
N

N
H

OH

t1 ([*:1]-[#6X4:2]-[#6X4:3]-[*:4])

F

t1 ([*:1]-[#6X4:2]-[#6X4:3]-[*:4]) t2 ([#6X4:1]-[#6X4:2]-[#6X4:3]-[#6X4:4])

O

t2 ([#6X4:1]-[#6X4:2]-[#6X4:3]-[#6X4:4])

NO

t3 ([#1:1]-[#6X4:2]-[#6X4:3]-[#1:4]) t3 ([#1:1]-[#6X4:2]-[#6X4:3]-[#1:4])

OH

OH

t3 ([#1:1]-[#6X4:2]-[#6X4:3]-[#1:4])

O

O

S

t3 ([#1:1]-[#6X4:2]-[#6X4:3]-[#1:4])

N
H2+

t4 ([#1:1]-[#6X4:2]-[#6X4:3]-[#6X4:4])

t4 ([#1:1]-[#6X4:2]-[#6X4:3]-[#6X4:4])

O

t4 ([#1:1]-[#6X4:2]-[#6X4:3]-[#6X4:4])

N

O

t4 ([#1:1]-[#6X4:2]-[#6X4:3]-[#6X4:4])

O

t4 ([#1:1]-[#6X4:2]-[#6X4:3]-[#6X4:4]) t4 ([#1:1]-[#6X4:2]-[#6X4:3]-[#6X4:4])

OH

OH

t5 ([#8X2:1]-[#6X4:2]-[#6X4:3]-[#8X2:4])

O

OH

OH

t5 ([#8X2:1]-[#6X4:2]-[#6X4:3]-[#8X2:4])

OH

OH

t9 ([#1:1]-[#6X4:2]-[#6X4:3]-[#8X2:4])

O

t9 ([#1:1]-[#6X4:2]-[#6X4:3]-[#8X2:4])

F

t10 ([#1:1]-[#6X4:2]-[#6X4:3]-[#9:4])

OH
OH

t13 ([*:1]-[#6X4:2]-[#6X4;r3:3]-[*:4]) t17 ([*:1]~[#6X3:2]-[#6X4:3]-[*:4])



OO S

t17 ([*:1]~[#6X3:2]-[#6X4:3]-[*:4])

N
H

O

t20 ([*:1]-[#6X4:2]-[#6X3:3]=[*:4])

O

t20 ([*:1]-[#6X4:2]-[#6X3:3]=[*:4])

t20 ([*:1]-[#6X4:2]-[#6X3:3]=[*:4])

N
O

t20 ([*:1]-[#6X4:2]-[#6X3:3]=[*:4])

N NH

O

t18 ([#1:1]-[#6X4:2]-[#6X3:3]=[#8X1:4])

O

OH

t18 ([#1:1]-[#6X4:2]-[#6X3:3]=[#8X1:4])

O

t18 ([#1:1]-[#6X4:2]-[#6X3:3]=[#8X1:4])

N
H

N
H

O

O

t19 ([#1:1]-[#6X4:2]-[#6X3:3]=[#6X3:4])

t19 ([#1:1]-[#6X4:2]-[#6X3:3]=[#6X3:4])

N

N

N

O

t19 ([#1:1]-[#6X4:2]-[#6X3:3]=[#6X3:4])

N N
H

O

t21 ([#6X3:1]-[#6X4:2]-[#6X3:3]=[#6X3:4])

N
H

O

t21 ([#6X3:1]-[#6X4:2]-[#6X3:3]=[#6X3:4])

N

N
H

NH
O

t22 ([#7X3:1]-[#6X4:2]-[#6X3:3]-[#7X3:4])

N

N

NH
O

t22 ([#7X3:1]-[#6X4:2]-[#6X3:3]-[#7X3:4])

N

N
H

NH
O

t22 ([#7X3:1]-[#6X4:2]-[#6X3:3]-[#7X3:4])

N

N
H

t23 ([#6X4:1]-[#6X4:2]-[#6X3:3]-[#7X3:4])

NHO

t23 ([#6X4:1]-[#6X4:2]-[#6X3:3]-[#7X3:4])

N O

O

t23 ([#6X4:1]-[#6X4:2]-[#6X3:3]-[#7X3:4])

N

S

t24 ([#16X2,#16X1-1,#16X3+1:1]-[#6X3:2]-[#6X4:3]-[#1:4])

N
H

O

F

t27 ([*:1]-[#6X4;r3:2]-[#6X3:3]~[*:4])



N

N

N
H

O

t27 ([*:1]-[#6X4;r3:2]-[#6X3:3]~[*:4]) t29 ([#1:1]-[#6X4;r3:2]-[#6X3:3]~[#6X3:4])

N

t29 ([#1:1]-[#6X4;r3:2]-[#6X3:3]~[#6X3:4])

NH

t33 ([#7X3:1]-[#6X4;r3:2]-[#6X3:3]~[#6X3:4])

N

N

t39 ([#6X4;r3:1]-;@[#6X4;r3:2]-[#6X3;r6:3]:[#7X2;r6:4])

N

N
H

NH O

t40 ([#6X4;r3:1]-;@[#6X4;r3:2]-[#6X3:3]=[#7X2:4])

OO

t41 ([#6X4;r3:1]-;@[#6X4;r3:2]-[#6X3:3]-[#8X2:4])

O

O
F

t41 ([#6X4;r3:1]-;@[#6X4;r3:2]-[#6X3:3]-[#8X2:4])

N

N

t43 ([*:1]~[#6X3:2]-[#6X3:3]~[*:4])

t43 ([*:1]~[#6X3:2]-[#6X3:3]~[*:4]) t43 ([*:1]~[#6X3:2]-[#6X3:3]~[*:4])

N

N
H2

+

t44 ([*:1]~[#6X3:2]:[#6X3:3]~[*:4])

N

NO

t44 ([*:1]~[#6X3:2]:[#6X3:3]~[*:4])

N
O

O

OH

S

t44 ([*:1]~[#6X3:2]:[#6X3:3]~[*:4]) t45 ([*:1]-,:[#6X3:2]=[#6X3:3]-,:[*:4])

t45 ([*:1]-,:[#6X3:2]=[#6X3:3]-,:[*:4]) t46 ([#6X4:1]-[#6X3:2]=[#6X3:3]-[#6X4:4]) t46 ([#6X4:1]-[#6X3:2]=[#6X3:3]-[#6X4:4])

N

N
H

NH

O

t47 ([*:1]~[#6X3:2]-[#6X3$(*=[#8,#16,#7]):3]~[*:4])

N

N

N

O

t47 ([*:1]~[#6X3:2]-[#6X3$(*=[#8,#16,#7]):3]~[*:4])

N

N
H

O

F

t47 ([*:1]~[#6X3:2]-[#6X3$(*=[#8,#16,#7]):3]~[*:4])



O

OH

t47 ([*:1]~[#6X3:2]-[#6X3$(*=[#8,#16,#7]):3]~[*:4])

N

O

t47 ([*:1]~[#6X3:2]-[#6X3$(*=[#8,#16,#7]):3]~[*:4])

N
H

O
O

t48 ([#6X3:1]=[#6X3:2]-[#6X3:3]=[#8X1:4])

O

S

t48 ([#6X3:1]=[#6X3:2]-[#6X3:3]=[#8X1:4])

N
H

N

NH2
+

O

t51 ([*:1]-[#6X4:2]-[#7X3:3]-[*:4])

N

O O

S

t51 ([*:1]-[#6X4:2]-[#7X3:3]-[*:4])

N

N
H2

+

t52 ([#6X4:1]-[#6X4:2]-[#7X4,#7X3:3]-[#6X4:4])

N
H

+

t52 ([#6X4:1]-[#6X4:2]-[#7X4,#7X3:3]-[#6X4:4])

N O

t59 ([*:1]-[#6X4:2]-[#7X3$(*~[#6X3,#6X2]):3]~[*:4])

N

t59 ([*:1]-[#6X4:2]-[#7X3$(*~[#6X3,#6X2]):3]~[*:4])

N

N

N
H

O

t61 ([#6X3:1]-[#7X3:2]-[#6X4:3]-[#6X3:4])

N

O

t62 ([#6X4:1]-[#6X4:2]-[#7X3:3]-[#6X3:4]=[#8,#16,#7])

N O

t62 ([#6X4:1]-[#6X4:2]-[#7X3:3]-[#6X3:4]=[#8,#16,#7])

N O

t64 ([#6X3:1]-[#7X3:2]-[#6X4;r3:3]-[#6X4;r3:4])

NH

NH

O

t64 ([#6X3:1]-[#7X3:2]-[#6X4;r3:3]-[#6X4;r3:4])

N
H

O O

t68 ([*:1]~[#7X3,#7X2-1:2]-;@[#6X3:3]~[*:4])

N
H

Cl

t68 ([*:1]~[#7X3,#7X2-1:2]-;@[#6X3:3]~[*:4])

N-

N

N

N

t68 ([*:1]~[#7X3,#7X2-1:2]-;@[#6X3:3]~[*:4])

N

t69 ([*:1]~[#7X3,#7X2-1:2]-!@[#6X3:3]~[*:4])

NH

OO S

t69 ([*:1]~[#7X3,#7X2-1:2]-!@[#6X3:3]~[*:4])

N NH

O

t70 ([#1:1]-[#7X3:2]-[#6X3:3]=[#8,#16,#7:4])



NH

O

O

t70 ([#1:1]-[#7X3:2]-[#6X3:3]=[#8,#16,#7:4])

NH

NH
O

O

t70 ([#1:1]-[#7X3:2]-[#6X3:3]=[#8,#16,#7:4])

N

N
H

t71 ([*:1]-[#7X3;r5:2]-@[#6X3;r5:3]~[*:4])

N

N
H

N

O

O

S

t71 ([*:1]-[#7X3;r5:2]-@[#6X3;r5:3]~[*:4])

N
H

N+

O-

O

t72 ([#8X1:1]~[#7X3:2]~[#6X3:3]~[*:4])

N

N

N
N

t75 ([*:1]~[#7X2,#7X3$(*~[#8X1]):2]:[#6X3:3]~[*:4])

N

N

N

O

t75 ([*:1]~[#7X2,#7X3$(*~[#8X1]):2]:[#6X3:3]~[*:4])

N

F

t76 ([#6X3:1]:[#7X2:2]:[#6X3:3]:[#6X3:4])

N
O

t76 ([#6X3:1]:[#7X2:2]:[#6X3:3]:[#6X3:4])

N

N
H

OH

t85 ([#6X4:1]-[#6X4:2]-[#8X2H1:3]-[#1:4])

OH

OH

t85 ([#6X4:1]-[#6X4:2]-[#8X2H1:3]-[#1:4])

OH

O

t85 ([#6X4:1]-[#6X4:2]-[#8X2H1:3]-[#1:4])

N
H

O O

t86 ([*:1]-[#6X4:2]-[#8X2H0:3]-[*:4])

O

t86 ([*:1]-[#6X4:2]-[#8X2H0:3]-[*:4])

OH

O

t87 ([#6X4:1]-[#6X4:2]-[#8X2H0:3]-[#6X4:4])

O

t88 ([#6X4:1]-[#6X4:2]-[#8X2:3]-[#6X3:4])

N O

t88 ([#6X4:1]-[#6X4:2]-[#8X2:3]-[#6X3:4])

O O

t91 ([#6X3:1]-[#8X2:2]-[#6X4;r3:3]-@[#6X4;r3:4])

OH
OH

t94 ([#1:1]-[#8X2:2]-[#6X4;r3:3]-[#6X4:4])

N O

t96 ([*:1]~[#6X3:2]-[#8X2:3]-[*:4])
O

O

t96 ([*:1]~[#6X3:2]-[#8X2:3]-[*:4])



NH

O

t96 ([*:1]~[#6X3:2]-[#8X2:3]-[*:4])

OH

O

t97 ([*:1]~[#6X3:2]-[#8X2:3]-[#1:4])

N
H

N

O

OH

t97 ([*:1]~[#6X3:2]-[#8X2:3]-[#1:4])

O

O
F

t98 ([*:1]~[#6X3:2](=[#8,#16,#7])-[#8X2H0:3]-[*:4])

N

O

O

t98 ([*:1]~[#6X3:2](=[#8,#16,#7])-[#8X2H0:3]-[*:4])

N
NH

O

t101 ([#8,#16,#7:1]=[#6X3:2]-[#8X2H0:3]-[#6X4:4])

N
H

O

O

t101 ([#8,#16,#7:1]=[#6X3:2]-[#8X2H0:3]-[#6X4:4])

N

N
HO

t102 ([*:1]-[#8X2:2]@[#6X3:3]~[*:4])

N

N

N

O

t102 ([*:1]-[#8X2:2]@[#6X3:3]~[*:4])

N

N

NH

S

t108 ([#6X3:1]-@[#16X2,#16X1-1,#16X3+1:2]-@[#6X3,#7X2;r5:3]=@[#6,#7;r5:4])

O

O

S
S

t108 ([#6X3:1]-@[#16X2,#16X1-1,#16X3+1:2]-@[#6X3,#7X2;r5:3]=@[#6,#7;r5:4])

N

S

t108 ([#6X3:1]-@[#16X2,#16X1-1,#16X3+1:2]-@[#6X3,#7X2;r5:3]=@[#6,#7;r5:4])

O OS

t109 ([*:1]~[#16X4,#16X3!+1:2]-[#6X4:3]-[*:4])

N
O

O
S

t109 ([*:1]~[#16X4,#16X3!+1:2]-[#6X4:3]-[*:4])

OO S

t110 ([#6X4:1]-[#16X4,#16X3+0:2]-[#6X4:3]-[#1:4])

OO S

t110 ([#6X4:1]-[#16X4,#16X3+0:2]-[#6X4:3]-[#1:4])

OO S

t111 ([#6X4:1]-[#16X4,#16X3+0:2]-[#6X4:3]~[#6X4:4])

N
O

O

S

t112 ([*:1]~[#16X4,#16X3+0:2]-[#6X3:3]~[*:4])

O

O

S

t112 ([*:1]~[#16X4,#16X3+0:2]-[#6X3:3]~[*:4])

NH

NH

S

t112 ([*:1]~[#16X4,#16X3+0:2]-[#6X3:3]~[*:4])

O
S

Cl

t112 ([*:1]~[#16X4,#16X3+0:2]-[#6X3:3]~[*:4])



O

O

S

t113 ([#6:1]-[#16X4,#16X3+0:2]-[#6X3:3]~[*:4])

N

N

N
H

O

t120 ([*:1]-[#8X2r5:2]-;@[#7X2r5:3]~[*:4])

N-

N

N

N

t128a ([*:1]@[#7X2:2]@[#7X2:3]@[#7X2,#6X3:4])

N-

N

N

N

t128a ([*:1]@[#7X2:2]@[#7X2:3]@[#7X2,#6X3:4])

N-
N

N

N

N

t130 ([*:1]~[#7X2:2]=,:[#7X2:3]~[*:4])

N-

N

N

N

t130 ([*:1]~[#7X2:2]=,:[#7X2:3]~[*:4])

NH

OO S

t135 ([#6X4:1]-[#16X4,#16X3+0:2]-[#7X4,#7X3:3]-[#1:4])

N
HO

O

S

t136 ([#6X3:1]-[#16X4,#16X3+0:2]-[#7X4,#7X3:3]-[#1:4])

NH

OO S

t136 ([#6X3:1]-[#16X4,#16X3+0:2]-[#7X4,#7X3:3]-[#1:4])

N
O

O
S

t137 ([#6X4:1]-[#16X4,#16X3+0:2]-[#7X4,#7X3:3]-[#6X4:4])

N

OO S

t137 ([#6X4:1]-[#16X4,#16X3+0:2]-[#7X4,#7X3:3]-[#6X4:4])

N
HO

O

S

t138 ([#6X3:1]-[#16X4,#16X3+0:2]-[#7X4,#7X3:3]-[#6X4:4])

N

OO S

t138 ([#6X3:1]-[#16X4,#16X3+0:2]-[#7X4,#7X3:3]-[#6X4:4])

N
N

O

O

S

t140 ([#8X1:1]~[#16X4,#16X3+0:2]-[#7X4,#7X3:3]-[#6X4:4])

N

OO S

t142 ([#6X4:1]-[#16X4,#16X3+0:2]-[#7X3:3]-[#6X3:4])

N

N

NH

NH

O

t157 ([*:1]~[*:2]-[*:3]#[*:4])


