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Table S1. The NMBAs database collected from the literature and used in molecular property filters.

Compound Formula SMILES DOI1 M.W. Charge logP

Patel1996-7 C52H68N208 0O=C(CC/C=C/CCC(OCCC[N+]1(C)CC(C=C(OC)C(OC)=C2)=C2C( 10.1016/0928- 848 +2 4.036
CC3=CC=CC=C3)C1)=0)OCCC[N+]4(C)CC5=CC(OC)=C(OC)C=C  0987(95)00032-1
5C(CC6=CC=CC=C6)C4

Patel1996-8 C52H66F2N208 0O=C(CC/C=C/CCC(OCCC[N+]1(C)CC(C=C(OC)C(OC)=C2)=C2C( 10.1016/0928- 884 +2 4.322
CC3=CC(F)=CC=C3)C1)=0)OCCC[N+]4(C)CC5=CC(OC)=C(OC)C  0987(95)00032-1
=C5C(CC6=CC(F)=CC=C6)C4

Patel1996-9 C52H66CI2N208 0O=C(CC/C=C/CCC(OCCCI[N+]1(C)CC(C=C(OC)C(OC)=C2)=C2C( 10.1016/0928- 916 +2 5.462
CC3=CC=C(CI)C=C3)C1)=0)OCCC[N+]J4(C)CC5=CC(OC)=C(0OC) 0987(95)00032-1
C=C5C(CC6=CC=C(CI)C=C6)C4

Patel1996-10 C56H76N2012 0O=C(CC/C=C/CCC(OCCCI[N+]1(C)CC(C=C(OC)C(OC)=C2)=C2C( 10.1016/0928- 968 +2 3.352
CC3=CC(0OC)=C(0C)C=C3)C1)=0)OCCC[N+]4(C)CC5=CC(0OC)= 0987(95)00032-1
C(OC)C=C5C(CC6=CC(OC)=C(0C)C=C6)C4

Brittain1977-1a C28H24N6 C[N+]1=C(N(/N=N/N2C(C=CC=C3)=C3[N+](C)=C2C4=CC=CC=C 10.1111/5.1476- 444 +2 -2.696
4)C5=C1C=CC=C5)C6=CC=CC=C6 5381.1977.tb09738.x

Brittain1977-1b C30H28N6 C[N+]1=C(N(/N=N/N2C(C=CC=C3)=C3[N+](C)=C2C4=CC=C(C)C 10.1111/5.1476- 472 +2 -1.698
=C4)C5=C1C=CC=C5)C6=CC=C(C)C=C6 5381.1977.tb09738.x

Brittain1977-1¢ C30H28N602 CIN+]1=C(N(/N=N/N2C(C=CC=C3)=C3[N+](C)=C2C4=CC=C(OC)  10.1111/1.1476- 504 +2 -2.598
C=C4)C5=C1C=CC=C5)C6=CC=C(0C)C=C6 5381.1977.tb09738.x

Ginsburg1971-3 C27H30NO2 O=C(OCC[N+](CC)(C1C(C=CC=C2)=C2C3=C1C=CC=C3)CC)CC4 10.1111/5.1476- 400 +1 2.890
=CC=CC=C4 5381.1971.tb07161.x

Ginsburg1971-5 C21H26N306 O=C(OCC[N+](CC)(CC1=CC=C(IN+]([0-])=0)C=C1)CC)CC2=CC 10.1111/5.1476- 416 +1 1.042
=C(IN+]([0-])=0)C=C2 5381.1971.tb07161.x

Ginsburg1971-9 C26H46N204 0O=C(OCC[N+](CC)(CC)CC)CCI1=C(CC(OCCI[N+](CC)(CC)CC)=0)  10.1111/1.1476- 450 +2 -2.712
C=CC=Cl 5381.1971.tb07161.x

Ginsburg1971-11 C26H46N204 O=C(OCC[N+](CC)(CC)CC)CC1=CC(CC(OCC[N+](CC)(CC)CC)= 10.1111/5.1476- 450 +2 -2.662
0)=CC=Cl 5381.1971.tb07161.x

Ginsburg1971-12 C20H34N204 O=C(OCC[N+](C)(C)C)CCI=CC=C(CC(OCC[N+](C)(C)C)=0)C=C 10.1111/.1476- 366 +2 -5.836

1

5381.1971.tb07161.x
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Ginsburg1971-13 C26HA46N204 0=C(OCC[N+](CC)(CC)CC)CCI=CC=C(CC(OCCIN+](CCYCC)CC  10.1111/.1476- 450 42 2.662
Y=0)C=C1 5381.1971.tb07161.x

Ginsburg1971-15 C28H30NO2 0=C(OCC[N+](CC)(CC)CIC(C=CC=C2)=C2C3=CIC=CC=C3)/C=  10.1111/j.1476- 412 +1 3416
C/C4=CC=CC=C4 5381.1971.tb07161.x

Ginsburg1971-17 C28H29CINO2 0=C(OCC[N+](CC)(CC)CIC(C=CC=C2)=C2C3=CIC=CC=C3)/C=  10.1111/j.1476- 446 +1 4139
C/C4=CC=C(C)C=C4 5381.1971.tb07161.x

Ginsburg1971-19 C28H29N204 0=C(OCC[N+](CC)(CC)CIC(C=CC=C2)=C2C3=CIC=CC=C3)/C=  10.1111/j.1476- 457 +1 3.169
C/C4=C(IN+]([0-])=0)C=CC=C4 5381.1971.tb07161.x

Ginsburg1971-21 C28H29N204 0=C(OCC[N+](CC)(CC)CIC(C=CC=C2)=C2C3=CIC=CC=C3)/C=  10.1111/j.1476- 457 +1 3.169
C/C4=CC(IN+]([0-])=0)=CC=C4 5381.1971.b07161.x

Ginsburg1971-23 C28H29N204 0=C(OCC[N+](C1C(C=CC=C2)=C2C3=C1C=CC=C3)(CO)CC)/C=  10.1111/j.1476- 457 +1 3.169
C/C4=CC=C(IN+]([0-])=0)C=C4 5381.1971.1b07161.x

Ginsburg1971-25 C28H32NO2 0=C(OCC[N+](CC)(C1C(C=CC=C2)=C2C3=CIC=CC=C3)CC)CC  10.1111/j.1476- 414 +1 3367
C4=CC=CC=C4 5381.1971.1b07161.x

Boros1999-1 C54H71CIN2014 CIN@@+([C@@H]1CC2=CC(OC)=C(OC)C(OC)=C2)(CCCOC(YC  10.1021/4m990060j 1006 +2 2.600
=C(CI/C(OCCCIN@+3(C)CCC(C=C(OC)C(OC)=C4)=CA[C@H]3
CC5=CC(0C)=C(0C)C(0C)=C5)=0)=0)CCC6=C1C=C(OC)C(OC)
=C6

Boros1999-2 C52H67CIN2014 CIN@@+)(CCCOC(/C=C(C(OCCCIN@+]1(C)CCC2=C(C=C(C(OC  10.1021/jm990060j 978 +2 1.842
)=C2)0C)[C@H]1C3=CC(OC)=C(OC)C(OC)=C3)=0)\CI)=0)(CCC
4=C5C=C(C(0C)=C4)0C)[C@H]5C6=CC(OC)=C(C(OC)=C6)OC

Boros1999-3 C52H68N2014 CIN@@+)(CCCOC(/C=C/C(OCCCIN@+]1(C)CCC2=C(C=C(C(OC  10.1021/jm990060j 944 42 1.189
y=C2)0C)[C@H]1C3=CC(OC)=C(OC)C(OC)=C3)=0)=0)(CCC4=C
5C=C(C(0C)=C4)0C)[C@H]5C6=CC(OC)=C(C(OC)=C6)0C

Boros1999-6a C53H69CIN2014 CIN@H]1([C@Q@H](C(C=C20C)=CC(OC)=C20C)C(C(CCH=C3)= 10.1021/jm990060j 992 42 2221
CC(0C)=C30C)CCCOC(/C=C(C/C(OCCCIN@@+](CCC4=CC(O
0)=C500)(C)[C@@H](C4=C5)CC(C=C60C)=CC(OC)=C60C)=0)
=0

Boros1999-4 C52H67CIN2014 CIN@+)([C@H]1C2=CC(OC)=C(0C)C(OC)=C2)(CCCOC(C=C(Cl  10.1021/jm990060; 978 +2 1.842
)IC(OCCCIN@@-+]3(C)CCC(C=C(OC)C(OC)=C4)=CA[C@@H]3C5
=CC(0C)=C(0C)C(OC)=C5)=0)=0)CCC6=C1C=C(0C)C(0C)=C6

Laudexium C52H74N208 C[N+]1(CCCCCCCCCCINA2(C)C(CC3=CC=C(OC)C(OC)=C3)C( 10.1002/med.20036 854 +2 3578
C=C(0C)C(0C)=C4)=C4CC2)C(CC5=CC(OC)=C(OC)C=C5)C6=C
C(0C)=C(0C)C=C6CC1

Atracurium C53H72N2012 C[N+]1(CCC(OCCCCCOC(CCINHR2(C)C(CC3=CC=C(OC)C(OC)=  10.1002/med.20036 928 +2 3.497
C3)C(C=C(0C)C(OC)=C4)=C4CC2)=0)=0)C(CC5=CC(OC)=C(OC
)C=C5)C6=CC(OC)=C(OC)C=C6CCL

Mivacurium CS8H80N2014 COC(C(OC)=C1)=C(0C)C=C1CC2[N+](C)(CCCOC(CC/C=C/CCC(  10.1002/med.20036 1028 +2 2.636
OCCCIN+]3(C)C(CC4=CC(OC)=C(OC)C(OC)=CA)CS=CC(OC)=C(
0C)C=C5CC3)=0)=0)CCC6=C2C=C(OC)C(OC)=C6

Doxacurium C56H78N2016 COC1=CC(CC2C3=C(C(OC)=C(C=C3CC[N+]2(CCCOC(CCC(OCC  10.1002/med.20036 1034 +2 1.042

C[N+]4(CCC5=CC(0C)=C(C(0OC)=C5C4CC6=CC(OC)=C(C(OC)=
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C6)0C)0C)C)=0)=0)C)0C)0C)=CC(OC)=C10C

Oxalolaudonium

C48H62N2010

COC1=C(OC)C=C(C[N+](C)(CCCOC(C(OCCCIN+]2(C)C(CC3=CC
=C(0C)C(OC)=C3)C(C=CC=C4)=C4CC2)=0)=0)C(CC5=CC=C(O

C)C(0C)=C5)C6)C6=Cl

10.1002/med.20036

826

+2

2.329

d-Tubocurarine

C37H42N206

0C1=C(0C2=CC=C3C=C2)C([C@Q@](IN+](C)(C)CCA)([H])CC5=C
C=C(0)C(OC(C(OC)=C6)=CCT=C6CCINH(CY[HDIC@@]7(H])C

3)=C5)=C4C=C10C

10.1021/jm020574+

610

+2

4.412

Metocurine

C39H46N206

CIN+1(C)[C@@](CC2=CC=C(0)C(OC(C(OC)=C3)=CC4=C3CC[N
+(O)(O)[C@R@IA([H])C5)=C2)([H])C6=C(CC1)C=C(OC)C(OC)=C6

OC7=CC=C5C=C7

10.1021/jm020574+

638

+2

0.53

Boros2003-20a

C54H71CIN2014

C[N+](CCC1=C2C=C(OC)C(OC)=C1)(CCCOC(/C(C)=C/C(OCCCL
NH]3(C)C(CC4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(OC)=C5)

=C5CC3)=0)=0)C2CC6=CC(0C)=C(OC)C(OC)=C6

10.1021/jm020574+

1006

2.600

Boros2003-20b

C52H63CIN2014

C[N+](CCC1=C2C=C(0CO3)C3=C1)(CCCOC(/C(CH=C/C(OCCC]
N+]4(C)C(CC5=CC(OC)=C(OC)C(OC)=C5)C(C=C(OCO6)C6=CT)=

C7CC4)=0)=0)C2CC8=CC(0C)=C(OC)C(OC)=C8

10.1021/jm020574+

974

+2

3.214

Boros2003-20c

C52H67CIN2014

C[N+]1(CCCOC(/C(Cl=C/C(OCCCIN+]2(C)C(C3=CC(0C)=C(OC)
C(0C)=C3)C(C=C(0OC)C(OC)=C4)=C4CC2)=0)=0)C(C5=CC(OC)

=C(0C)C(0C)=C5)C6=C(C=C(OC)C(OC)=C6)CC1

10.1021/jm020574+

978

+2

1.842

Boros2003-21

C52H68N2014

C[N+]1(CCCOC(/C=C/C(OCCCIN+]2(C)C(C3=CC(OC)=C(OC)C(O
€)=C3)C(C=C(OC)C(OC)=C4)=C4CC2)=0)=0)C(C5=CC(OC)=C(

0C)C(0C)=C5)C6=C(C=C(OC)C(OC)=C6)CC1

10.1021/jm020574+

944

+2

1.189

Boros2003-24g

C54H71CIN2015

COC1=C(0C)C([C@@H](CC2=CC(OC)=C(OC)C(OC)=C2)IN@@
+](CCCOC(/C(C=C/C(OCCCIN@@+3(C)[C@@H](C4=CC(OC)=
C(0C)C(OC)=C4)C(C=C(OC)C(OC)=C5)=C5CC3)=0)=0)(C)CC6)

=C6C=C10C

10.1021/jm020574+

1022

1.863

Boros2003-24i

C52H67CIN2014

COC1=CC([C@@H](CC2=CC(OC)=C(OC)C(0C)=C2)[N@@+](CC
COC(/C(CI)=C/C(OCCCIN+3([HN[C@@H](C4=CC(OC)=C(OC)C(
0C)=C4)C(C=C(OC)C(OC)=C5)=C5CC3)=0)=0)(C)CC6)=C6C=Cl

ocC

10.1021/jm020574+

978

+2

5.794

Boros2003-24j

C51H65CIN2012

COC1=CC([C@@H](CC2=CC(OC)=C(OC)C(0C)=C2)N@@+](CC
COC(/C(C)=C/C(OCCCIN@+]3(C)[C@@H](C4=CC=C(0OC)C=C4)

C(C=C(OC)C(OC)=C5)=C5CC3)=0)=0)(C)CC6)=C6C=C10C

10.1021/jm020574+

932

+2

2.840

Boros2003-24k

C50H61CIF2N2011

COC1=CC([C@@H](CC2=CC(OC)=C(OC)C(0C)=C2)N@@+](CC
COC(/C(C)=C/C(OCCCIN@+]3(C)[C@@H](C4=CC=C(F)C(F)=C4

)C(C=C(OC)C(OC)=C5)=C5CC3)=0)=0)(C)CC6)=C6C=C10C

10.1021/jm020574+

938

+2

3.137

Boros2003-241

C53H67CIN2013

C[N+](CCC1=C2C=C(OC)C(OC)=C1)(CCCOC(/C(CI=C/C(OCCC]
N+]34C(C5=CC(OC)=C(OC)C=C5CC4)C(C=C(OC)C(OC)=C6)=C6

CC3)=0)=0)C2CCT=CC(OC)=C(OC)C(OC)=CT

10.1021/jm020574+

974

+2

2.444

Boros2003-24m

C53H67CIN2013

C[N+](CCC1=C2C=C(OC)C(OC)=C1)(CCCOC(/C=C(CI)/C(OCCC]
N+]34C(C5=CC(OC)=C(OC)C=C5CC4)C(C=C(OC)C(OC)=C6)=C6

CC3)=0)=0)C2CCT=CC(OC)=C(OC)C(OC)=CT

10.1021/jm020574+

974

+2

2.444
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Boros2003-24n

C54H69CIN2015

0=C(/C(Cl)=C/C(OCCC[N+]1(C)C(C2=CC(OC)=C(OC)C(OC)=C2)
C(C=C(OC)C(OC)=C3)=C3CC1)=0)OCCC[N+]4(CCC5=C6C(OC)=

C(0C)C(0C)=C5)C6CCT=C(C4)C(OC)=C(OC)C(OC)=CT

10.1021/jm020574+

1020

+2

1.519

Boros2003-25a

C57H80N2014

C[N+](CCC1=C2C=C(OC)C(OC)=C1)([CCCOC(CCCCCCC(OCCC]
N+I3(C)[C@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(OC)=

C5)=C5CC3)=0)=0)C2CC6=CC(OC)=C(OC)C(OC)=C6

10.1021/jm020574+

1016

+2

2.741

Boros2003-25b

C55H76N2014

C[N+](CCC1=C2C=C(OC)C(OC)=C1)([CCCOC(CCCCC(OCCCIN+]
3(0)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(OC)=C

5)=C5CC3)=0)=0)C2CC6=CC(OC)=C(OC)C(OC)=C6

10.1021/jm020574+

988

+2

1.683

Boros2003-25¢

C56H78N2014

C[N+](CCC1=C2C=C(OC)C(OC)=C1)(CCCOC(CCCCCC(OCCCIN
+]3(C)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(OC)

=C5)=C5CC3)=0)=0)C2CC6=CC(OC)=C(OC)C(OC)=C6

10.1021/jm020574+

1002

+2

2212

Boros2003-25e

C58H82N2014

C[N+](CCC1=C2C=C(0C)C(OC)=C1)(CCCOC(CCCCCCCC(OCC
C[N+]3(C)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(

0C)=C5)=C5CC3)=0)=0)C2CC6=CC(0C)=C(OC)C(0C)=C6

10.1021/jm020574+

1030

+2

3.270

Boros2003-25f

C59H84N2014

C[N+](CCC1=C2C=C(0C)C(OC)=C1)(CCCOC(CCCCCCCCC(OC
CCIN+]3(C)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C

(OC)=C5)=C5CC3)=0)=0)C2CC6=CC(OC)=C(OC)C(OC)=C6

10.1021/jm020574+

1044

+2

3.799

Boros2003-27a

C53H71FN2014

C[N+](CCC1=C2C=C(0C)C(OC)=C1)(CCCOC([C@@H](F)CC(OC
CCIN+]3(C)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C

(0C)=C5)=C5CC3)=0)=0)C2CC6=CC(OC)=C(OC)C(OC)=C6

10.1021/jm020574+

978

+2

1.502

Boros2003-27b

C54H72F2N2014

C[N+](CCC1=C2C=C(OC)C(OC)=C1)(CCCOC(C(F)(CCC(OCCCIN
+]3(C)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(OC)

=C5)=C5CC3)=0)F)=0)C2CC6=CC(OC)=C(OC)C(0C)=C6

10.1021/jm020574+

1010

2.030

Boros2003-27¢

C53H70F2N2014

C[N+](CCC1=C2C=C(OC)C(OC)=C1)(CCCOC(C(CC(OCCCIN+I3(
O)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(OC)=CS5)

=C5CC3)=0)(F)F)=0)C2CC6=CC(OC)=C(0C)C(OC)=C6

10.1021/jm020574+

996

+2

2.575

Boros2003-27d

CS54H72F2N2015

C[N+](CCC1=C2C(0C)=C(OC)C(OC)=C1)(CCCOC(C(CC(OCCC]
NH]3(O)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(OC

¥=C5)=C5CC3)=0)(F)F)=0)C2CC6=CC(OC)=C(0C)C(OC)=C6

10.1021/jm020574+

1026

2217

Boros2003-27f

C53H70F2N2014

C[N+](CCC1=C2C=C(OC)C(OC)=C1)([CCCOC(CC(F)(F)C(OCCC]
NH+I3(O)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(OC

=C5)=C5CC3)=0)=0)C2CC6=CC(OC)=C(0C)C(OC)=C6

10.1021/jm020574+

996

+2

2.575

Boros2003-28a

C53H69FN2014

C[N+](CCC1=C2C=C(OC)C(OC)=C1)(CCCOC(/C(F)=C/C(OCCC]
NH3(O)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C(OC

=C5)=C5CC3)=0)=0)C2CC6=CC(OC)=C(OC)C(OC)=C6

10.1021/jm020574+

976

+2

1.621

Boros2003-28b

C54H71FN2015

C[N+](CCC1=C2C(0C)=C(0C)C(OC)=C1)(CCCOC(/C(F)=C/C(OC
CCIN+3(C)[C@@H](C4=CC(OC)=C(OC)C(OC)=C4)C(C=C(OC)C

(0C)=C5)=C5CC3)=0)=0)C2CC6=CC(OC)=C(OC)C(OC)=C6

10.1021/jm020574+

1006

1.263

Gyermek2006-1

C43H56N2012

CIN@@+]1(CC2=CC(0C(C)=0)=C(OC(C)=0)C=C2)[C@H]3CCC[
C@@H]1C[C@@H](OC(CC(O[C@H4C[C@H]SCCC[C@@H](C4

JIN@@+]5(CC6=CC=C(0OC(C)=0)C(OC(C)=0)=C6)C)=0)=0)C3

10.1016/j.1£5.2006.01.0

38

+2

4445
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Gyermek2006-2 C44H58N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC]  10.1016/j.15.2006.01.0 806 +2 -4.09
C@@H)IC[C@@H])(OC(CCC(O[C@HJ4C[C@H]SCCC[C@@H)(C 38
HIN@@+]5(CC6=CC=C(OC(C)=0)C(OC(C)=0)=C6)C)=0)=0)C3

Gyermek2006-3 C45H60N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC]  10.1016/j.15.2006.01.0 820 +2 -3.735
C@@H)IC[C@@H](OC(CCCC(O[C@HJ4CIC@H]SCCC[C@@H)( 38
C4)[N@@+]5(CC6=CC=C(OC(C)=0)C(OC(C)=0)=C6)C)=0)=0)C
3

Gyermek2006-4 C46H62N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.1£5.2006.01.0 834 +2 -3.786
C@@H]1C[C@@H](OC(CCCCC(O[C@HJ4CIC@H]SCCCIC@@H 38
1(C4IN@@+]5(CC6=CC=C(OC(C)=0)C(OC(C)=0)=C6)C)=0)=0)
c3

Gyermek2006-5 C47H64N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.15.2006.01.0 848 +2 3.257
C@@H]IC[C@@H](OC(CCCCCC(O[C@HI4C[C@H]SCCCC@@ 38
H](C4)[N@@+]5(CC6=CC=C(OC(C)=0)C(OC(C)=0)=C6)C)=0)=
0)C3

Gyermek2006-6 C48H66N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.15.2006.01.0 862 +2 2.728
C@@H]1C[C@@H](OC(CCCCCCC(O[C@HMUCIC@HISCCCIC@ 38
@H](C4)N@@+]5(CC6=CC=C(OC(C)=0)C(OC(C)=0)=C6)C)=0)
=0)C3

Gyermek2006-7 C44H56N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.15.2006.01.0 804 +2 3.73
C@@H]1C[C@@H](OC(/C=C/C(O[C@H4C[C@H]SCCC[C@@H 38
1(C4)N@@+]5(CC6=CC=C(OC(C)=0)C(OC(C)=0)=C6)C)=0)=0)
c3

Gyermek2006-8 C44H55CIN2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.15.2006.01.0 838 +2 -3.08
C@@H]1C[C@@H](OC(/C(CI=C/C(O[C@HJ4C[C@H]5CCCC@ 38
@H](C4IN@@+]5(CC6=CC=C(OC(C)=0)C(OC(C)=0)=C6)C)=0)
=0)C3

Gyermek2006-9 C48H64N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC]  10.1016/j.15.2006.01.0 860 +2 3212
C@@H]1C[C@@H](OC(CC/C=C/CCC(O[C@HIAC[C@H]SCCCIC 38
@@H)(CHIN@@+]5(CC6=CC=C(OC(C)=0)C(OC(C)=0)=C6)C)=
0)=0)C3

Gyermek2006-10 C44H58N20128 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.15.2006.01.0 838 +2 432
C@@H]1C[C@@H](OC(CSCC(O[C@H4C[C@HISCCC[C@@H]( 38
C4)IN@@+]5(CC6=CC=C(0C(C)=0)C(0C(C)=0)=C6)C)=0)=0)C
3

Gyermek2006-11 C46H60N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.15.2006.01.0 832 +2 -3.806
C@@H]1C[C@@H](OC([C@@H]4{C@@H](CC4)C(O[C@H]5C[ 38
C@H]6CCCC@@H](C5)N@@+]6(CCT=CC=C(OC(C)=0)C(OC(
0)=0)=C7)C)=0)=0)C3

Gyermek2006-12 C47H62N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.15.2006.01.0 846 +2 -3.247

C@@H]IC[C@@H(OC([C@@H4[C@@H](CCCHC(O[C@H]SC

[C@H]6CCC[C@@H](C5)[N@@+]6(CCT=CC=C(OC(C)=0)C(OC(

38
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C)=0)=C7)C)=0)=0)C3

Gyermek2006-13 C48H64N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.15.2006.01.0 860 +2 -2.688
C@@H]IC[C@@H])(OC(C@@HM[C@@H](CCCC4)C(O[C@H]5 38
CIC@H]6CCC[C@@H](CS)N@@+]6(CCT=CC=C(OC(C)=0)C(O
C(C)=0)=C7)C)=0)=0)C3

Gyermek2006-14 C49H62N2012 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C=C2)[C@HI3CCC[  10.1016/j.15.2006.01.0 870 +2 2,053
C@@H]IC[C@@H](OC(C4=C(C5CCIC@H]4CS)CO[C@HI6CIC 38
@H]7CCCIC@@H](C6)N@@+]7(CC8=CC=C(OC(C)=0)C(OC(C)
=0)=C8)C)=0)=0)C3

Gyermek2006-15 C48H66N2012 CIN@@+]1(CC2=CC(OC(CC)=0)=C(OC(CC)=0)C=C)[C@H]3C  10.1016/j.15.2006.01.0 862 +2 -1.974
CC[C@@H]IC[C@@H](OC(CCC(O[C@HMCIC@HISCCC[C@@ 38
H](C4)[N@@+]5(CC6=CC=C(OC(CC)=0)C(OC(CC)=0)=C6)C)=0
)=0)C3

Gyermek2006-16 C49H68N2012 CIN@@+]1(CC2=CC(OC(CC)=0)=C(OC(CC)=0)C=C)[C@H]3C  10.1016/j.15.2006.01.0 876 +2 -1.619
CC[C@@H]IC[C@@H](OC(CCCC(O[C@HMCIC@HISCCC[C@ 38
@H](C4)IN@@+]5(CC6=CC=C(OC(CC)=0)C(OC(CC)=0)=C6)C)
=0)=0)C3

Gyermek2006-17 C52H74N2012 CIN@@+]1(CC2=CC(OC(CC)=0)=C(OC(CC)=0)C=C2)[C@H]3C  10.1016/j.15.2006.01.0 918 +2 -0.612
CC[C@@H]IC[C@@H](OC(CCCCCCC(O[C@HMUCIC@H]SCCC] 38
C@Q@H(CHN@@+]5(CC6=CC=C(OC(CC)=0)C(0C(CC)=0)=C6
)C)=0)=0)C3

Gyermek2006-18 C48H64N2012 CIN@@+]1(CC2=CC(OC(CC)=0)=C(OC(CC)=0)C=C[C@H]3C  10.1016/j.15.2006.01.0 860 +2 -1.614
CC[C@@H]IC[C@@H](OC(/C=C/C(O[C@H4CIC@HISCCC[C@ 38
@H](CHIN@@+]5(CC6=CC=C(OC(CC)=0)C(OC(CC)=0)=C6)C)
=0)=0)C3

Gyermek2006-19 C48H63CIN2012 CIN@@+]1(CC2=CC(OC(CC)=0)=C(OC(CC)=0)C=C)[C@HJ3C  10.1016/j.15.2006.01.0 894 +2 -0.961
CC[C@@H]IC[C@@H](OC(/C(Cl)=C/C(O[C@HI4C[C@H]5CCC] 38
C@Q@H](CHN@@+]5(CC6=CC=C(OC(CC)=0)C(OC(CC)=0)=C6
)C)=0)=0)C3

Gyermek2006-20 C51H70N2012 CIN@@+]1(CC2=CC(OC(CC)=0)=C(OC(CC)=0)C=C)[C@H]3C  10.1016/j.15.2006.01.0 902 +2 -1131
CC[C@@H]IC[C@@H])(OC(C@@H](CCC4)CAC(O[C@H]ISCIC 38
@H]6CCC[C@@H](CS)N@@+]6(CCT=CC=C(OC(CC)=0)C(OC(

CC)=0)=C7)C)=0)=0)C3

Gyermek2006-21 C52H72N2012 CIN@@+]1(CC2=CC(OC(CC)=0)=C(OC(CC)=0)C=C[C@H]3C  10.1016/j.15.2006.01.0 916 +2 0.572
CC[C@@H]IC[C@@H](OC([C@@H](CCCCH[C@@HMUCO[C@ 38
H]SC[C@H]6CCCIC@@H](CS)[N@@-+16(CCT=CC=C(OC(CC)=0
)C(OC(CC)=0)=CT)C)=0)=0)C3

Gyermek2006-22 C41H56N2010 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C=C2)[C@H3CCCIC@@  10.1016/j.15.2006.01.0 736 +2 3.305
H]IC[C@@H](OC(CC(O[C@H4C[C@HISCCCIC@@H)(CHIN@ 38
@+]5(CC6=CC=C(OC(C)=0)C(0C)=C6)C)=0)=0)C3

Gyermek2006-23 C43H60N2010 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C=C2)[C@H]3CCCIC@@  10.1016/1.15.2006.01.0 764 +2 -2.595

H]1C[C@@H](OC(CCCC(O[C@HJ4C[C@HISCCC[C@@H](C4)N

38
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@@+]5(CC6=CC=C(OC(C)=0)C(0C)=C6)C)=0)=0)C3

Gyermek2006-24 C45H64N2010 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C=C2)[C@HI3CCCIC@@  10.1016/1.165.2006.01.0 792 +2 2117
H]1C[C@@H](OC(CCCCCC(O[C@HMCIC@H]SCCCIC@@H](C4 38
IN@@+]5(CC6=CC=C(OC(C)=0)C(OC)=C6)C)=0)=0)C3

Gyermek2006-25 C46H66N2010 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C=C2)[C@H]3CCCIC@@  10.1016/1.165.2006.01.0 806 +2 -1.588
H]1C[C@@H](OC(CCCCCCC(O[C@HMCIC@HISCCC[C@@H)( 38
C4)[N@@+]5(CC6=CC=C(OC(C)=0)C(OC)=C6)C)=0)=0)C3

Gyermek2006-26 C42H56N2010 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C=C2)[C@HI3CCCIC@@  10.1016/1.15.2006.01.0 748 +2 -2.590
H]1C[C@@H](OC(/C=C/C(O[C@HJ4C[C@H]SCCC[C@@H](CH 38
N@@+]5(CC6=CC=C(OC(C)=0)C(OC)=C6)C)=0)=0)C3

Gyermek2006-27 C42H55CIN2010 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C=C2)[C@HI3CCCIC@@  10.1016/j.15.2006.01.0 782 +2 -1.937
H]1C[C@@H](OC(/C(CI)=C/C(O[C@HJ4C[C@H]5CCCIC@@H]( 38
C4)[N@@+]5(CC6=CC=C(OC(C)=0)C(OC)=C6)C)=0)=0)C3

Gyermek2006-28 C42H58N20108 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C=C2)[C@H3CCCIC@@  10.1016/j.15.2006.01.0 782 +2 -3.180
H]1C[C@@H](OC(CSCC(O[C@HI4C[C@HISCCC[C@@H)(CHN 38
@@+]5(CC6=CC=C(OC(C)=0)C(OC)=C6)C)=0)=0)C3

Gyermek2006-29 C46H64N2010 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C=C2)[C@HBCCCIC@@  10.1016/j.15.2006.01.0 804 +2 -1.548
H]1C[C@@H](OC(C(CCCC4)[C@@HI4C(O[C@H]SC[C@H]6CC 38
CI[C@@H](C3)[N@@+]6(CCT=CC=C(OC(C)=0)C(OC)=CT)C)=0)
=0)C3

Gyermek2006-30 C47H62N2010 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C=C2)[C@H]3CCC[C@@  10.1016/1.15.2006.01.0 814 +2 0.913
H]1C[C@@H](OC(C([C@H]4CC[C@H]5C4)=C5C(O[C@H]6C[C 38
@H]7CCC[C@@H](CH)N@@+]7(CC8=CC=C(OC(C)=0)C(0C)=
C8)C)=0)=0)C3

Gyermek2006-31 C41H54C12N208 CIN@@+]1(CC2=CC(CH=C(OC(C)=0)C=C2)[C@HI3CCC[C@@H  10.1016/1.1£5.2006.01.0 772 +2 -0.827
JIC[C@@H)(OC(CCCCO[C@HI4C[C@H]SCCC[C@@HN(CHIN 38
@@+]5(CC6=CC=C(OC(C)=0)C(C=C6)C)=0)=0)C3

Gyermek2006-32 C42H56C12N208 CIN@@+]1(CC2=CC(Cl)=C(OC(C)=0)C=C2)[C@H3CCC[C@@H  10.1016/j.15.2006.01.0 786 +2 -0.878
1IC[C@@H](OC(CCCCC(O[C@HMCIC@H]SCCCIC@@H](CHIN 38
@@+]5(CC6=CC=C(OC(C)=0)C(CI)=C6)C)=0)=0)C3

Gyermek2006-33 C41H54N4012 CIN@@+]1(CC2=CC(IN+]([0-])=0)=C(OC(C)=0)C=C2)[C@HJ3C  10.1016/j.15.2006.01.0 794 +2 2.547
CC[C@@H]IC[C@@H])(OC(CCCC(O[C@H4CIC@HISCCC[C@ 38
@H](CHIN@@+]5(CCo=CC=C(OC(C)=0)C(IN+]([0-])=0)=C6)C)
=0)=0)C3

Gyermek2006-34 C45H62N208 CIN@@+]1(CC2=C(0C)C=CC(OC)=C2)[C@HBCCCIC@@H]IC]  10.1016/1.15.2006.01.0 758 +2 0.927
C@@H](OC(C(IC@HIACCIC@H]5C4)=C5C(O[C@H]6C[C@H]TC 38
CC[C@@H](C6)[N@@+]7(CC8=CC(0C)=CC=C8OC)C)=0)=0)C3

Gyermek2006-35 C43H56N4010 CIN@@+]1(CC2=C(0C)C=CC(IN+]([0-])=0)=C2)[C@H]3CCC[C  10.1016/j.1f5.2006.01.0 788 +2 0.835
@@H]1C[C@@H](OC(C(IC@HIACCIC@H]SC4)=C5C(O[C@H]6 38
C[C@H]7CCC[C@@H](CO)N@@+]7(CC8=CC(IN+]([0-])=0)=C
C=C80C)C)=0)=0)C3

Gyermek2006-36 C45H64N2012 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C(OC)=C2[C@HI3CCC[C  10.1016/j.15.2006.01.0 824 +2 3311
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@@H]1C[C@@H](0C(CCCC(O[C@H]4C[C@H]5CCC[C@@H](C

#HIN@@+]5(CC6=CC(OC)=C(OC(C)=0)C(OC)=C6)C)=0)=0)C3

38

Gyermek2006-37 C4TH68N2012 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C(0C)=C2[C@HI3CCCIC  10.1016/j.165.2006.01.0 852 +2 -2.833
@@H]1C[C@@H](0OC(CCCCCC(O[C@HJ4CIC@H]SCCC[C@@H 38
1(C4)IN@@+]5(CC6=CC(OC)=C(OC(C)=0)C(OC)=C6)C)=0)=0)C
3

Gyermek2006-38 C48H70N2012 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C(0C)=C2[C@HI3CCCIC  10.1016/j.165.2006.01.0 866 +2 -2.304
@@H]1C[C@@H](0OC(CCCCCCC(O[C@HI4C[C@HISCCCC@@ 38
H](C4)[N@@+]5(CC6=CC(OC)=C(OC(C)=0)C(OC)=C6)C)=0)=0)
c3

Gyermek2006-39 C44H62N20128 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C(OC)=C[C@HI3CCCIC  10.1016/j.15.2006.01.0 842 +2 -3.896
@@H]1C[C@@H](OC(CSCC(O[C@HI4C[C@HISCCC[C@@HNC 38
HIN@@+]5(CC6=CC(OC)=C(OC(C)=0)C(OC)=C6)C)=0)=0)C3

Gyermek2006-40 C44H60N2012 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C(OC)=C2[C@HI3CCCIC  10.1016/j.15.2006.01.0 808 +2 -3.306
@@H]1C[C@@H](0C(/C=C/C(O[C@HI4C[C@H]SCCC[C@@H)( 38
C4)[N@@+]5(CC6=CC(OC)=C(OC(C)=0)C(0C)=C6)C)=0)=0)C3

Gyermek2006-41 C48H68N2012 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C(0C)=C2[C@HI3CCCIC  10.1016/1.15.2006.01.0 864 +2 -2.264
@@H]1C[C@@H](0C(C(CCCCA)[C@@HIAC(O[C@HISCIC@H]6 38
CCCIC@@H](CS)IN@@+]6(CCT=CC(OC)=C(OC(C)=0)C(OC)=C
7)0)=0)=0)C3

Gyermek2006-42 C49H66N2012 CIN@@+]1(CC2=CC(OC)=C(OC(C)=0)C(0C)=C2)[C@HI3CCCIC  10.1016/1.15.2006.01.0 874 +2 -1.629
@@H]1C[C@@H](OC(C(C4CCC5C4)=C5C(O[C@HI6CIC@H]TC 38
CCIC@@H](C6)IN@@+]7(CC8=CC(OC)=C(OC(C)=0)C(0C)=C8)
0)=0)=0)C3

Gyermek2006-43 C4TH68N2012 CIN@@+]1(CC2=CC(OC)=C(OC(CC)=0)C(0C)=C)[C@HJ3CCC]  10.1016/j.165.2006.01.0 852 +2 2253
C@@H]IC[C@@H](OC(CCCC(O[C@HJ4CIC@HISCCC[C@@H)( 38
C4)IN@@+]5(CC6=CC(OC)=C(OC(CC)=0)C(OC)=C6)C)=0)=0)C
3

Gyermek2006-44 C49H64N2016 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C(OC(C)=0)=C2)[C  10.1016/j.15.2006.01.0 936 +2 -5.591
@H]3CCC[C@@H]1C[C@@H)(OC(CCCC(O[C@HJAC[C@H]SCC 38
C[C@@H](CHIN@@+]5(CC6=CC(OC(C)=0)=C(OC(C)=0)C(OC(
0)=0)=C6)C)=0)=0)C3

Gyermek2006-45 C49H62N2016 CIN@@+]1(CC2=CC(OC(C)=0)=C(OC(C)=0)C(OC(C)=0)=C2)[C  10.1016/j.1f5.2006.01.0 934 +2 5.619
@H3CCCIC@@H]1C[C@@H](OC(/C=C/CC(O[C@HJ4C[C@H]5 38
CCCIC@@HI(CHIN@@+]5(CC6=CC(OC(C)=0)=C(OC(C)=0)C(
0C(C)=0)=C6)C)=0)=0)C3

Bo0ij2000-9¢ C14H30N402 CIN+](C)(C)CC(NCC(NCCIN+]1(CCCC1)C)=0)=0 10.1021/jm0010062 286 +2 -7.494

Bo0ij2000-11¢ C35H45N707 0=C(NCC(NCC(NCC[N+|(CC1=CC=CC=C1)(CC2=CC=C(IN+]([O  10.1021/jm0010062 675 +2 -1.234
)=0)C=C2)C)=0)=0)C[N+]3(CC4=CC=C([N+]([0-])=0)C=C4)C
ccec3

Bo0ij2000-15a C27H40N402 C[N+](CC1=CC=CC=C1)(CC2=CC=CC=C2)CC(NCC(NCC[N+]3(C  10.1021/jm0010062 452 +2 2.749

)CCCCC3)=0)=0
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B00ij2000-15¢

C36H46N607

O=C(NC(CC1=CC=CC=C1)C(NCC[N+]2(CC3=CC=C(IN+]([O-])=
0)C=C3)CCOCC2)=0)C[N+]4(CC5=CC=C([N+]([0-])=0)C=C5)C

cccec4

10.1021/jm0010062

674

+2

1.416

B00ij2000-20a

C26H45N503

CIN+]1(CC(N(C)CCN(CC(N(CCIN+](C)(CC2=CC=CC=C2)C)C)=

0)C)=0)=0)CCCCCl

10.1021/jm0010062

475

+2

-3.486

B00ij2000-20c

C38HS5IN707

O=C(N(C)CC(N(CC(N(C)CCIN+](CC1=CC=C([N+]([0-])=0)C=C1
)(C)CC2=CC=CC=C2)=0)C)=0)C[N+]3(CC4=CC=C([N+]([0-])=0)

Cc=C4)ccecees

10.1021/jm0010062

717

+2

0.334

B00ij2000-20e

C38H49N707

O=C(N(C)CC(N(CC(N1CC[N+|(CC2=CC=CC=C2)(CC3=CC=C(IN
+]([0-])=0)C=C3)CC1)=0)C)=0)C[N+]4(CC5=CC=C(IN+]([O-])=

0O)C=Cs5)ccecec4

10.1021/jm0010062

715

+2

1.397

Gyermek1999-1

C43H54Br2N206

CIN@+]([C@](CC1)([HDC[C@H]20C(CCC(O[C@@H](C[C@@]3
((H])CCA)C[C@Q@IA(H]N@+]3(C)/C=C/CC5=CC(C=CC(OC)=C6
}=C6C(0C)=C5)=0)=0)([C@@]1([H])C2)CCC(C=CT7)=CC(Br)=C7

Br

W09921854

852

+2

0.525

Gyermek1999-2

C42H58N2012

CIN@@+]([C@H](CC1)CC20C(CCC(OC(C[C@@H]3CCA)CIC@
@HIIN@@+]3(C)CC(C=C50C)=CC(OC)=C50C(C)=0)=0)=0)([

C@@H]1C2)CC(C=C60C)=CC(OC)=C60C(C)=0

W09921854

+2

-4.784

Gyermek1999-3

C50H70N2012

CIN@@+([C@H](CC1)CC20C(CCC(OC(C[C@HI3CCA)C[C@H]4
[N@+]3(C)CC(C=CC(OC(CCC)=0)=C5)=C50C(CCC)=0)=0)=0)([

C@@H]1C2)CC(C=CC(OC(CCC)=0)=C6)=C60C(CCC)=0

W09921854

890

+2

-0.276

Gyermek1999-4

C46H62N2012

CIN@@+([C@H](CC1)CC20C(CCC(OC(C[C@HI3CCA)CI[C@H]4
[N@+]3(C)CC(C=C5)=CC(OC(CC)=0)=C50C(CC)=0)=0)=0)([C

@@H]1C2)CC(C=C6)=CC(OC(CC)=0)=C60C(CC)=0

W09921854

834

+2

-3.092

Gyermek1999-5

C36H48N4010

CIN@@+([C@H](CC1)CC20C(CCC(OC(C[C@HI3CCA)CIC@H]4
[N@+]3(C)CC(C=C5[N](=0)=0)=C(C=C5)0C)=0)=0)([C@@H]1

C2)CC(C=C6[N](=0)=0)=C(C=C6)0C

W09921854

696

+2

-2.32

Gyermek1999-6

C42H58N2012

CIN@@+]([C@H](CC1)CC20C(CCC(OC(C[C@@HI3CCA)CIC@
@HJAN@@+]3(C)CC(C=C50C)=CC(OC)=C50C(C)=0)=0)=0)([

C@@H]1C2)CC(C=C60C)=CC(OC)=C60C(C)=0

W09921854

782

+2

-4.784

Gyermek1999-7

C38H48CI2N208

CIN@@+([C@H](CC1)CC20C(CCC(OC(C[C@HI3CCA)C[C@H]4
[N@+]3(C)CC(C=C5)=CC(Cl)=C50C(C)=0)=0)=0)([C@@H]1C2)

CC(C=C6)=CC(Cly=C60C(C)=0

W09921854

730

+2

Gyermek1999-8

C44H58N2012

C[N+](C(CC1)CC20C(CCC(OC(CCICCA)CCAINH]3(C)CCC(C=C5
Y=CC(OC(C)=0)=C50C(C)=0)=0)=0)(C1C2)CCC(C=C6)=CC(OC(

C)=0)=C60C(C)=0

W09921854

806

+2

-6.25

Gyermek1999-9

C42H54N2012

CIN@+([C@@H](CC1)CC20C(CCC(OC(C[C@HI3CCA)C[C@H]4
[N@+]3(C)CC(C=C50C(C)=0)=C(C=C5)0C(C)=0)=0)=0)([C@H]

1C2)CC(C=C60C(C)=0)=C(C=C6)OC(C)=0

W09921854

778

+2

-4.508

Gyermek1999-10

C40H54N2010

CIN@@+]([C@H](CC1)CC20C(CCC(OC(C[C@@H]3CCA)CIC@
@HMN@@+]3(C)CC(C=C5)=CC(0C)=C50C(C)=0)=0)=0)([C@

@H]1C2)CC(C=C6)=CC(0C)=C60C(C)=0

W09921854

722

+2

-4.068
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Gyermek1999-11

C40H58N2010

CIN@+([C@@H](CC1)CC20C(CCC(OC(C[C@HI3CCA)C[C@H]4
[N@+]3(C)CC(C=C50C)=CC(OC)=C50C)=0)=0)[C@H]1C2)CC(

C=C60C)=CC(0C)=C60C

W09921854

726

+2

-3.644

Gyermek1999-12

C42H62N208

CIN@+([C@@H](CC1)CC20C(CCC(OC(C[C@HI3CCA)C[C@H]4
[N@+]3(C)CC(C=C5)=CC(OCC)=C50CC)=0)=0)([C@H]1C2)CC(

C=C6)=CC(0CC)=C60CC

W09921854

722

+2

-0.812

Gyermek1999-13

C40H50N208

0=C(C1=CC(C(OC(C2)C(CC3)CCINH]23CC(C=C40C)=C(C=C4)O

C)=0)=CC=C1)OC5C[N+]6(CCC5CC6)CC(C=CTOC)=C(C=CT)OC

W09921854

686

+2

1.569

Gyermek1999-14

C57H86N2012

0=C(OC(CC1C)CC(IN+](C)1CCC(C=C2)=CC(OC(CC)=0)=C20C(
CC)=0)C)CCCC3(CCCC3)CCCC(OC(CCAC)CC(INH(CUCCC(C=

C5)=CC(OC(CC)=0)=C50C(CC)=0)C)=0

W09921854

990

+2

0.757

Gyermek1999-15

C50H70N2012

CIN@@+]([C@H](CC1)CC20C(CCC(OC(C[C@HI3CC4)C[C@H]4
[N@+]3(C)CCCC(C=C5)=CC(OC(CC)=0)=C50C(CC)=0)=0)=0)([

C@@H]1C2)CCCC(C=C6)=CC(OC(CC)=0)=C60C(CC)=0

W09921854

890

+2

-3.376

Gyermek1999-16

C50H58N2012

CIN@@+]([C@H](CC1)CC20C(CCC(OC(C[C@HI3CC4)C[C@H]4
[N@+]3(C)CC5=CC(C=CC=C60C(C)=0)=C6C=C50C(C)=0)=0)=

0)([C@@H]1C2)CCT=CC(C=CC=C80C(C)=0)=C8C=CTOC(C)=0

W09921854

878

+2

-2.254

Gyermek1999-17

C46H58N2016

CIN@+([C@@H](CC1)CC20C(CCC(OC(C[C@@HI3CCACIC@
@HIIN@@+]3(C)CC(C=C50C(C)=0)=CC(OC(C)=0)=C50C(C)=
0)=0)=0)([C@H]1C2)CC(C=C60C(C)=0)=CC(OC(C)=0)=C60C(

=0

W09921854

894

+2

-7.064

Gyermek1999-18

C44H60N2012

CIN@@+])([C@@](CC1)([H])C[C@@H]20C(/C=C/C(O[C@@H](
C[C@@]3([H)CCHC[C@@]4([HDN@+]3(C)CC(C=C50C)=CC(
0C)=C50C(CC)=0)=0)=0)([C@]1([H])C2)CC(C=C60C)=CC(OC)

=C60C(CC)=0

W09921854

808

+2

-3.366

Gyermek1999-19

C48H64N2012

CIN@@+]([C@@](CC)([H])C[C@@H]20C(C(CC3)C3C(O[C@@
H](C[C@@]4([H)CC3)C[C@@]5(H))IN@+]4(C)CC(C=C6)=CC(
0C(CC)=0)=C60C(CC)=0)=0)=0)([C@] 1 ([H])C2)CC(C=CT)=CC(

0C(CC)=0)=C70C(CC)=0

W09921854

860

+2

-2.808

Gyermek1999-20

C48H66N2012

CIN@@+])([C@@](CC1)([H])C[C@@H]20C(CCCCCO[C@@H](
Cl[C@@]3([H)CCHC[C@@]4([HDIN@+]3(C)CC(C=C5)=CC(OC(
CC)=0)=C50C(CC)=0)=0)=0)([C@] ! ([H])C2)CC(C=C6)=CCOC(

CC)=0)=C60C(CC)=0

W09921854

862

+2

-2.788

Gyermek1999-21

C47TH64N2012

CIN@@+]([C@@](CC1)([H]))C[C@@H]20C(CCCC(O[C@@H](C[
C@@]3([HDCCHC[C@R@]4([HDN@+]3(C)CC(C=C5)=CC(OC(C
C)=0)=C50C(CC)=0)=0)=0)([C@]L([H])C2)CC(C=C6)=CC(OC(C

C)=0)=C60C(CC)=0

W09921854

848

+2

-2.737

Gyermek1999-22

C47H58N2012

CIN@@([Ce@)CC([HDC[C@HROC([C@@H](C@@]3([H]
)CIC@IA(HDC=C3)[C@H]4C(O[C@H](C[C@@]5(H])CCO)C[C@
@J6([HDN@+]5(C)CC(C=CT)=CC(OC(C)=0)=C70C(C)=0)=0)=

0)([C@]1([H])C2)CC(C=C8)=CC(OC(C)=0)=C80C(C)=0

W09921854

842

+2

-4.015

Gyermek1999-23

C43H56N2012

CIN@@H]([C@@])CCY([HDC[C@@H]20C(CCCC(O[C@@H](C]

W09921854

792

+2

-4.853
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C@@B(HNCCHCIC@Q@IH(HDIN@+]3(C)CC(C=C5)=CC(0C(C)
=0)=C50C(C)=0)=0)=0)([C@]1([H])C2)CC(C=C6)=CC(OC(C)=0

)=C60C(C)=0

Gyermek1999-24

C46H60N2012

CIN@@+([C@@](CC1)(H])C[C@@H]20C(C(CCC3)CCIC(O[C
@@H](C[C@@]A([HDCCS)CIC@@]5([HDIN@+]4(C)CC(C=C6)=
CC(OC(C)=0)=C60C(C)=0)=0)=0)([C@]1([H])C2)CC(C=CT)=CC

(0C(C)=0)=C70C(C)=0

W09921854

832

+2

-3.980

Gyermek1999-25

C44H58N2012

CIN@@+]([C@Q@](CCI)(HNC[C@@H]20C(C(CC3)CIC(O[C@@
H](C[C@J4(HDIN@+](CYC(HNCCAHCC(C=C5)=CC(OC(C)=0)=
C50C(C)=0)C)=0)=0)([C@]1([H])C2)CC(C=C6)=CC(OC(C)=0)=

C60C(C)=0

W09921854

806

+2

-3.17

Gyermek1999-26

C47H58N2012

CIN@@+]([C@@)(CCI)(H)CC@@H20C([C@@H]([C@@]3(
H])C[C@J4([H])C=C3)[C@HMHC(O[C@@H](CIC@@]5([H)CCO)C
[C@R@]6(HDIN@+]5(C)CC(C=CT)=CC(OC(C)=0)=CTOC(C)=0)=

0)=0)([C@]1([H])C2)CC(C=C8)=CC(OC(C)=0)=C8OC(C)=0

W09921854

842

+2

-4.015

Gyermek1999-27

C44H60N2010

CIN@@+]([C@@](CC1)([H])C[C@@H]20C(C(CCC3)CC3C(0[C
@@H](CIC@@MA([HDCCH)C[C@@]S([HDIN@+4(C)CC(C=Co)=
CC(0C)=C60C(C)=0)=0)=0)([C@]1([H])C2)CC(C=C7)=CC(OC)=

C70C(C)=0

W09921854

776

+2

Gyermek1999-28

C42H56N2010

CIN@@+])([C@@](CC1)([H])C[C@@H]20C(C(CC3)C3C(0[C@@
H](C[C@@]4([HDCC3)C[C@@]5([H)N@+]4(C)CC(C=C6)=CC(
0C)=C60C(C)=0)=0)=0)([C@]1([H])C2)CC(C=C7)=CC(OC)=C7

OC(C)=0

W09921854

748

+2

-3.784

Gyermek1999-29

C45H58N2010

O=C([C@@H](Ce@@]!(H)C[C@2(H)HC=CDH[C@H]2C(0[C@
@H](C[C@@]3([H)CCHCIC@@M([HDN@+]3(C)CC(C=C5)=CC
(0C)=C50C(C)=0)=0)0[C@H](C[C@]6(IHNCCT)CIC@]T(HDIN

@@+]6(C)CC(C=C8)=CC(OC)=C80C(C)=0

W09921854

786

+2

-2.875

Gyermek1999-30

C48H68N2012

CIN@@+]([C@@)(CCI)(H)C[C@@H]20C(C(CCL3)CCIC(0[C
@@H](C[C@@]4(HNCCS)CIC@@]S(HDIN@+]4(C)CC(C=C60
C)=CC(0C)=C60C(CC)=0)=0)=0)([C@]1([H])C2)CC(C=CTOC)=

CC(0C)=CTOC(CC)=0

W09921854

+2

-2.498

Gyermek1999-31

C44H60N2012

CIN@@+]([C@@](CC1)([H])C[C@@H]20C(C(CC3)C3C(0[C@@
H](C[C@@]4([H)CC3)C[C@@]5([HDN@+]4(C)CC(C=C60C)=C
C(0C)=C60C(C)=0)=0)=0)([C@]1([H])C2)CC(C=CTOC)=CC(OC

)=C70C(C)=0

W09921854

808

+2

-4.50

Gyermek1999-32

C47TH62N2012

O=C([C@@H)([C@@]1(HNC[C@R(H)C=CDH[C@H]2C(0[C@
@H](C[C@@]3(HDCCAHC[C@@J4(HNN@+]3(C)CC(C=C50C)=
CC(OC)=C50C(C)=0)=0)O[C@H](C[C@]6([HNCCTC[C@]T([H])

[N@@+]16(C)CC(C=C80C)=CC(OC)=C8OC(C)=0

W09921854

846

+2

-3.591

Gyermek1999-33

C47H68N2012

CIN@@+]([C@@](CC1)([H])C[C@@H]20C(CCCCCCCC(O[C@
@H](CIC@@3([HDCCHCIC@@A[HDIN@+]3(C)CC(C=C50C)=

CC(OC)=C50C(C)=0)=0)=0)([C@]1([H])C2)CC(C=C60C)=CC(O

W09921854

852

+2

-2.893
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C)=C60C(C)=0

Gyermek1999-34

C45H68N2010

CIN@@+([C@@](CC1)([H])C[C@@H]20C(CCCCCCCC(O[C@
@H](C[C@@]3([H)CCHC[C@@]4([HDIN@+]3(C)CC(C=C50C)=
CC(0C)=C50C)=0)=0)([C@]1([H])C2)CC(C=C60C)=CC(OC)=C6

ocC

W09921854

796

+2

-1.753

Gyermek1999-35

C43H58N208

CIN@@H]([C@@)CC(HDC[C@@HR2OC([C@@H]([C@@3(
HDC[C@I4A[H])C=C3)[C@H]4C(O[C@@H](C[C@@]5([H)CC6)C
[C@R@I6(HDIN@+]5(C)CC(C=CTOC)=C(C=CT)0C)=0)=0)([C@]

1([H])C2)CC(C=C80C)=C(C=C8)OC

W09921854

730

+2

-1.035

Gyermek1999-36

C50H68N2012

CIN@@+]([C@H](CCC1)CC20C(C(CC3)C3C(OC(C[C@HJ4CCCS
YC[C@H]5[N@+]4(C)CC(C=C6)=CC(OC(CC)=0)=C60C(CC)=0)=

0)=0)([C@@H]1C2)CC(C=C7)=CC(OC(CC)=0)=CTOC(CC)=0

W09921854

888

+2

-1.69

Gyermek1999-37

C51H72N2012

CIN@@+]([C@H](CCC1)CC20C(CCCCCC(OC(C[C@H]3CCCA)C
[C@HJA[N@+]3(C)CC(C=C5)=CC(OC(CC)=0)=C50C(CC)=0)=0)

=0)([C@@H]1C2)CC(C=C6)=CC(OC(CC)=0)=C60C(CC)=0

W09921854

904

+2

-1.141

Gyermek1999-38

C50H70N2012

CIN@+([C@@H](CCC1)CC20C(CCCCC(OC(C[C@@H]3CCCA)
CIC@@HIAIN@@+]3(C)CC(C=C5)=CC(OC(CC)=0)=C50C(CC)=

0)=0)=0)([C@H]1C2)CC(C=C6)=CC(OC(CC)=0)=C60C(CC)=0

W09921854

890

+2

Gyermek1999-39

C49H68N2012

CIN@@+]([C@H](CCC1)CC20C(CCCC(OC(C[C@HI3CCCA)CIC
@HAN@+]3(C)CC(C=C5)=CC(OC(CC)=0)=C50C(CC)=0)=0)=

0)([C@@H]1C2)CC(C=C6)=CC(OC(CC)=0)=C60C(CC)=0

W09921854

876

+2

-1.619

Gyermek1999-40

C46H60N2012

CIN@+([C@@H](CCC1)CC20C(C(CC3)CIC(OC(CIC@R@H]4CC
C5)C[C@@H]SIN@@-+14(C)CC(C=C6)=CC(OC(C)=0)=C60C(C)=

0)=0)=0)([C@H]1C2)CC(C=CT)=CC(OC(C)=0)=CTOC(C)=0

W09921854

832

+2

-3.806

Gyermek1999-41

C48H66N2012

CIN@+([C@@H](CCC1)CC20C(CCCCCCCOC(CIC@@HI3CCC
4)C[C@@HMIN@@+]3(C)CC(C=C5)=CC(OC(C)=0)=C50C(C)=0

¥=0)=0)([C@H]1C2)CC(C=C6)=CC(OC(C)=0)=C60C(C)=0

W09921854

862

+2

-2.728

Gyermek1999-42

C47H64N2012

CIN@@+]([C@H](CCC1)CC20C(CCCCCC(OC(C[C@H]3CCCA)C
[C@HJAN@+]3(C)CC(C=C5)=CC(OC(C)=0)=C50C(C)=0)=0)=0

Y[C@@H]1C2)CC(C=C6)=CC(OC(C)=0)=C60C(C)=0

W09921854

848

+2

-3.257

Gyermek1999-43

C46H62N2012

CIN@+([C@@H](CCC1)CC20C(CCCCCOC(C[C@@H]3CCCA)
C[C@@HJAIN@@+]3(C)CC(C=C5)=CC(OC(C)=0)=C50C(C)=0)=

0)=0)([C@H]1C2)CC(C=C6)=CC(OC(C)=0)=C60C(C)=O0

W09921854

834

+2

-3.786

Gyermek1999-44

C45H60N2012

CIN@@+([C@H](CCC1)CC20C(CCCC(OC(C[C@HI3CCCA)C[C
@HJAN@+]3(C)CC(C=C5)=CC(OC(C)=0)=C50C(C)=0)=0)=0)([

C@@H]1C2)CC(C=C6)=CC(OC(C)=0)=C60C(C)=0

W09921854

820

+2

-3.735

Gyermek1999-45

C43H54N2010

O=C([C@@H]([C@]1(H)C[C@@]2([H)C=CH[C@H]2C(OC(C3)
C(CC4)CCIN+]34CC(C=C5)=CC(OC)=C50C(C)=0)=0)0C(CH)C(

CC7)CCI[N+]67CC(C=C8)=CC(OC)=C8OC(C)=0

W09921854

758

+2

-0.325

Gyermek1999-46

C38H54N208

CIN@@+]([C@H](CC1)CC20C(CCC(OC(C[C@H]3CC4)C[C@H]4
[N@+]3(C)CC(C=C50C)=C(C=C5)0C)=0)=0)([C@@H]1C2)CC(C

=C60C)=C(C=C6)0C

W09921854

666

+2

-2.228
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Gyermek1999-47 C40H58N2010 CIN@+)([C@@H](CC1CC20C(CCC(OC(C[C@HIBCCACIC@HI4  W09921854 726 42 -3.644
[N@+]3(C)CC(C=C50C)=CC(OC)=C50C)=0)=0)([C@H]1C2)CC(
C=C60C)=CC(0C)=C60C

Gyermek1999-48 C42H54N2012 CIN@@+)([C@Q@)(CC1)([H])C[C@@H]20C(CCCO[C@HI(C[C@  W09921854 778 42 -5.208
B(H])CCAHC[C@JA(HDIN@@+]3(C)CC(C=C5)=CC(OC(C)=0)=
C50C(C)=0)=0)=0)([C@]1([H])C2)CC(C=C6)=CC(OC(C)=0)=C6
0C(C)=0

Gyermek2002-1 C41H60N206 CIN+]1(C)C2CCCICC(0C(C(C3=CC=CC=C3)COCCCCCOCC(C(  10.1016/50163- 676 +2 3.911
0C4CC5CCC(C4)N+]5(C)C)=0)C6=CC=CC=C6)=0)C2 7258(02)00296-6

Gyermek2002-2 C39H56N206 CIN@+]1(CCCCCIN@@+]2(C)C3CCC2C[C@@H](OC(C(C4=CC= 10.1016/s0163- 648 +2 -5.156
CC=C4)C0)=0)C3)C5CCCIC[C@H](0C(C(C6=CC=CC=C6)CO)=  7258(02)00296-6
0)C5

Gyermek2002-3 C44H66N206 CIN@+]1(CCCCCCCCCCIN@@+]2(C)C3CCC2C[C@@H](OC(C( 10.1016/50163- 718 +2 2512
C4=CC=CC=C4)CO)=0)C3)C5CCCIC[C@H](OC(C(C6=CC=CC=  7258(02)00296-6
C6)CO)=0)C5

Gyermek2002-4 C38H46N204 CIN@+]1(CC2=CC=C(C[N@@+]3(C)CACCC3C[C@@H](OC(C5=  10.1016/s0163- 594 +2 -0.588
CC=CC=C5)=0)C4)C=C2)C6CCCIC[C@H](OC(CT=CC=CC=CT)=  7258(02)00296-6
0)C6

Gyermek2002-5 C40H50N206 CIN@+]1(CC2=CC=C(C[N@@+]3(C)CACCCIC[C@@H](OC(C(C  10.1016/s0163- 654 42 2,699
5=CC=CC=C5)0)=0)C4)C=C2)C6CCCIC[C@H)(OC(C(CT=CC=C  7258(02)00296-6
C=C7)0)=0)C6

Gyermek2002-6 C42H54N206 CIN@+]1(CC2=CC=C(C[N@@+]3(C)CACCCIC[C@@H](OC(C(C  10.1016/s0163- 682 42 -2.956
5=CC=CC=C5)C0)=0)C4)C=C2)C6CCCIC[C@H])(OC(C(CT=CC=  7258(02)00296-6
CC=C7)CO)=0)C6

Gyermek2002-7 C22H36N204 C[N+]1(C)C2CCCICC(OC(/C=C\C(OC3CCACCC(CH)NHA(C)O)=  10.1016/50163- 392 42 7.12
0)=0)C2 7258(02)00296-6

Gyermek2002-8 C26H38N204 C[N+]1(C)C2CCCICC(OC(C3=CC=C(C(OCACCSCCC(CAHINHS(C  10.1016/50163- 442 42 -5.824
)C)=0)C=C3)=0)C2 7258(02)00296-6

Gyermek2002-9 C34H44N204 CIN@@+]1(CC2=CC=CC=C2)C3CCCIC[C@H)(OC(/C=C\C(O[C  10.1016/s0163- 544 +2 -1.884
@H]4CC5CCC(CHIN@+]5(C)CCH=CC=CC=C6)=0)=0)C3 7258(02)00296-6

Gyermek2002-10 C38H44Br2N204 CIN@@+]1(CC2=CC(Br)=CC=C2)C3CCC1C[C@H](OC(C4=CC=C  10.1016/s0163- 750 +2 1.138
(C(O[C@H]5CC6CCC(CS)N@+H6(C)CCT=CC=CC(Br)=CT)=0)C=  7258(02)00296-6
C4)=0)C3

Gyermek2002-11 C38H52N204 CIN@@+]1(CC)C2CCCIC[C@H](OC([C@@H]3C(C=CC=C4)=C4  10.1016/s0163- 600 +2 3.416
[C@](CC3)(C5=CC=CC=C5)C(O[C@H]6CCTCCC(COIN@HT(CC  7258(02)00296-6
)C)=0)=0)C2

Gyermek2002-12 C22H38N204 C[N+]1(C)C2CCCICC(OC(CCC(OCICCACCC(CI)NH]4(C)C)=0)  10.1016/s0163- 394 +2 -7.84
-0)C2 7258(02)00296-6

Gyermek2002-13 C23H40N204 C[N+]1(C)C2CCCICC(OC(CCCC(OC3ICCACCC(CI)NI4(C)C)=0  10.1016/s0163- 408 +2 -7.125
)=0)C2 7258(02)00296-6

Gyermek2002-14 C24H42N204 C[N+]1(C)C2CCCICC(OC(CCCCC(OC3CCACCC(CI)NI4(C)O)=  10.1016/50163- 422 +2 -7.176

0)=0)C2

7258(02)00296-6
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Gyermek2002-15 C25H44N204 C[N+]1(C)C2CCCICC(OC(CCCCCC(OC3CCACCC(CI)NHAC)C)  10.1016/s0163- 436 +2 -6.647
=0)=0)C2 7258(02)00296-6

Gyermek2002-16 C26H46N204 C[N+]1(C)C2CCCICC(OC(CCCCCCC(OCICCACCC(CI)NH]4(C)  10.1016/s0163- 450 +2 -6.118
C)=0)=0)C2 7258(02)00296-6

Gyermek2002-17 C27H48N204 C[N+]1(C)C2CCCICC(OC(CCCCCCCC(OC3ICCACCC(CI)NH4(C  10.1016/s0163- 464 +2 -5.589
)C)=0)=0)C2 7258(02)00296-6

Gyermek2002-18 C28H50N204 C[N+]1(C)C2CCCICC(OC(CCCCCCCCC(OC3CCA4CCC(CI)NH4( 10.1016/50163- 478 +2 -5.06
C)C)=0)=0)C2 7258(02)00296-6

Gyermek2002-19 C29H52N204 C[N+]1(C)C2CCCICC(OC(CCCCCCCCCC(OC3CCACCC(C3)N+]  10.1016/s0163- 492 +2 -4.531
4(C)C)=0)=0)C2 7258(02)00296-6

Gyermek2002-20 C30H54N204 C[N+]1(C)C2CCC1CC(OC(CCCCCCCCCCC(OC3CCACCC(CI)N  10.1016/50163- 506 +2 -4.002
+14(C)C)=0)=0)C2 7258(02)00296-6

Gyermek2002-21 C31H56N204 C[N+]1(C)C2CCC1CC(OC(CCCCCCCCCCCC(OCICCACCT(CI)| 10.1016/50163- 520 +2 2473
N+]4(C)C)=0)=0)C2 7258(02)00296-6

Gyermek2002-22 C32H58N204 C[N+]1(C)C2CCC1CC(OC(CCCCCCCCCCCCC(OC3CC4CCC(C3)  10.1016/50163- 534 +2 -2.944
[N+]4(C)C)=0)=0)C2 7258(02)00296-6

Gyermek2002-23 C35H44C14N204 CIN@@+]1(CC2=C(C)C=CC=C2C)C3CCCIC[C@H](OC(CCCC(  10.1016/50163- 696 +2 0.963
O[C@H]4CC5CCC(CA)IN@+]5(C)CC6H=C(ClYC=CC=C6CI=0)=0)  7258(02)00296-6
C3

Gyermek2002-24 C22H36NO8 0=C(CCCCC(0)=0)OCCIN@+]([C@H](CC1)CC20C(CCCCC(0)=  10.1016/50163- 442 +2 -1.907
0)=0)([C@@H]1C2)C 7258(02)00296-6

Gyermek2002-25 C22H42N204 0=C(CCCCC(OCC[N+]1(CCCCC1)C)=0)OCC[N+]2(CCCCC2)C 10.1016/50163- 398 2 2475

7258(02)00296-6

Gyermek2002-26 C34H50N204 0=C(CCCCC(OCCN+]1(CCCCC1)CC2=CC=CC=C2)=0)OCC[N+]  10.1016/50163- 550 2 2278
3(CCCCC3)CC4=CC=CC=C4 7258(02)00296-6

Gyermek2002-27 C28H46N208 CC(OCCIN@+])([C@H](CC1)CC20C(CCC(OC(C[C@HI3CCHCIC  10.1016/50163- 538 2 -4.433
@HJ[N@+]3(C)CCOC(C)=0)=0)=0)([C@@H]1C2)C)=0 7258(02)00296-6

Gyermek2002-28 C38H50N208 0=C(C(OCCIN@@+]([C@@H](CC1)CC20C(CC3=CC=CC=C3)= 10.1016/50163- 662 2 -1.588
0)([C@H]1C2)C)=0)OCCIN@+]([C@H](CC4)CC50C(CC6=CC=C  7258(02)00296-6
C=C6)=0)([C@@H]4C5)C

Gyermek2002-29 C44H62N208 0=C(CCCCCCC(OCCIN@+([C@H](CC1)CC20C(CC3=CC=CC=  10.1016/50163- 746 2 0.205
C3)=0)([C@@H]1C2)C)=0)0CCIN@@+]([C@@H](CC4)CCS0C(  7258(02)00296-6
CC6=CC=CC=C6)=0)([C@HJ4C5)C

Gyermek2002-30 C44H62N208 0=C(CCCCC(OCCCIN@+]([C@H](CC1)CC20C(CC3=CC=CC=C3  10.1016/50163- 746 +2 -1.211
)=0)([C@@H]1C2)C)=0)OCCCIN@@+]([C@@H](CC4)CCSOC(C  7258(02)00296-6
C6=CC=CC=C6)=0)([C@HJ4C5)C

Gyermek2002-31 C44H62N208 0=C(CCCCC(OCCIN@+]([C@H](CC1)CC20C(CCC3=CC=CC=C3  10.1016/50163- 746 +2 0.065
)=0)([C@@H]1C2)C)=0)OCCIN@@+]([C@@H](CC4)CCS0C(CC  7258(02)00296-6
C6=CC=CC=C6)=0)([C@HJ4C5)C

Gyermek2002-32 C41H56N208 0=C(CCCCCC(OCCIN@+]([C@H](CC1)CC20C(C3=CC=CC=C3)  10.1016/50163- 704 +2 0.258

=0)([C@@H]1C2)C)=0)0CCIN@@+]([C@@H](CC4)CC50C(C6=

CC=CC=C6)=0)([C@HJ4C5)C

7258(02)00296-6
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Gyermek2002-33 C32H54N208 0=C(CCCCCCC(OCCIN@H([C@H)(CCCC20C(C)=0)[C@@H  10.1016/50163- 594 +2 3.071
11C2)0)=0)0CCIN@@+([C@@H](CC3)CC40C(C)=0)([C@H]3C  7258(02)00296-6
4C

Gyermek2002-34 C42H58N208 0=C(CCC(OCCCIN@+)([C@H)(CC1)CC20C(CC3=CC=CC=C3)=  10.1016/50163- 718 +2 0.504
0)([C@@H]1C2)C)=0)OCCCIN@+4([C@@H)(CCIC@@HJACCS  7258(02)00296-6
)IC@@H]50C(CC6=CC=CC=C6)=0)C

Gyermek2002-35 C42H58N208 0=C(C(OCCCCIN@+]([C@H](CC1)CC20C(CC3=CC=CC=C3)=0)  10.1016/50163- 718 +2 -3.704
([C@@H]1C2)C)=0)0CCCCIN@@+([C@@H](CC4)CCS0C(CC6  7258(02)00296-6
=CC=CC=C6)=0)([C@HJ4C3)C

Gyermek2002-36 C30H50N208 0=C(CCCCC(OCCIN@+([C@H](CC1)CC20C(C=0)[C@@H]IC  10.1016/50163- 566 +2 -4.129
2)0)=0)0CCIN@@+]([C@@H](CC3)CC40C(C)=0)([C@H]3C4)C  7258(02)00296-6

Gyermek2002-37 C43H60N208 0=C(CCCC(OCCCIN@+([C@H](CC1)CC20C(CC3=CC=CC=C3)  10.1016/50163- 732 +2 -1.16
=0)([C@@H]1C2)C)=0)0CCCIN@@+([C@@H](CCAHCCS0C(C  7258(02)00296-6
C6=CC=CC=C6)=0)([C@H]4C5)C

Gyermek2002-38 C37H48N208 0=C(C1=CC=CC=C1)OCCIN@@+]([C@@H](CC2)CC3OC(CC(O  10.1016/50163- 648 +2 -1.339
C(C[C@HJ4CC5)C[C@H]SIN@+]4(C)CCOC(C6=CC=CC=C6)=0)  7258(02)00296-6
=0)=0)([C@H]2C3)C

Gyermek2002-39 C46H66N208 0=C(CCCCCCC(OCCCIN@@H([C@@H](CC1)CC20C(CC3=CC  10.1016/50163- 774 +2 -0.153
=CC=C3)=0)([C@H]1C2)C)=0)OCCCN@H([C@H](CCACCSOC  7258(02)00296-6
(CC6=CC=CC=C6)=0)([C@@HACS)C

Gyermek2002-40 C40H54N208 0=C(CCCCC(OCCIN@H([C@H](CC1)CC20C(C3=CC=CC=C3)=  10.1016/50163- 690 +2 0.271
0)([C@@H]1C2)C)=0)OCCIN@@+([C@@H](CC4)CCS0C(C6=  7258(02)00296-6
CC=CC=C6)=0)([C@HJ4C5)C

Gyermek2002-41 C41H56N208 0=C(CC(OCCCIN@+H([C@H](CC1)CC20C(CC3=CC=CC=C3)=0)  10.1016/50163- 704 +2 -1.87
([C@@H]1C2)C)=0)0CCCIN@@+]([C@@H](CC4)CCS0C(CCo=  7258(02)00296-6
CC=CC=C6)=0)([C@HJ4C5)C

Gyermek2002-42 C41H56N208 0=C(CCCC(OCCIN@+([C@@)(CCH(HNC[C@@H]20C(CC3=C  10.1016/50163- 704 +2 -0.802
C=CC=C3)=0)([C@]1(H]))C2)C)=0)0CCIN@@+]([CR@](CC4)[  7258(02)00296-6
H])C[C@@H]50C(CC6=CC=CC=C6)=0)([C@4(H])C5)C

Gyermek2002-43 C39H52N208 0=C(CC(OCCIN@@+]([C@@H](CC1)CC20C(CC3=CC=CC=C3)  10.1016/50163- 676 +2 -1.512
=0)([C@H]1C2)C)=0)0CCIN@+]([C@H](CC4)CC50C(CC6=CC=  7258(02)00296-6
CC=C6)=0)([C@@H4C5)C

Gyermek2002-44 C43H60N208 0=C(CCCCCC(OCCIN@H([C@H])(CC1)CC20C(CC3=CC=CC=C3  10.1016/50163- 732 +2 -0.324
=0)([C@@H]1C2)C)=0)0CCIN@@+]([C@Q@H](CC4)CCS0C(CC  7258(02)00296-6
6=CC=CC=C6)=0)([C@H]4C5)C

Gyermek2002-45 C38H50N208 0=C(CCC(OCCIN@+H([C@H](CC1)CC20C(C3=CC=CC=C3)=0)([  10.1016/50163- 662 +2 0.575
C@@H]1C2)C)=0)0CCIN@@+]([C@@H](CC4)CCSOC(C6=CC=  7258(02)00296-6
CC=C6)=0)([C@HMC5)C

Gyermek2002-46 C42H58N208 0=C(CCCCC(OCCIN@H([C@H](CC1)CC20C(CC3=CC=CC=C3)  10.1016/50163- 718 +2 -0.853
=0)([C@@H]1C2)C)=0)0CCIN@@+]([C@@H](CC4)CCS0C(CC  7258(02)00296-6
6=CC=CC=C6)=0)([C@H]4C5)C

Gyermek2002-47 C40H54N208 0=C(CCC(OCCIN@+|([C@H](CC1)CC20C(CC3=CC=CC=C3)=0)  10.1016/s0163- 690 +2 -1.157
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((C@@H]1C2)C)=0)OCCIN@@+([C@@H](CC4)CC50C(CC6=C

C=CC=C6)=0)([C@HAC5)C

7258(02)00296-6

Gyermek2002-48 C42H58N208 0=C(CCCCCCC(OCCIN@H([C@H)(CCI)CC20C(C3=CC=CC=C3  10.1016/50163- 718 +2 0.787
»=0)([C@@H]1C2)C)=0)0CCIN@@+]([C@@H](CC4)CC50C(C6  7258(02)00296-6
=CC=CC=C6)=0)([C@HJ4C5)C

Gyermek2002-49 C22H42N204 0=C(CCCCC(OCCIN+]1(CCCCC1)C)=0)OCCIN+]2(CCCCC2)C 10.1016/50163- 398 +2 2475

7258(02)00296-6

Gyermek2002-50 C42H62N204 CIN@+([C@@H](CC1)CC20C(CC3=CC=CC=C3)=0)([C@H]IC2  10.1016/50163- 658 +2 -0.726
)CCCCCCCCCCIN@+([C@H](CC4)CCS0C(CC6=CC=CC=C6)=0  7258(02)00296-6
N[C@@H]4C5)C

Gyermek2002-51 C28H54N202 CIN@+([C@@)(CC([H])C[C@@H20)([C@]1(TH))C2)CCCCC  10.1016/50163- 450 +2 -4.836
CCCCCCCIN@H([C@)(CC3)(H]CIC@HI40)[C@@IB(HNCHC  7258(02)00296-6

Gyermek2002-52 C25H48N202 CIN@+([C@@)(CC([H])C[C@@H]20)([C@]1(TH))C2)CCCCC  10.1016/50163- 408 +2 -6.423
CCCCIN@+I([C@I(CC3)([H])CIC@H40)([C@R@]3(H])C4)C 7258(02)00296-6

Gyermek2002-53 C24H46N202 CIN@+([C@@)(CC([H])C[C@@H20)([C@]1(TH))C2)CCCCC  10.1016/50163- 394 +2 -6.952
CCCIN@H([C@](CC3)([H])CIC@H0)([CR@I3(TH)C4)C 7258(02)00296-6

Gyermek2002-54 C23H44N202 CIN@+([C@@)(CC([H])C[C@@H]20)([C@]1(TH))C2)CCCCC  10.1016/50163- 380 +2 -7.481
CCIN@+([C@](CC3)(H)C[C@HJ40)[C@@I3(H])C4)C 7258(02)00296-6

Gyermek2002-55 C28H54N2 CIN@@+1([C@H]2CC[C@@H]1CCC2)CCCCCCCCCCCCIN@@  10.1016/50163- 418 +2 -0.662
+3([C@@H14CCIC@H]3CCC4)C 7258(02)00296-6

Gyermek2002-56 C27H52N2 CIN@@+]1([C@H]2CC[C@@H]1CCC2)CCCCCCCCCCCN@@+  10.1016/50163- 404 +2 -1.191
BIC@@H4CCIC@H]3CCC4)C 7258(02)00296-6

Gyermek2002-57 C26H50N2 CIN@@+]1([C@H]2CC[C@@H]1CCC2)CCCCCCCCCCIN@@+3  10.1016/50163- 390 +2 172
([C@@HI4CCIC@H]3CCCA)C 7258(02)00296-6

Gyermek2002-58 C25H48N2 CIN@+ 1([C@@H]2CC[C@H]1CCC2)CCCCCCCCCIN@H3(IC@  10.1016/50163- 376 +2 2.249
HJ4CC[C@@H]3CCCA)C 7258(02)00296-6

Gyermek2002-59 C24H46N2 CIN@@+]1([C@H]2CC[C@@H]1CCC2)CCCCCCCCIN@@H3(IC  10.1016/50163- 362 +2 2778
@@HJACCIC@H]3CCCA)C 7258(02)00296-6

Gyermek2002-60 C23H44N2 CIN@@+]1([C@H]2CC[C@@H]1CCC2)CCCCCCCIN@@H3(C  10.1016/50163- 348 +2 3.307
@@HACCIC@H]3CCCA)C 7258(02)00296-6

Gyermek2002-61 C22H42N2 CIN@@+1([C@H]2CC[C@@H]1CCC2)CCCCCCN@@H3([C@  10.1016/50163- 334 +2 -3.836
@HJ4CC[C@H]3CCC4)C 7258(02)00296-6

Gyermek2002-62 C21H40N2 CIN@+1([C@@H]2CC[C@H]1CCC2)CCCCCIN@H3([C@H4CC  10.1016/50163- 320 +2 -4.365
[C@@H]3CCC4)C 7258(02)00296-6

Gyermek2002-63 CI9H36N2 CIN@+1([C@H]2CCC[C@@H]1CC2)CCCIN@+3([CR@HIACC  10.1016/50163- 292 +2 -3.943
C[C@H]3CC4)C 7258(02)00296-6

Gyermek2002-64 C20H38N2 CIN@+1([C@H]2CCC[C@@H]1CC2)CCCCIN@+3([C@@HI4C  10.1016/50163- 306 +2 -4.894
CC[C@H]3CC4)C 7258(02)00296-6

Gyermek2002-65 C22H42N202 CIN@+([C@@)(CCI([H])C[C@H]20)([C@]1([H])C2)CCCCCC]  10.1016/50163- 366 +2 -8.01
N@@+)([C@)(CC3)([H])C[C@H4O0)[C@R@]3(H))CHC 7258(02)00296-6

Gyermek2002-66 C26H50N202 CIN@+([C@@H](CC1)CC20)([C@H]1C2)CCCCCCCCCCIN@+]  10.1016/50163- 422 +2 -5.894

([C@H](CC3)CCA0)[C@Q@H]3C4)C

7258(02)00296-6
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Rocuronium C32H53N204 0=C(C)O[C@@H]([C@H]1[N+]2(CCCC2)CC=C)[C@N(CCINCO)C  10.2174/138955705402 529 +1 2433
@ICH(HD[C@@I(CCH(HDIC@@B(HDIC@@I(C@I4HDC[ 3215
C@@H]50)(C)C[C@@H]SN6CCOCCE

Vecuronium C34H57N204 CIC@)([C@H]10C(C)=0)(CC[C@)(C[C@@H]L[N+]3(C)CCCC  10.2174/138955705402 557 +1 4334
C3)(HD[C@Q@NCCH(HDIC@@2(HD[C@](C[C@@H]5N6CCC 3215
CCO)(O)C@4([HDC[C@@H]50C(C)=0

Pipecuronium C35H62N404 CIC@)(IC@H]10C(C)=0)(CC[C@N(CIC@@H]IN3CCIN+(C)(C  10.2174/138955705402 602 +2 0.628
)CC3)([HD[C@@](CC4)([HD[C@@]2(HD[C@](C[C@@H]SN6CC 3215
[NFI(C)NO)CCOH(CO)C@I4(H]))C[C@@H]S0C(C)=0

Pancuronium C35H60N204 CIC@)(IC@H]10C(C)=0)(CCIC@NCIC@@H]I[N+]3(C)CCCC  10.2174/138955705402 572 +2 1.206
C3)([(HD[C@@](CC4)(H)[C@@2(HD[C@](C[C@@H]5[N+]6(C 3215
)CCCCCH)(O)[C@4(H])C[CR@H]SOC(C)=0

Jindal2001-DPJ-489  C32H54N202 CIC@]12C(C[C@@H](IN+]3(C)CCCC3)CC2)=CCC4CICCIC@@]  10.1016/50223- 498 +2 -0.732
5(C)CAC[C@H]([N+]6(C)CCCCCH)[CR@H]S0C(C)=0 5234(00)01205-8

Jindal2002-DPJ-494  C30H53N30 CIC@]12C(C[C@@H](IN+]3(C)CCCC3)CC2)=CCC4CICCIC@@]  10.1016/50223- 471 +2 -1.923
5(C)CAC[C@H](N6CCIN+](C)(C)CCH)[C@@H]S0 5234(02)01413-7

Jindal2002-DPJ-496  C32H55N302 CIC@]12C(C[C@@H](IN+]3(C)CCCC3)CC2)=CCC4CICCIC@@]  10.1016/50223- 513 +2 -1.021
5(C)CAC[C@H](N6CCIN+](C)(C)CCH)[C@@H]50C(C)=0 5234(02)01413-7

Hu2012-8a C29H52N203 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@H]([N+]S(C)CCOCC  10.1016/j.¢jmech.2012. 476 +2 -1.166
5)[C@@H40C(C)=0)C[C@@H](IN+](C)(C)C)CC1 07.048

Hu2012-8b C31H54N203 Cl[C@@]12C(CCC3C2CCIC@@I4(C)CIC[C@H]([N+]5(C)CCOCC  10.1016/).¢jmech.2012. 502 +2 0.099
5)[C@@H40C(C)=0)C[C@@H](IN+]6(C)CCCC6)CC1 07.048

Hu2012-8¢ C32H57N303 Cl[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@H(IN+]5(C)CCOCC  10.1016/j.¢jmech.2012. 531 +2 1.565
5)[C@@HA0C(C)=0)C[C@@H](N6CCIN+](C)(C)CCE)CCT 07.048

Hu2012-8d C32H56N203 Cl[C@@]12C(CCC3C2CCIC@@]I4(C)CIC[C@H]([N+]5(C)CCOCC  10.1016/j.¢jmech.2012. 516 +2 0.658
5)[C@@HMAO0C(C)=0)C[C@@H](IN+]6(C)CCCCCH)CC 07.048

Hu2012-8e C31H54N204 Cl[C@@]12C(CCC3C2CC[C@@]I4(C)CIC[C@H]([N+]5(C)CCOCC  10.1016/j.¢jmech.2012. 518 +2 1.004
5)[C@@H40C(C)=0)C[C@@H](IN+]6(C)CCOCCE)CCI 07.048

Hu2012-8f C34H54N203 Cl[C@@]12C(CCC3C2CCIC@@I4(C)CIC[C@H]([N+]5(C)CCOCC  10.1016/j.¢jmech.2012. 538 +2 1.594
$C@@HHOC(C)=0)C[CR@H](N+](C)(C6=CC=CC=C6)C)CCT  07.048

Hu2012-8g C35H56N203 Cl[C@@]12C(CCC3C2CCIC@@]I4(C)CICIC@HI([N+]S(C)CCOCC  10.1016/.¢jmech.2012. 552 +2 1.253
$C@@HHOC(C)=0)C[CR@H](N+](C)(CC6=CC=CC=CE)C)CC 07048
1

Hu2015-24a C32H56N203 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@H](IN+]S(C)CCCCC  10.1016/j.ster- 516 +2 0.658
5)[C@@HI40C(C)=0)C[C@@H]([N+]6(C)CCOCC6)CC1 0ids.2015.01.008

Hu2015-24b C31H54N203 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@H](IN+]5(C)CCCCS)  10.1016/j.ster- 502 +2 0.099
[C@@HI40C(C)=0)C[C@@H](IN+]6(C)CCOCCE)CC1 0ids.2015.01.008

Hu2015-24c C32H57N303 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@HI(NSCCINHI(C)(C)  10.1016/j.ster- 531 +2 0368
CC5)[C@@H40C(C)=0)C[C@@H](IN+]6(C)CCOCCE)CC1 0ids.2015.01.008

Hu2015-25a C33H58N202 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@H](IN+]5(C)CCCCC  10.1016/j.ster- 514 +2 0312

5)[C@@H]40C(C)=0)C[C@@H](IN+]6(C)CCCCC6)CCL

0ids.2015.01.008
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Hu2015-25h C32H56N202 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@H](IN+]5(C)CCCCS)  10.1016/j.ster- 500 +2 -0.248
[C@@HI40C(C)=0)C[C@@H]([N+]6(C)CCCCCE)CCL 0ids.2015.01.008

Hu2015-25¢ C33H59N302 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@HI(NSCCIN+I(C)(C)  10.1016/j.ster- 529 +2 0.022
CC5)[C@@HI40C(C)=0)C[C@@H](IN+]6(C)CCCCC6)CCl 0ids.2015.01.008

Hu2015-26a C32H56N202 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@H](IN+]5(C)CCCCC  10.1016/j.ster- 500 +2 -0.248
5)[C@@H40C(C)=0)C[C@@H](IN+]6(C)CCCC6)CC1 0ids.2015.01.008

Hu2015-26b C31H54N202 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@H](IN+]5(C)CCCCS)  10.1016/j.ster- 486 +2 -0.807
[C@@HI40C(C)=0)C[C@@H]([N+]6(C)CCCCE)CCL 0ids.2015.01.008

Hu2015-26¢ C32H57N302 C[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@HI(NSCCIN+I(C)(C)  10.1016/j.ster- 515 +2 -0.537
CC5)[C@@HI40C(C)=0)C[C@@H](N+]6(C)CCCCE)CCI 0ids.2015.01.008

Hu2015-27a C33H59N302 CI[C@@]12C(CCC3C2CCIC@@I4(C)CICIC@H](IN+]5(C)CCCCC  10.1016/j.ster- 529 +2 1219
5)[C@@HJ40C(C)=0)C[C@@H](N6CC[N+](C)(C)CC6)CC1 0ids.2015.01.008
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Figure S1. The binding modes of d-tubocurarine observed in the cryo-EM structure (PDB ID: 7SMS).



