolin-5-ol (8{41,210}).
Beige solid, mp = 116-119 °C. *H NMR (500 MHz, DMSO-de): & 9.46 (s, 1H), 7.32 (dd, J = 5.1, 1.3
Hz, 1H), 6.98 (t, J = 7.8 Hz, 1H), 6.91 (t, J = 5.1, 3.4 Hz, 1H), 6.81 (d, J = 3.4 Hz, 1H), 6.67 (d, J = 7.9
Hz, 1H), 6.58 (d, J = 7.6 Hz, 1H), 4.53 (t, J = 6.8 Hz, 2H), 4.30 (s, 2H), 3.44 — 3.39 (M, 4H), 2.72 (t, J =
6.0 Hz, 2H) ppm. *C{*H} NMR (126 MHz, DMSO-ds): & 158.7, 154.8, 138.9, 134.0, 127.1, 126.4,
126.1, 124.9, 120.4, 116.8, 112.4, 50.8, 48.2, 47.1, 27.8, 22.5 ppm. LC-MS (m/z): 328 (M + H*). Anal.
Calcd. for C16H17NsOS: C, 58.70; H, 5.23; N, 21.39; S, 9.79. Found: C, 58.98; H, 5.44; N, 21.04; S,
9.56.
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4-(Furan-2-yl)-1-(1-(2-(thiophen-2-yl)ethyl)-1H-tetrazol-5-yl)piperidine (8{41,211}). Yellow oil. 'H
NMR (500 MHz, DMSO-dg): 6 7.53 (s, 1H), 7.32 (d, J = 5.2 Hz, 1H), 6.93 — 6.88 (m, 1H), 6.78 (d, J =
3.4 Hz, 1H), 6.37 (s, 1H), 6.12 (d, J = 3.1 Hz, 1H), 4.46 (t, J = 6.8 Hz, 2H), 3.42 — 3.36 (m, 4H), 3.00 (t,
J =12.2 Hz, 2H), 2.89 — 2.82 (m, 1H), 2.02 — 1.90 (m, 2H), 1.72 — 1.62 (m, 2H) ppm. “C{*H} NMR
(126 MHz, DMSO-dg): 6 159.0, 158.2, 141.3, 138.9, 127.0, 126.1, 124.8, 110.2, 103.7, 49.2, 48.1, 33.8,
29.6, 27.8 ppm. LC-MS (m/z): 330 (M + H"). Anal. Calcd. for C1¢H19Ns0S: C, 58.34; H, 5.81; N, 21.26;
S, 9.73. Found: C, 58.07; H, 5.83; N, 21.40; S, 9.64.

4-(1-(2-(Thiophen-2-yl)ethyl)-1H-tetrazol-5-yl)-7-(trifluoromethyl)-1,4-oxazepane (8{41,212}).
Yellow oil. *"H NMR (500 MHz, DMSO-dg): & 7.34 (d, J = 5.1 Hz, 1H), 6.94 — 6.90 (m, 1H), 6.83 — 6.77
(m, 1H), 4.54 — 4.43 (m, 2H), 4.31 — 4.24 (m, 1H), 4.02 (d, J = 12.9 Hz, 1H), 3.78 — 3.71 (m, 1H), 3.58 —
3.46 (m, 4H), 3.37 (t, J = 6.9 Hz, 2H), 2.13 — 2.05 (m, 1H), 2.01 — 1.94 (m, 1H) ppm. *C{*H} NMR
(126 MHz, DMSO-dg): 6 157.9, 138.9, 127.1, 126.2, 124.9, 124.8 (q, J = 281.1 Hz), 75.4 (9, J = 29.8
Hz), 68.8, 53.1, 48.4, 48.3, 28.3, 28.1 ppm. “F{*H} NMR (376 MHz, DMSO-ds): 8 —77.6 ppm. LC-MS
(m/z): 348 (M + H"). Anal. Calcd. for Ci3H1sF3sNsOS: C, 44.95; H, 4.64; N, 20.16; S, 9.23. Found: C,
44.92; H, 4.83; N, 19.96; S, 9.00.
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5-(3-(2-Methoxyphenyl)pyrrolidin-1-yl)-1-(1-methylcyclopropyl)-1H-tetrazole (8{42,193)}). White
solid, mp = 106-108 °C. *H NMR (500 MHz, DMSO-dg): 5 7.29 — 7.21 (m, 2H), 7.01 (d, J = 8.1 Hz,
1H), 6.93 (t, J = 7.5 Hz, 1H), 4.00 (dd, J = 9.5, 7.3 Hz, 1H), 3.82 (s, 3H), 3.78 — 3.65 (m, 3H), 3.54 —
3.49 (m, 1H), 2.33 — 2.24 (m, 1H), 2.11 (dg, J = 12.0, 8.6 Hz, 1H), 1.56 (s, 3H), 1.35 — 1.26 (m, 2H),
1.13 — 1.06 (m, 2H) ppm. *C{*H} NMR (126 MHz, DMSO-ds): & 157.1, 156.0, 129.0, 127.9, 126.7,
120.5, 110.9, 55.4, 54.5, 49.2, 37.3, 34.2, 30.7, 23.9, 15.1, 14.9 ppm. LC-MS (m/z): 300 (M + H"). Anal.
Calcd. for C16H21NsO: C, 64.19; H, 7.07; N, 23.39. Found: C, 64.57; H, 7.44; N, 23.30.
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5-(3-(3-Fluoro-4-methoxyphenyl)pyrrolidin-1-yl)-1-(1-methylcyclopropyl)-1H-tetrazole
(8{42,227}). White solid, mp = 95-97 °C. *H NMR (500 MHz, DMSO-ds): 5 7.24 (d, J = 13.1 Hz, 1H),
7.13 — 7.10 (m, 2H), 4.03 — 3.94 (m, 1H), 3.82 (s, 3H), 3.80 — 3.76 (m, 1H), 3.68 (td, J = 9.4, 6.9 Hz,
1H), 3.53 — 3.44 (m, 2H), 2.37 — 2.29 (m, 1H), 2.10 — 2.01 (m, 1H), 1.56 (s, 3H), 1.37 — 1.24 (m, 2H),
1.14 — 1.08 (m, 2H) ppm. *C{*H} NMR (126 MHz, DMSO-ds):  155.9, 151.4 (d, J = 243.4 Hz), 145.8
(d, J =10.5 Hz), 134.3 (d, J = 6.0 Hz), 123.3 (d, J = 3.2 Hz), 114.8 (d, J = 18.0 Hz), 1139 (d, J = 2.1
Hz), 56.0, 55.8, 49.6, 42.4, 34.2, 32.4, 23.9, 15.1, 14.8 ppm. ’F NMR (470 MHz, DMSO-dg): & —135.2 —
—135.3 (m) ppm. LC-MS (m/z): 318 (M + H"). Anal. Calcd. for C1H,0FNsO: C, 60.55; H, 6.35; N,
22.07. Found: C, 60.54; H, 6.62; N, 21.69.
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1-Methyl-4-(1-((tetrahydrofuran-3-yl)methyl)-1H-tetrazol-5-yl)-2,3,4,5-tetrahydro-1H-pyrido[2,3-
e][1,4]diazepine (8{51,251}). Brownish oil. ‘H NMR (500 MHz, DMSO-dg): 5 8.05 (dd, J = 4.8, 1.8
Hz, 1H), 7.50 (dd, J = 7.3, 1.8 Hz, 1H), 6.71 (dd, J = 7.3, 4.8 Hz, 1H), 4.53 (s, 2H), 4.22 (d, J = 7.6 Hz,
2H), 3.73 — 3.69 (m, 3H), 3.61 (id, J = 9.1, 7.1 Hz, 2H), 3.55 — 3.51 (m, 2H), 3.37 (dd, J = 8.8, 5.4 Hz,
1H), 2.99 (s, 3H), 2.77 — 2.65 (m, 1H), 1.94 — 1.83 (m, 1H), 1.57 — 1.46 (m, 1H) ppm. *C{"H} NMR
(126 MHz, DMSO-dg): 6 160.2, 157.9, 146.2, 137.8, 119.9, 114.1, 70.0, 66.7, 52.5, 52.1, 51.4, 49.6,
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39.6, 37.9, 29.2 ppm. LC-MS (m/z): 316 (M + H"). Anal. Calcd. for C15H,:N;O: C, 57.13; H, 6.71; N,
31.09. Found: C, 57.39; H, 7.08; N, 31.47.
N
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2-(1-(4-Fluorophenethyl)-1H-tetrazol-5-yl)-1,2,3,4-tetrahydroisoquinolin-7-ol (8{53,236}). Yellow
oil. *H NMR (500 MHz, DMSO-ds): & 9.23 (s, 1H), 7.19 — 7.15 (m, 2H), 7.08 — 7.03 (m, 2H), 6.95 (d, J
= 8.3 Hz, 1H), 6.61 (d, J = 8.3 Hz, 1H), 6.53 (s, 1H), 4.52 (t, J = 7.1 Hz, 2H), 4.28 (s, 2H), 3.40 (t, J =
6.0 Hz, 2H), 3.16 (t, J = 6.9 Hz, 2H), 2.77 (t, J = 6.0 Hz, 2H) ppm. *C{*H} NMR (126 MHz, DMSO-
de): 8 161.1 (d, J = 242.4 Hz), 158.5, 155.4, 133.7, 133.4 (d, J = 2.9 Hz), 130.6 (d, J = 8.0 Hz), 129.5,
123.5, 115.1 (d, J = 21.1 Hz), 114.1, 112.4, 50.6, 48.1, 47.4, 33.0, 26.8 ppm. *F{*H} NMR (376 MHz,
DMSO-dg): & —116.7 ppm. LC-MS (m/z): 340 (M + H"). Anal. Calcd. for CigH1sFNsO: C, 63.70; H,
5.35; N, 20.64. Found: C, 64.08; H, 4.98; N, 20.68.
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1-(1-(1-(Isoxazol-3-ylmethyl)-1H-tetrazol-5-yl)piperidin-4-yl)pyrrolidin-2-one (8{56,108}). Brown
solid, mp = 88-92 °C.*H NMR (500 MHz, DMSO-dg): 5 8.98 (d, J = 1.7 Hz, 1H), 6.59 (d, J = 1.7 Hz,
1H), 5.68 (s, 2H), 3.96 (tt, J =12.1, 4.1 Hz, 1H), 3.64 (d, J = 12.8 Hz, 2H), 3.27 (t, J = 7.0 Hz, 2H), 3.07
(td, J = 12.8, 2.4 Hz, 2H), 2.22 (t, J = 8.1 Hz, 2H), 1.90 (quint, J = 7.5 Hz, 2H), 1.78 — 1.66 (m, 2H),
1.61 — 1.53 (m, 2H) ppm. 2*C{*H} NMR (126 MHz, DMSO-dg): & 173.4, 161.1, 158.2, 157.6, 104.3,
48.8, 47.7,42.4, 42.4, 30.9, 28.0, 17.7 ppm. LC-MS (m/z): 318 (M + H"). Anal. Calcd. for C14H19N;O,:
C, 52.99; H, 6.03; N, 30.90. Found: C, 52.85; H, 6.07; N, 30.72.
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N-(1-(2-Fluorophenyl)ethyl)-1-(isoxazol-3-ylmethyl)-N-methyl-1H-tetrazol-5-amine  (8{56,271}).
Brown oil. *H NMR (500 MHz, DMSO-de): & 8.96 (s, 1H), 7.47 (t, J = 7.5 Hz, 1H), 7.35 (g, J = 6.5 Hz,
1H), 7.20 (t, J = 7.5 Hz, 1H), 7.13 (dd, J = 10.8, 8.2 Hz, 1H), 6.52 (s, 1H), 5.76 (d, J = 16.8 Hz, 1H),
5.72 (d, J = 16.8 Hz, 1H), 5.23 (q, J = 6.9 Hz, 1H), 2.71 (s, 3H), 1.52 (d, J = 7.0 Hz, 3H) ppm. *C{*H}
NMR (126 MHz, DMSO-dg): & 161.1, 160.2 (d, J = 246.0 Hz), 158.2, 157.9, 129.8 (d, J = 8.6 Hz), 128.7
(d, J = 4.0 Hz), 126.5 (d, J = 13.7 Hz), 124.3 (d, J = 3.3 Hz), 115.4 (d, J = 22.1 Hz), 104.0, 53.1, 42.5,
32.8, 15.8 ppm. °F NMR (470 MHz, DMSO-dg): & —117.0 (dt, J = 11.8, 6.4 Hz) ppm. LC-MS (m/z):
303 (M + H"). Anal. Calcd. for C14H15FNgO: C, 55.62; H, 5.00; N, 27.80. Found: C, 55.77; H, 4.61; N,

27.73.
" O
N

NTONTTY Ny
N— |l

K// NN
1-(3-Fluoropyridin-2-yl)-4-(1-(1-methylcyclobutyl)-1H-tetrazol-5-yl)-1,4-diazepane ~ (8{58,280}).
Brownish oil. '"H NMR (500 MHz, DMSO-dg): & 7.90 — 7.87 (m, 1H), 7.41 (dd, J = 14.6, 7.8 Hz, 1H),
6.66 (ddd, J = 7.8, 4.7, 2.9 Hz, 1H), 3.85 (t, J = 5.2 Hz, 2H), 3.68 (t, J = 5.3 Hz, 2H), 3.51 (t, J = 5.3 Hz,
2H), 3.36 — 3.33 (m, 2H), 2.71 (qd, J = 10.0, 2.7 Hz, 2H), 2.25 (tt, J = 8.8, 2.6 Hz, 2H), 2.01 — 1.89 (m,
3H), 1.82 — 1.75 (m, 1H), 1.64 (s, 3H) ppm. *C{*H} NMR (126 MHz, DMSO-dg): & 157.1, 148.0 (d, J =
126.3 Hz), 147.0 (d, J = 132.7 Hz), 142.9 (d, J = 5.0 Hz), 123.5 (d, J = 19.5 Hz), 113.5 (d, J = 2.1 Hz),
59.9, 52.7, 50.9, 49.4 (d, J = 4.7 Hz), 48.4 (d, J = 7.1 Hz), 33.9, 27.4, 24.9, 14.1 ppm. *F NMR (470

MHz, DMSO-dg): & —131.8 (d, J = 14.6 Hz) ppm. LC-MS (m/z): 332 (M + H"). Anal. Calcd. for
CisH22FN7: C, 57.99; H, 6.69; N, 29.59. Found: C, 57.72; H, 6.69; N, 29.19.

Products obtained by BT TC-based method.
N/N\ /N
O~

o)
/

2-(1-(1-(2-Methoxyethyl)-1H-tetrazol-5-yl)piperidin-4-yl)benzo[d]thiazole (9{4,289}). Beige solid,
mp = 90-93 °C. *H NMR (500 MHz, DMSO-ds): & 8.08 (d, J = 8.0 Hz, 1H), 7.96 (d, J = 8.1 Hz, 1H),
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7.50 (t, J = 7.6 Hz, 1H), 7.42 (t, J = 7.5 Hz, 1H), 4.41 (t, J = 5.2 Hz, 2H), 3.82 (t, J = 5.2 Hz, 2H), 3.71 —
3.61 (m, 2H), 3.47 — 3.39 (m, 1H), 3.23 (s, 3H), 3.17 (t, J = 11.7 Hz, 2H), 2.23 — 2.17 (m, 2H), 2.00 (qd,
J=12.1, 3.8 Hz, 2H) ppm. “*C{'H} NMR (126 MHz, DMSO-dg): 5 174.8, 159.1, 152.6, 134.1, 126.1,
124.9, 122.4, 122.2, 68.6, 58.1, 49.4, 46.6, 39.5, 31.0 ppm. LC-MS (m/z): 345 (M + H"). Anal. Calcd.
for C16H20NgOS: C, 55.79; H, 5.85; N, 24.40; S, 9.31. Found: C, 55.42; H, 5.56; N, 24.75; S, 9.48.

o
P
P N
N—N
(4-Fluorophenyl)(4-(1-(2-methoxyethyl)-1H-tetrazol-5-yl)piperazin-1-yl)methanone (9{4,291}).
Brown oil. *H NMR (500 MHz, DMSO-dg): § 7.52 (dd, J = 8.5, 5.6 Hz, 2H), 7.29 (t, J = 8.8 Hz, 2H),
441 (t,J=5.2 Hz, 2H), 3.79 (t, J = 5.2 Hz, 2H), 3.74 — 3.40 (m, 4H), 3.33 — 3.24 (m, 4H), 3.21 (s, 3H)
ppm. C{*H} NMR (126 MHz, DMSO-d):  168.3, 162.6 (d, J = 246.7 Hz), 158.6, 132.0 (d, J = 3.3
Hz), 129.7 (d, J = 8.7 Hz), 115.4 (d, J = 21.6 Hz), 68.7, 58.1, 49.3 (2C), 46.6 ppm. **F NMR (470 MHz,

DMSO-dg): § —111.0 (tt, J = 9.3, 5.5 Hz) ppm. LC-MS (m/z): 335 (M + H"). Anal. Calcd. for
C15H19FNgO;,: C, 53.88; H, 5.73; N, 25.14. Found: C, 53.61; H, 5.83; N, 24.93.

N

v

N\N //<
/OOJ &?

4-(1-(4-Methoxybenzyl)-1H-tetrazol-5-yl)-1,4-oxazepane (9{18,300}). Yellow oil. 'H NMR (500
MHz, DMSO-dg): 6 7.10 (d, J = 8.6 Hz, 2H), 6.93 (d, J = 8.6 Hz, 2H), 5.49 (s, 2H), 3.73 (s, 3H), 3.69 —
3.64 (m, 2H), 3.60 (t, J = 5.6 Hz, 2H), 3.57 — 3.50 (m, 4H), 1.81 (quint, J = 5.7 Hz, 2H) ppm. “C{*H}
NMR (126 MHz, DMSO-ds): 6 158.9, 157.2, 128.1, 127.2, 114.3, 68.8, 68.8, 55.1, 52.8, 49.8, 49.3, 29.8
ppm. LC-MS (m/z): = 290 (M + H"). Anal. Calcd. for C14H19Ns0,: C, 58.12; H, 6.62; N, 24.21. Found:
C, 58.43; H, 6.59; N, 24.32.

~N
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5-(3-(4-Chloro-1H-pyrazol-1-yl)pyrrolidin-1-yl)-1-(2-(cyclohex-1-en-1-yl)ethyl)-1H-tetrazole
(9{25,147}). Brown oil. *H NMR (500 MHz, DMSO-dg): & 8.13 (s, 1H), 7.58 (s, 1H), 5.29 — 5.26 (m,
1H), 5.09 (tt, J = 6.3, 3.9 Hz, 1H), 4.35 (t, J = 7.3 Hz, 2H), 3.96 (dd, J = 10.5, 6.3 Hz, 1H), 3.83 (dd, J =
10.4, 3.7 Hz, 1H), 3.74 (q, J = 8.0 Hz, 1H), 3.66 (td, J = 8.6, 5.1 Hz, 1H), 2.47 — 2.39 (m, 2H), 2.34 (t, J
=7.3 Hz, 2H), 1.91 - 1.86 (m, 2H), 1.85—1.80 (m, 2H), 1.54 — 1.48 (m, 2H), 1.45 — 1.40 (m, 2H) ppm.
BC{*H} NMR (126 MHz, DMSO-ds): & 155.7, 137.2, 133.1, 127.4, 123.6, 108.3, 60.3, 54.3, 47.7, 45.3,
37.2,30.9, 27.4, 24.6, 22.2, 21.7 ppm. LC-MS (m/z): 348 (M + H"). Anal. Calcd. for C1H,,CIN7: C,
55.25; H, 6.38; N, 28.19; ClI, 10.19. Found: C, 54.89; H, 6.05; N, 28.50; ClI, 9.87.

</O
N/
O)/\ )
N= Q
I /N
NQN

N-((1,4-Dioxan-2-yl)methyl)-1-(2-methoxy-5-methylphenethyl)-N-methyl-1H-tetrazol-5-amine
(9{52,319}). Brown oil. *H NMR (500 MHz, DMSO-d): & 7.02 (d, J = 8.2 Hz, 1H), 6.88 — 6.83 (m,
2H), 4.42 (t, J = 7.4 Hz, 2H), 3.79 — 3.74 (m, 1H), 3.73 (s, 3H), 3.67 (d, J = 11.5 Hz, 2H), 3.62 (d, J =
11.3 Hz, 1H), 3.53 (td, J = 11.3, 2.5 Hz, 1H), 3.42 (td, J = 11.3, 2.5 Hz, 1H), 3.38 — 3.33 (m, 1H), 3.28 —
3.22 (m, 1H), 3.23 — 3.12 (m, 1H), 3.03 — 3.00 (m, 2H), 2.99 (s, 3H), 2.18 (s, 3H) ppm. *C{*H} NMR
(126 MHz, DMSO-dg): 6 158.1, 155.2, 131.0, 128.9, 128.5, 124.5, 110.6, 72.7, 68.1, 65.9, 65.7, 55.3,
53.9, 46.7, 39.2, 30.0, 20.0 ppm. LC-MS (m/z): = 348 (M + H"). Anal. Calcd. for C17H,sNs03: C, 58.77;
H, 7.25; N, 20.16. Found: C, 58.97; H, 7.31; N, 20.05.

/N:N

\
Nﬁ\/N
N

_—

0]
N-Methyl-N-((tetrahydrofuran-3-yl)methyl)-1-(4-(trifluoromethyl)benzyl)-1H-tetrazol-5-amine
(9{55,337}). Colorless oil. *H NMR (500 MHz, DMSO-dg): & 7.76 (d, J = 8.0 Hz, 2H), 7.35 (d, J = 8.0
Hz, 2H), 5.71 (s, 2H), 3.60 (td, J = 8.1, 5.3 Hz, 1H), 3.55 — 3.43 (m, 2H), 3.24 (qd, J = 13.6, 7.7 Hz, 2H),
3.17 (dd, J = 8.5, 5.7 Hz, 1H), 2.92 (s, 3H), 2.41 (dqg, J = 14.1, 7.0 Hz, 1H), 1.78 — 1.69 (m, 1H), 1.34 —
1.25 (m, 1H) ppm. B*C{*H} NMR (126 MHz, DMSO-ds): & 158.3, 140.1, 128.6 (g, J = 31.9 Hz), 127.6,
125.8 (q, J = 3.8 Hz), 124.1 (q, J = 272.1 Hz), 70.0, 66.6, 55.6, 49.6, 38.7, 36.9, 29.1 ppm. **F NMR
(470 MHz, DMSO-dg): § —61.1 ppm. LC-MS (m/z): = 342 (M + H"). Anal. Calcd. for C15sH1gF3NsO: C,
52.78; H, 5.32; N, 20.52. Found: C, 52.49; H, 5.39; N, 20.39.
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1-(1-(4-Fluoro-3-methylbenzyl)-1H-tetrazol-5-yl)-4-(tetrahydrofuran-2-yl)piperidine (9{57,261}).
Beige solid, mp = 79-81 °C. *H NMR (500 MHz, DMSO-dg): 6 7.18 — 7.12 (m, 2H), 7.08 — 7.03 (m,
1H), 5.45 (s, 2H), 3.69 (g, J = 7.1 Hz, 1H), 3.58 (q, J = 7.2 Hz, 1H), 3.51 (d, J = 12.5 Hz, 2H), 3.44 (q, J
= 7.2 Hz, 1H), 2.87 (dt, J = 12.8, 10.1 Hz, 2H), 2.21 (s, 3H), 1.90 — 1.82 (m, 1H), 1.81 — 1.74 (m, 3H),
1.54 (d, J = 13.5 Hz, 1H), 1.50 — 1.40 (m, 2H), 1.31 — 1.17 (m, 2H) ppm. **C{*H} NMR (126 MHz,
DMSO-de): & 161.2, 159.3, 158.4, 130.6 (t, J = 4.7 Hz), 126.8 (d, J = 8.4 Hz), 124.7 (d, J = 17.7 Hz),
115.3 (d, J = 22.5 Hz), 82.0, 67.0, 49.37, 49.36, 49.28, 28.4, 27.8, 27.2, 25.3 (2C), 14.1 (d, J = 3.3 H2)
ppm. “F{*H} NMR (470 MHz, DMSO-ds): & —118.6 ppm. LC-MS (m/z): 346 (M + H*). Anal. Calcd.
for C1gH24FNsO: C, 62.59; H, 7.00; N, 20.28. Found: C, 62.45; H, 6.88; N, 20.02.

QH@F

°N

4-(1-(4-Fluoro-3-methylbenzyl)-1H-tetrazol-5-yl)-1,4-oxazepane (9{57,300}). White solid, mp =
107-109 °C. *H NMR (500 MHz, DMSO-dg): 6 7.14 (t, J = 9.1 Hz, 1H), 7.10 (d, J = 6.5 Hz, 1H), 7.02 —
6.95 (m, 1H), 5.52 (s, 2H), 3.66 (t, J = 4.9 Hz, 2H), 3.60 (t, J = 5.5 Hz, 2H), 3.58 — 3.52 (m, 4H), 2.20 (s,
3H), 1.85 — 1.78 (m, 2H) ppm. “*C{*H} NMR (126 MHz, DMSO-de): & 160.2 (d, J = 243.4 Hz), 157.3,
131.2 (d, J = 3.4 Hz), 130.0 (d, J = 5.3 Hz), 126.1 (d, J = 8.4 Hz), 124.8 (d, J = 17.7 Hz), 115.4 (d, J =
22.6 Hz), 68.83, 68.77, 52.9, 49.6, 49.3, 29.8, 14.1 (d, J = 3.3 Hz) ppm. “F{*H} NMR (470 MHz,
DMSO-dg): & —118.63 ppm. LC-MS (m/z): = 292 (M + H"). Anal. Calcd. for C14H1sFNsO: C, 57.72; H,
6.23; N, 24.04. Found: C, 57.59; H, 6.20; N, 24.18.

O/@S
N
-
\
N\N//N
1-(Cyclopropylmethyl)-5-(2-(thiophen-3-yl)pyrrolidin-1-yl)-1H-tetrazole (9{63,327}). Beige solid,
mp = 65-67 °C. *H NMR (500 MHz, DMSO-dg): & 7.46 (dd, J = 4.9, 2.9 Hz, 1H), 7.27 — 7.25 (m, 1H),

7.03 (d, J = 4.9 Hz, 1H), 5.21 (dd, J = 7.5, 4.9 Hz, 1H), 4.07 (d, J = 7.1 Hz, 2H), 3.92 (dt, J = 9.4, 6.4
Hz, 1H), 3.54 (dt, J = 9.6, 7.2 Hz, 1H), 2.37 — 2.26 (m, 1H), 1.98 (quint, J = 6.7 Hz, 2H), 1.90 — 1.80 (m,
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1H), 1.24 — 1.15 (m, 1H), 0.56 — 0.42 (m, 2H), 0.37 — 0.29 (m, 1H), 0.30 — 0.21 (m, 1H) ppm. “C{*H}
NMR (126 MHz, DMSO-dg): & 155.8, 144.5, 126.6, 126.1, 120.9, 60.2, 50.8, 50.4, 34.4, 23.9, 10.7, 3.9,
3.6 ppm. LC-MS (m/z): 276 (M + H"). Anal. Calcd. for C;13H17NsS: C, 56.70; H, 6.22; N, 25.43; S,
11.64. Found: C, 56.81; H, 6.48; N, 25.60; S, 11.47.

o) (@)

\( N

1]

N—N
4-(1-(2,5-Dimethoxybenzyl)-1H-tetrazol-5-yl)-1,4-oxazepane (9{68,300}). Yellow solid, mp = 78-81
°C.*H NMR (500 MHz, DMSO-dg): & 7.00 (d, J = 8.9 Hz, 1H), 6.90 (dd, J = 8.9, 3.0 Hz, 1H), 6.40 (d, J
= 3.0 Hz, 1H), 5.41 (s, 2H), 3.74 (s, 3H), 3.70 — 3.67 (m, 2H), 3.65 (s, 3H), 3.62 (t, J = 5.7 Hz, 2H), 3.57
—3.53 (m, 4H), 1.84 (quint, J = 5.7 Hz, 2H) ppm. *C{*H} NMR (126 MHz, DMSO-ds): & 157.6, 153.1,
150.2, 124.0, 114.2, 113.4, 112.3, 68.9, 68.9, 56.0, 55.4, 52.9, 49.2, 45.8, 29.9 ppm. LC-MS (m/z): =
320 (M + H"). Anal. Calcd. for Cy5H,:NsOs: C, 56.41; H, 6.63; N, 21.93. Found: C, 56.34; H, 6.61; N,

22.03.

F e
@4 H\:J&

N
N

4-(1-(3,4-Difluorobenzyl)-1H-tetrazol-5-yl)-2-(methoxymethyl)-2-methylmorpholine (9{77,363}).
Beige solid, mp = 89-91 °C. 'H NMR (500 MHz, DMSO-d¢): 6 7.48 (dt, J = 10.7, 8.5 Hz, 1H), 7.34
(ddd, J=10.8, 7.8, 2.1 Hz, 1H), 7.08 — 7.01 (m, 1H), 5.57 (d, J = 16.4 Hz, 1H), 5.52 (d, J = 16.4 Hz,
1H), 3.70 (t, J = 5.0 Hz, 2H), 3.35 (d, J = 9.3 Hz, 1H), 3.21 (s, 3H), 3.20 — 3.16 (m, 3H), 3.15 (d, J =
12.4 Hz, 1H), 2.96 (d, J = 12.4 Hz, 1H), 1.07 (s, 3H) ppm. *C{*H} NMR (126 MHz, DMSO-ds): &
158.3, 149.4 (dd, J = 246.7, 12.8 Hz), 149.2 (dd, J = 246.3, 12.4 Hz), 132.2 (d, J = 5.4 Hz), 124.4 (dd, J
=6.8,3.5 Hz), 118.0 (d, J = 17.4 Hz), 116.8 (d, J = 18.1 Hz), 74.6, 72.1, 59.4, 58.8, 54.3, 48.8 (2C),
20.3 ppm. *F NMR (470 MHz, DMSO-ds): & —137.8 — -137.9 (m, 1F), -139.3 — —139.4 (m, 1F) ppm.
LC-MS (m/z): 340 (M + H"). Anal. Calcd. for Cy5H19F2Ns0,: C, 53.09; H, 5.64; N, 20.64. Found: C,
53.44; H, 5.96; N, 20.87.

1{ T
N-((1,4- Dloxan 2-yl)methyl)-1-(3-isopropoxybenzyl)-N-methyl-1H-tetrazol-5-amine (9{84,319}).
Yellow oil. 'H NMR (500 MHz, DMSO-de): & 7.27 (t, J = 7.8 Hz, 1H), 6.87 (d, J = 8.0 Hz, 1H), 6.66 (s,
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2H), 5.56 (s, 2H), 4.55 (sept, J = 6.0 Hz, 1H), 3.73 —3.67 (m, 1H), 3.65 (d, J = 12.3 Hz, 1H), 3.58 (d, J =
11.4 Hz, 1H), 3.55 — 3.44 (m, 2H), 3.40 — 3.35 (m, 1H), 3.31 — 3.20 (m, 2H), 3.06 — 3.01 (m, 1H), 2.99
(s, 3H), 1.23 (d, J = 6.0 Hz, 6H) ppm. *C NMR{*H} (126 MHz, DMSO-d): 5 158.0, 157.7, 137.2,
130.0, 118.4, 114.8, 114.0, 72.6, 69.2, 67.9, 65.9, 65.6, 53.7, 49.9, 39.2, 21.7 ppm. LC-MS (m/z): = 348
(M + H"). Anal. Calcd. for C17H»5Ns03: C, 58.77; H, 7.25; N, 20.16. Found: C, 58.76; H, 7.17; N, 20.10.

/< N\
)

O/\/N
g

Res

4'-(1-(2-1sopropoxyethyl)-1H-tetrazol-5-yl)-2,3-dihydrospiro[indene-1,2'-morpholine] (9{90,371}).
Beige solid, mp = 104-106 °C. *H NMR (500 MHz, DMSO-de): 6 7.48 (d, J = 7.5 Hz, 1H), 7.30 — 7.27
(m, 2H), 7.24 — 7.19 (m, 1H), 4.42 — 4.30 (m, 2H), 3.90 — 3.86 (m, 2H), 3.85 — 3.77 (m, 2H), 3.48 — 3.39
(m, 3H), 3.32 - 3.26 (m, 1H), 3.17 (d, J = 12.2 Hz, 1H), 3.02 — 2.94 (m, 1H), 2.90 — 2.82 (m, 1H), 2.56 —
2.52 (m, 1H), 2.12 (dt, J = 14.3, 7.6 Hz, 1H), 0.88 (d, J = 6.1 Hz, 3H), 0.85 (d, J = 6.1 Hz, 3H) ppm.
BC{*H} NMR (126 MHz, DMSO-d¢): 6 159.2, 143.7, 143.3, 128.7, 126.2, 124.8, 124.1, 83.3, 71.1,
64.8, 61.1, 56.4, 49.3, 47.3, 34.4, 28.8, 21.5 ppm. LC-MS (m/z): 344 (M + H"). Anal. Calcd. for
C1sH2sNsO2: C, 62.95; H, 7.34; N, 20.39. Found: C, 63.11; H, 6.95; N, 20.38.

/

N N
N%N\/\@S
N

2N

N-(Cyclobutylmethyl)-N-methyl-1-(thiophen-3-ylmethyl)-1H-tetrazol-5-amine (9{102,356}).
Yellow oil. *H NMR (500 MHz, DMSO-dg): & 7.61 — 7.54 (m, 1H), 7.37 (s, 1H), 6.95 (d, J = 5.1 Hz,
1H), 5.52 (s, 2H), 3.29 (d, J = 7.2 Hz, 2H), 2.92 (s, 3H), 2.50 — 2.44 (m, 1H), 1.88 — 1.80 (m, 2H), 1.80 —
1.72 (m, 1H), 1.71 — 1.62 (m, 1H), 1.58 — 1.47 (m, 2H) ppm. *C{*H} NMR (126 MHz, DMSO) & 158.0,
135.9, 127.5, 126.5, 123.3, 58.1, 46.1, 38.6, 33.3, 25.8, 18.1 ppm. LC-MS (m/z): = 264 (M + H"). Anal.
Calcd. for C1,H17NsS: C, 54.73; H, 6.51; N, 26.59; S, 12.17. Found: C, 54.63; H, 6.26; N, 26.55; S,
12.15.
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N-(4-Fluorobenzyl)-N-methyl-1-((tetrahydrofuran-3-yl)methyl)-1H-tetrazol-5-amine (9{103,386}).
Brownish oil. *H NMR (500 MHz, DMSO-dg): & 7.36 (t, J = 8.5, 5.7 Hz, 2H), 7.18 (t, J = 8.9 Hz, 2H),
4.47 (s, 2H), 4.25 (d, J = 7.8 Hz, 2H), 3.76 (td, J = 8.2, 5.5 Hz, 1H), 3.69 — 3.59 (m, 2H), 3.42 (dd, J =
8.9, 5.4 Hz, 1H), 2.91 (s, 3H), 2.81 — 2.73 (m, 1H), 1.98 — 1.88 (m, 1H), 1.59 — 1.51 (m, 1H) ppm.
BC{*H} NMR (126 MHz, DMSO-dg): & 161.5 (d, J = 243.2 Hz), 158.6, 132.9 (d, J = 3.0 Hz), 130.0 (d,
J=8.2Hz),115.3 (d, J = 21.3 Hz), 70.0, 66.7, 56.0, 49.3, 38.5, 38.3, 29.2 ppm. *°F NMR (470 MHz,
DMSO-dg): § —115.1 (tt, J = 9.6, 5.7 Hz) ppm. LC-MS (m/z): 292 (M + H"). Anal. Calcd. for
Ci14H1sFNsO: C, 57.72; H, 6.23; N, 24.04. Found: C, 57.45; H, 5.90; N, 24.30.

3-((5-(2,2-Dimethylthiomorpholino)-1H-tetrazol-1-yl)methyl)-N-methylbenzamide ~ (9{110,333}).
Yellow solid, mp = 72—75 °C. 'H NMR (500 MHz, DMSO-dg): & 8.51 — 8.42 (m, 1H), 7.80 (d, J = 7.7
Hz, 1H), 7.69 (s, 1H), 7.48 (t, J = 7.7 Hz, 1H), 7.35 (d, J = 7.7 Hz, 1H), 5.60 (s, 2H), 3.42 — 3.36 (m,
2H), 3.23 (s, 2H), 2.76 (d, J = 4.5 Hz, 3H), 2.73 — 2.69 (m, 2H), 1.12 (s, 6H) ppm. *C{*H} NMR (126
MHz, DMSO-dg): 6 166.0, 158.7, 135.0, 134.8, 129.9, 128.9, 126.6, 126.3, 62.4, 51.0, 49.9, 38.9, 26.6,
26.2, 24.0 ppm. LC-MS (m/z): = 347 (M + H"). Anal. Calcd. for Ci6HNOS: C, 55.47; H, 6.40; N,
24.26; S, 9.25. Found: C, 55.29; H, 6.21; N, 24.59; S, 9.65.

7
—N

N-(2-(4-Fluorophenoxy)ethyl)-N-methyl-1-((tetrahydro-2H-pyran-4-yl)methyl)-1H-tetrazol-5-
amine (9{121,302}). Yellow oil. *H NMR (500 MHz, DMSO-ds): & 7.10 (t, J = 8.8 Hz, 2H), 6.87 (dd, J
=09.1, 4.2 Hz, 2H), 4.19 (d, J = 7.3 Hz, 2H), 4.15 (t, J = 5.1 Hz, 2H), 3.76 (dd, J = 11.3, 3.1 Hz, 2H),
3.69 (t, J = 5.1 Hz, 2H), 3.16 (td, J = 11.8, 2.2 Hz, 2H), 3.07 (s, 3H), 2.14 — 2.01 (m, 1H), 1.41 — 1.31
(m, 2H), 1.29 — 1.17 (m, 2H) ppm. “C{*H} NMR (126 MHz, DMSO-dg): & 158.5, 156.6 (d, J = 236.0
Hz), 154.5 (d, J = 1.7 Hz), 115.9 (d, J = 23.0 Hz), 115.6 (d, J = 8.1 Hz), 66.3, 65.4, 52.4, 52.0, 39.1,
34.4, 29.7 ppm. *F NMR (470 MHz, DMSO-dg): & —123.7 (tt, J = 8.8, 4.5 Hz) ppm. LC-MS (m/z): =
336 (M + H"). Anal. Calcd. for C16H2,FNsO,: C, 57.30; H, 6.61; N, 20.88. Found: C, 57.12; H, 6.84; N,
20.61.
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N-(2-(5-(Cyclopropyl(methyl)amino)-1H-tetrazol-1-yl)ethyl)-3-methylbenzamide (9{146,322}).
White solid, mp = 75-77 °C. *H NMR (500 MHz, DMSO-dg): & 8.60 (t, J = 5.8 Hz, 1H), 7.60 (s, 1H),
7.56 (t, J =5.0 Hz, 1H), 7.34 (d, J = 4.6 Hz, 2H), 4.54 (t, J = 6.1 Hz, 2H), 3.63 (dt, J = 5.8, 6.1 Hz, 2H),
2.93 (s, 3H), 2.84 (tt, J = 6.9, 3.6 Hz, 1H), 2.35 (s, 3H), 0.75 — 0.70 (m, 2H), 0.54 — 0.50 (m, 2H) ppm.
BC{*H} NMR (126 MHz, DMSO-ds): & 166.7, 158.6, 137.5, 134.0, 131.9, 128.2, 127.6, 124.2, 46.1,
39.4, 38.8, 33.4, 20.9, 8.2 ppm. LC-MS (m/z): = 301 (M + H"). Anal. Calcd. for C15H2NsO: C, 59.98;
H, 6.71; N, 27.98. Found: C, 60.24; H, 6.96; N, 28.009.
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N-((1,4-Dioxan-2-yl)methyl)-1-(2,4-difluorophenethyl)-N-methyl-1H-tetrazol-5-amine

(9{151,319}). Beige solid, mp = 41-44 °C. *H NMR (500 MHz, DMSO-d¢): & 7.26 (g, J = 8.5 Hz, 1H),
7.19 (td, J = 9.9, 2.6 Hz, 1H), 7.01 (td, J = 8.6, 2.6 Hz, 1H), 4.52 (t, J = 7.1 Hz, 2H), 3.79 — 3.72 (m,
1H), 3.67 (d, J = 11.4 Hz, 2H), 3.62 (d, J = 11.2 Hz, 1H), 3.53 (td, J = 11.3, 2.5 Hz, 1H), 3.42 (td, J =
11.2, 2.7 Hz, 1H), 3.31 — 3.21 (m, 2H), 3.18 (dd, J = 11.4, 9.9 Hz, 1H), 3.12 (t, J = 7.0 Hz, 2H), 2.98 (s,
3H) ppm. “C{*H} NMR (126 MHz, DMSO-dg): & 161.3 (dd, J = 245.3, 12.2 Hz), 160.6 (dd, J = 246.6,
12.2 Hz), 158.3, 132.3 (dd, J = 9.7, 6.2 Hz), 120.3 (dd, J = 15.9, 3.7 Hz), 111.5 (dd, J = 21.0, 3.6 Hz),
103.7 (t, J = 26.1 Hz), 72.6, 68.1, 65.9, 65.7, 54.1, 46.7, 39.3, 27.5 ppm. *°F NMR (470 MHz, DMSO-
de): 6 —111.9 (quint, J = 7.9 Hz), -114.4 (g, J = 8.9 Hz) ppm. LC-MS (m/z): = 340 (M + H"). Anal.
Calcd. for C15H19F2NsO,: C, 53.09; H, 5.64; N, 20.64. Found: C, 53.37; H, 5.60; N, 20.31.
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(1-(2-(2-Bromoallyl)-1H-tetrazol-5-yl)-4-methoxypiperidin-4-yl)methanol (9{165,299}). Brown oil.
'"H NMR (500 MHz, DMSO-ds): & 6.05 (d, J = 2.6 Hz, 1H), 5.82 (d, J = 2.6 Hz, 1H), 5.25 (s, 2H), 3.36
(s, 2H), 3.35 — 3.31 (m, 2H), 3.17 — 3.12 (m, 5H), 1.75 — 1.66 (m, 2H), 1.63 — 1.55 (m, 2H) ppm.
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BC{"H} NMR (126 MHz, DMSO-dg): & 158.4, 124.8, 121.9, 72.9, 64.0, 53.8, 48.6, 45.1, 29.2 ppm. LC—
MS (m/z): = 332/334 (M + H"). Anal. Calcd. for C11H1sBrNsO,: C, 39.77; H, 5.46; N, 21.08; Br, 24.05.
Found: C, 39.41; H, 5.73: N, 20.96; Br, 24.22.

\
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N
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(4-Methoxy-1-(1-(2-phenylbutyl)-1H-tetrazol-5-yl)piperidin-4-yl)methanol  (9{175,299}). Yellow
oil. 'H NMR (500 MHz, DMSO-dg): & 7.23 (t, J = 7.5 Hz, 2H), 7.17 (t, J = 7.2 Hz, 1H), 7.11 (d, J = 7.0
Hz, 2H), 4.63 (t, J = 5.6 Hz, 1H), 4.49 (dd, J = 14.2, 6.0 Hz, 1H), 4.36 (dd, J = 14.2, 9.2 Hz, 1H), 3.37
(s, 1H), 3.36 (s, 1H), 3.14 (s, 3H), 3.12 — 3.06 (m, 1H), 3.04 — 2.91 (m, 3H), 1.75 — 1.62 (m, 4H), 1.61 —
1.48 (m, 2H), 0.75 (t, J = 7.3 Hz, 3H) ppm. *C{*H} NMR (126 MHz, DMSO-dg): & 158.9, 140.7, 128.3,
127.7, 126.8, 72.8, 64.1, 51.8, 48.6, 45.9, 45.4, 45.1, 29.34, 29.31, 25.6, 11.7 ppm. LC-MS (m/z): = 346
(M + H"). Anal. Calcd. for C1gH»7NsO»: C, 62.58; H, 7.88; N, 20.27. Found: C, 62.77; H, 7.62; N, 20.08.

o

//k/N /J
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N //N
3-(3-(5-(2,6-Diethylmorpholino)-1H-tetrazol-1-yl)propyl)oxazolidin-2-one  (9{188,338}).  White
solid, mp = 79-81 °C. 'H NMR (500 MHz, DMSO-ds): & 4.25 (d, J = 6.9 Hz, 2H), 4.23 (t, J = 7.9 Hz,
2H), 3.53 — 3.48 (m, 4H), 3.37 (d, J = 12.1 Hz, 2H), 3.17 (t, J = 6.9 Hz, 2H), 2.65 (t, J = 12.1, 10.5 Hz,
2H), 2.09 (quint, J = 6.9 Hz, 2H), 1.53 — 1.37 (m, 4H), 0.92 (t, J = 7.4 Hz, 6H) ppm. *C {"H} NMR
(126 MHz, DMSO-dg): 6 158.7, 158.4, 76.1, 62.2, 53.7, 44.8, 44.5, 41.3, 26.2, 26.1, 10.0 ppm. LC-MS

(m/z): = 339 (M + H"). Anal. Calcd. for Ci5HsNgOs: C, 53.24; H, 7.74; N, 24.83. Found: C, 53.56; H,
8.04; N, 24.88.

/\/@iO\
N//N\N F
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1-(3-Fluoro-4-methoxyphenethyl)-5-(pyrrolidin-1-yl)-1H-tetrazole (9{190,341}). Whire solid, mp =

70-72 °C. 'H NMR (500 MHz, DMSO-ds): 8 7.07 — 7.01 (m, 2H), 6.87 (d, J = 8.5 Hz, 1H), 4.48 (t, J =
7.2 Hz, 2H), 3.78 (s, 3H), 3.43 — 3.38 (m, 4H), 3.01 (t, J = 7.2 Hz, 2H), 1.90 — 1.83 (m, 4H) ppm.
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BC{'H} NMR (126 MHz, DMSO-ds): & 155.9, 151.2 (d, J = 243.5 Hz), 145.8 (d, J = 10.4 Hz), 130.2 (d,
J = 6.2 Hz), 125.0 (d, J = 3.3 Hz), 116.3 (d, J = 17.7 Hz), 113.7, 55.9, 49.0, 47.5, 34.1, 25.1 ppm. *F
NMR (470 MHz, DMSO-dg): 6 —135.6 (dd, J = 12.5, 9.2 Hz) ppm. LC-MS (m/z): = 292 (M + H"). Anal.
Calcd. for C14H1sFNsO: C, 57.72; H, 6.23; N, 24.04. Found: C, 58.04; H, 6.03; N, 23.88.
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N—N
N-((1,4-Dioxan-2-yl)methyl)-N-methyl-1-(2-(phenylthio)propyl)-1H-tetrazol-5-amine (9{262,319}).
Yellow oil. The compound existed as ca. 1:1 mixture of diastereomers. *H NMR (500 MHz, DMSO-ds):
3 7.43 (t, J=8.3 Hz, 2H), 7.40 — 7.29 (m, 3H), 4.44 — 4.32 (m, 2H), 3.79 — 3.69 (m, 2H), 3.67 — 3.59 (m,
3H), 3.50 (t, J = 11.4 Hz, 1H), 3.44 — 3.36 (m, 1H), 3.28 — 3.08 (m, 3H), 2.92 (s, 1.5H) and 2.91 (s,
1.5H), 1.23 (d, J = 6.8 Hz, 1.5H) and 1.19 (d, J = 6.8 Hz, 1.5H) ppm. *C{*H} NMR (126 MHz, DMSO-
dg): 6 158.5 and 158.4, 132.57 and 132.55, 132.4 and 132.3, 129.3 and 129.2, 127.8 and 127.7, 72.7,
72.5, 68.1 and 68.0, 65.9, 65.7, 54.02 and 53.95, 51.9 and 51.8, 41.64 and 41.56, 18.4 and 18.3 ppm.
LC-MS (m/z): = 350 (M + H"). Anal. Calcd. for C16H,3Ns0,S: C, 54.99; H, 6.63; N, 20.04; S, 9.17.
Found: C, 54.87; H, 6.82; N, 20.09; S, 8.90.

Ly
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N;N

1-(2-(2-Fluorophenoxy)propyl)-5-(pyrrolidin-1-yl)-1H-tetrazole (9{263,341}). Beige solid, mp = 78—
80 °C. 'H NMR (500 MHz, DMSO-dg): & 7.15 (dd, J = 11.7, 8.1 Hz, 1H), 7.06 — 7.02 (m, 2H), 6.94 —
6.87 (m, 1H), 4.85 (sext, J = 6.2 Hz, 1H), 4.62 — 4.56 (m, 2H), 3.63 — 3.55 (m, 2H), 3.51 — 3.43 (m, 2H),
1.94 —1.88 (m, 4H), 1.34 (d, J = 6.2 Hz, 3H) ppm. *C{*H} NMR (126 MHz, DMSO-dg): & 155.9, 152.3
(d, J =243.6 Hz), 144.7 (d, J = 10.4 Hz), 124.7 (d, J = 3.7 Hz), 121.8 (d, J = 7.0 Hz), 116.4, 116.2 (d, J
= 18.2 Hz), 73.8, 51.0, 48.9, 25.2, 17.0 ppm. **F NMR (470 MHz, DMSO-ds): & —134.51 — —134.66 (m)
ppm. LC-MS (m/z): = 292 (M + H"). Anal. Calcd. for C14H1gFNsO: C, 57.72; H, 6.23; N, 24.04. Found:
C,57.44; H, 6.51; N, 24.32.
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N-((1,4-Dioxan-2-yl)methyl)-1-(4-(ethylthio)benzyl)-N-methyl-1H-tetrazol-5-amine  (9{272,319}).
Yellow oil. *H NMR (500 MHz, DMSO-dg): & 7.31 (d, J = 8.3 Hz, 2H), 7.10 (d, J = 8.3 Hz, 2H), 5.56 (s,
2H), 3.72 — 3.67 (m, 1H), 3.65 (d, J = 11.3 Hz, 1H), 3.58 (d, J = 11.1 Hz, 1H), 3.53 (dd, J = 11.4, 2.6
Hz, 1H), 3.48 (td, J = 11.3, 2.6 Hz, 1H), 3.36 (td, J = 11.3, 2.7 Hz, 1H), 3.32 — 3.21 (m, 2H), 3.03 (dd, J
=11.4, 9.9 Hz, 1H), 2.98 (s, 3H), 2.96 (g, J = 7.3 Hz, 2H), 1.21 (t, J = 7.3 Hz, 3H) ppm. “*C{*H} NMR
(126 MHz, DMSO-dg): 4 158.0, 136.3, 132.7, 128.0, 127.5, 72.5, 67.9, 65.8, 65.6, 53.7, 49.6, 39.3, 25.9,
14.1 ppm. LC-MS (m/z): = 350 (M + H"). Anal. Calcd. for C1gH23N50,S: C, 54.99; H, 6.63; N, 20.04; S,
9.17. Found: C, 54.79; H, 6.72; N, 19.85; S, 9.54.
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1-(3-(4-Bromo-1H-pyrazol-1-yl)propyl)-N-(cyclopropylmethyl)-N-methyl-1H-tetrazol-5-amine
(9{280,391}). Yellow oil. *H NMR (500 MHz, DMSO-dg): & 7.98 (s, 1H), 7.56 (s, 1H), 4.17 (9, J = 6.8
Hz, 4H), 3.05 (d, J = 6.8 Hz, 2H), 2.95 (s, 3H), 2.31 (quint, J = 6.8 Hz, 2H), 0.98 — 0.90 (m, 1H), 0.48 —
0.39 (m, 2H), 0.15 (dt, J = 5.8, 4.3 Hz, 2H) ppm. *C{*H} NMR (126 MHz, DMSO-dg): & 158.9, 139.7,
130.9, 92.0, 57.9, 49.3, 44.7, 38.8, 29.3, 9.0, 3.5 ppm. LC-MS (m/z): = 340/342 (M + H"). Anal. Calcd.
for C12H1sBrN7: C, 42.36; H, 5.33; N, 28.82; Br, 23.49. Found: C, 42.26; H, 5.31; N, 28.73; Br, 23.52.

o N\N
)~ =4
1-(1-((4-Methylthiophen-3-yl)methyl)-1H-tetrazol-5-yl)-4-(tetrahydrofuran-2-yl)piperidine
(9{306,261}). Brown solid, mp = 64-66 °C. *H NMR (500 MHz, DMSO-de): & 7.24 (d, J = 3.1 Hz, 1H),
7.19 (d, J = 3.1 Hz, 1H), 5.39 (s, 2H), 3.70 (dt, J = 8.1, 6.7 Hz, 1H), 3.59 (q, J = 7.3 Hz, 1H), 3.54 — 3.49
(m, 2H), 3.45 (q, J = 7.3 Hz, 1H), 2.94 — 2.83 (m, 2H), 2.04 (s, 3H), 1.88 — 1.83 (m, 1H), 1.82 — 1.75 (m,
3H), 1.58 — 1.53 (m, 1H), 1.51 — 1.43 (m, 2H), 1.33 — 1.20 (m, 2H) ppm. *C{*H} NMR (126 MHz,
DMSO-dg): 6 158.5, 135.8, 134.2, 124.6, 122.8, 82.1, 66.9, 49.5, 49.4, 45.3, 39.9, 28.5, 27.9, 27.3, 25.3,
13.7 ppm. LC-MS (m/z): 334 (M + H"). Anal. Calcd. for C16H,3N50S: C, 57.63; H, 6.95; N, 21.00; S,
9.61. Found: C, 57.86; H, 6.58; N, 20.84; S, 9.37.
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N-Ethyl-N-methyl-1-((3-(trifluoromethyl)-5,6,7,8-tetrahydroimidazo[1,5-a]pyridin-1-yl)methyl)-
1H-tetrazol-5-amine (9{341,346}). Beige solid, mp = 60-62 °C. *H NMR (500 MHz, DMSO-dg): &
5.35(s, 2H), 4.08 (t, J = 6.1 Hz, 2H), 3.41 (g, J = 7.1 Hz, 2H), 3.02 (s, 3H), 2.75 (t, J = 6.5 Hz, 2H), 1.94
—1.88 (m, 2H), 1.80 — 1.74 (m, 2H), 1.07 (t, J = 7.1 Hz, 3H) ppm. *C{'*H} NMR (126 MHz, DMSO-
de): & 157.8, 131.7 (g, J = 38.4 Hz), 131.2, 130.0, 119.0 (q, J = 268.8 Hz), 47.9, 43.6, 43.5, 37.8, 21.7,
20.0, 18.6, 11.7 ppm. *F NMR (470 MHz, DMSO-dg): 5 —60.9 ppm. LC-MS (m/z): = 330 (M + H").
Anal. Calcd. for C13H1sF3N7: C, 47.41; H, 5.51; N, 29.77. Found: C, 47.53; H, 5.82; N, 29.58.

g

rac-N,N-dimethyl-1-(1-((1R,1aS,6aS)-1,1a,6,6a-tetrahydrocyclopropa[a]inden-1-yl)-1H-tetrazol-5-
yl)pyrrolidine-3-carboxamide (9{375,511}). Brown solid, mp = 60-63 °C. The compound existed as
ca. 1:1 mixture of diastereomers. *H NMR (500 MHz, DMSO-dg): & 7.49 — 7.41 (m, 1H), 7.29 — 7.24
(m, 1H), 7.21 - 7.17 (m, 2H), 3.88 (dd, J = 9.5, 7.8 Hz, 0.5H), 3.81 (d, J = 7.5 Hz, 1H), 3.79 — 3.72 (m,
0.5H), 3.71 — 3.57 (m, 2H), 3.56 — 3.47 (m, 1H), 3.30 (dd, J = 7.0, 3.8 Hz, 0.5H), 3.22 — 3.12 (m, 3.5H),
3.06 (s, 1.5H) and 3.03 (s, 1.5H), 2.87 (s, 1.5H) and 2.85 (s, 1.5H), 2.70 (t, J = 6.9 Hz, 0.5H) and 2.66 (t,
J =5.9 Hz, 0.5H), 2.25 — 2.14 (m, 1H), 2.10 — 1.97 (m, 1H) ppm. *C{*H} NMR (126 MHz, DMSO-ds):
5 171.4, 156.32 and 156.27, 142.1 and 142.0, 141.4 and 141.3, 126.8, 126.52 and 126.49, 125.25 and
125.23, 124.0, 51.5 and 51.4, 48.9 and 48.8, 40.4, 39.8, 36.72 and 36.70, 35.2 and 35.1, 34.1 and 34.0,
33.0, 28.73 and 28.70, 24.81 and 24.77 ppm. LC-MS (m/z): = 339 (M + H"). Anal. Calcd. for
Ci1sH2NgO: C, 63.89; H, 6.55; N, 24.83. Found: C, 63.66; H, 6.18; N, 24.49.

S20



Figure S1. Structures of the reagents 10{/-58}
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Figure S2. Structures of the reagents 11{/-5/1}
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Figure S3. Structures of the reagents 15{/-378}
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0 N N
HCI & HCI \NOJ % O
. O NH,
15{205} 15{206} 15{207} 15{208}
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NH,
Oﬁé THs H,C CHs ik
N N HCl (K H
( ) HCI o N o
FS( ) ‘\N NHz e T:J\é
F
15{209} 15{210} 15{211} 15{212}
H,N o H,N e
S
S
N\( ) F ‘\/
O NH, S NH,
15{213} 15{214} 15{215} 15{216}
N NH, NH,
H;C._ _CH,
Hel H307X\/NHZ
F F HGC NH
F O
15{217} 15{218} 15{219} 15{220}
CHg HoN CHj
H,C CH,
A
H2N O/
S—N
F NH,
15{221} 15{222} 15{223} 15{224}
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CHy HC_ CH HoN 3
F ’ 3 \O HS
(@]
HCI o " )
NH, | HoN é
15{225} 15{226} 15{227} 15{228}
HyC. CHs PN NH, CHa
L o
@)
HC! \ Hel HCI HZN—Q
NH, O CHy
15{229} 15{230} 15{231} 15{232}
HoN "o CHs
H,N CH,
HCI M 0
S CH,
H,C NH,
NH,
15{233} 15{234} 15{235} 15{236}
CH
’ NH, HoN
H,N
NH,
15{237} 15{238} 15{239} 15{240}
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HoN H,N NH,
HoN O—cH, j\
0
N/O S O N
- o}
0 \_§< 3
F F CH,
15{241} 15{242} 15{24 3} 15{244}
H2N /CH3 N
FOF HaC CH, S O
HCI &NHQ
HoN
- CHy | H,N
15{245} 15{246} 15{247} 15{248}
NH2 CH3
CH
b sl e,
A ZNJ_<S HN cl
\_< CH,
CH, NH,
15{249} 15{250} 15{251} 15{252}
NH, HaC
(CH3 ¢
N H,C OH NQ HCl HzN;X—o
SN HaC He  CH,
O o
NH,
15{253} 15{254} 15{255} 15{256}
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F F
0 CHs
e h
el O<:>7NH2 HCI Hpio HCI N
\CH3 p
H,N
H,N
15{257) 15{258} 15{259} 15{260}
H.N H,N HN
D 1. )N
el Oﬁ H,C S H,C o] HC o
F
HaC
15{261} 15{262} 15{263} 15{264}
HQNj\ H,N
H;C o) N \/\///CH
HyC ’
’ @ NH, H,N
(0]
15{265) 15{266} 15{267} 15{268)
CH; CH;,
F NH,
° S
HCI K@
HCI
NH,
H,N o)
NH, NH,
15{269) 15{270} 15{271} 15{272}
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l\i‘ : cl /(NHZ
N HCI > >_/NH2
O ~ OF
H,N
Br Br
15{273) 15{274) 15{275) 15{276)
H,N
F\l/F NH, W\
N—=N
HN \ | HoN
O F | Hel \/LCND/N ‘>~S
\ N
A HsC CH, NOZ
Br
15{277} 15{278} 15{279} 15{280}
NH, CH,4 H3C\
Oﬁ) 0O
N
/ <® o] N
H2N S @] HCI g 7 H2N
15{281} 15{282} 15{283) 15{284}
HsC CHy
H,N CHy HsC CH,4
g Ol
N
- O L
NH,
15{285) 15{286} 15{287) 15{288}
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H,C CH,
OEEL
NH,

HZN\/\/OD

o}

H,C

o

N

HZN\/\O/\Q

15{289} 15{290} 15{291} 15{292}
H,N NH,
(Q H2N33i|3 H,N CH
o S(F o \CH3 o) oy
O X
15{293} 15{294} 15{295} 15{296}
NH, CH,
CH, 9 H,C. CH, HyC CH,
t HSC/\TLNHZ HN— >—o/CH3 . Oﬁ
CH
O "
15{297} 15{298) 15{299} 15{300}
CH, H3Ci
k H,C CH, 0]
S NH, NH,
HCI
A DT
H,N
15{301} 15{302} 15{303} 15{304}
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HyC CH,
HCI HA

CH;

HCI

CH,

o]

\_\

HoN Q HsC
S NH,
15{305) 15{306} 15{307) 15{308}
H3C§ ?HS H3C
\
O Hac\/o\/?ﬂ © NH, HN O
2
15{309} 15{310) 15{311) 15{312)
CH, H,C
H,N CH, H,N NHg \S HoN
H;&CH:% Q\{N
HO CH3 \CHS
CH, 3
15{313) 15{314) 15{315) 15{316)
CH, HN H3C\O
CH,
. . N/g el H3C CH3 HCI é
HoN |§|H2
15{317) 15{318} 15{319} 15{320}
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CH,

NH,
0]
Hﬁ%cm O. _CH
HCI \\S/ 3
HCI HCI HCl H,N \\O
O X
HoN (@] NH
15{321) 15{322) 15{323) 15{324)
CHs
CH; O
HCI
. @\/NH e HCI HZN% HCI
’ H,N
NH,
15{325) 15{326) 15{327) 15{328}
CH, NH, H3C.\o
0 0 0 NH !
O “
HCI HCl
St o L2 O
ﬁHz F F NH,
15{329} 15{330} 15{331} 15{332)
HsC
ﬁ CH,
NH, 0=S=0 CHy /
(@] 1(:/A
H,NY
NH,
15{333} 15{334) 15{335) 15{336}
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NH,

o] o NH,
15{337} 15{338) 15{339) 15{340)
F
F : HoN NH, HiC__-CHs
N H,C CH, e HCI =
N O HCl HCI . '10&
o H,N
HoN
15{341} 15{342} 15{343} 15{344}
H,N H,C CH, ch\O
I ’ CH, %o
o H,C o)
HC A ( s HCl
o A N
AN 0
HNY ¢ Q\i’
H,;C \CH3 NH, NH,
15{345) 15{346) 15{347} 15{348}
CHs NH,
r HeN HO NH;,
HCl Oj/b Hel o VX\O/%
HN HZN/'%O
15{349) 15{350} 15{351} 15{352}
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H,N

NH,

H,N ﬁ
(0]
- “2“IN/>;O HCI sj\s ° HC N
o o
15{353} 15{354} 15{355} 15{356}
HaC HoN
0 b H,N
HaC
HCI HCI 0 N m/ s
© o NH,
NH2 é O
15{357} 15{358} 15{359} 15{360}
(o]
A J\
: N HN
HCI @10\/‘047 Hl Oi\j\/o Hel mo HCl % "
° H,N
15{361} 15{362} 15{363} 15{364}
X P XK e X T e O
0] O | Hal HCI Z
H,N 0 HN 0 éj
15{365} 15{366} 15{367} 15{368}
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NH,

HC
\
HN o
HCI HCl @—\ HCI % HCI ﬁo
N . H,N
HoN O""'S]
o 0]
15{369) 15{(370} 15{371) 15{372}
NH,
HCl K Hel €=, N | He 1&5@ " OCfNHZ
. @ HNW T C
& °F
15{373} 15{374) 15{375) 15{376)
'c
HCl o | HCI <1C|)3
- ° HN—
15{377) 15{378)
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Table S1. SMILES strings for the regents 10.

# Reagent 10 SMILE

1 10{1} C=CCN=C=S

2 10{2} CN=C=S

3 10{3} CCCCN=C=S

4 10{4} CCN=C=S

5 10{5} S=C=NCclcccccl

6 10{6} S=C=NCCclcccccl

7 10{7} S=C=NC1CCCcCCl1

8 10{8} S=C=NCCN1CCOCC1
9 10{9} COCCN=C=S

10 10{10} CC(C)N=C=S

11 10{11} CC(=C)CN=C=S

12 10{12} CCOCCCN=C=S

13 10{13} COclccc(CCN=C=S)ccl
14 10{14} CCCN=C=S

15 10{15} S=C=NC1CC1

16 10{16} COCC(C)N=C=S

17 10{17} S=C=NC1CC2CCC1C2
18 10{18} S=C=NCCSclcccecl
19 10{19} S=C=NCclcccncl
20 10{20} CCN1CCCC1CN=C=S
21 10{21} CC(C)(C)N=C=S
22 10{22} S=C=NC1CCCC1
23 10{23} CC(N=C=S)clcccccl
24 10{24} CCC(C)N=C=S
25 10{25} S=C=NCC1CC1
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26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53

10{26}
10{27}
10{28}
10{29}
10{30}
10{31}
10{32}
10{33}
10{34}
10{35}
10{36}
10{37}
10{38}
10{39}
10{40}
10{41}
10{42}
10{43}
10{44}
10{45}
10{46}
10{47}
10{48}
10{49}
10{50}
10{51}
10{52}
10{53}

FC(F)(F)CN=C=S

CCOC(=0)N1CCC(CCL)N=C=S

CC(N=C=S)clccc(Br)ccl
S=C=NC1CCN(Cc2ccccc2)CC1
Clclcec(CCN=C=S)c(Cl)c1
CCOCCN=C=S
S=C=NCCclccccnl
FC(F)(F)clccec(CN=C=S)cl
S=C=NCCclccc20CCOc2c1
CS(=0)(=O)NCCN=C=S
S=C=NCC1CCC1
S=C=NCCclcccncl
CC(N=C=S)clcccsl
CS(=0)(=0)CCN=C=S
S=C=NC1CCOCC1
S=C=NCCclcccsl
CC1(CC1)N=C=S
S=C=NC1CCOc2cccccl2
S=C=NC(C1CcC1)C1CC1
FC(F)(F)Oclccc(CN=C=S)ccl
S=C=NC1CCc2ccccc2C1
CC(C)(C)CN=C=S
CSCCN=C=S
CC(Cclccceccl)N=C=S
Brclccc(CN=C=S)ccl
S=C=NCC1CCOC1
S=C=NC1CCC1
Fclcec(CCN=C=S)ccl
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54
55
56
57
58

10{54}
10{55}
10{56}
10{57}
10{58}

S=C=NCC1CCCCO01
Cclcc(CN=C=S)nol
S=C=NCclcconl
FC(F)CN=C=S
CC1(CCCL)N=C=S
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Table S2. SMILES strings for the regents 11.

# Reagent 11 SMILE

1 11{1} CIL.CNS(=0)(=0)clcccc2CNCCcl2

2 11{2} Cl.O=C(NC1CC1)C(=O)N1CCNCC1
3 11{3} OC1(Cc2nc(no2)C2CC2)CCCNC1

4 11{4} C1CC2(C1)CNCCO2

5 11{5} Cl.Fclcc(F)ce(c1l)C1COCCN1

6 11{6} Fclccc2CNCCOc2cl

7 11{7} Cl.CC1=C(C)CNCC1

8 1148} C1C[1C@@H]2NCC3(CCOCCI)[1C@@H]2C1
9 11{9} Clclcce2[nH]c(nc2c1)C1CCCN1

10 11{10} Cl.CnlcccclC(=O)N1CCNCC1

11 11{11} CL.CNC(=0)CNCclcccecl

12 11{12} CnlcnnclC1CCCNC1

13 11{13} C1CNC(C1)Cc1ccceol

14 11{14} CC(CS(C)(=0)=0)NC1CC1

15 11{15} CI.COC1(CCNCC1)C(F)(F)F

16 11{16} O=CINCCNICI1CCCNC1

17 11{17} COCCCNCcOoC

18 11{18} NC(=0)[C@@H]1C[C@@H](F)CN1
19 11{19} CIL.COC1(CCNCL)C(F)(F)F

20 11420} CCC1(CCNCC1)N1CCOCCL

21 11{21} CL.CNC1CCN(CC1)S(C)(=0)=0

22 11{22} CI.CI.CICNCCC(C1)nlccnnl

23 11{23} C1CCc2ccccc2NC1

24 11{24} CC1(C)CNCCcCc(0o)C1

25 11{25} C1CNC(C1)clceencl
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26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53

11{26}
11427}
11{28}
11{29}
11{30}
11431}
11{32}
11{33}
11{34}
11{35}
11{36}
11{37}
11{38}
11{39}
11{40}
11441}
11{42}
11{43}
11{44}
11{45}
11{46}
11{47}
11{48}
11{49}
11{50}
11{51}
11{52}
11{53}

Clclccc2CNCCce2cl
C1CC(CCN1)clcencel
CI.COC1CCCNC1
Cclccc2CNCCc2cl
Cl.C1CC=CCN1
C1CC(CCN1)clceeecl
CCINCCc2cccc(F)c12
Cl.O=C1CCNCCN1
CCCI1INCCc2scccl?2
C1CNCC(C1)clncc[nH]1
CL.O[C@H]1CCNC1
COclccc2CNCCc2cl
Cl.CI.C1Cc2nc[nH]c2CN1
Fclccc2NCCce2cl
Cl.CI.C1Cc2[nH]ncc2CN1
CL.CNCclccc(OC)ncl
CL.CI.C1ICNCC(C1)clnnc2cceenl2
CL.CN[C@H]1C[C@H](C1)C(N)=0O
ClL.O=c1[nH]c2cccc(N3CCNCC3)c2[nH]1
C(Cclcncenl)N1ICCNCC1
Cclccc(CNC2CC2)ol
CI.CC12CNCC1(C)C(=O)NC2=0
Cclcenc(c1)NICCNCCL
CNCCS(C)(=0)=0
CS(=0)(=0)NCC1CCCNC1
CCNCC1CCOC1
C1CCN(CC1)C1CCNCCL
CNCCNC(C)=0
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54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81

11{54}
11{55}
11{56}
11{57}
11{58}
11{59}
11{60}
11{61}
11{62}
11{63}
11{64}
11{65}
11{66}
11{67}
11{68}
11{69}
11{70}
11{71}
11{72}
11{73}
11{74}
11{75}
11{76}
11{77}
11{78}
11{79}
11{80}
11{81}

C1CCC(CC1)N1CCNCC1
CNCclncenlC
CnlnccclC1CCCNC1
C1CNc2c[nH]nc2C1
C[LC@@H]1CCNC[1C@H](C)01
Br.Oclccc2CNCc2cl
Cl.O=C1CC2CCC(CN1)N2
C1CC2(CN1)CCcoce2
Cl.C1CC2NC1CC=C2
Cl.O=CINCC2CNCCN12
CIL.FC1(F)CNCCOC1
ClLLFC1=CCCNC1
CIL.CINCC2C1C10Cc2C=C1
Cl.LOCC1CC2CCC1IN2
C1CNCC(C1)clcen[nH]1
CNCC(C)(C)CO
COclccee(cl)C1CCNCCL
CCnlcc(CNC)enl
CCNCclccocl
C1Cc2cn[nH]c2CN1
Cclnc(sc1C)NICCNCC1
Cl.Oclccee(c1)C(=0O)N1CCNCC1
C1Cn2ccnc2N1
C1CClclncc2CNCCc2nl
Cl.COclccc2CNCCCc2c1
CI.NC(=0)[C@H]1CCCN1
Cl.C(OC1CCNCcC1)c1Ccccol
NC(=0)C1CNCCO1
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82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109

11{82}
11{83}
11{84}
11{85}
11{86}
11{87}
11{88}
11{89}
11{90}
11{91}
11{92}
11{93}
11{94}
11{95}
11{96}
11{97}
11{98}
11{99}
11{100}
11{101}
11{102}
11{103}
11{104}
11{105}
11{106}
11{107}
11{108}
11{109}

C1CCC2(C1)CCNC2
CNC1CCCc2nc(C)scl2
CI.CNCC(=O)N1CCCCl
Fclccec(c1)NICCNCC1
OCC1CCCCCN1
CNCclccoclC
C(C1CCOCC1)NICCNCC1
CNC(C)clceeenl
C(N1CCNCC1)clesenl
CCINCCOc2cccccl?
C1CNCC(C1)clcccecl
C(C1CCCCC1)N1CCNCCeL
CNclc(C)noclC
CNC(C)clsc(C)nclC
CC(C)OC1CCNCel
Cl.O=C(NC1CC1)C1CCCN1
CNC(C)clcceol
C1Cn2cncc2CN1
Cl.O=S1CCNCC1
Cl.CNCclccc(C)s1
CNCclscnclC
Cl.Cclccc2[nH]c3CCNCc3c2cl
C1CCC2(C1)CNCCOC2
CN1CCNCc2cccccl2
C1Cc2ccccc2CCN1
Cl.Fclcec(F)c2CNCCcl12
O=C1CCCN1C1CCNCC1
Cl.Cn1nc2CCNCc2ccl=0
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110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137

11{110}
114111}
11{112}
11{113}
11{114}
11{115}
11{116}
11{117}
11{118}
11{119}
11{120}
11{121}
11{122}
11{123}
11{124}
11{125}
11{126}
11{127}
11{128}
11{129}
11{130}
11{131}
11{132}
11{133}
11{134}
11{135}
11{136}
11{137}

CL.CNCC1(0O)ccoccl
CI.CC1CNCC(C)S1(=0)=0
Cl.CCOC1(C)CCNCCL
FC(F)(F)CN1CNCC1=0
CI.CS(=0)(=0)C1CCCNCC1
Cl.O=C1Nc2ccccc2C11CCNC1
Cl.O[1C@@H]1CC[1C@@H]2CNC[1C@@H]2C1
CC(C)(CC1CCCNC1)C(N)=0
CI.C[1IC@@H]INCC[1IC@@H]10
CI.CCNC1CCNC1=0
CI.CI.CN1CCNCC1CO
I.1.Cclnnc(N2CCNCC2)n1C
CCNCCO

CI.CC(C)(C)C1CNCCO1
Cl.Cl.Cclcc(=0O)[nH]c(n1)N1CCNCC1
CNCC1(0)CCCCl
C(N1CCNCC1)clnc[nH]n1
CIL.NC(=0O)[C@@H]1CCCN1
Cl.C1CC1C1CCCNC1
CL.CNC[C@@H](C)O
ClL.CCC1CCCN1

CL.OCCINCC=C1
Cl.CC(C)(C)C1=CCNCC1
CI.CC1(C)CCCN1
CIL.CN(C)C(=O)NC1CCCNC1
CI.EC(F)(F)[C@@H]1CCCNC1
CI.CC(C)NC(=0O)[C@@H]1CCCNC1
CCN1CCC2CCC(C1)N2
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138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165

11{138}
11{139}
11{140}
11{141}
11{142}
11{143}
11{144}
11{145}
11{146}
11{147}
11{148}
11{149}
11{150}
11{151}
11{152}
11{153}
11{154}
11{155}
11{156}
11{157}
11{158}
11{159}
11{160}
11{161}
11{162}
11{163}
11{164}
11{165}

Clclcccc2CCNCcl2
Fclcccc2CCNcl2
ClL.CNclcnn(C)cl
Cl.O=C1CC2(CN1)CCNCC2
C1CC(CCN1)clen[nH]c1
ClL.CNclcen(C)nl
C1CN2CCOCC2CN1
Cclcccc2CCNCc12
CLCI.C1CNC(Cl)clcen[nH]1
Clclenn(cl)C1CCNC1
Cclesc(n1)C1CCNC1
C1CNC(Cl)clcenccl
CCI1CNCC(=O)N1
Cl.CC1CNCCOC1
CI.LFC1CCNCC1
CN(C)C1CCNC1
CLFC1(CCNCC1)c1ce
Cl.Clclccec2NCCc12
CI.FC(F)(F)[C@H]1CCCNC1
CIL.CC1(F)CCCNC1
CI.FC(F)C1CCNCC1
Cl.Fclccece2NCCcel2
Cl.C1CCC2(C1)CCNCC2
CNC(C)clccencl
Cl.C1Cc2nnc(C3CCCNC3)n2C1
Cclccec(nl)C1CCCN1
C1C[C@H](CN1)Oclcccecl
C(C1CCNCC1)N1CccoceL
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166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193

11{166}
11{167}
11{168}
11{169}
11{170}
114171}
114172}
11{173}
11{174}
11{175}
11{176}
114177}
11{178}
11{179}
11{180}
11{181}
11{182}
11{183}
11{184}
11{185}
11{186}
11{187}
11{188}
11{189}
11{190}
11{191}
11{192}
11{193}

Cl.OC1CCOC2(CCNCC2)CL
CL.CIL.C1CNC(C1)clnceenl
C1COC(CN1)clcccol
CL.C1CC2(C1)CCNC2
C1CNCC(C1)c1cceocer
C1CC(CN1)nlccenl
Cl.COC1CCCNCC1
Cl.O=C1CNCCCN1
Cl.FC(F)[C@@H]1CCCN1
Cnlccc(nl)C1CCCNC1
CNCeclcnc(C)sl
CC(C)C(=0)N1CCCNCC1
CNCclccocl
OC[C@H]1[C@@H]2CNC[C@H]12
CNC(C)clccee(Cl)cl
CNclccee(C)cl
CL.CNCclcce(C)e(C)cl
Cl.CC1(Cc2ccccc2)CCCNL
CI.COC1(CCCNC1)C(F)(F)F
CC1(C)CNCl1clceencl
ClL.CCnlccc(CNC)cl
OC1(CCNC1)C1CCl
CCOC1CC2(C1)CCNC2
Cclcecec(C2CCCN2)cl1C
CC1(C)CNCc2ccccc201
CC1(C)CNCC(01)C(F)(F)F
CNCclccec(C)nl
Cl.COclccecc1C1CCNCL
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194 11{194} Cl.0=S1(=0)CCNCc2cccccl2

195 11{195} CI.CCS(=0)(=0)C1CNC1

196 11{196} CI.CNclcec(OC(C)C)cecl

197 114197} CL.CCICNC(C)(C)C1

198 11{198} CC(C)clee([nH]n1)C1CCCNC1
199 11{199} CNCclnnc2CCCnl2

200 11{200} CNCclcc2ccccc2[nH]1

201 11{201} CC1CNc2ccecc201

202 11{202} C1CClclnc(n[nH]1)C1CCCNC1
203 11{203} CI.Cl.Cclnc([nH]c1C)C1ICCNCC1
204 11{204} CNCC1l(0)cccel

205 11{205} CI.OC1CCNCC1(F)F

206 11{206} CC1(C)CNC1clcenceel

207 11{207} CL.CI.C1CC(CCN1)nlccenl

208 11{208} CL1CN(CCN1)C1CCOCC1

209 11{209} CO[1C@@H]1CNC[1C@H]10
210 11{210} Br.Oclcccc2CNCCcl2

211 11{211} C1CC(CCN1)clcccol

212 11{212} CLLFC(F)(F)C1CCNCCO1

213 11{213} ClL.CNC(=O)NC1CCNCC1

214 11{214} C1CCC(OC1)C1CCNCCeL

215 11{215} CL.CCS(=0)(=0)CC(C)NC

216 11{216} CN[1C@H]1CCC[1C@@H]10
217 11{217} Cl.Oclccc2CNCCOc2c1

218 11{218} Cclence(cl)C1CCCN1

219 11{219} C1CN(CCN1)clceesl

220 11{220} CI.CC1CCS(=0)(=0)CCN1

221 11{221} CL.CL.C1CNCC(C1)clccencl
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222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249

11{222}
11{223}
11{224}
11{225}
11{226}
11{227}
11{228}
11{229}
11{230}
11{231}
11{232}
11{233}
11{234}
11{235}
11{236}
11{237}
11{238}
11{239}
11{240}
11{241}
11{242}
11{243}
11{244}
11{245}
11{246}
11{247}
11{248}
11{249}

CI.CI.C1ICNCC(C1)clcenccl
CNCclnnc(C)sl
CNCC(C)C(=O)NC
C1.0=S(=0)(C1CC1)N1CCNCC1
ClL.LOCCNC(=0)C1CCNCC1
COclcce(cclF)C1ICCNCL
CC(C)(O)CNC1CC1
OCC1(CCNC1)ciceeecl
CN(C1CCNC1)clcccecl
CI.NC(=0)COC1CCNCC1
CCNCcloccclC
Brclencc(cl)C1CCCN1
CI.CS(=0)(=0)CC1CCNCC1
CNCclcscnl

Oclccc2CCNCc2cl

CNCcloccclC
Cl.Clclenn(cl)C1CCNCC1
ClL.CINC2CC1C=C2
ClL.CC(=O)NC1CCNCC1
Cclenn(cl)C1CCNC1
CCNclcenn(C)cl
Cl.Cl.Cnlcc(cn1)C1=CCCNC1
CI.CI.CN1CC[1C@@H]2CC[1C@H](C1)N2
C[C@H]1COCCN1
CL.N#CC1CCCNC1
Br.CNCclccee(=0)[nH]1
CL.CIL.CICN[C@@H](C1)clncn[nH]1
Cl.COC[C@H]1C[C@@H](O)CN1
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250 11{250} CIL.CC(C)[C@H]1CNCCN1C

251 11{251} CN1CCNCc2cccncl2

252 11{252} CL.LNC(=0)C1NCCc2cccccl2
253 11{253} ClL.CC1CCNCCS1(=0)=0

254 11{254} CL.O[1IC@@H]1CNC[1C@H]10clcceeel
255 11{255} CI.CC1CNCCS(=0)(=0)C1
256 11{256} CC1(C)CN[1IC@@H]2COC[1C@H]12
257 11{257} CL.CI.C1CC(CCN1)clnnc[nH]1
258 11{258} C1CC(CCN1)clncce[nH]1

259 11{259} CCI1CNCCN(C1)C1Ccel

260 11{260} C1CC(CN1)N1cccceel

261 11{261} C1COC(C1)C1CCNCCL

262 11{262} CNC1CCN(C1)C(C)C

263 11{263} CCclccee(NC)cl

264 11{264} CCINCCcZ2cccecl?

265 11{265} Cnlcc(CC2CCNC2)enl

266 11{266} Cl.Fclccecc(OC2CCNCC2)cl
267 11{267} CNC(C)clcenccl

268 11{268} CIl.C1CNCc2ccsc2C1

269 11{269} Clclccec(cl)C1CCCN1L

270 11{270} CNC1Cc2ccccc2Cl1

271 11{271} CNC(C)clcceeclF

272 11{272} CL.CIL.C1CNCC(C1)clcceenl
273 11{273} CI.CCNCC(N)=0

274 11{274} C(C1CCNC1)N1Ccceen

275 11{275} C(C1CCNCC1)cleeencl

276 11{276} CC1CNCCN1CC(C)(C)O

277 114277} CL.OCC1(CCNC1)C(F)(F)F
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278 11{278} C1CC2(CCOC2)CN1

279 11{279} Cclenc(OC2CCNCC2)ncl

280 11{280} FclccencIN1ICCCNCC1

281 11{281} C(OC1CCNCC1)c1cer

282 11{282} CC(=0O)N1CCNCc11ccececeen

283 11{283} CI.C1CC2(C1)CNCclcceeclO2

284 11{284} CC1(C)CNcCcol

285 11{285} Cl.Cclnc(nol)C1CC2CCC(CI)N2
286 11{286} CI.C10C2(CCNCC2)c2cceecl2

287 11{287} O=C(N1CCNCC1)clcccol

288 11{288} CC(=O)N1CCCNCC1

289 11{289} C1CC(CCN1)clnc2ceeec2sl

290 11{290} CCICNCCNI1C(=0)0C(C)(C)C

291 11{291} Fclcee(ccl)C(=0)N1CCNCC1

292 11{292} C[C@H]1CNCCN1C(=0)OC(C)(C)C
293 11{293} (1:|-C1C[C@@H]2C[C@@ H](C[C@H]1N2)clccece
294 11{294} Cl.ClclcccccINICCNCCL

205 11{295} O=C(OCclcccccl)NICCNCCL

206 11{296} C[C@@H]1CNCCN1C(=0)OC(C)(C)C
297 11{297} CC1(OCcol)ciceNee:

298 11{298} CC1(0CCO1)C1CCCNC1

299 11{299} COC1(CO)CCNCC1

300 11{300} C1CNCcCOcC1

301 11{301} FC(F)CN1CCNCC1

302 11{302} CNCCOclccc(F)ccl

303 11{303} CC1CCCNCIC

304 11{304} CC(C)C(=0)NCCICCCNC1

305 11{305} CC1CCCNCC1
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306 11{306} CC(C)(C)OC(=0O)NCC1CCCNC1

307 114307} CN(CC1CCNC1)C(=0)0C(C)(C)C
308 11{308} CC(C)(C)OC(=0O)NCC1CCNCel
309 11{309} O=c1[nH]c2cceec2n1C1CCNCCL
310 11{310} CC1CNCCCINC(=0)OC(C)(C)C
311 11{311} CC(C)(C)OC(=0)N[C@H]1CCCNC1
312 11{312} CC(C)(C)OC(=0O)NC1CCCNC1

313 11{313} CC(C)(C)OC(=0)NIC[C@@H]2CNC[C@@H]2C1
314 11{314} CC(C)(C)OC(=0O)N1cceCNceel

315 11{315} CC(C)(C)OC(=0)N1C[C@@H]2C[C@H]1CN2
316 11{316} Fclccec(F)cIN1ICCNCC1

317 114317} CNCclccc(C)ol

318 11{318} C1Cn2c(CN1)nnc2-clcceecl

319 11{319} CNCC1COCCO01

320 11{320} COC(=0)C1CCNCC1

321 11{321} OCC1CCNCC1

322 11{322} CNC1CC1

323 11{323} Cl.O=C1CNCc2ccccc2N1

324 11{324} Cl.Cclnoc(n1)C1CCNCC1

325 11{325} Cl.O=c1[nH]ncn1C1CCNCC1

326 11{326} CI.FC(F)(F)C1=CCNCC1

327 11{327} C1CNC(C1)clcescl

328 11{328} C1COCCN1

329 11{329} CIL.FC(F)C1CCNCcCO01

330 11{330} CL.CNC1CCCCN(C)C1=0

331 11{331} Cl.C1CC11CC2CCC(C1)N2

332 11{332} CI.CC1(CNCCO1)C(F)F

333 11{333} CC1(C)CNcCces1
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334 11{334} CnlcnncIN1CCNCC1

335 11{335} O=C1INC(=0)[C@@H]2CNC[C@H]12
336 11{336} Cl.CS(=0)(=0)C1CCNCC1
337 114337} CNCC1ccocCl

338 114338} CCCICNCC(CC)01

339 11{339} CNCclccece(F)cl

340 11{340} C1CCCNCC1

341 11{341} C1CCNC1

342 11{342} CC1CCCCN1

343 11{343} C(N1CCNCC1)clecccecl

344 11{344} O=C(C1CC1)N1CCNC1

345 114345} C1CCCNCCcCl

346 11{346} CCNC

347 114347} C1CCCCNCCCl

348 11{348} CC(C)C1CNcceceol

349 114349} C#CCC1CCCNC1

350 114350} CNCCC=C

351 114351} CCN1CCNCC1=0

352 11{352} CIL.C(C1CCNCC1)nlcennl

353 11{353} Cl.OCC1(0)CCNCC1

354 11{354} CCINCN(C)C1=0

355 11{355} CNCclcnn(C)cl

356 114356} CNCC1cccl

357 11{357} COclcccccINICCNCCL

358 11{358} CC(C)(C)OC(=0)NCC1CCNC1
359 11{359} O=clcccc2[C@H]3CNC[C@H](C3)Cn12
360 11{360} CC(C)(C)OC(=0)NC1CCNCC1
361 11{361} CC(C)(C)OC(=0)N1CCNCC1
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362
363
364
365
366
367
368
369
370
371
372
373
374
375
376
377
378
379
380
381
382
383
384
385
386
387
388
389

11{362}
11{363}
11{364}
11{365}
11{366}
11{367}
11{368}
11{369}
11{370}
11{371}
11{372}
11{373}
11{374}
11{375}
11{376}
11{377}
11{378}
11{379}
11{380}
11{381}
11{382}
11{383}
11{384}
11{385}
11{386}
11{387}
11{388}
11{389}

ClL.O[C@@H]1CCCNC1
COCC1(C)CNCCO1
CNCcC1(c)coct
CC1CC(CN1)clcec(C)ecl
CNCC(C)(C)O
CI.CNCC(=0O)N1CCOocCC1
CS(=0)(=0)C1CCCNC1
CC1CNCCOo1

CNCC1CCCOC1
C1CC2(CNCCO2)c2cceecl2
Cl.C[1IC@@H]1CNC[1IC@H](0)C1
CI.CC(C)NC(=0)[C@H]1CCCNC1
Cclnoc(nl)C1CCNC1
C1CN(CCN1)cinceenl
COCC(=0O)N1CCNCC1
Cl.Fclcccc20CCNCc12
Cclceec(C)nlC1CCNCCL
CIL.OC1(CCCNCCIL)C(F)(F)F
CI.CNS(=0)(=0)N1CCNCC1
Cl.COclccc20CCNCce2cl
C1CNCC(C1)NC1Cccocer
CIL.C[C@@H]1CNCCN1S(C)(=0)=0
CI.C1.O=C1CCCCN1C1CCCNC1
CL.CNCc1nc(C)nol
CNCclccc(F)ccl
C(C1CCNCC1)clceccccl
CNCclccc(Cl)s1

Cl.CNCclcccesl
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390 11{390} CI.CS(=0)(=O)N1CCNCC1

391 11{391} CNCCICCI

392 114392} CC1CNCC2(CCC2)01
303 114393} C1CC2(C1)CNCCOC2
394 114394} C1CCC2(C1)CNCCO?2
395 114395} C1CC2(CO1)CNCCO2
396 11{396} CNCCOC

397 114397} CSC1CCCCNC1

308 114398} CC1CNCC(C)01

399 114399} CI.COCC1(C)CCNC1

400 11{400} CNCICCS(=0)(=0)C1
401 114401} NC(=0)C1CCNCC1

402 114402} CC1CNCC2(CCCCC2)01
403 114403} CL.CC12CCNCC1C2(CIyCl
404 114404} COC(=0)[1C@]12CNC[1C@H]1CCCC2
405 114405} C1CCC2(CC1)CCCNC2
406 114406} CC1CCNCclicccl

407 114407} C1CC2(CN1)CCCCC2
408 114408} C1CCC2(C1)CCCNC2
409 114409} C1CCC2(CC1)CNCCS2
410 114410} CI.C1CCC2(CC1)CCNCC2
411 114411} CCC1CCCNC1

412 114412} CONCC1CC2CCC1C2
413 114413} CC1CNCC2(CCCC2)01
414 11{414} CNCclnccsl

415 11{415} CNC[C@H]1CCCO1

416 11{416} C1CNCCc2ccccc2C1

417 11{417} COclcccc2CCNCc12
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418
419
420
421
422
423
424
425
426
427
428
429

430

431
432
433
434
435
436
437
438
439
440
441
442
443
444
445

11{418}
11{419}
11{420}
114421}
114422}
11{423}
114424}
11{425}
11{426}
114427}
11{428}
11{429}
11{430}
11{431}
11{432}
11{433}
11{434}
11{435}
11{436}
11{437}
11{438}
11{439}
11{440}
114441}
11{442}
11{443}
11{444}
11{445}

CIL.LFC1(F)CNCc2cccccl?2
FC1(F)CC11CC2CCC(C1)N2
C1COC(CN1)clcccccl
C1CC2(CN1)OCclcceec21
NC(=0)CC1CCNCC1
O=C1CNCCN1

OC1CCCNC1
Cl.COCC1=CCNCC1
ClL.COC(=0)C1CC11CCNCC1
CI.CN1CCC2(CCNCC2)C1=0
O=C1NCCC2(CCNCC2)01
C1CC2(CCO1)CCNCCO2

CCOC(=0)[1C@@H]1[LC@@H]2CCNC[1C@H]1
2
C1CC2(CS1)CNCCO2

C1CC2(CCO1)CNCCcOocC2
CC1CNCC2(CcocCC2)01
C1COC2(CCOCC2)CN1
COC(=0)[1C@]12CNC[1C@H]1COCC2
COC(=0O)[1C@]12CCC[1C@H]1INCC2
CI.CCS(=0)(=0)N1CCNCC1
NC(=0)[1C@]12CCC[1C@H]1CNC2
CNC1CCCCC1

CNC(C)CC#N

CI.CC1(C)CCNCCS1=0
Cclceec(cl)C1CCNC1
C[C@H]1CNC[C@@H](C)O1
COclcee(ccl)C1CNCCO1
Cl.COc1cc2CCNCc2ccl10C
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446 11{446} COC(=0)[1C@@H]1CNC[1C@H]1C

447 11{447} C1Cc2ccccc2CN1

448 11{448} CCOC(=0)C1CCNCC1

449 11{449} CC1(C)CNCC(C)(C)o1

450 11{450} C1CN(CCN1)cleccecl

451 11{451} CCOC(=0)N1CCNCC1

452 11{452} CCOC(=0)[C@@H]1CCCNC1

453 11{453} CCOC(=0)C1CCCNC1

454 11{454} CC10CCC11CNCC(C)01

455 11{455} CC10CCC11CNCCO1

456 11{456} C1COC2(CCNCC2)0C1

457 11{457} CCclncc2C3CCC(Cec2n1)N3

458 114458} ]Clg[lc@@H]1C3(=0)(:O)[1C@H]ZCNC[1C@@H
459 11{459} CCNCC

460 11{460} Fclcee(ccl)NICCNCCL

461 11{461} Cclccc(ccl)NICCNCCL

462 11{462} CclcccccINICCNCC1

463 11{463} Cclccc(cc1C)NICCNCClL

464 11{464} Cclecee(c1)NICCNCCL

465 11{465} CC1CCNCC1C

466 11{466} C1CNCC2(C1)OclccececclC=C2

467 11{467} FC(F)(F)CC1CC2CCC(C1)N2

468 11{468} NC(=0)[1C@@H]1CCO[1C@H]1C1CCNCC1
469 11{469} CC1CSCCN1

470 11{470} CC(C)(C)OC(=0)NC1CCNC1

471 114471} CC(C)(C)OC(=0)N[C@H]1CCNC1
472 11{472} CC(C)(C)OC(=0)N[C@@H]1CCNC1
473 11{473} CCO[C@H]1CCNC1
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474
475
476
477
478
479
480
481
482
483
484
485
486
487
488
489
490
491
492
493
494
495
496
497
498
499
500
501

114474}
11{475}
11{476}
114477}
114478}
11{479}
11{480}
11{481}
11{482}
11{483}
11{484}
11{485}
11{486}
11{487}
11{488}
11{489}
11{490}
11{491}
11{492}
11{493}
11{494}
11{495}
11{496}
114497}
11{498}
11{499}
11{500}
11{501}

CSC1CCNC1

C1CSCCN1

FC1(F)CCNCC1

COCCI1CCCNC1

C1CCNCC1

CC1CCCNC1

CC1CCNCC1
CINC[C@@H]2CC=CC[C@H]12
C1CC2(CN1)OCCO2
C1CC2CCI1CNC2
CC1CCNCcC1l1cccecect
ClCCcCz2(Cc1r)ceenNceez
CC(C)(C)OC(=0O)N1C2CCC1ICNC2
CC(C)(C)OC(=0)N1CC2CCC(CL)N2
CC(C)(C)OC(=0)[1C@]12CNC[1C@H]1COC2
CC(C)(C)OC(=0)NCC12CC(C1)CN2
CC(O)C1CCNCC1
C1CCN(C1)C1CCNC1
CNCC(C)(O)clcccecl
CC1CC2CCC(C1)N2
COCCI1CNCCO1
CC(=O)NCC1CNCCO1

CNC(C)C#C
Cl.O=C1INC(=0O)N2CCNCC12
FclcccccINICCNCCL
C1CC11CCCNCC1
C1CNCC(C1)clcc2cccec2[nH]1
CCNCC(C)=C
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502
503
504
505
506
507
508
509
510
511

11{502}
11{503}
11{504}
11{505}
11{506}
11{507}
11{508}
11{509}
11{510}
11{511}

C1CC2(CN1)OclccecclO2
C1C2CNCCCN2c2cceecl2
O=C1CNCCN1C1CC1
CC1CNCC(C)C1
CNCC=C
CI.OC1(CCNC1)C(F)F
C10CC11CCNC1
ClL.C1CC2CCC1IN2
Cl.C1C2CNCC12
CL.CN(C)C(=0)C1CCNC1

S101



Table S3. SMILES strings for the regents 15.

# Reagent 15 SMILE
1 15{1} CC(C)N
2 15{2} NCclcccol
3 15{3} NCclccc20COc2cl
4 15{4} COCCN
5 15{5} CCCCCN
6 15{6} NCclccc(Cl)ccl
7 15{7} NCclcccecl
8 15{8} NCC1CCCO1
9 15{9} COCCCN
10 15{10} CC(C)CCN
11 15{11} NCC1CCCCC1
12 15{12} CN(C)CCCN
13 15{13} NCC=C
14 15{14} COclccc(CCN)ecl
15 15{15} NCclccceclCl
16 15{16} NCclccee(Cl)cl
17 15{17} NC1CC1
18 15{18} COclccc(CN)eel
19 15{19} NC1CCCC1
20 15{20} NCCclc[nH]c2cccecl2
21 15{21} NCCclccc(Cl)ccl
22 15{22} NCclccc(Cl)eclCl
23 15{23} NCCCclcceecl
24 15{24} COclcec(CN)cecl1OoC
25 15{25} NCCC1=CCCCC1
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26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53

15{26}
15{27}
15{28}
15{29}
15{30}
15{31}
15{32}
15{33}
15{34}
15{35}
15{36}
15{37}
15{38}
15{39}
15{40}
15{41}
15{42}
15{43}
15{44}
15{45}
15{46}
15{47}
15{48}
15{49}
15{50}
15{51}
15{52}
15{53}

COclcccecclCN

CCCN

NCCclccc(F)ccl
NCclccc(F)ccl
Cclccc(CN)ccl
COclcccc(CN)cl
NCclcccesl
NCclccceclF
NCclccee(cl)C(F)(F)F
NCCclccc(ccl)C(F)(F)F
CC(=O)NCCN
CN(C)C1(CN)CCcCCl
NCCOclcccecl
CC(C)(CN)N1CCOCC1
CC(C)(CN)N1cceeel
COclccccclCCN
NCCCnlccc2cceccl?
NCclcce(ccl)C(N)=0
NCCCN1CCCCCC1=0
NCCclccesl
NCCclcccol
CclccccclCN
NCCclccccclF
NCclccc(OC(F)F)ccl
CCCNC(=0O)CN
NCCclccc20COc2cl
COclccc(C)cclCCN
NCCclccec(F)cl
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54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81

15{54}
15{55}
15{56}
15{57}
15{58}
15{59}
15{60}
15{61}
15{62}
15{63}
15{64}
15{65}
15{66}
15{67}
15{68}
15{69}
15{70}
15{71}
15{72}
15{73}
15{74}
15{75}
15{76}
15{77}
15{78}
15{79}
15{80}
15{81}

NCCCOCC1CCCO1
NCclcce(ccl)C(F)(F)F
Cclnc(CN)csl
Cclcc(CN)ccclF
NCclccc(OC(F)(F)F)ccl
COclccc2ec(CN)cec2el
NCclcnn(cl)-clcccecl
CN(C)S(=0)(=0)clcceccclCN
NC1CCN(CC1)C(=0)clcceol
NCC1CC1l
CN(C)C(=0O)clccc(CN)ccl
NC1CCC(CC1)C(F)(F)F
NCCC1CCCO1
NCclccc(Cl)ncl
COclccc(OC)c(CN)cl
CLLNCCNC(=0)clccesl
Cclcce(cclF)C(=0O)NCCN
NCclccec(F)cl

NC1CCC1
COclccc(CN)c(OC)cl
CCOclccccclCN
NCCclccccclCl
NCclccccclC(F)(F)F
NCclccc(F)c(F)cl
Cclccc(CN)ol
NOC1CCCCO1
NCclccc(F)cclC(F)(F)F
CclccsclCN
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82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109

15{82}
15{83}
15{84}
15{85}
15{86}
15{87}
15{88}
15{89}
15{90}
15{91}
15{92}
15{93}
15{94}
15{95}
15{96}
15{97}
15{98}
15{99}
15{100}
15{101}
15{102}
15{103}
15{104}
15{105}
15{106}
15{107}
15{108}
15{109}

NCclccceclBr

CCOCCN
CC(C)Oclccec(CN)cl
CC(C)OclccecclCN
NCCOclccceclCl
NCclccc(Che(Chcel
NCclccc(F)c(Cl)cl
NCclccc(F)cclF
CC(C)OCCN
ClL.NCCclc[nH]c2ccc(F)cc12
COclccec(CN)cloC
Cclccc(CN)sl
Cclccec(CN)cl
NCclcc(F)ccclF
COclccec(CCN)cl
CCNC(=0)clccc(CN)ccl
NC1CCN(CC1)C1CccCccel
CCOclccc(CN)ccl
Cclccc(CN)e(C)cl
Cclcc(C)e(CN)c(C)el
NCclccscl

NCC1CCOC1
NCclccc(CN2CCCC2=0)ccl
NCclccccclCN1CCCC1=0
COCclccec(CN)ecl
COCclcccc(CN)cl
NCclccee(cl)C(N)=0
CN(C)C(=0O)clccec(CN)cl
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110 15{110} CNC(=0)clccec(CN)cl

111 15{111} NCclcc(Cl)c20CCOc2cl
112 15{112} NCclc(Cl)cceclCl

113 15{113} NCCclc(F)cccclF

114 15{114} Cclccc(CCN)ol

115 15{115} NCCN1CCNC1=0

116 15{116} CCCC(=0O)Nclccc(CN)ccl
117 15{117} NCclccocl

118 15{118} NCCCC1CCCC1

119 15{119} NCclccec(c1)N1CCCC1=0
120 15{120} Cclcc(CN)nol

121 15{121} NCC1CCOCC1

122 15{122} CIL.NCclcsc2cceecl2

123 15{123} Cc1nn(C)c(C)c1CN

124 15{124} NCclccc(ccl)-nlccenl

125 15{125} CC(CN)Oc1cee(C)ecl

126 15{126} CI.NCC12CC3CC(CC(C3)C1)C2
127 15{127} CLLNCC#C

128 15{128} NCclccc(Cn2cccn2)ccl
129 15{129} CIL.NC1Cc2ccccc2C1

130 15{130} CI.NC1cCcocCcC1

131 15{131} NCC1CCCc2cccccl?2

132 15{132} NCclccc(ol)-clcecccl

133 15{133} CnlnccclCN

134 15{134} NC1CCCC(0O)C1

135 15{135} NCclcnn(Cc2ccccc2)cl
136 15{136} Ccln[nH]cclCN

137 15{137} CC(C)NC(=O)Nclccc(CN)cel
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138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165

15{138}
15{139}
15{140}
15{141}
15{142}
15{143}
15{144}
15{145}
15{146}
15{147}
15{148}
15{149}
15{150}
15{151}
15{152}
15{153}
15{154}
15{155}
15{156}
15{157}
15{158}
15{159}
15{160}
15{161}
15{162}
15{163}
15{164}
15{165}

NCclcc(Br)csl

CC1CCIN

CC(CN)Cnlccenl
CLLNCCCC(=0O)NC1CcC1
CS(=0)(=0)Cclccc(CN)ccl
CC(O)clcec(CN)cecel
NCCnlccenl
NCC1CCCOCl1clcccecl
Cclccec(cl)C(=0O)NCCN
CS(=0)(=0O)CCN
NCC1CCCCO1
NCC1CCC=CC1
Cclccec(CCN)cl
NCCclccc(F)cclF
COC(CN)clccececl
CLLNCC1C2CcC3Ccc(c2)ccics
COclcc(CN)ccclC
CC1CC(C)CN(C1)C(C)(C)CN
CC1CCCN(C1)C(C)(C)CN
Cnlcc(CN)enl
CC1CCCC(CN)C1
NCclcccc(NC(=0)C2CCCO2)c1
Cl.CC(CN)C1ccCl
NCCclccc(Br)sl
COCC(C)CN
NCclccc(NC(=0)c2ccco2)ccl
NCCclcn[nH]cl

NCC(Br)=C
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166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193

15{166}
15{167}
15{168}
15{169}
15{170}
15{171}
15{172}
15{173}
15{174}
15{175}
15{176}
15{177}
15{178}
15{179}
15{180}
15{181}
15{182}
15{183}
15{184}
15{185}
15{186}
15{187}
15{188}
15{189}
15{190}
15{191}
15{192}
15{193}

Cclcc(CN)onl
NCCCclcccc(Cl)cl
NCCclccc(F)c(F)cl
CC(=0)Nclccc(CCN)ccl
NCCOCCI1CC1
CILNCCNC(=0O)C1CC1
CclccoclCN
CclccecclC(C)(C)CN
COclccceclC(C)(C)CN
CCC(CN)clcceecl
NCclcce(ccl)C(=0O)N1CCCC1l
CcloccclCN
CI.NCC1CCCNC1=0
NCCclcc(F)cc(F)cl
CclccenclCN
NCc1lnc2CCCc2sl
NCclccc(OC2CCCC2)ccl
CL.NCCCclccc(Cl)cel
COclcccecclCL(CN)CC1
CI.NC1CcCsccCl
CC(C)(CN)clccccclF
Ccl[nH]c2cceec2c1CCN
NCCCN1CCOC1=0
NC1CCCc2scccl?
COclccc(CCN)cclF
NCclccce(CO)cl
CCclccec2c(CCN)c[nH]c12
CI.NCclccec(CN2CCCC2=0)c1

S108



194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221

15{194}
15{195}
15{196}
15{197}
15{198}
15{199}
15{200}
15{201}
15{202}
15{203}
15{204}
15{205}
15{206}
15{207}
15{208}
15{209}
15{210}
15{211}
15{212}
15{213}
15{214}
15{215}
15{216}
15{217}
15{218}
15{219}
15{220}
15{221}

CCnlcc(CN)cnl
Cclc(CN)cnnlC
Cnlccc(CN)nl
CI.NCC(F)F
CC(N)clcnn(C)cl
NCclcccc2[nH]cccl2
NCclccee(cl)-nlcnenl
CI.NC1CccocC1
CCC1(CN)CCC1
CC1(CN)cccol
CI.CCN1CC(N)CC1=0
ClL.LNCC1=CCCCC1
Cl.NCCc1nc(nol)-clcecc(Cl)ccl
CC1(CN)CccocC1
CC(C)nlccc(CN)n1
NC1CCN(CC(F)(F)F)C1=0
Cclcc(CN)nenl
CI.CC1(C)CCICN
CLLNCCN1C(=0O)CNC1=0
NCclcconl
COclcc(F)cc(CN)cl
NCC1CSCCs1
CCSclceec(CN)cl
NCC1CCC(CC1)C(F)(F)F
CIL.CC1(C)C(CN)C1(C)C
NCC1CNC(=0)C1
NCCC1CCC1
CC(C)CC1(CN)CCC1
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222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249

15{222}
15{223}
15{224}
15{225}
15{226}
15{227}
15{228}
15{229}
15{230}
15{231}
15{232}
15{233}
15{234}
15{235}
15{236}
15{237}
15{238}
15{239}
15{240}
15{241}
15{242}
15{243}
15{244}
15{245}
15{246}
15{247}
15{248}
15{249}

CclnnsclCN
NCclccc(F)enl
Cclnnc(CN)s1
Cl.Cclccc(CN)cclF
CC1(C)CCCC(N)C1
NOC1CCCC1
CI.CCOC(=0)C1(CN)CCC1
CC1(C)CC(N)cco1
CLLNCCC(=0O)N1cCcccceel
CI.NCCC1CcC1
CL.COC[C@@H](C)N
NCC1CCCS1
CIL.CC(=C)CCN
COC1CCC(CN)CC1
CC1CC(N)Cc(C)01
CC1CC(N)CCOo1
ClL.NC1CCC=C1
CI.NCC1CcCC=C1
NCCCCC1CC1
COC1(CN)Cccocc1
NCclcc(nol)C1CC1
NCclnc(csl)C(F)(F)F
CCOC1CC(N)C11Cccecet
CI.NC1CCCC1(F)F
CC(C)(CN)clcccece(F)cl
CSCC(C)N
NCclcccc2nccecl?

CC(CN)cinc(C)cs1
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250
251
252
253
254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
271
272
273
274
275
276
277

15{250}
15{251}
15{252}
15{253}
15{254}
15{255}
15{256}
15{257}
15{258}
15{259}
15{260}
15{261}
15{262}
15{263}
15{264}
15{265}
15{266}
15{267}
15{268}
15{269}
15{270}
15{271}
15{272}
15{273}
15{274}
15{275}
15{276}
15{277}

NCCclnc2CCCc2sl
Cclnc(C)c(CN)s1
NCC1(CC1)clccee(Clycl
CCnlnncclCN
CC(O)(CCN)clccceecl
COclccc(CN)c(OC)nl
CI.CO[C@H](C)CN
CI.NC1CcCcC2(ccce2)cel
NCC1CCC(F)(F)C1
CIL.COCC(C)(C)CN
ClL.CC(=O)N1CC[C@@H](N)C1
CI.CN1CCC(N)C1=0
CC(CN)Sclcccecl
CC(CN)OclccceclF
CC(CN)Oclccee(C)cl
CC(CN)OclccecclC
NCCCC#C
NCC1(Cc2ccccc2)CCl
NCclccc(CC(N)=0)ccl
CSCclccc(CN)cel
CI.N[C@H]1C[C@H](C1)C(N)=0
CI.NCcC1cc2cccelce?
CCSclcec(CN)ceel
NCCnlcc(Br)cnl
NCCnlccc2cc(Cl)cccl2
NCclncc(Br)sl
CI.NCC1CccCC2(CCc2)cCl
NCclc(F)cccclOC(F)F
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2178
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296
297
298
299
300
301
302
303
304
305

15{278}
15{279}
15{280}
15{281}
15{282}
15{283}
15{284}
15{285}
15{286}
15{287}
15{288}
15{289}
15{290}
15{291}
15{292}
15{293}
15{294}
15{295}
15{296}
15{297}
15{298}
15{299}
15{300}
15{301}
15{302}
15{303}
15{304}
15{305}

CL.NCc1nnnn1C1CC1
CSC(C)CN
NCCCnlcc(Br)cnl
NCc1lnc2CCOCc2sl
CL.NC1CC(C1)OCclcccecl
CCC(=0O)N1CCC(N)C1
COCCC1(CN)Ccccel
CCOCCC1(CN)ccceel
CCC1(CN)CCccCl
CnlnccclCCN
CC(C)(C)c1cc(N)ceol
CC(C)C1CC(N)CCOo1
NCCCOC1CCOC1
CC(C)clesc(CN)nl
NCCOCC1CCCC1
NCCCclcccol
NCclcnn(CC(F)(F)F)cl
CNC(=0)C(C)(C)CN
CCNC(=0)C(C)(C)CN
CC(CN)clnccsl
CCN(C)C(=0)CN
COC1CC(N)C1(C)C
CIL.CC(C)(C)N1CC(N)CC1=0
CCSC1CCCC(N)C1
CI.CC(C)C10CCCC1CN
CCOCCC1(CN)CccCy
COCCC1(CN)ccce1
CI.CC(C)CC1(CN)CC1
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306
307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
332
333

15{306}
15{307}
15{308}
15{309}
15{310}
15{311}
15{312}
15{313}
15{314}
15{315}
15{316}
15{317}
15{318}
15{319}
15{320}
15{321}
15{322}
15{323}
15{324}
15{325}
15{326}
15{327}
15{328}
15{329}
15{330}
15{331}
15{332}
15{333}

CclcscclCN
CI.CCCC1(CN)CCC1
CCC(OCCN)clcececcl
COCCC1(CN)CC1
CCOCCC1(CN)CC1
COC(CN)c1cceecece:
COC1(CN)CCC1
CC(C)(O)C(C)(C)CN
CCc1nn(C)c(CC)cICN
CSclccec(F)c1CN
NCCC1CC2CCC102
CI.CCCC1(CN)CC1
Cl.CC1CCC(N)C1
CC(C)(CN)C1CCcCcCl
CIL.CO[C@H]1C[C@H](N)C1
ClL.CCCL(CN)CCOCC1
CI.NC1CC(C1)C(N)=0
CIL.COCC1CC(N)C1
CI.CS(=0)(=0)C1(CN)CC1
Cl.CC1CC(CN)CcCO1
CL.CC1(CN)CCCc2cccccl2
CI.NC1CcC2(CccC2)ce
Cl.CCO[C@@H]1C[C@H](N)C1
CI.CCO[C@H]1C[C@H](N)C1
CI.NCC1CCCCS1(=0)=0
NCclcsc(cl)C(F)(F)F
CONI1CCC(N)CC1
NC1COC2(CCC2)C1
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334
335
336
337
338
339
340
341
342
343
344
345
346
347
348
349
350
351
352
353
354
355
356
357
358
359
360
361

15{334}
15{335}
15{336}
15{337}
15{338}
15{339}
15{340}
15{341}
15{342}
15{343}
15{344}
15{345}
15{346}
15{347}
15{348}
15{349}
15{350}
15{351}
15{352}
15{353}
15{354}
15{355}
15{356}
15{357}
15{358}
15{359}
15{360}
15{361}

CI.CCS(=0)(=0)clccc(CN)ccl
CI.C[C@H]1OCC[C@H]IN
Cl.CCC[1C@@H]1C[1C@H]1N
CnlnccclC1CC(N)CCO1
CN1CCC[C@@H](CN)[C@@H]1clccnnlC
NCC(C1CCcC1l)ClCCCl
NCCC1CCC2(CCC2)01
NCclnc(n2CCCCcl12)C(F)(F)F
CI.CC(C)(CN)C1CcCCl
CL.CC1(CN)cc1(cIhCl
Cl.CC(C)[1C@@H]1C[1C@H]1N
CI.CC(C)C[1C@@H]1C[1C@H]1IN
Cclnn(C)c(C)cl[1IC@@H]10CC[1C@H]1CN
CC(C)(C)O[C@@H]1C[C@H](N)C1
CIL.COC(=0)CC1CC(N)C1
CI.CCN1CCC(N)C1=0
CI.N[C@H]1C[C@@H](C1)C(N)=0
ClL.COCC1(CCN)CC1

NCCCC1(0)CCC1
CI.NCCN1CC2CCCCN2C1=0
CLLNCC1SCCs1

NC1COC(C1)C1CC1
CI.NC1CCN(C2CCCCC2)C1=0
Cl.CO[C@@H]1C[C@H](CN)C1
CI.LNC1CCN(C2CCC2)C1=0
CC1CC2(CCC(CN)02)CO1
CC1(CN)Ccoc2(ccc2)cl
CI.NC[1C@@H]1CCO[1C@H]1clcceeel
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362
363
364
365
366
367
368
369
370
371
372
373
374
375
376
377
378

15{362}
15{363}
15{364}
15{365}
15{366}
15{367}
15{368}
15{369}
15{370}
15{371}
15{372}
15{373}
15{374}
15{375}
15{376}
15{377}
15{378}

CI.NCC12COCCN1C(=0)COcC2
CLLNCC1CC2(C0o1)ccocez2
CI.NCC1CC2CCC(C1)S2(=0)=0
NCC1CCC2(CCOCC2)Co1
NCCC1CCC2(CCOCC2)CO1
CI.NCCC1CCCC1(F)F
CLLNCC1CCcC2(CCccC2)c0o1
CI.NC1CC(CC(N)=0)C1
CLLNCC1CC2CCC(C1)S2
CIL.COC1(CN)CCS(=0)(=0)C1
CI.NCC12CccC1cccez
CI.NCC1CCC(01)C(F)(F)F
CILNC[1C@@H]1[1C@@H](c2ccececc2)CL(F)F
CI.N[1C@@H]1[1C@H]2Cc3cceec3[1C@@H]12
CI.NCC1CccCcCc2(cce2)0o1
CLLNCC1CCC2(CCOCC2)01
CI.NC[1C@]12C[1C@H]1CCC2
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Table S4. Parallel synthesis of 5-aminotetrazoles 8

# Isothio- Secondary Product  SMILE Yield, Yield,
cyanate amine mg %
1 10{1} 11{1} 8{1,1} CNS(=0)(=0)clcccc2CN(CCcl2)cinnnnlCC=C 27 22
2 10{1} 11{2} 8{1,2}  C=CCnlnnncIN1CCN(CC1)C(=0)C(=0)NC1CC1 13 15
3 10{1} 11{3} 8{1,3} OC1(Cc2nc(n02)C2CC2)CCCN(C1)cinnnnlCC=C 0 0
4 10{2} 11{4} 8{2,4}  CnlnnncIN1CCOC2(CCC2)C1 0 0
5 10{2} 11{5} 8{2,5} CnlnnncIN1CCOCC1clce(F)cc(F)cl 0 0
6 10{2} 11{6} 8{2,6} CnlnnncIN1CCOc2cc(F)ccc2Cl 0 0
7 10{2} 11{7} 8{2,7}  CC1=C(C)CN(CC1)clnnnnlC 0 0
8 10{2} 11{8} 8{2,8}  CnlnnncIN1CC2(CCOCC2)[1C@@H]2CCC[1C@H]12 43 34
9 10{2} 11{9} 8{2,9} CnlnnncIN1CCCC1lclnc2cc(Cl)cec2[nH]1 43 21
10 10{3} 11{10} 8{3,10} @ CCCCnlnnncIN1CCN(CC1)C(=0O)clcccnlC 27 31
11 10{3} 11{2} 8{3,2}  CCCCn1nnncIN1CCN(CC1)C(=0)C(=0)NC1CC1 16 21
12 10{3} 11{8} 8{3,8}  CCCCnlnnncIN1CC2(CCOCC2)[1C@@H]2CCC[1C@H]12 21 24
13 10{3} 11{3} 8{3,3} CCCCn1nnncIN1CCCC(O)(Cc2nc(no2)C2CC2)C1 0 0
14 10{3} 11{11} 8{3,11}  CCCCnlnnncIN(CC(=O)NC)Cclcceecl 0 0
15 10{3} 11{12} 8{3,12}  CCCCnlnnncIN1CCCC(C1)clnncnlC 0 0
16 10{4} 11{7} 8{4,7}  CCnlnnncIN1CCC(C)=C(C)C1 0 0
17 10{4} 11{8} 8{4,83  CCnlnnncIN1CC2(CCOCC2)[1C@@H]2CCC[1C@H]12 26 29

S116



18
19
20
21
22

23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38

10{4}
10{5}
10{5}
10{5}
10{5}

10{5}
10{6}
10{6}
10{6}
10{6}
10{6}
10{6}
10{6}
10{7}
10{7}
10{7}
10{7}
10{8}
10{8}
10{8}
10{8}

1142}
11{13}
11{14}
11{15}

11{8}

11{12}
11{16}
11{13}
11{14}
11{17}
11{18}
11{12}
1144}
11{19}
11{20}
11{21}
11422}
11{23}
11{24}
11{25}
11{26}

8{4.2}
8{5,13}
8{5,14}
8{5,15}
8{5,8}

8{5,12}
8{6,16}
8{6,13}
8{6,14}
8{6,17}
8{6,18}
8{6,12}
8{6,4}
8{7,19}
8{7,20}
8{7,21}
8{7,22}
8{8,23}
8{8,24}
8{8,25}
8{8,26}

CCn1nnnclN1CCN(CC1)C(=0)C(=0)NC1CC1
C(clcceecl)nlnnncIN1CCCCLCICCCOl
CC(CS(C)(=0)=0)N(C1CC1)cinnnnlCclcccccl
COCL(CCN(CC1)cinnnniCclcceecl)C(F)(F)F

C(clcccecl)nlnnncIN1CC2(CCOCC2)[1IC@@H]2CCC[1C@

H]12
CnlcnnclC1CCCN(C1)clnnnnlCclcccccl

O=C1INCCN1C1CCCN(C1)cinnnn1CCclcccccl
C(CnlnnncIN1CCCC1C1CCCO1)cleccecl
CC(CS(C)(=0)=0)N(C1CC1)cinnnnlCCclccceccl
COCCCN(CCOC)c1nnnnlCCclcccecl
NC(=0)[C@@H]1C[C@@H](F)CN1lclnnnn1CCclcccccl
CnlcnnclC1CCCN(C1)cinnnn1CCclcceccl
C(Cn1nnncIN1CCOC2(CCC2)C1)clecececl
COC1(CCN(C1)c1nnnn1C1CCCCCL)C(F)(F)F
CCC1(CCN(CC1)clnnnn1C1CCCCC1)NICCOCCl
CN(C1CCN(CC1)S(C)(=0)=0)c1nnnn1C1CCCCC1
C1CCC(CC1)nlnnncIN1CCCC(CCl)nlcennl
C(CnlnnncIN1CCCCc2cccccl2)N1CCOCCL
CC1(C)CC(O)CCN(C1)cinnnnlCCN1CCOCCL
C(CnlnnncIN1CCCC1lclceencl)N1CCOCCL
Clclccc2CN(CCc2c¢1)cinnnnlCCN1CCOCCL
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39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59

10{8}
10{8}
10{8}
10{8}
10{8}
10{8}
10{8}
10{8}
10{8}
10{8}
10{8}
10{8}
10{8}
10{9}
10{9}
10{9}
10{9}
10{10}
10{10}
10{10}
10{10}

11427}
11{28}
11{29}
11430}
11431}
11432}
11433}
11{34}
11{35}
11{36}
11{37}
11{38}
11{39}
11{4}
11{7}
11{5}
11{6}
11440}
11{41}
11{42}
11443}

8{8,27}
8{8,28}
8{8,29}
8{8,30}
8{8,31}
8{8,32}
8{8,33}
8{8,34}
8{8,35}
8{8,36}
8{8,37}
8{8,38}
8{8,39}
8{9,4}
8{9,7}
8{9,5}
8{9,6}
8{10,40}
8{10,41}
8{10,42}
8{10,43}

C(Cn1nnncIN1CCC(CCl)clceenccl)N1CCOCCL
COC1CCCN(C1)clnnnnlCCNI1CCOCC1
Cclccc2CN(CCc2cl)cinnnnlCCN1CCOCC1
C(CnlnnnclN1CCC=CC1l)N1CCOCC1
C(Cn1nnncIN1CCC(CCl)clcececccl)NICCOCCL
CC1N(CCc2cccc(F)c12)clnnnnlCCN1CCOCCL
O=C1CCN(CCN1)c1lnnnn1CCN1CCOCC1
CCCI1N(CCc2sccc12)cinnnnlCCN1CCOCC1
C(CnlnnncIN1CCCC(Cl)cincec[nH]1)N1CCOCC1
O[C@H]1CCN(C1)c1nnnn1CCN1CCOCC1
COclccc2CN(CCc2cl)clnnnnlCCN1CCOCC1
C(CninnnclN1CCc2nc[nH]c2C1)N1CCOCC1
Fclccc2N(CCc2c¢1)clnnnnlCCN1CCOCCL
COCCn1nnncIN1CCOC2(CCC2)C1
COCCn1nnncIN1CCC(C)=C(C)C1
COCCn1nnncIN1CCOCC1clcc(F)cc(F)cl
COCCn1nnncIN1CCOc2cc(F)ccc2Cl
CC(C)nlnnnclN1CCc2[nH]ncc2C1
COclcec(CN(C)c2nnnn2C(C)C)enl
CC(C)nlnnncIN1CCCC(Cl)clnnc2cceenl?
CC(C)ninnncIN(C)[C@H]1C[C@H](C1)C(N)=0
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60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78

79
80

10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{10}
10{11}
10{11}
10{12}
10{12}

10{12}
10{12}

11{2}
11{44}
11{45}
11{46}
11447}

11{1}
11{48}
11{49}
11{50}
11{51}
11{52}
11{53}
11{54}
11{55}
11{56}

11{2}
11{12}

11{6}

11{8}

11{7}
11{10}

8{10,2}
8{10,44}
8{10,45}
8{10,46}
8{10,47}

8{10,1}
8{10,48}
8{10,49}
8{10,50}
8{10,51}
8{10,52}
8{10,53}
8{10,54}
8{10,55}
8{10,56}

8{11,2}
8{11,12}

8{12,6}

8{12,8}

8{12,7}
8{12,10}

CC(C)n1nnncIN1CCN(CC1)C(=0)C(=0)NC1CC1
CC(C)n1nnncIN1CCN(CC1)clccec2[nH]c(=0)[nH]c12
CC(C)n1nnncIN1CCN(CCc2cnccn2)CCl
CC(C)ninnnclN(Cclccc(C)ol)C1CCl
CC(C)n1nnncIN1CC2(C)C(=0)NC(=0)C2(C)C1
CNS(=0)(=0)clcccc2CN(CCcl2)cinnnnlC(C)C
CC(C)n1nnncIN1CCN(CC1)clcc(C)ecenl
CC(C)n1nnncIN(C)CCS(C)(=0)=0
CC(C)nlnnncIN1CCCC(CNS(C)(=0)=0)C1
CCN(CC1CCOC1)c1nnnn1C(C)C
CC(C)nlnnnclN1CCC(CC1)N1CCCCCl
CC(C)n1nnncIN(C)CCNC(C)=0
CC(C)n1nnncIN1CCN(CC1)C1CCCCCl
CC(C)nlnnnclN(C)CclncenlC
CC(C)n1nnncIN1CCCC(Cl)clcennlC
CC(=C)Cn1nnncIN1CCN(CC1)C(=0O)C(=0O)NC1CC1
CC(=C)CnlnnnclN1CCCC(Cl)clnncnlC
CCOCCCn1nnnclN1CCOc2cc(F)ccc2Cl

CCOCCCn1nnncIN1CC2(CCOCC2)[1C@@H]2CCC[1C@H]

12
CCOCCCnlnnncINICCC(C)=C(C)CL

CCOCCCn1nnncIN1CCN(CC1)C(=0O)clccenlC
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81
82

83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101

10{13}
10{13}

10{13}
10{13}
10{13}
10{13}
10{13}
10{13}
10{13}
10{13}
10{13}
10{13}
10{13}
10{14}
10{14}
10{14}
10{14}
10{15}
10{15}
10{15}
10{15}

11{57}
11{58}

11{59}
11{60}
11{61}
11{62}
11{63}
11{17}
11{64}
11{65}
11{66}
11{13}
11{67}
11{8}
11{7}
11{12}
11{2}
11{68}
11{1}
11{69}
11{70}

8{13,57}
8{13,58}

8{13,59}
8{13,60}
8{13,61}
8{13,62}
8{13,63}
8{13,17}
8{13,64}
8{13,65}
8{13,66}
8{13,13}
8{13,67}
8{14,8}
8{14,7}
8{14,12}
8{14,2}
8{15,68}
8{15,1}
8{15,69}
8{15,70}

COclccc(CCn2nnnc2N2CCCc3n[nH]cc23)ccl

COclccc(CCn2nnnc2N2CC[1IC@@H](C)O[1C@@H](C)C2)c

cl
COclccc(CCn2nnnc2N2Cc3ccc(0)cc3C2)ccl

COclccc(CCn2nnnc2N2C3CCC2CC(=0)NC3)ccl
COclccc(CCn2nnnc2N2CCC3(C2)CCOCC3)ccl
COclccc(CCn2nnnc2N2C3CCC2C=CC3)ccl
COclcec(CCn2nnnc2N2CCN3C(CNC3=0)C2)ccl
COCCCN(CCOC)c1innnnlCCclccc(OC)ccl
COclccc(CCn2nnnc2N2CCOCC(F)(F)C2)ccl
COclcec(CCn2nnnc2N2CCC=C(F)C2)ccl
COclcec(CCn2nnnc2N2CC3C40C(C=C4)C3C2)ccl
COclcec(CCn2nnnc2N2CCCC2C2CCCO2)ccl
COclccc(CCn2nnnc2N2C3CCC2C(CO)C3)ccl
CCCn1nnnclN1CC2(CCOCC2)[1IC@@H]2CCC[1C@H]12
CCCnlnnnclN1CCC(C)=C(C)C1
CCCnlnnnclN1CCCC(Cl)clnncnlC
CCCnlnnnclN1CCN(CC1)C(=0O)C(=O)NC1CC1
C1CC1nlnnncIN1CCCC(Cl)clcen[nH]1
CNS(=0)(=0)clcccc2CN(CCcl2)clnnnnl1C1CCl
CN(CC(C)(C)CO)clnnnnliClCC1
COclccec(cl)C1LCCN(CCl)clnnnnlClCCl
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102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122

10{15}
10{15}
10{15}
10{15}
10{15}
10{16}
10{16}
10{16}
10{16}
10{16}
10{16}
10{16}
10{16}
10{17}
10{17}
10{18}
10{19}
10{19}
10{19}
10{19}
10{19}

1147}
11{2}
11{8}
11471}
11{72}
11{73}
11{74}
11{75}
11{76}
11{77}
11{48}
11{78}
11{79}
11{15}
11{80}
11{81}
11{36}
11{82}
11{83}
11{84}
11{85}

8{15,7}
8{15,2}
8{15,8}
8{15,71}
8{15,72}
8{16,73}
8{16,74}
8{16,75}
8{16,76}
8{16,77}
8{16,48}
8{16,78}
8{16,79}
8{17,15}
8{17,80}
8{18,81}
8{19,36}
8{19,82}
8{19,83}
8{19,84}
8{19,85}

CC1=C(C)CN(CC1)clnnnn1C1CC1
O=C(NC1CC1)C(=O)N1CCN(CC1)cinnnniCiCC1
C1CC1nlnnnclIN1CC2(CCOCC2)[1IC@@H]2CCC[1C@H]12
CCnlcc(CN(C)c2nnnn2C2CC2)cnl
CCN(Cclccocl)clnnnnlC1CC1
COCC(C)n1nnncIN1CCc2cn[nH]c2C1
COCC(C)n1nnncIN1CCN(CC1)clnc(C)c(C)sl
COCC(C)n1nnncINICCN(CC1)C(=0)clcccc(O)cl
COCC(C)n1nnncIN1CCn2ccncl2
COCC(C)ninnncIN1CCc2nc(ncc2Cl)ClCCl
COCC(C)n1nnncIN1CCN(CC1)clce(C)cenl
COCC(C)n1nnncIN1CCCc2cc(OC)ccc2Cl
COCC(C)n1nnncIN1ICCC[C@@H]1C(N)=0
COC1(CCN(CC1)c1nnnn1C1CC2CCC1C2)C(F)(F)F
C(OC1CCN(CC1)clnnnnlC1CC2CCClC2)C1cceol
NC(=0)C1CN(CCO1)cinnnn1CCSclcceccl
O[C@H]1CCN(C1)clnnnnlCclccencl
C(clccencl)nlnnncIN1CCC2(CCCC2)Cl
CN(C1CCCc2nc(C)sc12)cinnnnlCclccencl
CN(CC(=0O)N1CCCC1)clnnnnlCclccencl
Fclccec(c1)NICCN(CCl)clnnnnlCclccencl

S121

36
20
66
62
87

29

o O O o o o

A W 00 N W
N PN O

o o ~ ©o B~ w o o



123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143

10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{19}
10{20}
10{20}

11{86}
11{87}
11{88}
11{78}
11{89}
11{90}
11{91}
11{92}
11{93}
11{94}
11{95}
11{96}
11{97}
11{98}
11{99}
11{100}
11{101}
11{102}
11{103}
11{79}
11{104}

8{19,86}
8{19,87}
8{19,88}
8{19,78}
8{19,89}
8{19,90}
8{19,91}
8{19,92}
8{19,93}
8{19,94}
8{19,95}
8{19,96}
8{19,97}
8{19,98}
8{19,99}
8{19,100}
8{19,101}
8{19,102}
8{19,103}
8{20,79}
8{20,104}

OCC1CCCCCNIclnnnnlCclceencl
CN(CclccoclC)clnnnnlCclccencl
C(C1CCOCC1)N1ICCN(CC1)cinnnnlCclceencl
COclccc2CN(CCCc2cl)clnnnnlCclccencl
CC(N(C)clnnnnlCclccencl)clcceenl
C(N1CCN(CC1)cinnnnlCclccencl)clesenl
CCIN(CCOc2cccecl2)cinnnnlCclccencl
C(clccencl)ninnncIN1ICCCC(Cl)cleccecl
C(C1CCCCCI1)NICCN(CC1)clnnnnlCclccencl
CN(c1nnnnlCclccencl)cle(C)noclC
CC(N(C)c1lnnnnlCclccencl)clsc(C)nclC
CC(C)OC1CCN(CC1)clnnnniCclceencl
O=C(NC1CC1)C1CCCN1icinnnnlCclccencl
CC(N(C)clnnnnlCclccencl)clcccol
C(clccencl)ninnncIN1CCn2cncc2Cl
O=S1CCN(CC1)clnnnnlCclccencl
CN(Cclcce(C)sl)clnnnnlCclccencl
CN(CclscnclC)clnnnnlCclccencl
Cclcce2[nH]c3CCN(Cc3c2cl)clnnnnlCclccencl
CCN1CCCC1Cn1nnncIN1ICCC[C@@H]1C(N)=0
CCN1CCCC1CnlnnncIN1CCOCC2(CCCC2)C1
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144
145
146
147
148
149
150
151
152
153
154
155
156
157

158
159
160
161
162
163
164

10{20}
10{20}
10{20}
10{20}
10{20}
10{20}
10{20}
10{21}
10{21}
10{21}
10{21}
10{21}
10{21}
10{21}

10{21}
10{21}
10{21}
10{21}
10{21}
10{21}
10{21}

11{105}
11{38}
11{106}
11{40}
11{107}
11{108}
11{109}
11{110}
11{111}
11{112}
11{113}
11{114}
11{115}
11{116}

11{117}
11{118}
11{119}
11{120}
11{121}
11{122}
11{123}

8{20,105}
8{20,38}
8{20,106}
8{20,40}
8{20,107}
8{20,108}
8{20,109}
8{21,110}
8{21,111}
8{21,112}
8{21,113}
8{21,114}
8{21,115}
8{21,116}

8{21,117}
8{21,118}
8{21,119}
8{21,120}
8{21,121}
8{21,122}
8{21,123}

CCN1CCCC1CnlnnncIN1CCN(C)c2ccecc2Cl
CCN1CCCC1CnlnnncIN1CCc2nc[nH]c2C1
CCN1CCCC1CnlnnnclIN1CCc2ccccc2CCl
CCN1CCCC1CnlnnncIN1CCc2[nH]ncc2C1
CCN1CCCCl1CnlnnncIN1CCc2c(F)ccc(F)c2Cl
CCN1CCCC1CnlnnncIN1CCC(CC1)NICCCC1=0
CCN1CCCC1CnlnnncIN1CCc2nn(C)c(=0)cc2C1
CN(CC1(0)CCOCC1)clnnnnlC(C)(C)C
CCI1CN(CC(C)S1(=0)=0)clnnnnlC(C)(C)C
CCOC1(C)CCN(CC1)clnnnnlC(C)(C)C
CC(C)(C)n1nnncIN1ICN(CC(F)(F)F)C(=0)C1
CC(C)(C)n1nnncIN1CCCC(CC1)S(C)(=0)=0
CC(C)(C)n1nnncIN1CCC2(C1)C(=0O)Nclccecc2l

CC(C)(C)n1nnncINIC[1C@@H]2CC[1C@H](O)C[1C@@H]

2C1
CC(C)(C)n1nnncINICCCC(CC(C)(C)C(N)=0)C1

C[1C@@H]1[LC@H](O)CCN1c1nnnnlC(C)(C)C
CCN(C1CCNC1=0)clnnnnliC(C)(C)C
CN1CCN(CC1CO0)clnnnnlC(C)(C)C
Cclnnc(N2CCN(CC2)c2nnnn2C(C)(C)C)n1C
CCN(CCO)clnnnnlC(C)(C)C
CC(C)(C)C1CN(CCO1)c1nnnn1C(C)(C)C
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165
166
167
168
169
170
171
172
173
174
175
176
177
178

179
180
181
182
183
184
185

10{21}
10{22}
10{22}
10{22}
10{22}
10{23}
10{23}
10{23}
10{23}
10{23}
10{23}
10{23}
10{24}
10{25}

10{25}
10{26}
10{26}
10{26}
10{26}
10{26}
10{26}

11{124}
11{12}
11{2}
11{10}
11{100}
11{38}
11{125}
11{94}
11{126}
11{108}
11{99}
11{127}
11{12}
11{8}

11{1}
11{7}
11{4}
11{10}
11{5}
11{6}
11{8}

8{21,124}
8{22,12}
8{22,2}
8{22,10}
8{22,100}
8{23,38}
8{23,125}
8{23,94}
8{23,126}
8{23,108}
8{23,99}
8{23,127}
8{24,12}
8{25,8}

8{25,1}
8{26,7}
8{26,4}
8{26,10}
8{26,5}
8{26,6}
8{26,8}

Cclcc(=0)[nH]c(n1)N1CCN(CC1)clnnnnlC(C)(C)C
CnlcnnclC1CCCN(C1)cinnnn1lC1CCCC1
0=C(NC1CC1)C(=0)N1CCN(CC1)clnnnn1C1CCCC1
CnlcccclC(=0O)N1CCN(CC1)clnnnnl1C1CCCC1l
O=S1CCN(CC1)clnnnnlC1CCCC1
CC(clccececl)ninnnclN1CCe2nc[nH]c2C1
CC(clcccecl)ninnnclN(C)CC1(O)CCCCl
CC(clcccecl)nlnnncIN(C)ele(C)noclC
CC(clcececl)nlnnncIN1ICCN(Ce2ne[nH]n2)CC1
CC(clcceecl)nlnnncIN1ICCC(CC1)N1ICCCC1=0
CC(clcccecl)nlnnncIN1CCn2cncc2Cl
CC(clcccecl)nlnnncINICCC[C@H]1C(N)=0
CCC(C)nlnnncIN1CCCC(Cl)clnncnlC

C(C1CC1)nlnnncIN1CC2(CCOCC2)[1C@@H]2CCC[1C@H
112
CNS(=0)(=0)clcccc2CN(CCcl2)cinnnnlCC1CCl

CC1=C(C)CN(CC1)c1nnnnlCC(F)(F)F
FC(F)(F)Cn1nnnclN1CCOC2(CCC2)C1
CnlcccclC(=0O)N1CCN(CC1)clnnnnlCC(F)(F)F
Fclcc(F)ee(cl)C1COCCN1cinnnn1CC(F)(F)F
Fclccc2CN(CCOc2c1)cinnnnlCC(F)(F)F

FC(F)(F)Cn1nnncIN1CC2(CCOCC2)[1C@@H]2CCC[1C@H
112
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186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201

202
203
204
205
206

10{27}
10{27}
10{28}
10{29}
10{30}
10{30}
10{31}
10{32}
10{32}
10{32}
10{32}
10{32}
10{32}
10{32}
10{32}
10{32}

10{32}
10{32}
10{32}
10{32}
10{32}

11{128}
1147}
11{129}
11{130}
11{36}
11{131}
11{7}
11{132}
11{133}
11{104}
11{134}
11{135}
11{136}
11{137}
11{99}
11{116}

11{138}
11{139}
11{140}
11{141}
11{142}

8{27,128}
8{27,7}
8{28,129}
8{29,130}
8{30,36}
8{30,131}
8{31,7}
8{32,132}
8{32,133}
8{32,104}
8{32,134}
8{32,135}
8{32,136}
8{32,137}
8{32,99}
8{32,116}

8{32,138}
8{32,139}
8{32,140}
8{32,141}
8{32,142}

CCOC(=0)N1CCC(CC1)n1lnnncIN1CCCC(C1)C1CCl
CCOC(=0)N1CCC(CC1)n1nnncIN1CCC(C)=C(C)C1
C[C@@H](O)CN(C)clnnnnlC(C)clcce(Br)ccl
CCC1CCCN1c1lnnnn1C1CCN(Cc2cccec2)CCl
O[C@H]1CCN(C1)clnnnn1CCclccc(Cl)cclCl
OCC1C=CCN1cinnnn1CCclccc(Cl)cclCl
CCOCCn1nnncIN1CCC(C)=C(C)C1
CC(C)(C)C1=CCN(CC1)clnnnnlCCclcccenl
CC1(C)CCCN1cinnnnlCCclcceenl
C(Cn1nnncIN1CCOCC2(CCCC2)C1)clceeenl
CN(C)C(=O)NC1CCCN(C1)clnnnnliCCclcceenl
FC(F)(FH[C@@H]1CCCN(C1)clnnnnlCCclcceenl
CC(C)NC(=0)[C@@H]1CCCN(C1)clnnnnlCCclcccenl
CCN1CCC2CCC(C1)N2clnnnn1CCclcccenl
C(CninnncIN1CCn2cncc2Cl)clececenl

O[l1C@@H]1CC[lIC@@H]2CN(C[LC@@H]2C1)cinnnnlCC
clcceenl
Clclcccc2CCN(Ccel2)cinnnnlCCclcccenl

Fclccecc2CCN(c3nnnn3CCc3cccen3)cl2
CN(clcnn(C)cl)clnnnnlCCclcccenl
O=C1CC2(CN1)CCN(CC2)clnnnnlCCclcccenl
C(CnlnnncIN1CCC(CCl)clen[nH]cl)clcceenl
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207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
225
226
227

10{32}
10{32}
10{32}
10{32}
10{32}
10{32}
10{32}
10{32}
10{33}
10{33}
10{33}
10{33}
10{33}
10{34}
10{34}
10{34}
10{35}
10{35}
10{35}
10{35}
10{35}

11{143}
11{144}
11{145}
11{4}
11{146}
11{147}
11{148}
11{149}
11{150}
11{143}
11{99}
11{140}
11{73}
11{151}
11{152}
11{153}
11{154}
11{155}
11{156}
11{157}
11{158}

8{32,143}
8{32,144}
8{32,145}
8{32,4}
8{32,146}
8{32,147}
8{32,148}
8{32,149}
8{33,150}
8{33,143}
8{33,99}
8{33,140}
8{33,73}
8{34,151}
8{34,152}
8{34,153}
8{35,154}
8{35,155}
8{35,156}
8{35,157}
8{35,158}

CN(clcen(C)nl)clnnnnlCCclcccenl
C(Cn1nnncIN1CCN2CCOCC2C1)clcceenl
Cclccecc2CCN(Ccel2)cinnnnlCCcleccenl
C(Cn1nnnclN1CCOC2(CCC2)Cl)cleccenl
C(CnlnnncIN1CCCClclcen[nH]1)clcceenl
Clclenn(cl)C1CCN(C1)cinnnnlCCclcccenl
Cclesc(n1)C1CCN(C1)cinnnnlCCclcceenl
C(Cn1nnnclN1CCCClclcencel)clcceenl
CCI1CN(CC(=0O)N1)clnnnnlCclcccc(cl)C(F)(F)F
CN(clcen(C)nl)clnnnnlCclccec(cl)C(F)(F)F
FC(F)(F)clccec(Cn2nnnc2N2CCn3cncc3C2)cl
CN(clcnn(C)cl)clnnnnlCclccec(cl)C(F)(F)F
FC(F)(F)clccec(Cn2nnnc2N2CCc3cn[nH]c3C2)cl
CC1COCCN(C1)c1nnnnl1CCclccc20CCOc2cl
FCLCCN(CC1)clnnnn1CCclccc20CCOc2cl
CN(C)C1CCN(C1)clnnnn1CCclccc20CCOc2cl
CS(=0)(=0)NCCn1nnncIN1CCC(F)(CC1)C1CClL
CS(=0)(=0O)NCCnlnnncIN1CCc2clcccc2Cl
CS(=0)(=0O)NCCnlnnncIN1CCC[C@@H](C1)C(F)(F)F
CC1(F)CCCN(C1)c1nnnn1CCNS(C)(=0)=0
CS(=0)(=0O)NCCn1nnncIN1CCC(CC1)C(F)F
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228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248

10{35}
10{35}
10{35}
10{36}
10{36}
10{36}
10{36}
10{36}
10{36}
10{37}
10{37}
10{37}
10{37}
10{37}
10{37}
10{37}
10{37}
10{37}
10{37}
10{37}
10{37}

11{159}
11{133}
11{160}
11{161}
11{162}
11{163}
11{164}
11{165}
11{94}
11{166}
11{59}
11{167}
11{168}
11{169}
11{64}
11{104}
11{170}
11{171}
11{135}
11{172}
11{109}

8{35,159}
8{35,133}
8{35,160}
8{36,161}
8{36,162}
8{36,163}
8{36,164}
8{36,165}
8{36,94}
8{37,166}
8{37,59}
8{37,167}
8{37,168}
8{37,169}
8{37,64}
8{37,104}
8{37,170}
8{37,171}
8{37,135}
8{37,172}
8{37,109}

CS(=0)(=0)NCCn1nnncIN1CCc2clcccc2F
CC1(C)CCCN1clnnnnlCCNS(C)(=0)=0
CS(=0)(=0)NCCn1nnncIN1CCC2(CCCC2)CCl
CC(N(C)clnnnnlCC1CCC1)clcceencl
C(C1CCC1)n1lnnncIN1CCCC(C1)cinnc2CCCnl12
Cclccec(nl)C1CCCN1cinnnnlCClCCCl
C(C1CCC1)n1nnnclN1CC[C@H](C1)Oclcceccl
C(C1CCN(CC1)cinnnnlCC1CCC1)N1ICCOoCCe
CN(c1nnnn1CC1CCC1l)clc(C)noclC
OC1CCOC2(CCN(CC2)c2nnnn2CCc2cccnc2)Cl
Oclccc2CN(Cc2cl)clnnnnl1CCclccencl
C(CninnncIN1CCCClclnccenl)cleeencl
C(Cn1nnncIN1CCOC(C1)clcccol)cleeencl
C(CnlnnncIN1CCC2(CCC2)C1)clecencl
FC1(F)COCCN(C1)clnnnnlCCclccencl
C(CnlnnncIN1CCOCC2(CCCC2)C1)clecencl
C(CnlnnncIN1CCCC(C1)C1CCOCCl)clceencl
C(Cn1lnnncIN1CCC(C1l)nlccenl)clecencl
FC(F)(F)[C@@H]1CCCN(C1)clnnnnlCCclccencl
COC1CCCN(CC1)cinnnnlCCclccencl
Cn1nc2CCN(Cc2cc1=0)clnnnn1CCclccencl
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249
250
251
252
253
254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269

10{37}
10{37}
10{37}
10{38}
10{38}
10{38}
10{38}
10{38}
10{38}
10{39}
10{39}
10{39}
10{39}
10{39}
10{39}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}

11{173}
114174}
11{175}
11{176}
114177}
11{178}
11{142}
11{179}
11{84}
1147}
11{180}
11{181}
11{182}
11{183}
11{6}
11{184}
11{185}
11{186}
11{187}
11{188}
11{189}

8{37,173}
8{37,174}
8{37,175}
8{38,176}
8{38,177}
8{38,178}
8{38,142}
8{38,179}
8{38,84}
8{39,7}
8{39,180}
8{39,181}
8{39,182}
8{39,183}
8{39,6}
8{40,184}
8{40,185}
8{40,186}
8{40,187}
8{40,188}
8{40,189}

O=C1CN(CCCN1)clnnnnlCCclccencl
FC(F)[C@@H]1CCCN1clnnnnlCCclccencl
Cnlccc(nl)C1CCCN(C1)clnnnn1CCclccencl
CC(clccesl)ninnncIN(C)Ccelenc(C)sl
CC(C)C(=0O)N1CCCN(CC1)cinnnnlC(C)cleccesl
CC(clccesl)ninnncIN(C)Cclccocl
CC(clcees1l)ninnncIN1CCC(CCl)clen[nH]cl

CC(clccesl)ninnncINIC[C@H]2[C@H](CO)[C@H]2C1

CC(clceesl)ninnncIN(C)CC(=O)N1CCCC1
CC1=C(C)CN(CC1)clnnnn1CCS(C)(=0)=0
CC(N(C)c1nnnnlCCS(C)(=0)=0)clccce(Cl)cl
CN(c1nnnn1CCS(C)(=0)=0)clccce(C)cl
CN(Cclccce(C)e(C)el)cinnnnlCCS(C)(=0)=0
CC1(Cc2ccccc2)CCCN1clnnnnlCCS(C)(=0)=0
CS(=0)(=0)CCnlnnncIN1CCOc2cc(F)ccc2Cl
COC1(CCCN(C1)clnnnnl1C1CCOCCIL)C(F)(F)F
CC1(C)CN(C1clceencl)clnnnnlC1lCCOCCL
CCnlccc(CN(C)c2nnnn2C2CCOCC2)cl
OC1(CCN(C1)clnnnn1C1CCOCCL)C1ICC1
CCOC1CC2(C1)CCN(C2)c1nnnn1C1CCOCC1
Cclccec(C2CCCN2c2nnnn2C2CCOCC2)c1C

S128

OO O O O O O O O O o o o o o o o o o

w
N

112
66

OO O O O O O O O O O o o o o o o o o

w U1 e
N O



270
271
272
273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290

10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{40}
10{41}
10{41}
10{41}
10{41}

11{115}
11{190}
11{191}
11{192}
11{193}
11{194}
11{195}
11{196}
11{197}
11{198}
11{199}
11{143}
11{200}
11{201}
11{202}
11{203}
11{204}
11{205}
11{206}
11{207}
11{208}

8{40,115}
8{40,190}
8{40,191}
8{40,192}
8{40,193}
8{40,194}
8{40,195}
8{40,196}
8{40,197}
8{40,198}
8{40,199}
8{40,143}
8{40,200}
8{40,201}
8{40,202}
8{40,203}
8{40,204}
8{41,205}
8{41,206}
8{41,207}
8{41,208}

O=C1Nc2ccccc2C11CCN(C1)clnnnnlC1CCOCC1
CC1(C)CN(Cc2ccccc201)cinnnnl1C1CCOCCL
CC1(C)CN(CC(01)C(F)(F)F)c1nnnn1C1CCOCC1
CN(Cclccee(C)nl)clnnnnlC1CCOCCL
COclcecccc1CICCN(CL)elnnnnlC1CCOCCL
0=S1(=0)CCN(Cc2cccccl2)clnnnnlC1CCOCCL
CCS(=0)(=0O)C1CN(C1)cinnnnlC1CCOCC1
CC(C)Oclcce(ccl)N(C)elnnnnlC1CCOCCL
CC1CN(c2nnnn2C2CCOCC2)C(C)(C)C1
CC(C)clee([nH]n1)C1CCCN(C1)clnnnnlC1CCOCC1
CN(Cclnnc2CCCn12)c1nnnnl1C1CCOCC1
CN(clcen(C)nl)clnnnnlC1CCOCC1
CN(Cclcc2ccccc2[nH]1)cinnnn1C1CCOCCL
CC1CN(c2nnnn2C2CCOCC2)c2ccccc201
C1CClclnc(n[nH]1)C1CCCN(C1)clnnnn1C1CCOCCl
Cclnc([nH]c1C)C1CCN(CC1)clnnnnlC1CCOCCL
CN(CC1(0)CCC1)clnnnn1C1CCOCC1
OC1CCN(CC1(F)F)cinnnnlCCclccesl
CC1(C)CN(C1clcenecl)clnnnnlCCclecesl
C(CnlnnncIN1CCC(CC1l)nlccenl)cleecsl
C(Cn1nnncIN1CCN(CC1)C1CCOCC1)clccecesl
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291
292
293
294
295
296
297
298
299
300
301
302
303
304
305
306
307
308
309
310
311

10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{41}
10{42}
10{42}

11{147}
11{148}
11{209}
11{210}
114211}
114212}
11{213}
11{214}
11{215}
11{216}
114217}
11{218}
11{16}
11{219}
11{146}
11{220}
11{68}
11{221}
11{222}
11{223}
11{224}

8{41,147}
8{41,148}
8{41,209}
8{41,210}
8{41,211}
8{41,212}
8{41,213}
8{41,214}
8{41,215}
8{41,216}
8{41,217}
8{41,218}
8{41,16}
8{41,219}
8{41,146}
8{41,220}
8{41,68}
8{41,221}
8{41,222}
8{42,223}
8{42,224}

Clclenn(cl)C1CCN(C1)clnnnnlCCclccesl
Cclcesc(n1)C1CCN(C1)cinnnnl1CCclccesl
CO[1C@@H]1CN(C[1C@H]10)c1lnnnn1CCclcccsl
Oclcccc2CN(CCc12)clnnnnlCCclceesl
C(Cn1nnncIN1CCC(CCl)clcccol)cleecesl
FC(F)(F)C1CCN(CCO1)clnnnnlCCclcccsl
CNC(=O)NC1CCN(CC1)c1innnn1CCclcccsl
C(Cn1nnncIN1CCC(CC1)C1CCCCO01)clccesl
CCS(=0)(=0O)CC(C)N(C)clnnnnliCCclccesl
CN([1C@@H]1CCC[1C@H]10)cinnnn1CCclccesl
Oclccc2CN(CCOc2c1)cinnnnlCCclceesl
Cclence(cl)C1CCCNI1clnnnnlCCclccesl
O=C1INCCN1C1CCCN(C1)cinnnnlCCclcccsl
C(Cn1lnnncIN1CCN(CC1)clecesl)clceesl
C(CninnncIN1CCCClclcen[nH]1)clccesl
CC1CCS(=0)(=0O)CCN1clnnnnlCCclcccsl
C(CnlnnncIN1CCCC(Cl)clcen[nH]1)clcceesl
C(CnlnnncIN1CCCC(C1l)clccencl)cleceesl
C(CnlnnncIN1CCCC(C1l)clcencel)cleceesl
CN(Cc1nnc(C)sl)cinnnnlC1(C)CC1
CNC(=0)C(C)CN(C)clnnnniCi(C)CC1
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312
313
314
315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
332

10{42}
10{42}
10{42}
10{42}
10{42}
10{42}
10{42}
10{42}
10{42}
10{42}
10{42}
10{43}
10{43}
10{43}
10{43}
10{43}
10{43}
10{43}
10{44}
10{44}
10{44}

11{225}
11{226}
11{227}
11{228}
11{229}
11{230}
11{193}
11{231}
11{232}
11{233}
11{234}
11{235}
11{178}
11{176}
11{236}
11{237}
11{99}
11{94}
11{238}
11473}
11{142}

8{42,225}
8{42,226}
8{42,227}
8{42,228}
8{42,229}
8{42,230}
8{42,193}
8{42,231}
8{42,232}
8{42,233}
8{42,234}
8{43,235}
8{43,178}
8{43,176}
8{43,236}
8{43,237}
8{43,99}
8{43,94}
8{44,238}
8{44,73}
8{44,142}

CC1(CC1)n1nnncINICCN(CC1)S(=0)(=0)C1CC1
CC1(CC1)n1lnnncIN1CCC(CC1)C(=O)NCCO
COclccc(cclF)CICCN(C1)clnnnnlC1(C)CCL
CC(C)(O)CN(C1CC1)cinnnnlCl(C)CCl
CC1(CC1)n1nnncIN1CCC(CO)(Cl)cleccececl
CN(C1CCN(C1)clnnnnlC1(C)CC1)cleccecl
COclceccc1CLCCN(C1)clnnnnl1CL(C)CCl
CC1(CC1)n1nnncIN1CCC(CC1)OCC(N)=0
CCN(CcloccclC)clnnnnlC1(C)CC1
CC1(CC1)nlnnncIN1CCCC1clcencce(Br)cl
CC1(CC1)n1lnnncIN1CCC(CS(C)(=0)=0)CC1
CN(Cclcscnl)clnnnnlC1CCOc2cccccl?2
CN(Cclccocl)clnnnnlC1CCOc2cccccl?2
CN(Cclcnc(C)sl)clnnnnl1C1CCOc2cccecl?2
Oclccc2CCN(Cc2c1)clnnnnlC1CCOc2cceccl2
CN(CcloccclC)clnnnnlC1CCOc2cccecl?
C1CC(c2cccecc201)nlnnncIN1CCn2cncc2Cl
CN(c1nnnn1C1CCOc2cccccl2)clc(C)noclC
Clclenn(cl)C1CCN(CCl)clnnnnlC(C1CCl)C1CC1
C1CC1C(C1CC1)n1lnnncIN1CCc2cn[nH]c2C1
C1CC1C(C1CC1)nlnnncIN1CCC(CCl)clen[nH]cl
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333
334
335
336
337
338
339
340

341
342
343
344
345
346
347
348
349
350
351
352
353

10{44}
10{45}
10{46}
10{46}
10{46}
10{46}
10{46}
10{46}

10{46}
10{46}
10{47}
10{47}
10{48}
10{48}
10{49}
10{49}
10{49}
10{49}
10{49}
10{49}
10{49}

11{148}
11{239}
11{240}
11{84}
11{79}
11{40}
11{241}
11{116}

11{143}
11{81}
11{10}
11{12}
1147}
11{8}
11{81}
11{143}
11{242}
11{143}
11{242}
11{242}
11{140}

8{44,148}
8{45,239}
8{46,240}
8{46,84}
8{46,79}
8{46,40}
8{46,241}
8{46,116}

8{46,143}
8{46,81}
8{47,10}
8{47,12}
8{48,7}
8{48,8}
8{49,81}
8{49,143}
8{49,242}
8{49,143}
8{49,242}
8{49,242}
8{49,140}

Cclesc(n1)C1CCN(C1)cinnnnlC(C1CC1)ClCCl
FC(F)(F)Oclcce(Cn2nnnc2N2CC3CC2C=C3)ccl
CC(=0O)NC1CCN(CC1l)clnnnnlC1CCc2ccccc2Cl
CN(CC(=0O)N1CCCC1)clnnnnlC1CCc2ccccc2Cl
NC(=0)[C@H]1CCCN1clnnnn1C1CCc2ccccc2Cl
C1Cc2ccccc2CClnlinnnclN1CCc2[nH]ncc2C1
Cclenn(cl)C1CCN(C1)clnnnnlC1CCc2ccccc2Cl

O[lC@@H]1CC[1C@@H]2CN(C[1C@@H]2C1)cinnnnlC1l
CCc2ccccc2C1
CN(clcen(C)nl)clnnnnlC1CCc2ccccc2Cl

NC(=0)C1CN(CCO1)clnnnn1C1CCc2ccccc2Cl
CnlcccclC(=0)N1CCN(CC1)clnnnnlCC(C)(C)C
CnlcnnclC1CCCN(C1)cinnnnlCC(C)(C)C
CSCCnlnnnclN1CCC(C)=C(C)C1
CSCCn1nnnclIN1CC2(CCOCC2)[1IC@@H]2CCC[1C@H]12
CC(Cclcccecl)n1nnnclN1ICCOC(CL1)C(N)=0
CC(Cclcccecl)ninnncIN(C)cleen(C)nl
CCN(clenn(C)cl)clnnnnlC(C)Ccleccececl
CC(Cclcccecl)ninnncIN(C)cleen(C)nl
CCN(clenn(C)cl)clnnnnlC(C)Cclccceccl
CCN(clenn(C)cl)clnnnnlC(C)Cclececcl
CC(Cclcccecl)ninnncIN(C)clenn(C)cl
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354
355
356
357
358
359

360
361
362
363
364
365
366
367
368
369
370
371
372
373
374

10{49}
10{49}
10{49}
10{49}
10{49}
10{49}

10{49}
10{50}
10{50}
10{50}
10{51}
10{51}
10{51}
10{51}
10{51}
10{51}
10{51}
10{52}
10{52}
10{52}
10{52}

11{243}
11{143}
11{73}
11{99}
11{79}
11{244}

11{140}
11{245}
11{118}
11{246}
114247}
11{248}
11{249}
11{244}
11{250}
11{43}
11{251}
114252}
11{222}
11{1}
11{253}

8{49,243}
8{49,143}
8{49,73}
8{49,99}
8{49,79}
8{49,244}

8{49,140}
8{50,245}
8{50,118}
8{50,246}
8{51,247}
8{51,248}
8{51,249}
8{51,244}
8{51,250}
8{51,43}
8{51,251}
8{52,252}
8{52,222}
8{52,1}
8{52,253}

CC(Cclcccecl)ninnnclN1CCC=C(C1)clenn(C)cl
CC(Cclcccecl)nlnnnclN(C)cleen(C)nl
CC(Cclcccecl)ninnnclN1CCc2cn[nH]c2C1
CC(Cclcccecl)nlnnncIN1CCn2cencc2Cl
CC(Cclcccecl)ninnnclNICCC[C@@H]1C(N)=0

CC(Cclcccecl)nlnnnclN1[1C@@H]2CC[1C@H]1CN(C)CC
2
CC(Cclcccccl)nlnnnclIN(C)clenn(C)cl

C[C@H]1COCCN1clnnnnlCclccc(Br)ccl
C[l1C@@H]1[1C@H](O)CCN1cinnnnlCclccc(Br)ccl
Brclccc(Cn2nnnc2N2CCCC(C2)C#N)ccl
CN(Cclccce(=0)[nH]1)cinnnn1CC1CCOC1
C(C1CCOC1)n1nnncIN1CCC[C@H]1cincn[nH]1
COC[C@H]1C[C@@H](O)CN1clnnnn1CC1CCOC1
CN1CC[1C@@H]2CC[1C@H](C1)N2c1nnnn1CC1CCOCL
CC(C)[C@H]1CN(CCN1C)clnnnnlCC1CCOCL
CN([C@H]1C[C@H](C1)C(N)=0)c1nnnn1CC1CCOC1
CN1CCN(Cc2ccencl2)clnnnnlCC1CCOC1
NC(=0)C1N(CCc2cccccl2)clnnnnlC1CCCl
C1CC(C1)n1nnncIN1CCCC(C1)cleenccl
CNS(=0)(=0)clcccc2CN(CCcl2)cinnnnlC1CCCl
CC1CCN(CCS1(=0)=0)c1nnnn1C1CCC1
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375
376
377
378
379
380
381
382
383
384
385
386
387
388
389
390
391
392

393
394
395

10{52}
10{52}
10{52}
10{52}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{53}
10{54}
10{54}

11{254}
11{255}
11{256}
11{220}
11{127}
114257}
11{258}
11{259}
11{260}
11{205}
11{68}
11{236}
11{4}
11{57}
11{261}
11{140}
11{73}
11{116}
11{249}
11427}
11{90}

8{52,254}
8{52,255}
8{52,256}
8{52,220}
8{53,127}
8{53,257}
8{53,258}
8{53,259}
8{53,260}
8{53,205}
8{53,68}
8{53,236}
8{53,4}
8{53,57}
8{53,261}
8{53,140}
8{53,73}
8{53,116}
8{53,249}
8{54,27}
8{54,90}

O[1C@@H]1CN(C[1C@H]10Oclcceeel)clnnnnlClCCCl
CC1CN(CCS(=0)(=0)C1)cinnnnlC1lCCC1
CC1(C)CN([1C@@H]2COC[1C@H]12)c1nnnn1C1CCC1
CC1CCS(=0)(=0)CCN1clnnnnlCi1CCC1
NC(=0)[C@@H]1CCCN1clnnnn1CCclccc(F)ccl
Fclcec(CCn2nnnc2N2CCC(CC2)c2nnc[nH]2)ccl
Fclcee(CCn2nnnc2N2CCC(CC2)c2nec[nH]2)ccl
CCI1CN(CCN(C1)clnnnnlCCclccc(F)ccl)C1CCl
Fclcec(CCn2nnnc2N2CCC(C2)N2CCCCC2)ccl
OC1CCN(CC1(F)F)cinnnnlCCclccc(F)ccl
Fclcee(CCn2nnnc2N2CCCC(C2)c2cen[nH]2)ccl
Oclccc2CCN(Cc2cl)clnnnnlCCclcec(F)ecl
Fclcee(CCn2nnnc2N2CCOC3(CCC3)C2)ccl
Fclcee(CCn2nnnc2N2CCCc3n[nH]cc23)ccl
Fclcee(CCn2nnnc2N2CCC(CC2)C2CCCO2)ccl
CN(clcnn(C)cl)clnnnnl1CCclccc(F)ccl
Fclcee(CCn2nnnc2N2CCce3cn[nH]c3C2)ccl

O[1C@@H]1CC[1C@@H]2CN(C[LC@@H]2C1)clnnnn1CC

clccc(F)ccl
COC[C@H]1C[C@@H](O)CN1clinnnnlCCclccc(F)ccl

C(C1CCCCO1)n1nnncIN1CCC(CC1)cleenccl
C(N1CCN(CC1)clnnnnlCC1CCCCO1)clcesenl
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396
397
398
399
400
401
402
403
404
405
406
407
408
409
410
411
412
413
414
415
416

10{55}
10{55}
10{55}
10{55}
10{55}
10{56}
10{56}
10{56}
10{56}
10{56}
10{56}
10{56}
10{56}
10{56}
10{56}
10{56}
10{56}
10{56}
10{56}
10{57}
10{57}

11{262}
11{156}
11{263}
11{264}
11{265}
11{266}
11{101}
11{267}
11{268}
11{94}
11{176}
11{269}
11{6}
11{270}
11{165}
11{48}
114271}
11{4}
11{108}
1147}
11{4}

8{55,262}
8{55,156}
8{55,263}
8{55,264}
8{55,265}
8{56,266}
8{56,101}
8{56,267}
8{56,268}
8{56,94}
8{56,176}
8{56,269}
8{56,6}
8{56,270}
8{56,165}
8{56,48}
8{56,271}
8{56,4}
8{56,108}
8{57,7}
8{57,4}

CC(C)N1CCC(C1)N(C)c1innnnlCclcce(C)onl
Cclcc(Cn2nnnc2N2CCCIC@@H](C2)C(F)(F)F)nol
CCclccec(cl)N(C)eclnnnnlCclcc(C)onl
CCIN(CCc2cccccl2)cinnnnlCclcc(C)onl
Cclcc(Cn2nnnc2N2CCC(Ce3enn(C)c3)C2)nol
Fclceec(OC2CCN(CC2)c2nnnn2Cc2ccon2)cl
CN(Cclccc(C)sl)cinnnnlCclcconl
CC(N(C)clnnnnlCclcconl)cleencel
C(clcconl)nlnnncIN1CCCc2sccc2Cl
CN(c1nnnnlCclcconl)clc(C)noclC
CN(Cclcnc(C)sl)cinnnnlCclcconl
Clclceec(c1)C1CCCN1clnnnnlCclcconl
Fclccc2CN(CCOc2cl)clnnnnlCclcconl
CN(C1Cc2ccccc2Cl)cinnnnlCclcconl
C(C1CCN(CC1)clnnnniCclcconl)N1CCOCC1
Cclcenc(c1)NICCN(CCl)cinnnnlCclcconl
CC(N(C)clnnnnlCclcconl)clccecclF
C(clcconl)nlnnncIN1CCOC2(CCC2)C1
O=C1CCCN1C1CCN(CC1l)cinnnniCclcconl
CC1=C(C)CN(CC1)clnnnn1CC(F)F
FC(F)Cn1lnnncIN1CCOC2(CCC2)C1
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417
418
419
420
421
422
423
424
425
426
427
428
429
430

10{57}
10{57}
10{58}
10{58}
10{58}
10{58}
10{58}
10{58}
10{58}
10{58}
10{58}
10{58}
10{58}
10{58}

1142}
11{8}
114272}
114273}
114274}
11{127}
11{275}
11{276}
114277}
11{278}
11{187}
114279}
11{280}
11{192}

8{57,2}
8{57,8}
8{58,272}
8{58,273}
8{58,274}
8{58,127}
8{58,275}
8{58,276}
8{58,277}
8{58,278}
8{58,187}
8{58,279}
8{58,280}
8{58,192}

FC(F)Cn1nnncIN1CCN(CC1)C(=0)C(=0)NC1CC1
FC(F)Cn1nnnc1IN1CC2(CCOCC2)[1IC@@H]2CCC[1C@H]12
CC1(CCC1)nlnnncIN1CCCC(C1)clcecenl
CCN(CC(N)=0O)cinnnniC1(C)CCC1
CC1(CCC1)n1nnncIN1CCC(CN2CCCC2)ClL
CC1(CCC1)n1lnnncIN1ICCC[C@H]1C(N)=0
CC1(CCC1)nlnnnclN1CCC(Cc2ccenc2)CCl
CC1CN(CCN1CC(C)(C)0)clnnnnlC1(C)CCCl
CC1(CCC1)n1nnncIN1CCC(CO)(CL)C(F)(F)F
CC1(CCC1)n1nnncIN1CCC2(CCOC2)CL
CC1(CCC1)nlnnnclN1CCC(O)(C1)C1CCL
Cclenc(OC2CCN(CC2)c2nnnn2C2(C)CCC2)ncl
CC1(CCC1)n1nnncIN1CCCN(CC1)clncceclF
CN(Cclccee(C)nl)cinnnnlC1(C)CCC1
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Table SS. Parallel synthesis of 5-aminotetrazoles 9

# Primary Secondary Product SMILE Yield, Yield,
amine amine mg %

1 15{1} 11{281} 9{1,281} CC(C)nlnnncIN1CCC(CC1)0OCC1CC1 11 5

2 15{2} 11{282} 9{2,282} CC(=O)N1CCN(CcC11cccecec)elnnnnlCelecce 0 0
ol

3 15{2} 11{283} 9{2,283} C(clcccol)ninnncIN1Cc2ccccc20C2(CCC2)Cl 0 0

4 15{2} 11{284} 9{2,284} CC1(C)CN(CCO1)cinnnnlCclcccol 9 4

5 15{2} 11{285} 9{2,285} Cclnc(nol)C1CC2CCC(C1)N2cinnnn1Cclccco 0 0
1

6 15{2} 11{286} 9{2,286} C(clcccol)ninnncIN1CCC2(CC1)OCclceccc2l 0 0

7 15{2} 11{287} 9{2,287} O=C(N1CCN(CC1)cinnnnlCclcccol)clcccol 0 0

8 15{3} 11{288} 9{3,288} CC(=O)N1CCCN(CC1)clnnnn1lCclccc20C0Oc2 0 0
cl

9 15{4} 11{289} 9{4,289} COCCn1nnncIN1CCC(CC1)clnc2ccecc2sl 111 46

10 15{4} 11{290} 9{4,290} COCCn1nnncINICCN(C(C)CL)C(=0)OC(C)(C) 18 10
C

11 15{4} 11{291} 9{4,291} COCCn1nnncIN1CCN(CC1)C(=0)clcec(F)ccl 70 33

12 15{4} 11{292} 9{4,292} COCCn1nnncIN1ICCN([C@@H](C)C1)C(=0)O 26 12
C(C)(C)C

13 15{4} 11{293} 9{4,293} COCCnlnnncIN1[C@H]2CC[C@@H]1C[C@@ 0 0
H](C2)clccceel

14 15{4} 11{287} 9{4,287} COCCn1nnncIN1CCN(CC1)C(=0)clcecol 40 22

15 15{4} 11{294} 9{4,294} COCCn1nnncIN1CCN(CC1l)clceccclCl 6 3

16 15{4} 11{295} 9{4,295} COCCn1nnncIN1CCN(CC1)C(=0)OCclcceecl 38 17

17 15{4} 11{296} 9{4,296} COCCn1nnncINICCN([C@H](C)C1)C(=0)OC( 12 6

C)(C)C
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18
19
20
21
22
23
24
25
26
27
28
29

30
31

32

33

34

35

36

37

15{5}
15{5}
15{6}
15{6}
15{7}
15{8}
15{8}
15{9}
15{9}
15{10}
15{10}
15{11}

15{12}
15{13}

15{13}
15{13}
15{13}
15{13}
15{13}

15{13}

11{297}
11{298}
11{299}
11{300}
11{301}
11{302}
11{303}
11{297}
11{298}
11{298}
11{297}
11{304}

11{305}
11{306}

11{307}
11{308}
11{307}
11{309}
11{310}

11{309}

9{5,297}
9{5,298}
9{6,299}
9{6,300}
9{7,301}
9{8,302}
9{8,303}
9{9,297}
9{9,298}
9{10,298}
9{10,297}
9{11,304}

9{12,305}
9{13,306}

9{13,307}
9{13,308}
9{13,307}
9{13,309}
9{13,310}

9{13,300}

CCCCCnlnnnclN1CCC(CC1)C1(C)OCCO1
CCCCCnlnnncIN1CCCC(C1)C1(C)OCCOo1
COC1(CO)CCN(CC1)cinnnnlCclcec(Cl)ecl
Clclcee(Cn2nnnc2N2CCCOCC2)ccl
FC(F)CN1CCN(CC1)cinnnnlCclcceccl
CN(CCOclccc(F)ccl)cinnnnlCC1CCCO1
CC1CCCN(C1C)cinnnnlCClCCCO1
COCCCn1nnncIN1CCC(CC1)C1(C)OCCO1
COCCCnl1nnncIN1CCCC(C1)C1(C)OCCO1
CC(C)CCnlnnnclIN1CCCC(C1)C1(C)OCCO1
CC(C)CCnlnnncIN1CCC(CCL)C1(C)OCCOol

CC(C)C(=0)NCCLCCCN(C1)clnnnn1CC1CCC
ccl
CC1CCCN(CC1)clnnnn1CCCN(C)C

CC(C)(C)OC(=0)NCC1CCCN(C1)clnnnn1CC=
y CN(CC1CCN(C1)c1nnnn1CC=C)C(=0)OC(C)(
C)gC(C)(C)OC(:O)NCClCCN(CCl)clnnnnlCC:
y CN(CC1CCN(C1)c1nnnn1CC=C)C(=0)OC(C)(
C)((2::CCn1nnnc1N 1CCC(CC1l)nlc2ccecc2[nH]cl=
OCClCN(CCClNC(:O)OC(C)(C)C)clnnnnlCC:
y C=CCnl1nnnclN1CCC(CC1l)nlc2ccecc2[nH]cl=
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38

39

40

41
42

43

44
45

46
47
48
49
50
51
52
53
54
55
56

15{13}
15{13}
15{13}

15{13}
15{13}

15{13}

15{13}
15{13}

15{13}
15{14}
15{14}
15{15}
15{15}
15{15}
15{15}
15{15}
15{16}
15{16}
15{17}

11{311}
11{306}
11{311}

11{312}
11{313}

11{313}

11{314}
11{315}

11{314}
11{300}
11{299}
11{110}
11{102}
11{299}
11{213}
11{300}
11{299}
11{300}
11{316}

0{13,311}
9{13,306}
0{13,311}

9{13,312}
9{13,313}

9{13,313}

9{13,314}
9{13,315}

9{13,314}
9{14,300}
9{14,299}
9{15,110}
9{15,102}
9{15,299}
9{15,213}
9{15,300}
9{16,299}
9{16,300}
9{17,316}

@)

CC(C)(C)OC(=0)N[C@H]1CCCN(C1)clnnnnl
C(E::C(EC)(C)OC(:O)NCClCCCN(Cl)clnnnnlCC:
¢ CC(C)(C)OC(=0)N[C@H]1CCCN(C1)clnnnnl
C%:C(EC)(C)OC(:O)NCECCN(Cl)clnnnnlCC:C

CC(C)(C)OC(=O)N1C[C@H]2CN(C[C@H]2C1)
clnnnnlCC=C

CC(C)(C)OC(=O)N1C[C@H]2CN(C[C@H]2C1)
clnnnnlCC=C

CC(C)(C)OC(=0O)N1CCCN(CC1)clnnnniCC=C

CC(C)(C)OC(=O)N1C[C@@H]2C[C@H]1CN2c
1nnnn1CC=C
CC(C)(C)OC(=0O)N1CCCN(CC1)clnnnniCC=C

COclccc(CCn2nnnc2N2CCCOCC2)ccl
COclcec(CCn2nnnc2N2CCC(CO)(CC2)0C)ccl
CN(CC1(O)CcocCCl)cinnnnlCclcceeclCl
CN(CclscnclC)clnnnnlCclccceclCl
COC1(CO)CCN(CC1)cinnnnlCclcceeclCl
CNC(=O)NC1CCN(CC1)clnnnnlCclccccclCl
ClclcceeclCnlnnnclN1CCCOCCL
COCL(CO)CCN(CC1)cinnnnlCclccee(Cl)cl
Clclccee(Cn2nnnc2N2CCCOCC2)cl
Fclceec(F)cAINICCN(CC1)cinnnnl1C1CC1
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57
58
59
60
61

62
63
64
65
66
67
68
69
70
71
72

73

74

75

76

15{18}
15{18}
15{19}
15{19}
15{19}

15{20}
15{20}
15{21}
15{21}
15{22}
15{22}
15{23}
15{23}
15{24}
15{24}
15{25}

15{25}
15{25}
15{25}

15{25}

11{299}
11{300}
11{317}
11{288}
11{318}

11{319}
11{300}
11{300}
11{320}
11{321}
11{300}
11{300}
11{299}
11{322}
11{300}
11{147}

11{323}
11{324}
11{325}

11{288}

9{18,299}
9{18,300}
9{19,317}
9{19,288}
9{19,318}

9{20,319}
9{20,300}
9{21,300}
9{21,320}
9{22,321}
9{22,300}
9{23,300}
9{23,299}
9{24,322}
9{24,300}
9{25,147}

9{25,323}
9{25,324}
9{25,325}

9{25,288}

COclccc(Cn2nnnc2N2CCC(CO)(CC2)0C)ccl
COclccc(Cn2nnnc2N2CCCOCC2)ccl
CN(Cclccc(C)ol)cinnnnlC1CCCCl
CC(=0)N1CCCN(CC1)c1lnnnn1C1CCCC1
C1CCC(C1)n1lnnncIN1CCn2c(Cl)nnc2-

clcceecl

CN(CC1C0OCCO1)c1innnnlCCclc[nH]c2cceccl2
C(Cn1lnnncIN1CCCOCC1)clc[nH]c2cceecl?2
Clclcee(CCn2nnnc2N2CCCOCC2)ccl
COC(=0)C1CCN(CC1)clnnnnlCCclccc(Cl)ccl
OCC1CCN(CC1)cinnnniCclcce(Cl)cclCl
Clclcee(Cn2nnnc2N2CCCOCC2)c(Cl)cl
C(Cclcceecl)CnlnnnclN1CCCOCCL
COC1(CO)CCN(CC1)clnnnnlCCCclccccecl
COclccc(Cn2nnnc2N(C)C2CC2)cclOC
COclcec(Cn2nnnc2N2CCCOCC2)cc10C
Clclenn(cl)C1CCN(C1)clnnnnlCCC1=CCCCC

0O=C1CN(Cc2ccccc2N1)cinnnn1lCCC1=CCCCC

Cclnoc(n1)C1CCN(CC1l)clnnnnlCCC1=CCCC

C1

O=c1[nH]ncn1C1CCN(CC1)clnnnn1lCCC1=CC

CCcC1

CC(=0)N1CCCN(CC1)clnnnn1CCC1=CCCCCl

S140

46
63
18
29

20

52
38
11
39
32
47
13
11
63

20

26

22
31
10
14

26
19

21
15
23

30

10

12



77
78
79
80
81
82
83
84
85
86
87

88

89
90
91
92
93
94
95

96

15{26}
15{26}
15{26}
15{27}
15{28}
15{28}
15{29}
15{30}
15{30}
15{31}
15{31}

15{31}

15{31}
15{31}
15{31}
15{32}
15{32}
15{33}
15{33}

15{33}

11{326}
11{299}
11{300}
11{327}
11{299}
11{300}
11{328}
11{299}
11{300}
11{329}
11{330}

11{331}

11{299}
11{332}
11{300}
11{287}
11{333}
11{334}
11{335}

11{336}

9{26,326}
9{26,299}
9{26,300}
9{27,327}
9{28,299}
9{28,300}
9{29,328}
9{30,299}
9{30,300}
9{31,329}
9{31,330}

0{31,331}

9{31,299}
9{31,332}
9{31,300}
9{32,287}
9{32,333}
9{33,334}
9{33,335}

9{33,336}

COclccceclCnlnnncIN1CCC(=CCL)C(F)(F)F
COclccececclCnlnnncIN1CCC(CO)(CCl)0C
COclcccec1CnlnnncIN1ICCCOCC1
CCCnlnnnclN1CCCClclcescl
COC1(CO)CCN(CC1)cinnnnlCCclccc(F)ccl
Fclcee(CCn2nnnc2N2CCCOCC2)ccl
Fclcee(Cn2nnnc2N2CCOCC2)ccl
COC1(CO)CCN(CC1)cinnnnlCclccc(C)ecl
Cclcce(Cn2nnnc2N2CCCOCC2)ccl
COclcceec(Cn2nnnc2N2CCOC(CC2)C(F)F)cl
COclccec(Cn2nnnc2N(C)C2CCCCN(C)C2=0)c

COclccec(Cn2nnnc2N2C3CCC2CC2(CC2)C3)c

COclcece(Cn2nnnc2N2CCC(CO)(CC2)0C)cl
COclccec(Cn2nnnc2N2CCOC(C)(C2)C(F)F)cl
COclccee(Cn2nnnc2N2CCCOCC2)cl
O=C(N1CCN(CC1)cinnnnlCclcccsl)clcccol
CC1(C)CN(CCS1)cinnnnlCclccecesl
CnlcnncIN1CCN(CC1)clnnnnlCclccceclF
FclccececlCnlinnncINIC[C@H]2[C@@H](C1)C

(=0)NC2=0

CS(=0)(=0)C1CCN(CC1)cinnnnlCclccccclF
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97

98

99
100
101
102
103
104
105
106
107
108
109
110

111

112
113
114
115
116
117

15{33}
15{33}
15{34}
15{34}
15{35}
15{36}
15{36}
15{37}
15{38}
15{38}
15{38}
15{38}
15{38}
15{39}

15{39}

15{39}
15{40}
15{41}
15{41}
15{42}
15{42}

11{109}
11{321}
11{337}
11{300}
11{328}
11{338}
11{339}
11{340}
11{341}
11{342}
11{343}
11{343}
11{341}
11{158}

11{344}

11{345}
11{346}
11{299}
11{300}
11{300}
11{337}

9{33,109}
9{33,321}
9{34,337}
9{34,300}
9{35,328}
9{36,338}
9{36,339}
9{37,340}
0{38,341}
9{38,342}
9{38,343}
9{38,343}
9{38,341}
9{39,158}

0{39,344}

9{39,345}
9{40,346}
0{41,299}
9{41,300}
9{42,300}
9{42,337}

Cnlnc2CCN(Cc2cc1=0)clnnnnlCclccccclF
OCC1CCN(CC1)clnnnnlCclcceeclF
CN(CC1CcoC1)cinnnnlCclecee(cl)C(F)(F)F
FC(F)(F)clccee(Cn2nnnc2N2CCCOCC2)cl
FC(F)(F)clcce(CCn2nnnc2N2CCOCC2)ccl
CCCI1CN(CC(CC)01)cInnnn1CCNC(C)=0
CN(Cclccce(F)cl)cinnnnlCCNC(C)=0
CN(C)C1(Cn2nnnc2N2CCCCCC2)CCCCl
C(CnlnnnclN1CCCC1)Oclcecccl
CC1CCCCN1clnnnn1CCOclcccccl
C(Cn1nnncIN1CCN(Cc2cccec2)CC1)Oclceecccl
C(Cn1nnncIN1CCN(Cc2cccec2)CC1)Oclceecccl
C(Cn1nnncIN1CCCC1)Oclcceecl
CC(C)(CnlnnncIN1CCC(CCL)C(F)F)N1CCOC

C1

CC(C)(Cn1nnncIN1CCN(C1)C(=0)C1CC1)N1C

COCC1

CC(C)(CnlnnncIN1CCCCCCCL)N1CCOCCl
CCN(C)c1nnnn1CC(C)(C)N1CCCCCl
COclccceclCCnlnnncIN1CCC(CO)(CCL)0C
COclcccec1CCnlnnncIN1CCCOCC1
C(Cn1lnnncIN1CCCOCC1)Cnlccc2cccccl2
CN(CC1CCO0C1)c1innnnlCCCnlccc2cceccl?
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118
119
120

121

122

123

124
125

126
127
128
129
130
131
132
133
134
135
136
137

15{43}
15{43}
15{43}

15{43}
15{43}
15{44}

15{44}
15{44}

15{45}
15{45}
15{46}
15{46}
15{47}
15{47}
15{47}
15{47}
15{47}
15{48}
15{48}
15{48}

11{347}
11{106}
11{320}

11{348}
11{338}
11{349}

11{350}
11{351}

11{297}
11{298}
11{297}
11{298}
11{343}
11{341}
11{352}
11{341}
11{343}
11{299}
11{300}
11{353}

9{43,347}
9{43,106}
9{43,320}

9{43,348}
9{43,338}
9{44,349}

9{44,350}
9{44,351}

9{45,297}
9{45,298}
9{46,297}
9{46,298}
9{47,343}
9{47,341}
9{47,352}
9{47,341}
9{47,343}
9{48,299}
9{48,300}
9{48,353}

NC(=0)clcce(Cn2nnnc2N2CCCCCCCC2)ccl

NC(=0)clccc(Cn2nnnc2N2CCc3ccccc3CC2)ccl
COC(=0)C1CCN(CC1)clnnnnlCclccc(ccl)C(N

FSC(C)ClCN(CCCOl)clnnnnlCclccc(ccl)C(N)
_OCCC1CN(CC(CC)Ol)clnnnn1Cc1ccc(cc1)C(N)
_OO:ClCCCCCN 1CCCnlnnncIN1CCCC(CC#C)
ClCN(CCC:C)ClnnnnlCCCN 1CCCCCC1=0

CCN1CCN(CC1=0)c1nnnn1CCCN1CCCCCC1
_OCCl(OCC01)ClCCN(CCl)clnnnnlCCclcccsl
CC1(OCCO1)C1CCCN(C1)clnnnnliCCclccecesl
CC1(OCCO1)CICCN(CC1)clnnnn1CCclcccol
CC1(OCCO1)C1CCCN(C1)clnnnn1CCclcccol
CclcceeclCnlnnncIN1ICCN(Ce2ccecc2)CCl
CclccccclCnlnnnclN1CCCClL
CclcceeclCnlnnncIN1CCC(Cn2ccnn2)CCl
CclcceccclCnlnnnclN1CCCCl
CclcceecclCnlnnncIN1ICCN(Cc2ccccc2)CCl
COC1(CO)CCN(CC1)cinnnnl1CCclccceclF
Fclccececc1CCnlnnncIN1CCCOCC1

OCC1(O)CCN(CC1)clnnnnlCCclcceeclF

S143

32
49

31

43

53
36

39
23

26

36

33
49
27

17
24

15

22

24
18

19
12

13

17

17
24
13



138
139

140

141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157

15{49}
15{50}

15{50}

15{51}
15{52}
15{52}
15{53}
15{53}
15{54}
15{55}
15{55}
15{56}
15{57}
15{57}
15{57}
15{58}
15{58}
15{59}
15{60}
15{60}

11{354}
11{298}

11{297}

11{355}
11{300}
11{319}
11{300}
11{299}
11{319}
11{300}
11{337}
11{338}
11{300}
11{261}
11{299}
11{328}
11{300}
11{300}
11{346}
11{354}

9{49,354}
9{50,298}

9{50,297}

9{51,355}
9{52,300}
9{52,319}
9{53,300}
9{53,299}
9{54,319}
9{55,300}
9{55,337}
9{56,338}
9{57,300}
9{57,261}
9{57,299}
9{58,328}
9{58,300}
9{59,300}
9{60,346}
9{60,354}

CCIN(CN(C)C1=0)c1innnnlCclccc(OC(F)F)ccl
CCCNC(=0O)CnlnnnclN1CCCC(C1)C1(C)OCC

0o1

CCCNC(=0)Cn1nnncIN1CCC(CC1)C1(C)OCC

0o1

CN(Cclcnn(C)cl)clnnnnlCCclccc20COc2cl
COclccc(C)eclCCnlinnncINICCCOCCL
COclccec(C)eclCCnlnnnclN(C)CC1COCCO1
Fclcecee(CCn2nnnc2N2CCCOCC2)cl
COC1(CO)CCN(CC1)cinnnnlCCclccce(F)cl
CN(CC1Cc0OCCO01)clnnnnlCCCOCC1ICCCOo1
FC(F)(F)clcce(Cn2nnnc2N2CCCOCC2)ccl
CN(CC1CCOC1)cinnnnlCclccc(ccl)C(F)(F)F
CCCI1CN(CC(CC)O1)clnnnniCclesc(C)nl
Cclcc(Cn2nnnc2N2CCCOCC2)ceclF
Cclcc(Cn2nnnc2N2CCC(CC2)C2CCCO2)ccclF
COC1(CO)CCN(CC1)cinnnnlCclccc(F)c(C)cl
FC(F)(F)Oclccc(Cn2nnnc2N2CCOCC2)ccl
FC(F)(F)Oclcce(Cn2nnnc2N2CCCOCC2)ccl
COclcec2cec(Cn3nnnc3N3CCCOCC3)cec2cl
CCN(C)clnnnnlCclcnn(cl)-clcccecl
CCIN(CN(C)C1=0)c1innnnlCclcnn(cl)-

clcccecl

S144

44
56
67
37
45
38
64
60
28
65
65
54
39
24
59

21
27
35
17
23
19
31
28
13
32
29
27
19
12
28



158
159
160

161

162
163
164

165

166

167

168

169

170

171

172

173

174

175

15{61}
15{61}
15{62}

15{62}

15{63}
15{63}
15{63}

15{63}
15{63}
15{63}
15{63}
15{63}
15{63}
15{63}
15{63}
15{63}
15{63}

15{63}

114322}
11{346}
11{322}

11{356}

11{318}
11{357}
11{311}

11{307}
11{309}
11{358}
11{313}
11{314}
11{310}
11{315}
11{312}
11{359}
11{360}

11{361}

9{61,322}
9{61,346}
9{62,322}

9{62,356}

9{63,318}
9{63,357}
9{63,311}

9{63,307}
9{63,309}
9{63,358}
9{63,313}
9{63,314}
9{63,310}
9{63,315}
9{63,312}
9{63,359}
9{63,360}

9{63,361}

CN(C)S(=0)(=0)clcceecclCnlnnncIN(C)C1CCL
CCN(C)c1nnnnlCclcceeclS(=0)(=O)N(C)C

CN(C1CC1)clnnnnlC1CCN(CC1)C(=0)clccco
1

CN(CC1CCC1)clnnnn1C1CCN(CC1)C(=0O)clce
col

C(C1CC1)n1nnncIN1CCn2c¢(Cl)nnc2-clcceccl

COclcecccINICCN(CCl)cinnnn1CClCCl

CC(C)(C)OC(=O)N[C@H]1CCCN(C1)clnnnnl
CcCicc1
CN(CC1CCN(C1)c1nnnn1CC1CC1)C(=0)OC(C
)(C)C
O=c1[nH]c2cccecc2n1CLCCN(CCl)clnnnnlCCl
CC1
CC(C)(C)OC(=0O)NCC1CCN(C1)clnnnnlCC1C
C1
CC(C)(C)OC(=O)N1C[C@H]2CN(C[C@H]2C1)
clnnnn1CC1CC1
CC(C)(C)OC(=0O)N1CCCN(CC1)clnnnnlCC1C
C1
CCI1CN(CCCINC(=0)OC(C)(C)C)clnnnnlCC1
CC1
CC(C)(C)OC(=O)N1C[C@@H]2C[C@H]1CN2c
1nnnn1CC1CC1
CC(C)(C)OC(=0O)NC1CCCN(C1)clnnnnlCC1C
C1
O=clcccc2[C@@H]3C[C@@H](CN(C3)c3nnnn
3CC3CC3)Cn12
CC(C)(C)OC(=0O)NC1CCN(CC1)clnnnnlCC1C
C1
CC(C)(C)OC(=0O)N1CCN(CC1)clnnnnlCC1CC
1

S145

37
40
40

38

40

39

22

43

32

0

0

22

0

18
19
20

20

19

14

17

13



176
177

178

179
180

181

182
183
184
185
186
187
188

189

190

191
192
193
194
195

15{63}
15{63}

15{63}

15{64}
15{64}

15{65}

15{66}
15{67}
15{67}
15{68}
15{68}
15{69}
15{70}
15{71}
15{71}
15{72}
15{73}
15{73}
15{74}
15{74}

114327}
11{306}

11{308}

11{322}
11{356}

11{355}

11{338}
11{300}
11{338}
11{322}
11{300}
11{65}
11{362}
11{297}
11{298}
11{318}
11{322}
11{300}
11{299}
11{300}

9{63,327}
9{63,306}

9{63,308}

9{64,322}
9{64,356}

9{65,355}

9{66,338}
9{67,300}
9{67,338}
9{68,322}
9{68,300}
9{69,65}
9{70,362}
9{71,297}
0{71,298}
0{72,318}
0{73,322}
9{73,300}
0{74,299}
9{74,300}

C(C1CC1)nlnnncIN1CCCC1lclcescl
CC(C)(C)OC(=0O)NCC1CCCN(CI1)cinnnnlCCl

CC1

CC(C)(C)OC(=0)NCCLCCN(CCL)clnnnnlCCl

CC1

CN(C)C(=0)clccc(Cn2nnnc2N(C)C2CC2)ccl
CN(C)C(=0)clcee(Cn2nnnc2N(C)CC2CCC2)ce

CN(Cclcnn(C)c1)clnnnnlC1CCC(CCL)C(F)(F)

CCC1CN(CC(CC)01)c1lnnnn1CCC1CCCO1
Clclcee(Cn2nnnc2N2CCCOCC2)cenl
CCCI1CN(CCc(CC)01)clnnnn1Cclcec(Cl)ncl
COclcec(0C)c(Cn2nnnc2N(C)C2CC2)cl
COclccc(0OC)c(Cn2nnnc2N2CCCOCC2)cl
FC1=CCCN(C1)c1lnnnn1CCNC(=0)clcccsl
Cclccc(cclF)C(=O)NCCnlnnncIN1CCC[C@Q@

H](0)C1

CC1(0OCCO1)C1CCN(CC1)clnnnniCcleccec(F)c
CC1(OCCO1)C1CCCN(C1)clnnnniCclcccec(F)c

C1CC(C1)n1nnnclN1CCn2c(Cl)nnc2-clcccecl
COclcce(Cn2nnnc2N(C)C2CC2)c(OC)cl
COclcec(Cn2nnnc2N2CCCOCC2)c(0C)cl
CCOclccececlCnlnnncIN1ICCC(CO)(CC1)0C
CCOclccecc1CnlnnnclN1CCCOCC1L

S146

106
37

21

26
32

17

62
11
26
43
72

41
44

50
16

12
16

31

13
20
34

19
21



196
197

198
199
200
201
202
203

204

205
206
207
208
209
210
211
212
213
214
215

15{75}
15{75}

15{75}
15{76}
15{77}
15{77}
15{77}
15{78}

15{78}

15{79}
15{79}
15{80}
15{81}
15{81}
15{81}
15{81}
15{81}
15{82}
15{83}
15{83}

11{320}
11{335}

11{300}
11{337}
11{363}
11{364}
11{299}
11{298}

11{297}

11{365}
11{327}
11{328}
11{298}
11{366}
11{297}
11{367}
11{368}
11{369}
11{298}
11{297}

9{75,320}
9{75,335}

9{75,300}
9{76,337}
9{77,363}
{77,364}
9{77,299}
9{78,298}

9{78,297}

9{79,365}
9{79,327}
9{80,328}
9{81,298}
9{81,366}
9{81,297}
9{81,367}
9{81,368}
9{82,369}
9{83,298}
9{83,297}

COC(=0)C1CCN(CC1)clnnnnlCCclccceclCl
ClclccecclCCnlnnncINIC[C@H]2[C@@H](C

1)C(=0)NC2=0

Clclcceec1CCnlnnncIN1ICCCOCCL
CN(CC1CCO0C1)cinnnnlCclcceccclC(F)(F)F
COCC1(C)CN(CCO1)cinnnnlCclcce(F)c(F)cl
CN(CC1(C)COC1)cinnnnlCclcec(F)c(F)cl
COC1(CO)CCN(CC1)cinnnniCclcce(F)c(F)cl
Cclcce(Cn2nnnc2N2CCCC(C2)C2(C)OCCO2)o

Cclcce(Cn2nnnc2N2CCC(CC2)C2(C)OCCO2)o

CC1CC(CN1c1nnnn1OC1CCCCOI)clcee(C)ecl
C1CC(N(C1)c1nnnn1OC1CCCCO1)clcescl
Fclcee(Cn2nnnc2N2CCOCC2)c(cl)C(F)(F)F
Cclcesc1CnlnnnclN1CCCC(C1)C1(C)0Ccco1
CN(CC(C)(C)O)clnnnnlCclsccclC
CclcesclCnlnnnclN1CCC(CCL)C1(C)0CcCco1
CN(CC(=0O)N1CCOCC1)clnnnnlCclsccclC
Cclcesc1CnlnnncIN1CCCC(CL)S(C)(=0)=0
CC1CN(CCO1)cinnnnlCclcceeclBr
CCOCCnl1nnncIN1CCCC(C1l)C1(C)OCCcOo1
CCOCCn1nnncIN1CCC(CC1)C1(C)OCCO1

S147

54

42
42
72

50
31

23

18
23

38

33

41
28

26

22
22
33

24
16

12

12

19

16

22
14



216
217
218
219
220
221
222
223
224
225

226
227
228
229

230

231

232
233
234
235

15{84}
15{85}
15{86}
15{87}
15{88}
15{89}
15{89}
15{89}
15{90}
15{91}

15{92}
15{93}
15{93}
15{93}

15{93}
15{93}

15{93}
15{94}
15{94}
15{95}

11{319}
11{319}
11{337}
11{321}
11{319}
11{110}
11{370}
11{299}
114371}
11{372}

11{322}
11{344}
11{367}
11{297}

11{373}
11{298}

11{374}
11{299}
11{375}
11{299}

9{84,319}
9{85,319}
9{86,337}
9{87,321}
9{88,319}
9{89,110}
9{89,370}
9{89,299}
9{90,371}
9{91,372}

9{92,322}
9{93,344}
9{93,367}
9{93,297}

9{93,373}
9{93,298}

9{93,374}
9{94,299}
9{94,375}
9{95,299}

CC(C)Oclccee(Cn2nnnc2N(C)CC2COCCO02)cl
CC(C)OclcceeclCnlnnncIN(C)CC1COCCOl
CN(CC1CCOC1)c1nnnnlCCOclccccclCl
OCC1CCN(CC1)clnnnniCclccc(Cl)c(Cl)cl
CN(CC1COocCcCO1)cinnnnlCclccc(F)c(Clhcl
CN(CC1(O)CCOCCl)cinnnnlCclccc(F)cclF
CN(CC1CcCOC1)cinnnnlCclcec(F)cclF
COC1(CO)CCN(CC1)cinnnnlCclccc(F)cclF
CC(C)OCCnlnnncIN1CCOC2(CCc3cceec23)Cl
C[LC@@H]1C[1C@H](O)CN(C1)clnnnnlCCcl

c[nH]c2ccc(F)ccl2

COclccec(Cn2nnnc2N(C)C2CC2)c10C
Cclcce(Cn2nnnc2N2CCN(C2)C(=0)C2CC2)s1
CN(CC(=0)N1CcCOCCl)cinnnnlCclccc(C)sl
Cclcee(Cn2nnnc2N2CCC(CC2)C2(C)OCCO2)s

CC(C)NC(=0O)[C@H]1CCCN(C1)clnnnnlCclcc

c(C)s1

Cclcee(Cn2nnnc2N2CCCC(C2)C2(C)OCCO2)s

Cclnoc(n1)C1CCN(C1)cinnnn1Cclcece(C)sl
COC1(CO)CCN(CC1)cinnnnlCclccee(C)cl
Cclccec(Cn2nnnc2N2CCN(CC2)c2neeen2)cl
COC1(CO)CCN(CC1)cinnnnlCclcc(F)ccclF

S148

34
48
17

18
24



236
237
238

239
240
241
242

243

244
245
246
247
248
249
250
251
252
253

254
255

15{96}
15{97}
15{98}

15{98}
15{99}
15{100}
15{100}

15{101}

15{102}
15{102}
15{102}
15{102}
15{102}
15{102}
15{102}
15{102}
15{102}
15{102}

15{102}
15{102}

11{299}
11{356}
11{349}

11{350}
11{299}
11{299}
11{376}

11{299}

11{377}
11{378}
11{255}
11{379}
11{184}
11{380}
11{381}
11{382}
11{287}
11{383}

11{384}
11{385}

9{96,299}
9{97,356}
9{98,349}

9{98,350}
9{99,299}
9{100,299}
9{100,376}

9{101,299}

9{102,377}
9{102,378}
9{102,255}
9{102,379}
9{102,184}
9{102,380}
9{102,381}
9{102,382}
9{102,287}
9{102,383}

9{102,384}
9{102,385}

COclccec(CCn2nnnc2N2CCC(CO)(CC2)0C)c1
CCNC(=0)clccc(Cn2nnnc2N(C)CC2CCC2)ccl

C#CCC1CCCN(C1)c1nnnn1C1CCN(CC1)C1CC
ccl
CN(CCC=C)c1nnnn1C1CCN(CC1)C1CCCCl

CCOclcce(Cn2nnnc2N2CCC(CO)(CC2)0C)ccl
COC1(CO)CCN(CC1)cinnnnlCclccc(C)eclC

COCC(=0O)N1CCN(CC1)cinnnnlCclcce(C)ecl
C

COC1(CO)CCN(CC1)cinnnnlCclc(C)ce(C)eel
C

Fclcccc20CCN(Ccel2)cinnnnlCclcescl

Cclcce(C)n1C1CCN(CC1)cinnnnlCclcescl
CCI1CN(CCS(=0)(=0)C1)clnnnniCclccescl
OC1(CCCN(CC1)c1innnnlCclcescl)C(F)(F)F
COC1(CCCN(C1)clnnnnlCclcescl)C(F)(F)F
CNS(=0)(=0O)N1CCN(CC1l)cinnnnlCclccscl
COclccc20CCN(Cc2cl)cinnnnlCclcescl
C(clcescl)ninnncIN1ICCCC(C1)NC1CCOCC1
O=C(N1CCN(CC1)cinnnnlCclccscl)clcccol

C[C@@H]1CN(CCN1S(C)(=0)=0)clnnnnlCcl
cescl
O=C1CCCCN1C1CCCN(C1)clnnnnlCclcescl

CN(Cclnc(C)nol)clnnnnlCclcescl

S149

42

58
31
11
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N
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24
16
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256
257

258
259
260
261
262
263
264

265
266
267
268

269
270
271
272
273
274

275

15{102}
15{103}

15{103}
15{103}
15{103}
15{103}
15{103}
15{103}
15{104}

15{104}
15{105}
15{105}
15{106}

15{106}
15{106}
15{106}
15{106}
15{107}
15{108}

15{108}

11{356}
11{293}

11{386}
11{387}
11{388}
11{317}
11{389}
11{390}
11{391}

11{322}
11{322}
11{391}
114392}

11{61}
11{393}
11{394}
11{395}
11{299}
11{338}

11{320}

9{102,356}
9{103,293}

9{103,386}
9{103,387}
9{103,388}
9{103,317}
9{103,389}
9{103,390}
9{104,391}

9{104,322}
9{105,322}
9{105,391}
9{106,392}

9{106,61}
9{106,393}
9{106,394}
9{106,395}
9{107,299}
9{108,338}

9{108,320}

CN(CC1CcCC1)cinnnnlCclcescl
C(C1CCOC1)ninnncINl[C@H]2CC[C@@H]1

C[C@@H](C2)clcceecl

CN(Cclcce(F)cel)clnnnnlCC1CCOCL
C(C1CCOC1)nlnnncIN1CCC(Cc2ccccc2)CCl
CN(Cclcce(Cl)sl)clnnnnlCC1CCOC1
CN(Cclccc(C)ol)cinnnnlCC1CCOC1
CN(Cclccesl)cinnnnlCC1CCOCL
CS(=0)(=0)N1CCN(CC1)cinnnn1lCC1CCOC1
CN(CC1CC1)clnnnnlCclcec(CN2CCCC2=0)cc

CN(C1CC1l)clnnnnlCclccc(CN2CCCC2=0)ccl
CN(C1CC1)cinnnnlCclccccclCN1CCCC1=0

CN(CC1CC1)clnnnnlCclccccclCNICCCC1=0
COCclccc(Cn2nnnc2N2CC(C)OC3(CCCI)C2)c

cl

COCclccc(Cn2nnnc2N2CCC3(C2)CCOCCI)ccl
COCclcee(Cn2nnnc2N2CCOCC3(CCC3)C2)ccl
COCclcce(Cn2nnnc2N2CCOC3(CCCC3)C2)ccl
COCclccc(Cn2nnnc2N2CCOC3(CCOC3)C2)ccl
COCclccee(Cn2nnnc2N2CCC(CO)(CC2)0C)c1
CCCI1CN(CC(CC)O1)clnnnnlCclecece(cl)C(N)

=0

COC(=0)C1CCN(CC1)clnnnnlCclccee(cl)C(N

)=0

S150

58

80

22

41

53
19
41
48

23
37
37
20
14
32

27

28

37

11

22

25
10
21
23

12
18
18

17

13



276
277

278
279
280
281
282
283

284

285
286
287
288
289
290
291
292
293
294

295

15{109}
15{109}

15{110}
15{111}
15{111}
15{112}
15{113}
15{114}

15{114}

15{115}
15{115}
15{115}
15{116}
15{117}
15{117}
15{118}
15{119}
15{120}
15{120}

15{120}

114322}
11{356}

11{333}
11{328}
11{396}
11{321}
11{319}
11{297}

11{298}

11{302}
11{327}
11{349}
11{322}
11{340}
11{397}
11{288}
11{322}
11{344}
11{298}

11{297}

9{109,322}
9{109,356}

9{110,333}
9{111,328}
9{111,396}
9{112,321}
9{113,319}
9{114,297}

9{114,298}

9{115,302}
9{115,327}
9{115,349}
9{116,322}
9{117,340}
9{117,397}
9{118,288}
9{119,322}
9{120,344}
9{120,298}

9{120,297}

1

CN(C)C(=0)clccec(Cn2nnnc2N(C)C2CC2)cl
CN(C)C(=0)clccec(Cn2nnnc2N(C)CC2CCC2)c

CNC(=0)clccec(Cn2nnnc2N2CCSC(C)(C)C2)cl
Clclec(Cn2nnnc2N2CCOCC2)cc20CCOc12
COCCN(C)clnnnnlCclcc(Cl)c20CCOc2cl
OCC1CCN(CC1)c1innnnlCclc(ClhceeclCl
CN(CC1COCCO1)cinnnn1CCclc(F)ceecclF
Cclcce(CCn2nnnc2N2CCC(CC2)C2(C)OCCO02)

ol

Cclcce(CCn2nnnc2N2CCCC(C2)C2(C)OCCO02)

ol

1

1

CN(CCOclcce(F)eel)eclnnnnlCCN1ICCNC1=0
O=CINCCN1CCn1nnncIN1CCCClclcescl
O=C1NCCN1CCn1nnnclN1CCCC(CCH#C)C1
CCCC(=0O)Nclcce(Cn2nnnc2N(C)C2CC2)ccl
C(clccocl)ninnncIN1CCCCCC1l
CSC1CCCCN(C1)cinnnnlCclccocl
CC(=0)N1CCCN(CC1)clnnnnlCCCC1CCCCl
CN(C1CC1)cinnnniCclccec(cl)N1CCCC1=0
Cclce(Cn2nnnc2N2CCN(C2)C(=0)C2CC2)nol
Cclcc(Cn2nnnc2N2CCCC(C2)C2(C)OCCO2)no

Cclcc(Cn2nnnc2N2CCC(CC2)C2(C)OCCO2)no

S151

29

40
27
25
32
33
48
52
48

22

13
21

42
29
27
20

10

13

19
13
11
17
16
21
24
24

11



296
297
298

299
300
301
302

303
304
305

306
307
308

309

310
311
312
313
314
315

15{121}
15{121}
15{121}

15{121}
15{121}
15{122}
15{123}

15{124}
15{125}
15{126}

15{127}
15{127}
15{127}

15{127}

15{127}
15{128}
15{129}
15{130}
15{130}
15{130}

11{398}
11{302}
11{114}

11{349}
11{399}
11{385}
11{400}

11{322}
11{319}
114401}

11{290}
11{295}
11{292}

11{296}

11{289}
114322}
11{288}
11{302}
114327}
11{365}

9{121,398}
9{121,302}
9{121,114}

9{121,349}
9{121,399}
9{122,385}
9{123,400}

9{124,322}
9{125,319}
9{126,401}

9{127,290}
9{127,295}
9{127,292}

9{127,296}

9{127,289}
9{128,322}
9{129,288}
9{130,302}
9{130,327}
9{130,365}

CCI1CN(CC(C)O1)clnnnnliCcC1iccoOCCL
CN(CCOclccce(F)ecl)cinnnnlCC1CCOCCL

CS(=0)(=0)CL1CCCN(CC1)clnnnn1CC1CCOC
c1
C#CCC1CCCN(C1)c1nnnn1CC1CCOCC1

COCC1(C)CCN(Cl)clnnnnlCC1CCOCCL
CN(Cclnc(C)nol)clnnnnlCclcsc2cccecl?

CN(C1CCS(=0)(=0)C1)cinnnn1Cclc(C)nn(C)c
1C
CN(C1CC1)clnnnnlCclcce(ccl)-nlceenl

CC(CnlnnncIN(C)CC1COCCO01)0Oc1cee(C)ecl

NC(=0)C1CCN(CC1)c1nnnn1CC12CC3CC(CC(
C3)C1)C2
CC1CN(CCN1C(=0)OC(C)(C)C)clnnnn1CCH#C

O=C(OCclcccccl)NICCN(CC1)cinnnnlCC#HC

C[C@H]1CN(CCN1C(=0)OC(C)(C)C)clnnnnl
CC#C

C[C@@H]1CN(CCN1C(=0)OC(C)(C)C)clnnnn
1CC#C

C#CCnlnnncIN1CCC(CC1l)clnc2cccec2sl

CN(C1CC1)clnnnnlCclccc(Cn2ccen2)ccl
CC(=0O)N1CCCN(CC1)clnnnnlC1Cc2ccccc2Cl
CN(CCOclccc(F)ecl)cinnnnlC1CCOCCL
C1CC(N(C1)cinnnn1C1CCOCC1)clcescl
CC1CC(CN1clnnnn1C1CCOCC1)cleec(C)ecl

S152

29
71
22

45
28

41
40

41
29

30
27

14
29
10

22
24

20
20

21
14

14
13



316

317
318
319
320

321
322
323
324
325
326
327
328
329
330
331
332
333

334

335

15{131}

15{132}
15{133}
15{133}
15{133}

15{133}
15{133}
15{133}
15{133}
15{133}
15{133}
15{133}
15{133}
15{133}
15{134}
15{135}
15{136}
15{137}

15{137}

15{138}

114401}

11{321}
11{402}
11{403}
11{404}

11{405}
11{406}
114407}
11{408}
11{409}
11{410}
11{411}
11{412}
11{413}
11{414}
114322}
11{284}
114391}

11{322}

11{321}

9{131,401}

9{132,321}
9{133,402}
9{133,403}
9{133,404}

9{133,405}
9{133,406}
9{133,407}
9{133,408}
9{133,409}
9{133,410}
9{133,411}
9{133,412}
9{133,413}
9{134,414}
9{135,322}
9{136,284}
9{137,391}

9{137,322}

0{138,321}

NC(=0)C1CCN(CC1)clnnnn1CC1CCCc2cccccl

OCC1CCN(CC1)c1innnnlCclcec(ol)-cleccccl
CCI1CN(CC2(CCCCC2)01)cinnnnlCclcennlC
CnlnccclCnlnnncIN1CCC2(C)C(CL)C2(CHCI
COC(=0)[1C@]12CN(C[1C@H]1CCCC2)clnnn

n1CclccnnlC

CnlnccclCnlnnnclN1CCCC2(CCCCC2)C1
CCI1CCN(CcC11CccCcC1)clnnnniCcleennlC
CnlnccclCnlnnncIN1CCC2(C1)CCCCC2
CnlnccclCnlnnncIN1ICCCC2(CCCC2)Cl
CnlnccclCnlnnnclN1CCSC2(CCCCC2)C1
CnlnccclCnlnnnclN1CCC2(CCCCC2)CC1
CCC1CCCN(C1)cinnnnlCclccnnlC
CON(CcC1cc2cccei1c2)cinnnnlCcleennlC
CCI1CN(CC2(Ccce2)01)cinnnnlCcelcennlC
CN(Cclnccsl)clnnnnlC1CCCC(0O)C1
CN(C1CC1)clnnnnlCclcnn(Cc2cccec2)cl
Ccln[nH]cclCnlnnnclN1CCOC(C)(C)C1
CC(C)NC(=O)Nclcce(Cn2nnnc2N(C)CC2CC2)c

cl

CC(C)NC(=0O)Nclcce(Cn2nnnc2N(C)C2CC2)cc

OCC1CCN(CC1)clnnnnlCclcc(Br)csl

S153



336
337
338
339
340
341

342

343
344
345
346
347
348
349
350
351

352
353

354
355

15{139}
15{139}
15{140}
15{141}
15{142}
15{142}

15{143}

15{144}
15{144}
15{145}
15{146}
15{147}
15{147}
15{147}
15{147}
15{147}

15{147}
15{147}

15{147}
15{148}

11{415}
11{318}
11{338}
11{349}
11{322}
11{356}

11{338}

11{298}
11{297}
11{322}
114322}
11{416}
114417}
11{405}
11{418}
11{419}

11{420}
11{421}

11{387}
11{349}

9{139,415}
9{139,318}
9{140,338}
9{141,349}
9{142,322}
9{142,356}

9{143,338}

9{144,298}
9{144,297}
9{145,322}
9{146,322}
9{147,416}
9{147,417}
9{147,405}
9{147,418}
9{147,419}

9{147,420}
9{147,421}

9{147,387}
9{148,349}

CC1CC1nlnnnclN(C)C[C@H]1CCCO1
CC1CC1nlnnncIN1CCn2c(Cl)nnc2-clcceccl
CCCI1CN(CC(CC)O1)clnnnnliCC(C)Cnlccenl
O=C(CCCn1nnncIN1CCCC(CC#C)C1)NC1CC1
CN(C1CC1l)clnnnnlCclccc(CS(C)(=0)=0)ccl
CN(CC1CCC1)cinnnnlCclccec(CS(C)(=0)=0)c

cl

CCC1CN(CC(CC)0O1)clnnnn1Cclcec(ccl)C(C)

CC1(OCCO1)C1CCCN(C1)clnnnn1lCCnlccenl
CC1(OCCO1)C1ICCN(CC1)clnnnn1CCnlccenl
CN(C1CC1)clnnnnlCC1CCCOC1clcceecl
CN(C1CC1)c1lnnnn1CCNC(=0O)clccec(C)cl
CS(=0)(=0)CCnlnnncIN1CCCc2ccccc2CCl
COclcccc2CCN(Cce12)clnnnnlCCS(C)(=0)=0
CS(=0)(=0)CCn1nnncIN1CCCC2(CCCCC2)Cl
CS(=0)(=0)CCnlnnncIN1Cc2ccccc2C(F)(F)C1
CS(=0)(=0)CCnlnnncIN1C2CCCLCCL(CCL(F)

F)C2

CS(=0)(=0)CCnlnnncIN1CCOC(C1l)clccececl
CS(=0)(=0)CCnlnnncIN1CCC2(C1)OCclccccc

21

CS(=0)(=0)CCnlnnncIN1CCC(Cc2ccccc2)CCl
C#CCCL1CCCN(C1l)cinnnnlCClCCCCO1

S154

11

50
12
30
47

30

10
31
27
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35
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24
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23
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356

357
358
359
360

361
362

363

364

365

366

367
368
369
370
371
372
373
374

15{149}

15{150}
15{151}
15{152}
15{153}

15{154}
15{155}

15{156}
15{157}
15{157}
15{158}

15{158}
15{158}
15{158}
15{158}
15{158}
15{158}
15{159}
15{160}

11{304}

11{299}
11{319}
11{299}
11{401}

11{299}
11{328}

11{355}
11{298}
11{297}
11{422}

11{321}
11{401}
11{328}
11{423}
11{424}
11{299}
11{346}
11{304}

9{149,304}

9{150,299}
9{151,319}
9{152,299}
9{153,401}

9{154,299}
9{155,328}

9{156,355}
9{157,298}
9{157,297}
9{158,422}

9{158,321}
9{158,401}
9{158,328}
9{158,423}
9{158,424}
9{158,299}
9{159,346}
9{160,304}

CC(C)C(=0O)NCC1CCCN(C1)cinnnnlCC1CCC
=CC1
COC1(CO)CCN(CC1)cinnnnlCCclccec(C)cl

CN(CC1CcocCcCO1)clnnnnlCCclccc(F)cclF
COC(Cnl1nnncIN1CCC(CO)(CC1)OC)clccccecl

NC(=0)C1CCN(CC1)cinnnn1CC1C2CC3CC(C
2)CC1C3
COclcc(Cn2nnnc2N2CCC(CO)(CC2)0C)ceclC

CC1CC(C)CN(C1)C(C)(C)CnlnnncIN1CCOCC
' CCI1CCCN(CDH)C(C)(C)CnlnnncIN(C)Cclenn(C
)C%Znlcc(CnZnnnc2N2CCCC(C2)C2(C)OCC02)cn
' Cnlcc(Cn2nnnc2N2CCC(CC2)C2(C)OCCO2)cn
' CC1CCCC(Cn2nnnc2N2CCC(CC(N)=0)CC2)C
' CC1CCCC(Cn2nnnc2N2CCC(CO)CC2)CL

CC1CCCC(Cn2nnnc2N2CCC(CC2)C(N)=0)C1
CC1CCCC(Cn2nnnc2N2CCOCC2)C1
CC1CCCC(Cn2nnnc2N2CCNC(=0)C2)C1
CC1CCCC(Cn2nnnc2N2CCCC(0)C2)C1
COC1(CO)CCN(CC1)clnnnnlCC1CCCC(C)Cl
CCN(C)clnnnnlCclccecc(NC(=0)C2CCCO2)cl

CC(Cn1nnncINICCCC(CNC(=0)C(C)C)C1)C1
ccl

S155

35

25

37
23
37

12
31
27

18

13

18
11
17

15
14



375
376
377
378

379
380
381
382
383
384

385
386
387
388
389
390

391
392

393

394

15{161}
15{162}
15{162}
15{163}

15{163}
15{164}
15{165}
15{166}
15{166}
15{166}

15{166}
15{167}
15{168}
15{169}
15{170}
15{171}

15{171}
15{172}

15{172}

15{172}

11{328}
11{298}
11{297}
11{322}

11{346}
11{284}
11{299}
11{78}
11{340}
11{103}

11{425}
11{401}
11{319}
11{322}
11{338}
114302}

11{349}
11{426}

114427}

11{428}

9{161,328}
9{162,298}
9{162,297}
9{163,322}

9{163,346}
9{164,284}
9{165,299}
9{166,78}
9{166,340}
9{166,103}

9{166,425}
9{167,401}
9{168,319}
9{169,322}
9{170,338}
9{171,302}

9{171,349}
9{172,426}

9{172,427}

9{172,428}

Brclcec(CCn2nnnc2N2CCOCC2)s1

COCC(C)CnlnnncIN1CCCC(C1)C1(C)OCCO1
COCC(C)Cn1nnncIN1CCC(CC1)C1(C)OCCO1
CN(C1CC1)clnnnnlCclccc(NC(=0)c2ccco2)ce

CCN(C)cinnnnlCclccc(NC(=0)c2ccco2)ccl
CC1(C)CN(CCO1)cinnnnlCCclcn[nH]cl
COC1(CO)CCN(CC1)cinnnnlCC(Br)=C
COclccc2CN(CCCc2cl)clnnnnlCclcc(C)nol
Cclcc(Cn2nnnc2N2CCCCCC2)onl
Cclcc(Cn2nnnc2N2CCc3[nH]c4ccec(C)ccdc3C2)

onl

COCC1=CCN(CC1)clnnnnlCclcc(C)nol
NC(=0O)C1CCN(CC1)clnnnn1CCCclcccc(Cl)cl
CN(CC1COCCO1)cinnnnl1CCclccc(F)c(F)cl
CN(C1CC1l)clnnnnlCCclccc(NC(C)=0)ccl
CCC1CN(CC(CC)01)c1nnnn1CCOCC1CC1
CN(CCOclccc(F)cel)clnnnnlCCNC(=0)C1CC

O=C(NCCnlnnncIN1CCCC(CC#C)Cl)C1iCC1
COC(=0)C1CC11CCN(CC1)clnnnnlCclocccl

CN1CCC2(CCN(CC2)c2nnnn2Cc20ccc2C)Cl=

CclccoclCnlnnnclN1CCC2(CCNC(=0)02)CC

S156

34
20
26
22

13
66

44

11
25
59
32
35

27

17
10
13
11

30

21

12
30
16
17
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395
396

397

398
399
400
401
402
403

404

405
406

407
408
409
410

411
412
413

414

15{172}
15{172}

15{172}

15{172}
15{172}
15{172}
15{172}
15{172}
15{172}
15{172}
15{172}
15{172}
15{172}
15{172}
15{173}
15{173}
15{174}
15{175}
15{176}

15{176}

11{429}
11{430}

11{419}

11{63}
11{431}
11{432}
11{433}
11{434}
11{435}
11{436}
11{437}
11{438}
11{421}
11{104}
11{321}
11{401}
11{321}
11{299}
11{391}

11{322}

9{172,429}
9{172,430}

9{172,419}

9{172,63}
9{172,431}
9{172,432}
9{172,433}
9{172,434}
9{172,435}
9{172,436}
9{172,437}
9{172,438}
9{172,421}
9{172,104}
9{173,321}
9{173,401}
9{174,321}
9{175,299}
9{176,391}

9{176,322}

CclccoclCnlnnncIN1CCOC2(CCOCC2)CCl

CCOC(=0)[1C@@H]l[l1C@@H]2CCN(C[1C@
H]12)cinnnnlCcloccclC

CclccoclCninnnclN1C2CCCLICC1(CCL(F)F)C
2

CclccoclCnlnnncINICCN2C(CNC2=0)C1

CclccoclCnlnnncIN1CCOC2(CCSC2)Cl
CclccoclCnlnnncIN1CCOCC2(CCOCC2)Cl
CCI1CN(CC2(CCcocCcC2)01)cinnnn1CcloccclC
CclccoclCnlnnncIN1CCOC2(CCOCC2)C1

COC(=0O)[1C@]12CN(C[1C@H]1COCC2)c1inn
nnl1CcloccclC

COC(=0)[1C@]12CCC[1C@H]IN(CC2)c1innnn
1CcloccclC

CCS(=0)(=O)N1CCN(CC1l)clnnnnlCcloccclC

CclccoclCninnncIN1C[1C@@H]2CCC[1C@
@]2(C1)C(N)=0
CclccoclCnlinnncIN1CCC2(C1)0OCclceccc2l

CclccoclCnlnnncIN1CCOCC2(CCCC2)Cl
CclcceeclC(C)(C)CnlnnnclN1CCC(CO)CC1
CclccecclC(C)(C)Cn1lnnncIN1ICCC(CC1)C(N)
=0
COclccceclC(C)(C)CnlnnncIN1CCC(CO)CCL
CCC(CnlnnncIN1CCC(CO)(CC1)OC)clcccecl

CN(CC1CC1)cinnnnlCclccc(ccl)C(=0O)N1CCC
C1
CN(C1CC1l)clnnnnlCclccc(ccl)C(=0O)N1CCCC

S157

32
27

39

33
32
29
25

25

31

34

21
33

19
64
22

39

16
14

21

16
16
14
13

12

15

17

10
17

10
29
11

20



415
416
417
418
419
420
421
422
423
424
425
426
427
428

429

430
431

432
433

15{177}
15{177}
15{178}
15{179}
15{180}
15{181}
15{182}
15{183}
15{183}
15{184}
15{185}
15{185}
15{185}
15{186}

15{187}

15{188}
15{188}

15{189}
15{190}

11{298}
11{297}
11{302}
11{319}
11{439}
11{338}
11{328}
11{328}
11{328}
11{337}
11{349}
11{338}
11{327}
11{401}

11{337}

11{349}
11{338}
11{440}
11{341}

9{177,298}
9{177,297}
9{178,302}
9{179,319}
9{180,439}
9{181,338}
9{182,328}
9{183,328}
9{183,328}
9{184,337}
9{185,349}
9{185,338}
9{185,327}
9{186,401}

9{187,337}
9{188,349}
9{188,338}
9{189,440}
9{190,341}

CcloccclCnlinnncIN1CCCC(C1)C1(C)OCCO1
CcloccclCnlnnncIN1CCC(CC1)C1(C)OCCOo1
CN(CCOclccce(F)eel)clnnnnlCC1ICCCNC1=0
CN(CC1C0OCCO1)cinnnnlCCclcc(F)cc(F)cl
CN(C1CcccCC1)clnnnnlCclncecclC
CCC1CN(CC(CC)0O1)clnnnn1Cclnc2CCCc2s1
C(clccc(OC2CCCC2)ccl)ninnnclN1ICCOCCL
Clclcec(CCCn2nnnc2N2CCOCC2)ccl
Clclcee(CCCn2nnnc2N2CCOCC2)ccl
COclcececlCl(Cn2nnnc2N(C)CC2CCOC2)CCL
C#CCCL1CCCN(Cl)cinnnnlClCCSCC1
CCC1CN(CC(CC)01)c1nnnn1C1CCSCCl
C1CC(N(C1)c1nnnn1C1CCSCC1)cleescl
CC(C)(Cn1nnnclN1CCC(CCL)C(N)=0O)clccece

1F

CN(CC1CCOC1)clnnnnlCCclc(C)[nH]c2ccecc

12

O=C10CCN1CCCnlnnncIN1CCCC(CC#C)C1
CCC1CN(CC(CC)0O1)clnnnn1CCCN1CCOCl=

CC(CC#N)N(C)clnnnnlC1CCCc2scccl2
COclccec(CCn2nnnc2N2CCCC2)cclF

S158

o O O o o
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32

37
24
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29
60

78
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434
435
436
437

438

439
440
441
442
443

444

445

446
447
448
449

450

451

452

15{191}
15{192}
15{193}
15{194}

15{194}

15{195}
15{195}
15{195}
15{195}
15{195}
15{196}
15{196}

15{197}
15{197}
15{197}
15{198}

15{198}
15{199}

15{199}

11{338}
11{328}
11{350}
11{297}

11{298}

11{441}
11{326}
11{442}
11{182}
11{443}
11{297}
11{298}
11{105}
11{444}
11{445}
114297}
11{298}
11{446}

11{96}

9{191,338}
9{192,328}
9{193,350}
9{194,297}

9{194,298}

9{195,441}
9{195,326}
9{195,442}
9{195,182}
9{195,443}
9{196,297}
9{196,298}
9{197,105}
9{197,444}
9{197,445}
9{198,297}
9{198,298}
9{199,446}

9{199,96}

CCC1CN(CC(CC)O1)clnnnniCclccec(CO)cl
CCclccec2c(CCn3nnnc3N3CCOCC3)c[nH]c12
CN(CCC=C)c1lnnnnlCclcccc(CN2CCCC2=0)cl

CCnlcc(Cn2nnnc2N2CCC(CC2)C2(C)OCCO2)c
nl

CCnlcc(Cn2nnnc2N2CCCC(C2)C2(C)OCCO2)c
nl

Cclc(Cn2nnnc2N2CCS(=0)C(C)(C)CC2)cnnlC

Cclc(Cn2nnnc2N2CCC(=CC2)C(F)(F)F)cnnlC
Cclc(Cn2nnnc2N2CCC(C2)c2cceec(C)c2)ennlC
CN(Cclcce(C)e(C)el)cinnnniCclenn(C)clC

C[C@H]1CN(C[C@@H](C)O1)clnnnnlCclcnn
(C)clC

Cnlccc(Cn2nnnc2N2CCC(CC2)C2(C)OCCO2)n
1

Cnlccc(Cn2nnnc2N2CCCC(C2)C2(C)OCCO2)n
1

CN1CCN(Cc2cccecl2)clnnnnlCC(F)F

COclcce(ccl)CICN(CCOL)clnnnnl1CC(F)F
COclcc2CCN(Cc2cc1OC)cinnnnlCC(F)F

CC(clcnn(C)cl)nlnnncIN1CCC(CC1)CL(C)OC
Co1

CC(clcnn(C)cl)nlnnncIN1CCCC(C1)CL(C)OC
Co1

COC(=0)[1C@@H]1CN(C[1C@H]1C)clnnnnl
Cclccec2[nH]cccl?2

CC(C)OC1CCN(CC1)clnnnn1Cclcccc2[nH]cce
12
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453

454

455
456
457
458
459

460
461
462
463

464

465
466

467

468
469

470

471

15{199}
15{199}

15{200}
15{201}
15{201}
15{201}
15{202}

15{203}
15{203}
15{204}
15{204}

15{204}

15{204}
15{204}

15{204}

15{204}
15{204}

15{204}

15{204}

11{299}
11{320}

11{356}
114327}
11{302}
11{349}
11{304}

11{338}
11{339}
11{447}
11{448}

11{449}

11{106}
11{450}

11{451}

11{349}
11{452}

11{453}

11{302}

9{199,299}
9{199,320}

9{200,356}
9{201,327}
9{201,302}
9{201,349}
9{202,304}

9{203,338}
9{203,339}
9{204,447}
9{204,448}

9{204,449}

9{204,106}
9{204,450}

9{204,451}

9{204,349}
9{204,452}

9{204,453}

9{204,302}

COC1(CO)CCN(CC1)cinnnnlCclccec2[nH]cce
12

COC(=0)C1CCN(CC1)clnnnnlCclcccc2[nH]cc
cl2

CN(CcC1CcCC1)cinnnnlCclccece(cl)-nlcnenl

C1CC(N(C1)cinnnn1C1CCCOC1)clcescl
CN(CCOclccce(F)eecl)clnnnnlC1CCCOC1
C#CCC1CCCN(C1)cinnnn1Cl1CCCOC1

CCC1(Cn2nnnc2N2CCCC(CNC(=0)C(C)C)C2)
cccl
CCC1CN(CC(CC)01)clnnnnlCC1(C)CCCOol

CN(Cclccee(F)cl)cinnnnlCC1(C)CCCO1
CCN1CC(CC1=0)nlnnncIN1CCc2ccccc2Cl

CCOC(=0)C1CCN(CC1)clnnnn1CICN(CC)C(=
O)C1

CCN1CC(CC1=0)n1nnncIN1CC(C)(C)OC(C)(C
)C1

CCN1CC(CC1=0)n1lnnnc1IN1CCc2ccccc2CC1l

CCN1CC(CC1=0)n1nnncIN1CCN(CC1)clccccc
1

CCOC(=0O)N1CCN(CC1)c1nnnn1CICN(CC)C(=
O)C1

CCN1CC(CC1=0)n1nnncIN1CCCC(CC#C)C1

CCOC(=0)[C@@H]1CCCN(C1)cinnnn1C1CN(
CC)C(=0)C1

CCOC(=0)C1CCCN(C1)clnnnnlC1CN(CCO)C(=
O)C1

CCN1CC(CC1=0)nlnnncIN(C)CCOclccc(F)cc
1

S160
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34
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472
473

474

475

476

477
478

479

480

481

482
483

484

485

486

487
488
489
490

15{204}
15{205}

15{205}
15{205}
15{205}

15{205}
15{205}

15{205}
15{205}
15{205}

15{205}
15{205}

15{205}
15{205}
15{205}

15{206}
15{207}
15{208}
15{209}

11{327}
11{435}

11{454}
11{438}
11{433}

11{455}
11{335}

114432}
11{429}
11{188}

11{431}
11{428}

11{434}
11{304}
11{456}

11{341}
11{302}
11{338}
11{350}

9{204,327}
9{205,435}

9{205,454}
9{205,438}
9{205,433}

9{205,455}
9{205,335}

9{205,432}
9{205,429}
9{205,188}

9{205,431}
9{205,428}

9{205,434}
9{205,304}
9{205,456}

9{206,341}
9{207,302}
9{208,338}
9{209,350}

CCNI1CC(CC1=0)nlnnncIN1CCCC1iclccscl

COC(=0O)[1C@]12CN(C[1C@H]1COCC2)clnn
nn1CC1=CCCCC1
CC10OCCC1LICN(CC(C)Ol)clnnnnlCC1=CCCC
C1
NC(=0O)[1C@]12CCC[1C@H]1CN(C2)cinnnnl
CC1=CCcCcCcC1
CC1CN(CC2(Ccocce2)01)cinnnnlCCl=CCCC
C1
CC10CCC1ICN(CCO1)cinnnnlCC1=CCCCC1

0=CINC(=0)[C@@H]2CN(C[C@H]12)c1nnnn
1CcC1=CCccccl

C(C1=CCCCC1)n1nnncINICCOCC2(CCOCC?)
c1

C(C1=CCCCC1)n1nnncINICCOC2(CCOCC2)C
c1

CCOC1CC2(C1)CCN(C2)clnnnn1CC1=CCCCC
1

C(C1=CCCCC1)n1nnncINICCOC2(CCSC2)Cl

O=C1NCCC2(CCN(CC2)c2nnnn2CC2=CCCCC
2)E:)(1C1:CCCCC1)n1nnnc1N 1CCOC2(Ccoce2)C
' CC(C)C(=O)NCC1CCCN(C1)clnnnnlCC1=CC
C((::((:(1:1=CCCCCl)n1nnnc1N 1CCC2(Cc1)0Cccco
i Clclccc(ccl)-clnoc(CCn2nnnc2N2CCCC2)nl

CN(CCOclccc(F)eel)cinnnnlCCL(C)CCOCL

CCCI1CN(CC(CC)O1)clnnnniCcleen(nl)C(C)C

CN(CCC=C)c1nnnn1C1CCN(CC(F)(F)F)C1=0
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491

492

493

494

495

496
497

498
499
500

501
502
503

504

505

506
507

508
509

15{210}
15{210}
15{211}
15{211}
15{211}

15{212}
15{212}
15{213}
15{213}
15{214}
15{215}
15{216}
15{217}
15{218}
15{218}
15{219}
15{219}

15{219}
15{220}

11{298}
11{297}
11{457}
11{359}
11{458}

11{327}
11{349}
11{297}
11{298}
11{320}

11{369}
11{319}
11{337}

11{288}
11{395}

114327}
11{365}

11{302}
11{304}

9{210,298}
9{210,297}
9{211,457}
9{211,359}
9{211,458}

9{212,327}
9{212,349}
9{213,297}
9{213,298}
9{214,320}

9{215,369}
9{216,319}
9{217,337}

9{218,288}
9{218,395}
9{219,327}
9{219,365}
9{219,302}
9{220,304}

Cclcc(Cn2nnnc2N2CCCC(C2)C2(C)0CCO2)nc
nl
Cclcc(Cn2nnnc2N2CCC(CC2)C2(C)0CCO2)ne
nl
CCc1ncc2C3CCC(Cc2n1)N3cinnnnlCCLCCL(C
)C
CC1(C)CC1CnlnnncIN1C[C@@H]2C[C@H](C
1)clccec(=0)n1C2
CO[1C@@H]1CS(=0)(=0O)[1C@H]2CN(C[1C
@@H]12)c1nnnn1CC1CC1(C)C
O=C1CNC(=0O)N1CCnlinnncIN1CCCC1lclccscl

O=C1CNC(=0O)N1CCn1nnnclN1CCCC(CC#C)
Cl
CC1(0OCCO1)C1CCN(CC1)clnnnn1Cclcconl

CC1(0OCCO1)C1CCCN(C1)clnnnniCclcconl

COC(=0)C1CCN(CC1)clnnnnlCclcc(F)cc(OC)
cl
CC1CN(CCO1l)clnnnnlCClCSCCS1

CCSclceec(Cn2nnnc2N(C)CC2COCCO02)cl

CN(CC1CCOC1)c1nnnn1CC1CCC(CCL)C(F)(F)
" CC(=0O)N1CCCN(CC1)clnnnn1CC1C(C)(C)C1(
C)(C::Cl((:)(:(CnZnnnczN2CCOC?>(CCOC3)C2)C1(
C)(C):=C1C:C(Cn2nnncZNZCCCCZchcch)CN1

CC1CC(CN1clnnnn1lCC1LCNC(=0)C1)clcec(C)
ccl
CN(CCOclccc(F)cel)clnnnnlCCLCNC(=0)C1

CC(C)C(=O)NCC1CCCN(C1)cinnnnlCCClCC
C1l
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510
511

512

513
514
515
516
517
518

519

520
521

522
523
524
525
526
527

528
529

15{220}
15{221}

15{221}

15{222}
15{223}
15{224}
15{225}
15{225}
15{225}

15{226}

15{227}
15{227}

15{227}
15{227}
15{227}
15{227}
15{227}
15{228}

15{229}
15{229}

11{288}
11{288}

11{395}

11{411}
11{333}
11{459}
11{366}
11{399}
11{367}

11{288}

11{460}
11{446}

11{461}
11{462}
11{463}
11{464}
11{465}
11{355}

11{327}
11{349}

9{220,288}
9{221,288}

9{221,395}

9{222,411}
9{223,333}
9{224,459}
9{225,366}
9{225,399}
9{225,367}

9{226,288}

9{227,460}
9{227,446}

9{227,461}
9{227,462}
9{227,463}
9{227,464}
9{227,465}
9{228,355}

9{229,327}
9{229,349}

CC(=0)N1CCCN(CC1)clnnnn1CCC1CCCl

CC(C)CCL(Cn2nnnc2N2CCCN(CC2)C(C)=0)C
CC1

CC(C)CCL(Cn2nnnc2N2CCOC3(CCOC3)C2)C
CC1

CCC1CCCN(C1)cinnnnlCclsnnclC

CC1(C)CN(CCS1)cinnnnlCclccc(F)enl
CCN(CC)clnnnnlCclnnc(C)sl
CN(CC(C)(C)O)cinnnnlCclcce(C)e(F)cl
COCC1(C)CCN(C1)clnnnnlCclcce(C)e(F)c1

CN(CC(=0O)N1CCOCC1)cinnnnlCclccc(C)c(F)
cl

CC(=O)N1CCCN(CC1)clnnnn1C1CCCC(C)(C)
C1l

Fclcee(ccl)NICCN(CC1)cinnnn1lOC1CCCCl

COC(=0)[1C@@H]1CN(C[1C@H]1C)clnnnnl
OcCi1cccc1
Cclcce(ccl)NICCN(CC1)clnnnnlOClCCCCl

CclccecccINICCN(CCL)clnnnnlOC1CCCCl
Cclcce(cc1C)NICCN(CC1)cinnnnlOC1CCCCl
Cclccec(cl)NICCN(CC1)clnnnnlOClCCCCl
CC1CCN(CC1C)cinnnnlOC1CCCCL

CCOC(=0)C1(Cn2nnnc2N(C)Cc2cnn(C)c2)CCC
1
CC1(C)CC(CCO1)nInnncIN1CCCClclcescl

CC1(C)CC(CCOL)n1nnncINICCCC(CCHC)CL
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530

531

532
533
534
535

536

537

538

539
540

541
542
543
544

545
546

o547

548

15{229}
15{230}

15{230}
15{231}
15{231}
15{231}

15{232}
15{232}
15{232}

15{233}
15{234}

15{235}
15{236}
15{236}
15{236}
15{237}
15{238}
15{239}

15{239}

11{338}
11{349}

11{350}
11{349}
11{288}
11{318}

11{466}
11{315}
11{467}

11{349}
11{468}
11{469}
11{349}
11{327}
11{338}
11{302}
11{318}
11{298}

11{468}

9{229,338}
9{230,349}

9{230,350}
9{231,349}
9{231,288}
9{231,318}

9{232,466}
9{232,315}
9{232,467}

9{233,349}
9{234,468}
9{235,469}
9{236,349}
9{236,327}
9{236,338}
9{237,302}
9{238,318}
9{239,298}

9{239,468}

CCC1CN(CC(CC)01)clnnnn1C1CCOC(C)(C)C
1

0=C(CCn1nnncIN1CCCC(CC#C)C1)NLCCCC
c1

CN(CCC=C)c1nnnn1CCC(=0)N1CCCCC1

C#CCC1CCCN(C1)c1nnnn1CCC1CClL
CC(=0)N1CCCN(CC1)clnnnn1CCC1CCl

C(CnlnnnclN1CCn2c(Cl)nnc2-
clcceecl)C1CClL

COC[C@@H](C)nlnnncIN1CCCC2(C1)Oclcce
cclC=C2

COC[C@@H](C)ninnncINIC[C@@H]2C[C@
H]1CN2C(=0)OC(C)(C)C

COC[C@@H](C)n1nnncIN1C2CCC1CC(CC(F)
(F)F)C2

C#CCC1CCCN(C1)cinnnnlCC1CCCS1

CC(=C)CCn1nnncIN1CCC(CCL)[1C@@H]10C
C[LC@H]1C(N)=0
COC1CCC(Cn2nnnc2N2CCSCC2C)CCl

CC1CC(CC(C)O1)ninnncIN1CCCC(CC#C)CL
CC1CC(CC(C)O1)n1nnncIN1CCCC1lclcescl

CCCI1CN(CC(CC)O1)clnnnnlCiCC(C)OC(C)C
1
CC1CC(CCO1)nInnncIN(C)CCOclccece(F)ecl

C1CC(C=C1)n1lnnnclN1CCn2c(Cl)nnc2-
clcccecl

CC1(OCCO1)CICCCN(C1)clnnnn1iCC1CCC=C
1

NC(=0)[1C@@H]1CCO[1C@H]1C1CCN(CC1)
clnnnn1lCC1CCC=C1
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549

550

551

552

553

554

555
556

557

558
559

560
561
562

563

564
565

566
567

15{239}
15{239}
15{239}
15{239}
15{239}
15{239}

15{239}
15{239}

15{239}

15{239}
15{240}
15{241}
15{241}
15{241}

15{242}

15{243}
15{244}
15{244}
15{245}

11{470}
114471}
11{360}
11{297}
11{287}
11{359}

11{320}
11{358}

11{472}

11{375}
11{304}
11{349}
11{327}
11{338}

11{338}

11{322}
114473}
114474}
11{288}

9{239,470}
9{239,471}
9{239,360}
9{239,297}
9{239,287}
9{239,359}

9{239,320}
9{239,358}

9{239,472}
9{239,375}
9{240,304}
9{241,349}
9{241,327}
9{241,338}
9{242,338}
9{243,322}
9{244,473}
9{244,474}
9{245,288}

CC(C)(C)OC(=O)NCICCN(Cl)cinnnnlCClCC
C=C1
CC(C)(C)OC(=O)N[C@H]1CCN(C1)clnnnnlC
Clccc=C1
CC(C)(C)OC(=0O)NC1CCN(CCl)cinnnnlCClC
CC=C1
CC1(OCCO1)C1CCN(CCl)cinnnnlCClCCC=C
1
O=C(N1CCN(CC1)cinnnnlCC1CCC=Cl)clccc
ol
O=clcccc2[C@@H]3C[C@@H](CN(C3)c3nnnn
3CC3CCC=C3)Cn12
COC(=0)C1CCN(CC1)clnnnnlCCicCcCC=C1

CC(C)(C)OC(=O)NCC1CCN(C1)cinnnnlCClC
CC=C1

CC(C)(C)OC(=O)N[C@@H]1CCN(C1)clnnnnl
cciccee=C1

C(C1CCC=C1)n1nnncIN1ICCN(CC1)clnceenl

CC(C)C(=0)NCC1CCCN(C1)clnnnn1CCCCCl
ccl
COC1(Cn2nnnc2N2CCCC(CC#C)C2)CCOCCL

COC1(Cn2nnnc2N2CCCC2c2ccsc2)CCOCCL

CCCI1CN(CC(CC)0O1)clnnnnlCC1l(CCOCCL)O
C

CCCI1CN(CC(CC)O1)clnnnnlCclcc(nol)C1iCC
1

CN(C1CC1l)clnnnnlCclnc(csl)C(F)(F)F

CCOC1CC(n2nnnc2N2CC[C@@H](C2)OCC)C
11ccccl
CCOC1CC(n2nnnc2N2CCC(C2)SC)C11CCCCL

CC(=0O)N1CCCN(CC1)clnnnnl1C1CCCCL(F)F
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568

569
570
571
572
573
574
575
576
577
578

579
580

581
582
583

584
585
586

587

15{246}

15{247}
15{247}
15{248}
15{248}
15{248}
15{248}
15{248}
15{248}
15{248}
15{248}
15{249}
15{249}
15{249}
15{249}
15{249}
15{249}
15{249}
15{250}

15{250}

114401}

11{298}
11{297}
11{284}
11{351}
11{475}
11{476}
114477}
11{478}
11{401}
11{443}
11{479}
114422}
11{341}
11{478}
11{443}
11{480}
11{284}
11{278}

11{4}

9{246,401}

9{247,298}
9{247,297}
9{248,284}
9{248,351}
9{248,475}
9{248,476}
9{248,477}
9{248,478}
9{248,401}
9{248,443}
9{249,479}
9{249,422}
9{249,341}
9{249,478}
9{249,443}
9{249,480}
9{249,284}
9{250,278}

9{250,4}

CC(C)(Cn1nnnclN1CCC(CCL)C(N)=0O)clccee(
F)cl
CSCC(C)nlnnncIN1CCCC(Cl)CL(C)OCcCcOo1

CSCC(C)ninnncIN1CCC(CC1)C1(C)OCCOo1
CC1(C)CN(CCO1)cinnnnlCclceee2neeccl?
CCN1CCN(CC1=0)clnnnnlCclcccc2nccccl?
C(clccee2neeccl12)ninnncIN1CCSCCL
FC1(F)CCN(CC1)clnnnnlCclccec2necccl2
COCC1CCCN(C1)cinnnnlCclcece2nceccl?
C(clccee2neeccl2)ninnncIN1CCCCClL
NC(=0O)C1CCN(CC1)clnnnnlCclcccc2necccl?

C[C@H]1CN(C[C@@H](C)O1)clnnnnlCclccc
c2nccccl?
CC(CnlnnncIN1CCCC(C)C1)clnc(C)esl

CC(Cn1nnncIN1CCC(CC(N)=0)CC1)clnc(C)cs
1
CC(Cn1nnncIN1CCCC1)clnc(C)esl

CC(CnlnnncIN1CCCCC1)cinc(C)esl

CC(CnlnnncIN1C[C@H](C)O[C@H](C)C1)cln
c(C)csl
CC(Cn1nnncIN1CCC(C)CC1)clnc(C)esl

CC(Cn1nnncIN1CCOC(C)(C)Cl)cinc(C)esl

C(CnlnnncIN1CCC2(CCOC2)C1)cinc2CCCc2s
1

C(CnlnnncIN1CCOC2(CCC2)C1l)clnc2CCCc2s
1
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588

589

590

591
592
593

594
595
596
597
598
599

600

601
602
603
604
605
606

607

15{250}
15{250}
15{250}

15{250}
15{251}
15{252}

15{252}
15{253}
15{254}
15{254}
15{255}
15{256}

15{257}

15{258}
15{258}
15{259}
15{259}
15{259}
15{260}

15{260}

11{179}
11{481}
11{482}

11{483}
11{338}
114321}

11{328}
11{405}
11{355}
11{355}
114322}
11{466}

11{288}

11{322}
11{391}
11{391}
11{337}
11{300}
11{484}

11{485}

9{250,179}
9{250,481}
9{250,482}

9{250,483}
9{251,338}
9{252,321}

9{252,328}
9{253,405}
9{254,355}
9{254,355}
9{255,322}
9{256,466}

9{257,288}

9{258,322}
9{258,391}
9{259,391}
9{259,337}
9{259,300}
9{260,484}

9{260,485}

OC[C@H]1[C@@H]2CN(C[C@H]12)c1nnnnlC

Cclnc2CCCc2s1

C(Cn1nnncIN1C[C@H]2CC=CC[C@H]2C1)cl

nc2CCCc2s1

C(Cn1nnncIN1CCC2(C1)OCCO2)cinc2CCCc2s

C(Cn1nnncIN1CC2CCC(C2)C1l)clnc2CCCc2s1
CCCI1CN(CC(CC)0O1)clnnnnlCclsc(C)nclC
OCC1CCN(CC1)c1lnnnnlCC1(CC1)clcccce(Cl)e

Clclccec(c1)C1(Cn2nnnc2N2CCOCC2)CCl
CCnlnncclCnlnnnclN1CCCC2(CCCCC2)C1
CN(Cclcnn(C)cl)clnnnnlCCC(C)(O)clcecccl
CN(Cclcnn(C)cl)cinnnnlCCC(C)(O)clecceecl
COclcec(Cn2nnnc2N(C)C2CC2)c(0OC)nl
CO[C@H](C)CnlnnncIN1CCCC2(C1)Oclccecc

1C=C2

CC(=0)N1CCCN(CC1)clnnnn1C1CCC2(CCCC

2)CC1

CN(C1CC1)c1nnnn1CC1CCC(F)(F)C1
CN(CC1CC1)clnnnn1CC1CCC(F)(F)C1
COCC(C)(C)CnlnnncIN(C)CC1CCl
COCC(C)(C)CnlnnncIN(C)CC1CCOC1
COCC(C)(C)Cn1nnncIN1CCCOCCL
CC1CCN(CC11CCCCCl)clnnnnl[C@@H]1CC

N(C1)C(C)=0

CC(=O)N1CC[C@H](C1l)nlnnnclN1CCCC2(C
S167

21

22
19

10

18

23

43
35
10
37
14
22

18

11



608

609
610
611
612
613
614
615

616

617

618

619

620

621
622
623
624

625

15{261}

15{261}
15{261}
15{262}
15{263}
15{264}
15{265}
15{266}

15{266}
15{266}
15{266}
15{266}
15{267}

15{268}
15{268}
15{269}
15{270}

15{270}

11{365}

11{327}
11{302}
11{319}
11{341}
11{319}
11{319}
11{486}

11{487}
11{488}
11{313}
11{489}
11{490}

11{356}
11{333}
11{319}
11{485}

11{365}

9{261,365}

9{261,327}
9{261,302}
9{262,319}
9{263,341}
9{264,319}
9{265,319}
9{266,486}

9{266,487}
9{266,488}
9{266,313}
9{266,489}
9{267,490}

9{268,356}
9{268,333}
9{269,319}
9{270,485}

9{270,365}

CCcCcC2)CccC1

CC1CC(CN1clnnnn1C1CCN(C)C1=0)clccce(C)
ccl
CN1CCC(C1=0)nlnnncIN1CCCC1clccscl

CN(CCOclcce(F)eecl)clnnnnlC1CCN(C)C1=0
CC(Cn1nnncIN(C)CC1COCCO1)Sclecccecl
CC(CnlnnncIN1CCCC1)OclccecclF
CC(CnlnnncIN(C)CC1COCCO01)0Ociccee(C)el
CC(CnlnnncIN(C)CC1COCCO01)0OclcceeclC

CC(C)(C)OC(=0O)N1C2CCCICN(C2)clnnnnlC
CCC#C
CC(C)(C)OC(=0O)N1CC2CCC(C1)N2clnnnnlC
CCC#C
CC(C)(C)OC(=0O)[1C@]12COC[1C@H]1CN(C2
)clnnnn1CCCC#C
CC(C)(C)OC(=O)N1C[C@H]2CN(C[C@H]2C1)
clnnnn1CCCC#C
CC(C)(C)OC(=0O)NCC12CC(CL1)CN2clnnnnlC
CCC#C
CC(O)C1CCN(CC1)clnnnnlCC1(Cc2cccecc2)CC
1
CN(CC1CcCC1)clnnnnlCclccc(CC(N)=0)ccl

CC1(C)CN(CCS1)clnnnnlCcleec(CC(N)=0)ccl
CSCclcce(Cn2nnnc2N(C)CC2COCCO2)ccl

NC(=O)[C@H]1C[C@H](C1)n1nnncIN1CCCC
2(Ccccez)ceet

CCI1CC(CNicinnnnl[C@@H]1C[C@@H](C1)
C(N)=0)clccc(C)ccl

S168

65
73

55

13

40

62

30
25

35

34

31
36

28

17

31

16
12
18
17

17



626

627

628

629

630

631
632
633
634
635

636
637
638
639
640
641
642
643
644

645

15{270}
15{270}
15{270}
15{271}
15{271}

15{272}
15{273}
15{274}
15{275}
15{276}

15{277}
15{278}
15{278}
15{279}
15{280}
15{280}
15{281}
15{282}
15{283}

15{284}

11{302}
11{26}
11{484}
11{288}
11{395}

11{319}
11{356}
11{328}
11{322}
11{288}

11{341}
11{349}
11{327}
11{491}
11{322}
11{391}
11{345}
11{350}
11{338}

11{355}

9{270,302}
9{270,26}
9{270,484}
9{271,288}
9{271,395}

9{272,319}
9{273,356}
9{274,328}
9{275,322}
9{276,288}

9{277,341}
9{278,349}
9{278,327}
9{279,491}
9{280,322}
9{280,391}
9{281,345}
9{282,350}
9{283,338}

9{284,355}

CN(CCOclccc(F)ecl)clnnnnl[C@@H]1C[C@
@H](C1)C(N)=0

NC(=0)[C@H]1C[C@H](C1)nlnnncIN1CCc2c
c(Chccec2C1

CCLlCCN(Cc11cceeec)clnnnnl[C@@H]LC
C@@H](CL)C(N)=0

CC(=0O)N1CCCN(CC1)clnnnnlCcCicCcC2CCC1C
Cc2

C(C1cc2cceceice2)ninnnclNICCOCc2(Ccoc
2)C1

CCSclcee(Cn2nnnc2N(C)CC2COCCO02)ccl

CN(CC1CCC1)clnnnnlCCnlcc(Br)cnl
Clclcee2n(CCn3nnnc3N3CCOCC3)ccc2cl
CN(C1CC1)cinnnniCclncc(Br)sl

CC(=0O)N1CCCN(CC1)clnnnnlCC1CCC2(CC2)
CC1
FC(F)Oclcccc(F)c1CnlnnncIN1CCCCl

C#CCC1CCCN(C1)cinnnniCclnnnnlC1CC1
C(c1nnnn1C1CC1)n1nnncIN1CCCClclcescl
CSC(C)CnlnnnclN1CCC(C1)N1CCCCL
CN(C1CC1)clnnnn1CCCnlcc(Br)cnl
CN(CC1CC1)cinnnn1CCCnlcc(Br)enl
C(c1nc2CCOCc2s1)ninnncIN1CCCCCCCL
CN(CCC=C)c1nnnn1C1CC(C1)OCclcccecl

CCCILCN(CC(CC)0O1)c1nnnn1C1CCN(C1)C(=0
)CC
COCCC1L(Cn2nnnc2N(C)Cc2cnn(C)c2)CCCC1

S169

21

10

30

66
57
23

13

36

39
80
27
33
38

42

10

20
38
13
16
18

19



646
647

648
649

650
651

652

653

654
655
656

657

658

659
660
661
662
663

664

15{285}
15{286}

15{287}
15{287}

15{287}
15{287}

15{288}
15{289}

15{290}
15{291}
15{292}

15{293}
15{293}

15{294}
15{294}
15{295}
15{296}
15{296}

15{297}

11{355}
11{288}

114492}
11{297}

114492}
11{298}

11{319}
11{338}

11{338}
11{328}
11{288}

11{297}
11{298}

11{322}
11{356}
11{339}
11{339}
11{338}

11{338}

9{285,355}
9{286,288}

9{287,492}
9{287,297}

9{287,492}
9{287,298}

9{288,319}
9{289,338}

9{290,338}
9{291,328}
9{292,288}

9{293,297}
9{293,298}

9{294,322}
9{294,356}
9{295,339}
9{296,339}
9{296,338}

9{297,338}

CCOCCC1(Cn2nnnc2N(C)Cc2cnn(C)c2)CCCC1

CCC1(Cn2nnnc2N2CCCN(CC2)C(C)=0)CCcCC
1
CN(CC(C)(O)clcceecl)cinnnnlCCcleennlC

CnlnccclCCnlnnncIN1CCC(CC1)C1(C)OCCO
1
CN(CC(C)(O)cicceecl)clnnnnlCCcelcennlC

CnlnccclCCnlnnncIN1CCCC(C1)C1(C)OCCO
' CN(CC1Cc0OCCO01)clnnnn1C1CCOC(CL)C(C)(C
)CCCC1CN(CC(CC)Ol)clnnnn1ClCCOC(C1)C(C
)CCCC1CN(CC(CC)Ol)clnnnn1CCCOC1CCOC1

CC(C)clesc(Cn2nnnc2N2CCOCC2)nl

CC(=0O)N1CCCN(CC1)clnnnniCCOCCICCCC
' CC1(OCCO1)CICCN(CC1)clnnnn1lCCCclccco
' CC1(OCCO1)C1CCCN(C1)clnnnnlCCCclccco
' CN(C1CC1)cinnnnlCclcnn(CC(F)(F)F)c1

CN(CC1CCC1)clnnnnlCclenn(CC(F)(F)F)cl
CNC(=0)C(C)(C)Cn1nnncIN(C)Cclccece(F)cl
CCNC(=0)C(C)(C)CnlnnncIN(C)Cclccec(F)cl

CCNC(=0)C(C)(C)CnlnnncIN1CC(CC)OC(CC)
C1l
CCCI1CN(CC(CC)0O1)clnnnnlCC(C)clncesl

S170

33
29

20

20
21

38

26

29

53

31

22

60
49

30

16
14

11

17

13

15

26

14

12

29
24

15



665
666
667

668
669
670

671
672
673
674
675

676

677
678
679
680
681
682
683
684

15{298}
15{298}
15{299}

15{299}
15{299}
15{300}

15{301}
15{302}
15{303}
15{304}
15{304}

15{305}

15{306}
15{306}
15{306}
15{306}
15{306}
15{306}
15{306}
15{306}

11{303}
11{417}
11{338}

11{327}
11{349}
11{493}

11{321}
11{355}
11{355}
11{349}
11{288}

11{288}

11{494}
11{147}
11{323}
11{390}
11{495}
11{176}
11{496}
11{178}

9{298,303}
9{298,417}
9{299,338}

9{299,327}
9{299,349}
9{300,493}

9{301,321}
9{302,355}
9{303,355}
9{304,349}
9{304,288}

9{305,288}

9{306,494}
9{306,147}
9{306,323}
9{306,390}
9{306,495}
9{306,176}
9{306,496}
9{306,178}

CCN(C)C(=0O)CnlnnnclN1CCCC(C)C1C
CCN(C)C(=0)Cn1nnnc1lN1CCc2cccc(OC)c2C1

CCCLCN(CC(CC)OL)clnnnnlClCC(OC)CL(C)
C
COC1CC(n2nnnc2N2CCCC2c2ccsc2)CL(C)C

COC1CC(n2nnnc2N2CCCC(CCHC)C2)CL(C)C

CC1CC2CCC(C1)N2c1nnnn1C1CN(C(=0)C1)C
(€)(C)C
CCSC1CCCC(CL)ninnncIN1CCC(CO)CCl

CC(C)C10ccccCitnlinnncIN(C)Ccelenn(C)cl
CCOCCC1(Cn2nnnc2N(C)Cc2cnn(C)c2)CCC1
COCCC1(Cn2nnnc2N2CCCC(CC#C)C2)CCC1

COCCC1(Cn2nnnc2N2CCCN(CC2)C(C)=0)CC
Cl

CC(C)CCL(Cn2nnnc2N2CCCN(CC2)C(C)=0)C
Cl

COCC1CN(CCO1)clnnnniCclcescclC

CclcscclCnlnnncIN1CCC(Cl)nlcec(Clenl
CclcscclCnlnnncIN1Cc2cccec2NC(=0)C1
CclcscclCnlnnncIN1CCN(CC1)S(C)(=0)=0
CC(=O)NCCI1CN(CCO1)clnnnniCclcscclC
CN(Cclcenc(C)sl)cinnnnlCclcscclC
CC(C#C)N(C)clnnnnlCclcscclC
CN(Cclccocl)clnnnnlCclcscclC

S171

46
11
26

56

24
28

52

21

13

28

11
14

26



685
686
687
688
689
690
691
692

693
694
695
696
697
698

699
700
701
702

703

704

15{306}
15{306}
15{306}
15{306}
15{306}
15{306}
15{306}
15{307}

15{308}
15{308}
15{308}
15{308}
15{309}
15{310}

15{311}
15{312}
15{312}
15{312}
15{312}

15{312}

11{108}
11{177}
11{261}
11{168}
114497}
11{19}
11{375}
11{288}

11{424}
11{423}
11{321}
11{328}
11{338}
11{338}

11{355}
11{375}
11{338}
11{287}
11{460}

11{498}

9{306,108}
9{306,177}
9{306,261}
9{306,168}
9{306,497}
9{306,19}
9{306,375}
9{307,288}

9{308,424}
9{308,423}
9{308,321}
9{308,328}
9{309,338}
9{310,338}

9{311,355}
9{312,375}
9{312,338}
9{312,287}
9{312,460}

9{312,498}

CclescclCnlnnnclN1ICCC(CCL)N1ICCCC1=0
CC(C)C(=O)N1CCCN(CC1)clnnnnlCclcscclC
CclescclCnlnnnclN1CCC(CCl)C1CCCOol
CclcscclCnlnnnclN1CCOC(C1)clceccol
CclecscclCnlnnncINICCN2C(C1)C(=0)NC2=0
COC1(CCN(C1)cinnnnlCclcscclC)C(F)(F)F
Cclescc1CnlnnncINICCN(CCl)clnccenl
CCCC1(Cn2nnnc2N2CCCN(CC2)C(C)=0)CCC

CCC(OCCnl1nnnclN1CCCC(O)C1)clccccecl
CCC(OCCn1nnncIN1CCNC(=0)C1)clcceccl
CCC(OCCnlnnnclN1CCC(CO)CC1)clcecccl
CCC(OCCn1nnncIN1CCOCC1)clceeccl
CCC1CN(CC(CC)01)c1nnnn1CC1(CCOC)CC1
CCOCCC1(Cn2nnnc2N2CC(CC)OC(CC)C2)CC

COC(CnlnnncIN(C)Cclcnn(C)cl)C1CCCCCL
COC1(Cn2nnnc2N2CCN(CC2)c2nceen2)CCCl
CCC1CN(CC(CC)01)c1nnnn1CC1(CCC1)0C
COC1(Cn2nnnc2N2CCN(CC2)C(=0)c2ccco2)C

CC1

COC1(Cn2nnnc2N2CCN(CC2)c2ccc(F)cc2)CCC

COC1(Cn2nnnc2N2CCN(CC2)c2ccecc2F)CCCl

S172

68
31

38
22

21
28

45

25
27

28

33
16

18
11

14

23

12
13

14



705

706
707
708

709
710

711

712

713

714

715

716

717
718

719

720
721
722
723

15{313}

15{314}
15{315}
15{316}

15{317}
15{317}

15{318}
15{319}
15{319}
15{320}
15{320}
15{320}

15{321}
15{321}
15{322}
15{323}
15{323}
15{323}
15{324}

11{338}

11{333}
11{337}
11{338}

11{288}
11{304}

11{304}
11{395}
11{288}
11365}
11{327}
11{302}

11{349}
11{288}
11{302}
11{349}
11{327}
11{302}
11{349}

9{313,338}

9{314,333}
9{315,337}
9{316,338}

9{317,288}
9{317,304}

9{318,304}
9{319,395}
9{319,288}
9{320,365}
9{320,327}
9{320,302}

9{321,349}
9{321,288}
9{322,302}
9{323,349}
9{323,327}
9{323,302}
9{324,349}

CCCILCN(CC(CC)O1)cinnnnlCC(C)(C)C(C)(C)
0]
CCc1nn(C)c(CC)clCnlnnncIN1CCSC(C)(C)C1

CSclccec(F)clCnlnnnclN(C)CC1CCOC1

CCC1CN(CC(CC)01)clnnnnlCCC1CC2CCCl
02
CCCC1(Cn2nnnc2N2CCCN(CC2)C(C)=0)CC1

CCCC1(Cn2nnnc2N2CCCC(CNC(=0)C(C)C)C2
)CC1
CC(C)C(=O)NCC1CCCN(Cl)cinnnnlC1CCC(C
)C1
CC(C)(CnlnnncIN1CCOC2(CCOC2)C1)cicC
CC1
CC(=O)N1CCCN(CC1)clnnnnlCC(C)(C)C1CC
CC1
CO[C@H]1C[C@@H](C1)nlnnncIN1CC(CC1C
)clcee(C)ecl
CO[C@H]1C[C@@H](C1)n1nnncIN1CCCC1lcl
cescl
CO[C@H]1C[C@@H](C1)n1nnnclN(C)CCOcl
ccc(F)ccl
CCC1(Cn2nnnc2N2CCCC(CC#C)C2)CCcOocCCL

CCC1(Cn2nnnc2N2CCCN(CC2)C(C)=0)CccocC
C1l

CN(CCOclccc(F)ccl)clnnnnlC1CC(CL)C(N)=
O

COCCI1CC(C1)nlnnncIN1CCCC(CC#C)C1

COCC1CC(C1)nlnnncIN1CCCC1clcescl
COCCI1CC(C1)nInnncIN(C)CCOclccece(F)ecl

CS(=0)(=0)C1(Cn2nnnc2N2CCCC(CCHC)C2)C
Cc1
S173

23
17

27
30

38

16

38

60

189

10

30

15
68
16
13

11

13

14

18

17

28

89

15

34



724
725
726

727

728

729

730

731

732

733

734

735

736

737
738
739

740
741

15{324}
15{325}
15{326}

15{327}
15{327}
15{328}
15{328}
15{328}
15{329}
15{329}
15{329}
15{330}
15{330}

15{331}
15{331}
15{332}

15{333}
15{333}

11{350}
11{338}
11{179}

11{304}
11{472}
11{302}
11{327}
11{349}
11{302}
11{327}
11{349}
11{499}
11{493}

11{300}
11{337}
11{500}

11{501}
11{302}

9{324,350}
9{325,338}
9{326,179}

9{327,304}
9{327,472}
9{328,302}
9{328,327}
9{328,349}
9{329,302}
9{329,327}
9{329,349}
9{330,499}
9{330,493}

9{331,300}
9{331,337}
9{332,500}

9{333,501}
9{333,302}

CN(CCC=C)c1nnnn1CC1(CC1)S(C)(=0)=0
CCC1CN(CC(CC)01)clnnnnlCC1CCOC(C)CL

CC1(Cn2nnnc2N2C[C@H]3[C@H](CO)[C@H]
3C2)CCCc2cccccl2
CC(C)C(=O)NCC1CCCN(C1)c1innnnlC1CC2(C
CC2)C1
CC(C)(C)OC(=O)N[C@@H]1CCN(C1)cinnnnl
ClCcz(ccea) el
CCO[C@H]1C[C@H](C1)n1nnncIN(C)CCOclc
cc(F)ccl
CCO[C@H]1C[C@H](C1)n1nnncIN1CCCC1cl
cescl
CCO[C@H]1C[C@H](C1)nlnnncIN1CCCC(CC
#C)C1
CCO[C@H]1C[C@@H](C1)n1lnnnclN(C)CCOc
1ccc(F)ccl
CCO[C@H]1C[C@@H](C1)nlnnnclN1CCCC1
clcescl
CCO[C@H]1C[C@@H](C1)nlnnncIN1CCCC(
CC#C)C1
0=S1(=0)CCCCC1CnlnnncIN1CCCC2(CC2)C
C1l
CC1CC2CCC(C1)N2c1lnnnn1CC1CCCCS1(=0)
=0
FC(F)(F)clcc(Cn2nnnc2N2CCCOCC2)csl

CN(CC1CCOC1)cInnnnlCelesc(cl)C(F)(F)F

CON1CCC(CC1)nInnncIN1CCCC(C1)clcc2cecc
cc2[nH]1
CCN(CC(C)=C)c1innnn1C1COC2(CCC2)C1

CN(CCOclcce(F)eel)clnnnnlC1COC2(CCC2)C
1

S174

34

34

29

18

62

33

25

55
25

35
47

11

12

15

18

16

15

33

15

13

27
13

18
24



742
743

744

745

746

747

748

749

750

751

752

753

754

755

756

757

758

759

15{334}
15{335}

15{335}
15{335}
15{335}
15{335}
15{335}
15{335}
15{335}
15{335}
15{335}
15{335}
15{335}
15{335}
15{335}
15{335}
15{335}

15{335}

11{391}
11{430}

11{436}
11{359}
11{419}
11{502}
11{371}
11{408}
11{404}
11{406}
11{413}
11{407}
11{457}
11{503}
11{421}
11{467}
11{402}

11{104}

9{334,391}
9{335,430}

9{335,436}
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CCOC(=0O)[1C@@H]1[1C@@H]2CCN(C[1C@
H]12)clnnnnl[C@@H]1CCO[C@@H]1C
COC(=0)[1C@]12CCC[1C@H]IN(CC2)c1innnn
l[C@@H]1CCO[C@@H]1C
C[C@H]10CC[C@H]1nlnnncIN1C[C@@H]2C
[C@H](C1)clceee(=0)n1C2
C[C@H]10CC[C@H]1nlnnncIN1C2CCC1CC1
(CCL(F)F)C2
C[C@H]10CC[C@H]1n1lnnncIN1CCC2(C1)Oc
1cceeclO2
C[C@H]10CC[C@H]1n1lnnncIN1CCOC2(CCc
3cceec23)Cl
C[C@H]10CC[C@H]1nlnnncIN1CCCC2(CCC
C2)C1
COC(=0)[1C@]12CN(C[1C@H]1CCCC2)clnnn
nl[C@@H]1CCO[C@@H]1C
C[C@H]10CC[C@H]1nlnnncIN1CCC(C)C2(C
CC2)C1
C[C@H]1OCC[C@H]1nlnnncIN1CC(C)OC2(C
CCC2)C1
C[C@H]10CC[C@H]1nlnnncIN1CCC2(C1)CC
CCeC2
CCclncc2C3CCC(Cc2n1)N3cinnnnl[C@@H]1
CCO[C@@H]1C
C[C@H]10CC[C@H]1n1lnnncIN1CCCN2C(Cc
3cceec23)Cl
C[C@H]10CC[C@H]1nlnnncIN1CCC2(C1)OC
clccecec2l
C[C@H]10CC[C@H]1n1lnnncIN1C2CCC1CC(
CC(F)(F)F)C2
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11{322}

11{391}
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11{304}

9{335,409}
9{335,412}
9{335,282}
9{336,288}
9{336,304}

9{337,322}
9{337,356}
9{338,322}

9{338,391}
9{339,288}
9{339,395}
9{340,504}
9{340,319}

9{341,346}
9{342,288}

9{343,288}

9{344,304}

cc2)cl

C[C@H]10CC[C@H]1n1nnncIN1CCSC2(CCC
CC2)C1
CON(CcC1cc2ceei1c2)cinnnnl[C@@H]1CCOo
[C@@H]1C
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)C2(CCCCC2)C1
CCC[1IC@@H]1C[1C@H]1n1nnncIN1ICCCN(C
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NC(=0)C(C)C)C1
CN(C1CC1)c1lnnnn1C1CCOC(C1)cleenniC

CN(CC1CCC1)c1nnnn1C1CCOC(C1)clcennlC

CN(C1CC1)cinnnnlC[C@@H]1CCCN(C)[C@
H]lclccnnlC
CN(CC1CC1)clnnnnlC[C@@H]1CCCN(C)[C
@H]1clcennlC
CC(=0)N1CCCN(CCl)clnnnnlCC(C1CCCI1)C1
CCcC1
C(C(C1cceaycicecei)ninnnelNICCOoCc2(CC
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O=C1CN(CCN1C1CCl)clnnnnlCCClCCC2(C
CC2)01
CN(CC1COCCO01)clnnnnlCCC1CCC2(CCC2)
o1
CCN(C)clnnnnl1Cclnc(n2CCCCcl2)C(F)(F)F

CC(=0)N1CCCN(CC1)clnnnn1CC(C)(C)C1CC
c1
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CNC(=0)C(C)C)C1
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CCN1CCC(C1=0)n1lnnncIN(C)CCOclccc(F)cc
1

CN(CCOclccc(F)ccl)clnnnnl[C@H]1C[C@@
H](C1)C(N)=0

CCCILCN(CC(CC)0Ol)clnnnnlCCCL(COC)CCL

CCC1CN(CC(CC)01)clnnnnlCCCC1(0)CCCl
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CN(CCC=C)c1nnnn1C1CCN(C2CCCCC2)C1=0

CO[C@@H]1C[C@H](Cn2nnnc2N2CCCC(CC#
C)C2)C1
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CCC)21ClCC2(CCC(Cn3nnnc3N3CCC(C)C(C)C3)02)
CCC)21CN(CC(C)=C)clnnnnlCClCCCZ(COC(C)CZ)
O%:ClCCZ(CCC(CnSnnnc3N3CCCCCC3)OZ)COl

CC1CC2(CCC(Cn3nnnc3N3CCC(C)CC3)02)C
o1

CC1CC2(CCC(Cn3nnnc3N3CCCC(C)C3)02)C
o1

CN(CC=C)c1nnnn1CC1(C)CCOC2(CCC2)CL

CCO[C@H]1CCN(C1)cLnnnn1CC1(C)CCOC2(
CCC2)Cl

CN(CCC=C)c1nnnnlC[1C@@H]1CCO[1C@H]
1clcceecl

CCN(CC(C)=C)c1nnnn1CC12COCCN1C(=0)C
0C2

CCN(CC(C)=C)c1lnnnn1CC1CC2(CO1)CCOCC
2

CCN(CC(C)=C)c1nnnn1CC1CC2CCC(CL)S2(=
0)=0

CCN(CC(C)=C)c1nnnn1CC1CCC2(CCOCC2)C
o1

CCN(CC(C)=C)c1lnnnn1CCC1CCC2(CCOCC2)
co1

CC(=0)N1CCCN(CC1)c1nnnn1CCC1CCCCL(F)
F

0=C1CN(CCN1C1CC1)clnnnn1CC1CCC2(CC
C2)co1
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9{378,472}

NC(=0)CC1CC(C1)ninnncIN1CCCC(CC#C)C1
NC(=0)CC1CC(C1)nlnnncIN1CCCC1clccescl

0=C1CN(CCN1C1CC1)clnnnn1CC1CC2CCC(
C1)S2

OC1(CCN(C1)clnnnn1CC1CC2CCC(CL)S2)C(F
)F

COC1(Cn2nnnc2N(C)CCC=C)CCS(=0)(=0)C1

O=c1[nH]ncn1C1CCN(CC1)clnnnn1CC12CC1C
CCcC2

FC(F)(F)C1CCC(Cn2nnnc2N2CCCC(CC#C)C2)
01

CN(CCC=C)c1nnnn1CC1CCC(O1)C(F)(F)F

FC1(F)[1C@@H](Cn2nnnc2N2CCC3(COC3)C2
)J[1IC@@H]1clceeecl
FC1(F)[1C@@H](Cn2nnnc2N2C3CCC2CC3)[1
C@@H]1clcccecl
OC[C@H]1[C@@H]2CN(C[C@H]12)cinnnnlC
[IC@@H]1[1C@@H](c2cccec2)CL(F)F
FC1(F)[1C@@H](Cn2nnnc2N2CC3CC3C2)[1C
@@H]1clcceecl
CN(C)C(=O)C1CCN(Cl)clnnnnl[i1C@@H]1[1
C@H]2Cc3cccec3[lC@@H]12
O=C1CN(CCN1ClCCl)cinnnnl[l1C@@H]1[1C
@H]2Cc3cccec3[1IC@@H]12
O=C1CN(CCN1C1CCl)clinnnnlCClCCCC2(C
CC2)01
CCN(CC(C)=C)c1nnnn1CC1CCC2(CCOCC2)0
1
CN(C)C(=0O)C1CCN(Cl)clnnnnlC[1C@]12C[1
C@H]1ccez
CC(C)(C)OC(=O)N[C@@H]1CCN(C1)cinnnnl
C[1C@]12C[1C@H]1CCC2
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'H NMR spectrum of the compound 8{2,8}.
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3C NMR spectrum of the compound 8{2,8}.
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'H NMR spectrum of the compound 8{10,50}.
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3¢ NMR spectrum of the compound 8{10,50}.
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'H NMR spectrum of the compound 8{15,8)}.
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3C NMR spectrum of the compound 8{15,8)}.
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'H NMR spectrum of the compound 8{15,71}.
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3¢ NMR spectrum of the compound 8{15,71}.
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'H NMR spectrum of the compound 8{15,72)}.
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3C NMR spectrum of the compound 8{15,72)}.
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'H NMR spectrum of the compound 8{36,164}.
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13C NMR spectrum of the compound 8{36,164}.
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'H NMR spectrum of the compound 8{40,188}.
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13C NMR spectrum of the compound 8{40,188}.
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'H NMR spectrum of the compound 8{40,192}.
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13C NMR spectrum of the compound 8{40,192}.
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'H NMR spectrum of the compound 8{41,147}.
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13C NMR spectrum of the compound 8{41,147}.
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'H NMR spectrum of the compound 8{41,148}.
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13C NMR spectrum of the compound 8{41,148}.
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'H NMR spectrum of the compound 8{41,210}.
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13C NMR spectrum of the compound 8{41,210}.
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'H NMR spectrum of the compound 8{41,211}.
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13C NMR spectrum of the compound 8{41,211}.
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'H NMR spectrum of the compound 8{41,212}.
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13C NMR spectrum of the compound 8{41,212}.
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F NMR spectrum of the compound 8{41,212}.
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'H NMR spectrum of the compound 8{42,193}.
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13C NMR spectrum of the compound 8{42,193}.
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'H NMR spectrum of the compound 8{42,227}.
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13C NMR spectrum of the compound 8{42,227}.
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'H NMR spectrum of the compound 8{51,251}.
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13C NMR spectrum of the compound 8{51,251}.
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'H NMR spectrum of the compound 8{53,236}.
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13C NMR spectrum of the compound 8{53,236}.
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F NMR spectrum of the compound 8{53,236}.
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'H NMR spectrum of the compound 8{56,108}.
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13C NMR spectrum of the compound 8{56,108}.
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'H NMR spectrum of the compound 8{56,271}.
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13C NMR spectrum of the compound 8{56,271}.
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F NMR spectrum of the compound 8{56,271}.
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'H NMR spectrum of the compound 8{58,280}.
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13C NMR spectrum of the compound 8{58,280}.
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F NMR spectrum of the compound 8{58,280}.
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'H NMR spectrum of the compound 9{4,289}.
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3¢ NMR spectrum of the compound 9{4,289}.
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'H NMR spectrum of the compound 9{4,291}.
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3¢ NMR spectrum of the compound 9{4,291}.
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F NMR spectrum of the compound 9{4,291}.
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'H NMR spectrum of the compound 9{18,300}.
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3C NMR spectrum of the compound 9{18,300}.
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'H NMR spectrum of the compound 9{25,147}.
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13C NMR spectrum of the compound 9{25,147}.
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'H NMR spectrum of the compound 9{52,319}.
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13C NMR spectrum of the compound 9{52,319}.
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'H NMR spectrum of the compound 9{55,337}.
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13C NMR spectrum of the compound 9{55,337}.
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F NMR spectrum of the compound 9{55,337}.
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'H NMR spectrum of the compound 9{57,261}.
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13C NMR spectrum of the compound 9{57,261}.
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F NMR spectrum of the compound 9{57,261}.
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'H NMR spectrum of the compound 9{57,300}.
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%C NMR spectrum of the compound 9{57,300}.
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F NMR spectrum of the compound 9{57,300}.
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'H NMR spectrum of the compound 9{63,327}.
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13C NMR spectrum of the compound 9{63,327}.
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'H NMR spectrum of the compound 9{68,300}.
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13C NMR spectrum of the compound 9{68,300}.
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'H NMR spectrum of the compound 9{77,363}.
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13C NMR spectrum of the compound 9{77,363}.
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F NMR spectrum of the compound 9{77,363}.
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'H NMR spectrum of the compound 9{84,319}.
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13C NMR spectrum of the compound 9{84,319}.
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'H NMR spectrum of the compound 9{90,371}.
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13C NMR spectrum of the compound 9{90,371}.
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'H NMR spectrum of the compound 9{102,356}.
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13C NMR spectrum of the compound 9{102,356}.
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'H NMR spectrum of the compound 9{103,386}.
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13C NMR spectrum of the compound 9{103,386}.
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F NMR spectrum of the compound 9{103,386}.
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'H NMR spectrum of the compound 9{110,333}.
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13C NMR spectrum of the compound 9{110,333}.
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'H NMR spectrum of the compound 9{121,302}.
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13C NMR spectrum of the compound 9{121,302}.
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F NMR spectrum of the compound 9{121,302}.
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'H NMR spectrum of the compound 9{(146,322}.
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3C NMR spectrum of the compound 9{(146,322}.
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'H NMR spectrum of the compound 9{175,299}.
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13C NMR spectrum of the compound 9{175,299}.
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F NMR spectrum of the compound 9{175,299}.
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'H NMR spectrum of the compound 9{151,319}.
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13C NMR spectrum of the compound 9{151,319}.
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'H NMR spectrum of the compound 9{165,299}.

—6.05
—5.82

[

5.25

—~3.36

N33
~3.15
— 169
— 158

CH,
|
1
| | f |
1
I iy 58 Ay
s = 8 859 o8
= 3 3 I NS
T T T T T T T T T T T T T T T T T
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
f1 (ppm)

S273



13C NMR spectrum of the compound 9{165,299}.
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'H NMR spectrum of the compound 9{175,299}.
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13C NMR spectrum of the compound 9{175,299}.

o ~ o~ o
P S o NS o - © Qo w o o o9 ~
* ? ERE ~ < S W wm R =
s b ] N 3 RRLLL IR =
Nie NS A4
Hs
H;C
\
©  oH
NW/ N
N\
N— N
! 1
I
]
" " ‘ l 1 J n
Ut
T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20 10

f1 (ppm)

S276



'H NMR spectrum of the compound 9{188,338}.
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13C NMR spectrum of the compound 9{188,338}.
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'H NMR spectrum of the compound 9{190,341}.
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13C NMR spectrum of the compound 9{190,341}.
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F NMR spectrum of the compound 9{190,341}.
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'H NMR spectrum of the compound 9{262,319}.
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13C NMR spectrum of the compound 9{262,319}.
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'H NMR spectrum of the compound 9{263,341}.
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13C NMR spectrum of the compound 9{263,341}.
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F NMR spectrum of the compound 9{263,341}.
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'H NMR spectrum of the compound 9{272,319}.
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13C NMR spectrum of the compound 9{272,319}.
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'H NMR spectrum of the compound 9{280,391}.
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13C NMR spectrum of the compound 9{280,391}.
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'H NMR spectrum of the compound 9{306,261}.
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13C NMR spectrum of the compound 9{306,261}.
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'H NMR spectrum of the compound 9{341,346}.
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13C NMR spectrum of the compound 9{341,346}.
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F NMR spectrum of the compound 9{341,346}.
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'H NMR spectrum of the compound 9{375,511}.
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13C NMR spectrum of the compound 9{375,511}.

8%
8%
L'8¢C
L'8C
0°€e
0%€
TvE
T'6e
[4)

L'9¢ |N.

8'6€ .\
144
8'8p
68y V.

¥'18
m.ﬁmw.

0%t
(474} /

[4-74"
§91
§'9ct N
8'9¢t

€Tl
A

tat]

€951
€941 V.

174 S

/e

H;G— N

z
N\ /N

-
W N—

o

T T T T T T T T T
190 180 170 160 150 140 130 120 110 100
f1 (ppm)

T
200

S297



