Electronic Supplementary Material (ESI) for Dalton Transactions.
This journal is © The Royal Society of Chemistry 2023

Average ON: 0.58

Average ON: 0

Average CN: 8.4

Average CN: 8.2

Average CN: 7.6

Average CN: 7.5

Average CN: 7.4

Average CN: 7.9

Average CN: 8

Average CN: 7.8

Average CN: 7.4

Average CN: 7.7

Average CN: 8

Average CN: no data

Average CN: no data

Average CN: no data

- - - - - ON-IV -l -l -1 O I Il _ IV V VI Vi v ON-IV —ll -l -1 O | 0l W IV _V VI vl v
1%| U o 1%| 100
CN /% CN /%
oﬁ 4 100 100
1 120 0.03 8 1
2 1 1 0.1 2
3(0.05 0.05 3
4/ 0.2 0.2 4
5(0.08 0.08 5
6| 0.2 0.2 6
7 7
8 8
9 9
10 10
11 11
12 12
Average CN: 1 Average CN: 0
Average ON: 1 Average ON: 2 Average ON: 2.75 Average ON: -0.43 Average ON: -1.93 Average ON: -1.91 Average ON: -1 Average ON: 0
L- ON-IV -l -l -1 O I Il _ IV V VI VI Vi ON-IV -l <l -l O I I W _IV V VI VI VI ON-IV -l <l -l O I __Il_m IV V VI VI VI C ON-IV -l -l -1 O I Il W _IV V VI Vi v ON-IV -l <l -l O I Il _ IV V VI VI Vi ON-IV -l -l -l O I Il _IV V VI VI v ON-IV -l <l -1 O I Il IV V VI Vi v ON-IV —ll -l -1 O | 0l IV _V VI Vi vl
I A /%) AN 07 04 4 oy /% 15 12 6/ 28 3 5,24 6 4 1%| 5 4004 6004 1004 8 1%| 14 00 00 1%| | 100 XS 1%| 100
CN /% CN/% CN /% CN /% CN /% CN /% CN /% CN /%
0 0 0 0 0 0 0/0.05 0.05 4 100 100
1 1 1 1{0.04 0.01 0.03 1 7 7 0.02 0.02 1 W 0.03 0.4 1 ss X o.0s 1
2| 3 3 2 2 2 2| 1 0.4 1 2 001001001 2 1005 17 3 4 2 18| 0.07 4 0.03 6 0.040.03 0.02 <5 1 4 0.03 0.01 2| 9 9 2
3| 10 10 3l 7 7 3 0.7 I 35 3 004002008018 1 4 6 2 05 3 502 007 1 004 8 3| 1 1 3
4 ¥l 88 4 0.7 04 1 4 4 15 12 6 502 2 108 02 4| 17 16 0.04 0.07 0.03 4(0.01 0.01 4| 2 2 4
5 5 2 2 5 5 5 5 5(0.05 0.05 5
6| 8 8 6| 0.9 0.9 6 6 6 6| 0.2 0.2 6(0.35 0.4 6
7| 0.6 0.6 7 7 7 7 7 7 7
8| 0.6 0.6 8 8 8 8 8 8(0.05 0.05 8
9 9 9 9 9 9 9 9
10 10 10 10 10 10 10 10
11 11 11 11 11 11 11 11
12 12 12 12 12 12 12 12
Average CN: 4.2 Average CN: 3.9 Average CN: 3.5 Average CN: 3.1 Average CN: 2.8 Average CN: 1.9 Average CN: 1.2 Average CN: 0
Average ON: 0.98 Average ON: 1.97 Average ON: 2.9 Average ON: 3.4 Average ON: 3.21 Average ON: -0.88 Average ON: 0.01 Average ON: 0
ON-IV =il -l -1 O I Il _ IV V VI VI v ON-IV -l =l -1 O I I W _ IV V VI VI Vi ON-IV -l -l -1 O I _Il_m IV V VI VI Vi ON-IV -l -l -1 O I _Il_m_ IV V VI Vi v ON-IV -l <l -1 O I Il m I V VI VI Vi ON-IV -l -1l -1 O I Il _ IV V VI Vi v ON-IV -l <l -1 O I Il IV V VI Vi v ON-IV -l -l -1 O | I W IV V VI vi_ v
M/%| 1 M/%| sl m/%| T o m/%| 0 o 4 1 2018 sk n/%| 1 02003 2 04y o3 16 E/%| 5/ 16008 2 7 3 /%| 0 002 02 009002 009 007 m/%| 100
CN /% CN/% Scale /% CN /% CN /% CN /% CN /% CN /% CN /%
o[ 0.8 0.8 0 | 0 0 0 0 0 0[0.02 0.02 4 100 100
1/ 0.8 0.8 1 0.01 1 1 1 1 . 2 09 004 1S oo 02 1
2/ 0.8 0.8 2 1 10 2 2(0.07 0.07 2| 1 0.06 0.1 0.3 0.4 2 <50 5 7008 0.1 0.08 2| 1( 10 0.05 0.02 0.02 2
3 4 4 3 1 2 3| 5 1 5 3 1 0.07 0.1 0.1 1 3| 4 0.5 0.06003 1 0.3 2 0.2 3 16 0.04 7 1 1 3 1 1 0.02 0.02 3
4| 11 11 4 Wl 33 " 76/ 4 & 48 |oor o007 4 1 112 3K 1 94 0.8 o 0.1 0.3 16 4| 10 0.2 0.4 6 3 4| 03 0.2 002 005 005 4
5| 14 14 5 7 5 4 4 5 2 0.1 2 5/ 0.3 0.3 5 5/ 0.3 0.3 5
6 6 6| 15 15 6| 4 0.3 007 4 6] 0.3 0.3 6| 0.2 0.08 0.1 6| 0.2 0.1 0.02 6
7| 11 11 7 8 7 1 1 7 7 7 7 7
8| 13 13 8 1 8 8 8 8 8(0.02 0.02 8
9 9 9 9 9 9 9 9
10 10 10 10 10 10 10 10
11 11 11 11 11 11 11 11
12 12 12 12 12 12 12 12
Average CN: 5.8 Average CN: 5.2 Average CN: 4.3 Average CN: 4.1 Average CN: 4 Average CN: 2.2 Average CN: 1.2 Average CN: 0
Average ON: 0.99 Average ON: 2 Average ON: 2.98 Average ON: 3.49 Average ON: 3.33 Average ON: 2.39 Average ON: 1.94 Average ON: 1.8 Average ON: 2.08 Average ON: 1.81 Average ON: 1.54 Average ON: 1.96 Average ON: 2.72 Average ON: 2.58 Average ON: 2.57 Average ON: 0.55 Average ON: -0.93 Average ON: 1.33
ON-IV -l -l -l O 1 I _IN V VI Vi _ vl C ON-IV -l -l -l O 1 I W _IN V VI Vi _ vl ON-IV -l -l -l O 1 _Il_m IV V VI VI vl ON-IV -l -l -l O I __Il_m IV V VI VI v ON-IV -l <l -l O I _Il_Wm IV V VI VI v ON-IV -l -l -l O I __I_m IV V VI Vi v ON-IV -l <l -l O I I _ IV V VI VI v ON-IV -lll -l -1 O | 1l W IV V VI Vi v ON-IV -lll -l -1 O I Il IV V VI VI Vi ON-IV -l -l -l O I I W _IV V VI VI Vi ON-IV -l -l -l O I I Wl _IV V VI VI Vi ON-IV -l -l -l O I I W _IV V VI VI VI ON-IV -l <l -l O I Il Wm IV V VI VI VI ON-IV -l -l -l O I 1l W _IV V VI VI v ON-IV -l <l -l O I __1l_m I V VI VI VI ON-IV -l -l -l O | I IV V VI VI Vi ON-IV -l <l -l O I Il _ IV V VI VI Vi ON-IV Il -l - O I 1l W IV V VI VI Vi
19%| 07 Y am 100 1%| 0.6 0.6J 1%| 0.2 2 sl 2504 A 1 2 8 18 32 1%| 05 03021 52000 6 4 7 1% 0.6 3 1IN 3 202 2 1%| 3 1116 sPEFF 21 4 02 1% 0.2 4 3[ 18P 1 02 19%| 0.2 12 48 4 3 19%| 0.2 102 1%| 04 04 1JEH /%[ 05 03 10 sIEA /%] 5 03 0.8 3 0sEd 3N | [18 02 02 02 7 20851 126 A (20 11074 3019 02 10 4 /%] Boos 009 02 06 0.1 %]
CN /% CN/% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /%
0| 0.7 0.7 0 0 0 0 0 0 0 0 0 0 0 0| 0.3 0.3 0 0| 0.2 0.2 0| 0.2 0.2 0% 0.06 (/] 38
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1| 0.2 0.2 1| 19 10 4 49 1 1 A o006 06 1 |
2| 0.7 0.7 2| 0.6 0.6 2 2 2 2 2| 0.4 0.2 0.2 2/ 0.6 0.2 0.5 2/ 0.3 0.2 0.2 2 2| 5 0.2 5 2 0.4 5 2 2| 4 0.3 0.5 4 2(1.2 1 0.2 7] 52 10 824 3 s 0.2 2| 13 12 03 006 006 Y 67
3 3 3 3 1 1 3| 2 0.6 1 3| 0.2 0.2 3| 0.5 0.2 0.2 3| 0.7 0.3 0.3 3 1 0.9 0.2 0.2 3| 0.8 0.5 0.3 3 3 5 0.2 4 0.2 0.6 3| 11 11 0.6 3 04 4 3| 14 0.5 0.3 2 05 11 3] 8 0.5 0.3 8 3| 19 3 0.2 02 3 2 11 3| 17 0.5 302 902 5 3| 2 2 0.06 0.2 3
4| 8 8 4 3 3 4| 4 4 4| 6 0.2 6 4| 10 05 3 2 5 4| 11 0.2 4 05 09 02 6 4| 10 0.6 8 0.2 02 02 2 4| 10 2050502 4 202 0.2 4| 16 305 2 10 0.5 0.2 71 39 g 228 06 0.4 4 14 0.6 4 04 1Y 1 70 7 s 71 69| 5 0.3 0.3 3 08025 3FEA 7l 65 5 0.2 3 19 4 9 02 0.4 2 3 4 4| 0.3 0.06 006 013 006 4
5] 4 4 5 3 3 5/ 9 9 5/ 7 02 2 5 5| 17 05 2 8 6 5/ 7 0.2 0.3 2 109 105 5/ 10 2 0406 3 4 0.2 5 0.2 08 14 0.8 2 5 0.3 5 0.2 1 2114 3 4 0.2 5 0.2 2 11 1 1 5 0.8 5 12 5/ 5 5 5/ 4 0.3 4 5 4 1 3 5/ 0.9 0.7 0.2 5/ 0.3 0.1 0.13 5
6 % 43 6 6 0.2 1 o/ s}l | 50 1 2 3102E s | 73| 03 03020 3 sl 4 2 03 1y 75| 0.6 09X Bl : 6 0.8 o1 190 4 2 | 58 03 06 28IEA 0.3 5 41 2 1 6| 18 17 0.4 02 6 27 6| 10 0.3 10 6| 15 ) 13 6| 10 5 1 4 6| 1 0.2 1 6| 0.3 0.1 006  0.06 6
7 7| 14 14 7 7| 15 1 1 8 5 7| 15 4 2 6 2 07 7] 8 0.2 1 5 1 0.3 7] 3 2 1 0.2 7] 2 0.2 2 71 1 0.5 0.2 0.3 0.2 7 7 7 0.4 7 7 7 7 7 7
8 34 8 - 8| 13 13 8 5 7 18 8 7 2 6 0.2 8( 0.5 0.5 8( 0.2 0.2 8| 0.3 0.2 0.2 8| 0.6 0.3 0.3 8 8 8 0.4 8 8 8 8 8 8
9 5 5 9 7 7 9 3 3 9 1 14 9 9 9 9 9 9 9 9 9 9 9 9 9 9
10( 3 3 10( 1 1 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10
11| 0.7 0.7 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11
12 12| 0.6 0.6 12| 0.6 0.6 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12
Average CN: 6.8 Average CN: 6.8 Average CN: 6.4 Average CN: 6.6 Average CN: 5.9 Average CN: 5.8 Average EN: 5.7 Average EN: 5.6 Average EN: 5.5 Average EN: 4.9 Average EN: 4.4 Average EN: 4.5 Average CN: 4.1 Average CN: 4.2 Average CN: 4 Average CN: 2.2 Average CN: 1.2 Average CN: 1.3
Average ON: 0.95 Average ON: 2 Average ON: 2.99 Average ON: 3.75 Average ON: 4.01 Average ON: 2.99 Average ON: 2.98 Average ON: 2.29 Average ON: 2.1 Average ON: 1.96 Average ON: 1.23 Average ON: 2 Average ON: 2.61 Average ON: 3.05 Average ON: 2.78 Average ON: 1.82 Average ON: -0.67 Average ON: 3.26
ON-IV -l -l -1 O I Il _IV V VI VI Vi ON-IV -l -l -1 O I I W _ IV V VI VI VI ON-IV -l -l -1l O I Il m IV V VI VI VI ON-IV -l -l -1 O I Il _ IV V VI Vi v ON-IV -l -l -1 O I Il _ IV V VI VI v ON-IV -l <l -1 O I Il W _ IV V VI VI v ON-IV -l <l -1 O I Il IV V VI VI Vi ON-IV il -l -1 O I Il W _ IV V VI VI Vi ON-IV -l -l -1 O I Il IV V VI VI Vi ON-IV -l -l -1 O | I W IV V VI VI Vi ON-IV -l -l -1 O I Il _ IV V VI VI Vi ON-IV -l -l -1 O I I W _ IV V VI VI Vi ON-IV -l -l -1l O I Il IV V VI VI VI ON-IV -l -l -1 O I 1 _m_ IV V VI Vi v ON-IV -l <l -1l O I Il m IV V VI VI Vi ON-IV -l -l -1 O I I W _ IV V VI VI v ON-IV -l <l -1 O I Il _ IV V VI VI v ON-IV il -l -1 O I Il W _IV V VI VI Vi
m/%l ] o m/%| 100 -/%I 0.4 0.4JEH -/%I 0.5 S s« -/%I 106 7 316 2004 -/%I 02 02 15 3[27 12[22 8 13 -/%I 0705 1319 10,19 3 5 -/%I 0302 6 40 10 8 07 4 02 0.2 -/%I 04 1 7 2 os -/%I R s -/%I 0.4 9 704 -/%I 100 m/%l 1 3 10 19 m/%l 0 02 4 050E 0.6 m/%l 11 03 0.8 03 4 450 05029 /%I 14 7 16 3lea [27 9 “/%I EH 10 401 3 1 0.6 %I 2 16 2 12 2
CN /% CN/% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /%
o 2 2 0 0 0 0 0 0 0 0 0 0 0 0| 0.3 0.3 0 0 o| o2 0.2 o% 0.1 of 2 2
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 s > 02 2 0.2 1 01 3 1 16 10 6
2| 3 3 2 2 2 2 2 2 2 2 2| 06 0.6 2| 17 17 2l 3 3 2| 06 0.6 2| 2 0.5 2 2| 0.3 0.3 ] 32 6 4 11 3 8 2| 19 15 09 2 0.8 Py 34 2 s |28 2
3 3 3 3 3 1 1 3| 07 02 05 3 3 3 3 3 0.2 3 4 2 2 3 3| 0.9 0.9 3| 12 1 0.3 2 03 8 3 02 9 3 1 03 03 2 2| 18 3 4 3 02 9 4 3 3 1 01 2 0.3 3| 10 2 4 4
4| 11 11 4 2 2 4 2 2 4| 4 4 4 s 06 1 3 4 6 0.2 02 2 1 2 4| 4 0.7 04 3 4 2 0.2 0.2 05 03 05 02 02| |4 04 P28l 08 03 71 g > 43 0.2 4 0.4 7 6 4 28 A 45 2 4 06l A 49 05 0.2 4 o03l21 os 24 4| < 4 0.8 2 2 05 4 4 1 2 02 6 13 0.2 4 1 0.1 0.3 0.5 0.1 4| 14 6 8
5 2 2 5 5 5 5 4 4 5 02 02 2 5 4 03 06 3 5 10 0.5 5 2 08 2 5 12 04 3 1 7 07 5 11 02 02 5 4 0.3 2 5 1 o2 5 3 0.4 2 0.2 5 5 4 0.4 04 04 5 & 6 5| 16 1 15 5 1 02 9 5 9 15 5 5 0.2 4 0.2 5 05 0.4 0.1 5 8 2 6
6 2 6 26 6 19 6 0.2 1 070 19 6 106 06 1 4 6 6 02 02,14 08 5 7 6 4 8 ] &0 o7l o 13 10 12 2 2 [ e2| 1 4A 9 5 07 2 6 02 08 6MEd 1 04 6| 5 02 08 08 3 6| 4 3 1 ]l 49 6 03 |22 6 0.2 2 6 6 5 11 6| 15 0.7 6 9 6| 0.6 0.3 0.1 0.3 6| 12 10 2
7 I 7| 12| 12 7| 16| 16 7 0.2 2 3 9 7 6 2 3 7 6 7 ol 17 5 2 1 7l s 4 07 7| 4 02 1 3 0.2 7| 2 04 1 02 7 7 70 7 7 7| 1 0.6 0.6 7 0.3 2 7 7| 02 0.2 7| 0.1 0.1 7l 2 2
8 | 30 Y a8 8 s 8 06 9 6 11 8| 10 0.2 9 1 02 8 8 1 0.3 02 02 8 8 8| 0.4 0.4 8| s 5 8 2 2 8 0.6 8 8 8| 02 0.1 0.06 8 2 2
9 8 9| 17 17 9| 15 0.4/ 15 9 02 6 9 s 03 4 9 9 9 9 9 9 9 1 1 9 9 9 9 9 9
10| 9 9 10| 8 8 10| 4 4 10 1 10 10 10 10 10 10 10 10 10| 0.3 0.3 10| 0.2 0.2 10 10 10 10
11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11
12 12| 06 0.6 12| 04 0.4 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12
Average CN: 6.8 Average CN: 7.5 Average CN: 7.5 Average CN: 7.2 Average CN: 6.8 Average CN: 6.3 Average EN: 5.9 Average EN: 5.9 Average EN: 5.2 Average EN: 4.1 Average EN: 3.6 Average EN: 5.5 Average CN: 4.6 Average CN: 4.6 Average CN: 4.4 Average CN: 3.3 Average CN: 1.3 Average CN: 3.1
Average ON: 0.96 Average ON: 2 Average ON: 3 Average ON: 3.84 Average ON: 4.13 Average ON: 3.21 Average ON: 3.34 Average ON: 3.23 Average ON: 2.47 Average ON: 2.3 Average ON: 1.61 Average ON: 1.82 Average ON: 2.38 Average ON: 2.45 Average ON: 2.63 Average ON: -0.52 Average ON: no data Average ON: 0
C ON-IV -l -l -1 O I Il _ IV V VI VI v ON-IV -l =l -1 O I I W _ IV V VI VI VI ON-IV -l <l -1 O I I m IV V VI VI Vi ON-IV -l -l -1 O I _Il_m_ IV V VI Vi v ON-IV -l <l -1 O I _Il_m IV V VI Vi v ON-IV -l <l -1 O I I _Wm_ IV V VI VI v ON-IV -l <l -1 O I _I_m IV V VI VI v ON-IV =il -l -1 O 1 I _m IV V VI VI v ON-IV -l -l -1 O I Il_m IV V VI VI v ON-IV -l -l -1 O I I W _ IV V VI VI vl ON-IV -ll -l -1 O I I_m IV V VI VI Vi ON-IV -l -l -1 O I I _m_ IV V VI VI Vi T ON-IV -l -l -1 O I _I_m IV V VI VI Vi ON-IV -l -l -1 O I I W _ IV V VI Vi v ON-IV -l -l -1 O I _Il_m IV V VI VI Vi ON-IV -l —I -1 O I Il IV V VI Vi v ON-IV -l <l -1 O I _I_m_ IV V VI Vi v ON-IV =il -l -1 O I Il _ IV V VI Vi v
S B o) 1% 100 1% 100 1% M <0 1%| 2 6 2 16 160 1%| 19 3/ 20 s8l21 7238 1%| 08 1128 6/ 20 10l 21 4 10 1%| 04 02 6 2 13022 2/ 14 06 2 1%| 06 040272 3l 2 202 1%| 0.2 6 0.4JfA 1020 0.4 0.2 1% 06 2 430 02 04 1% 2 1 79 1% 2 R 71| %] 1 4 1B 2129 1% 803 103 3 1A 13 1% 4 [22 1% %] 100
CN /% CN/% CN /% CN /% CN /% CN /% CN /% CN /% CN/% CN/% CN/% CN/% CN/% CN /% CN /% CN /% CN /% CN /%
0 4 2 2 0 0 0 0 0 0 0 0 0 0| 0.2 0.2 0| 0.5 0.5 o 1 0.7 0 0 0 0 0 100
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
2 2 2 2 2 2 2 2 2 2| 0.6 0.6 ] 57 0.6 2 P 36 2 05 7027 2| 4 3 1 2| 4 0.5 3 2/ 0.3 0.3 2 2 2
3 2 2 3 3 2 2 3| 0.7 0.7 3 3| 0.2 0.2 3| 0.2 0.2 3 3| 0.2 0.2 3 4 4 0.2 3 0.2 4 0.2 3 8 3| 16 2 8 3 4 3 9 0.5 9 3 18 1 0.3 03 2 1 18 3 3 3
4 4 4 4| 0.7 0.7 4l 1 1 4| 5 5 4| 7 07 2 4 4| 6 1 3 0.2 1 4| 5 05 02 1 03 03 3 4| 4 0.4 0.8 0.2 0.6 0.8 08| | 4/ 18 0.6 14 09 2 0.4 7 72| 0.2 2 0.2 0.4 0.6 71 38 0.4 3 4} o2 1034 1 33 4 3 . 4= s |os 4 1,18 2| 14 4| 17 2 1 12 > 4| 13 13 4 4
5 5 5 5 3 3 5 4 4 5| 6 6 5/ 9 2 1 7 5/ 9 0.2 208 1 2 2 5/ 11 0.3 02 2 2 4 0.8 2 5/ 11 0.2 3 3 08 1 3 0.2 0.6 5( 18 0.2 12 0.2 6 0.2 04 5 4 02 3 04 1 5| 0.2 0.2 5| 8 8 5 1 5 2 4 5( 19 0.3 0.3 10 8 5 5 5
6 16 16 6| 16 16 6 20 6 0.7 0.7/28 6 2 07 2 3 48 6 18 02 7 2 11 3/ 14 ] 68| 0508024 3 9 8 14 2 4 ) 78| o o 12015 2 10 04 1|| elA 02 06 2B 2 04 02 6| 19 0.2 0618 0.4 0.2 6| 1 0.2 0.4 6| 11 11 6 3 19 6 19 8 6] <l 4 25 2 ] 78 17 6 6
7 2 2 7| 10 10 7 19 7 0.7 3 8 7 504 4 6 7 7 2.4 11 1 4 1 3 7| 11 0.2 0.7 8 0.7 1 0.5 7] 6 0.4 04 5 71 1.5 0.2 1 7 7 7| 0.5 0.5 7| 0.7 0.7 7| 4 3 2 7] 6 5 0.7 7 7 7
8 30 8 . =y 34 Y 48 4 o718 8 6 3 15 8| 6 02 4 06 1.3 8 2 0.2 05 2 02 8 1 1 8 8 8 8| 2 2 8| 8 5 3 8| 7 6 2 8| 5 0.3 5 8| 9 4 4 8 8
9 9 9( 16 16 9 2 0.7 1 9 3 0.4 3 9( 0.8 0.8 9 2 0.7 0.8 9 9 9 9 9 9| 0.7 0.7 9 2 2 9 2 2 9 9 9
10 13 13 10( 18 18 10| 3 3 10| 1 1 10 10 10 10 10 10 10 10 10 10| 1 1 10| 1 1 10 10 10
11 2 2 11| 2 2 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11
12 4 4 12| 5 5 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12
Average CN: 7.6 Average CN: 8.3 Average CN: 7.3 Average CN: 7 Average CN: 6.6 Average CN: 6.2 Average EN: 6 Average EN: 5.9 Average EN: 5.5 Average EN: 4.4 Average EN: 2.8 Average EN: 3.6 Average CN: 4.8 Average CN: 5 Average CN: 5.2 Average CN: 5.9 Average CN: no data Average CN: 0
Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data Average ON: no data
ON-IV -l -l - O | Il _ IV V VI VI v ON-IV -l -l -1l O I I W IV V VI VI Vi ON-IV -l -l -l O I Il _ IV V VI VI Vil ON-IV -l -l -1l O I Il _ IV V VI Vi v ON-IV -l -l - O I Il _ IV V VI Vi v ON-IV -l <l -1l O I Il IV V VI Vi v ON-IV -l <l -l O I Il _ IV V VI VI v ON-IV -lll -l -1 O 1 Il _IV V VI VI v ON-IV -l -l -1 O I Il _IV V VI VI Vi ON-IV -l -l -1l O I Il _IV V VI VI Vi ON-IV -l -l -l O I Il _ IV V VI VI Vi ON-IV -l -l -l O I Il _IV V VI VI Vi ON-IV -l -l -l O I Il _ IV V VI VI Vi ON-IV -l -l -1l O I Il IV V VI Vi v ON-IV -l -l -l O I Il m_ IV V VI VI Vil ON-IV -l -l -1 O I Il _IV V VI Vi v ON-IV -l <l -l O I Il IV V VI Vi v ON-IV -l -l -1 O I Il _ IV V VI Vi v
Fr Raff L EX: Db B E: Hs Vit Ds Rg i B Nhig Fl Mcf Lv A Ts [F::
CN /% CN/% CN /% CN /% CN /% CN /% CN /% CN /% CN/% CN/% CN/% CN/% CN/% CN /% CN /% CN /% CN /% CN /%
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2 2
3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3 3
4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4 4
5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5 5
6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6 6
7 7] 13 13 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7 7
8 | 38 -ﬁ 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
9 ] 50 9 9 9 9 9 9 9 9 9 9 9 9 9 9 9 9
10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10
11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11 11
12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12 12
Average CN: no data Average CN: 8.4 Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data Average CN: no data
Average ON: 2.97 Average ON: 3.24 Average ON: 2.99 Average ON: 2.98 Average ON: no data Average ON: 2.77 Average ON: 2.73 Average ON: 2.95 Average ON: 3.01 Average ON: 2.98 Average ON: 2.97 Average ON: 2.99 Average ON: 2.82 Average ON: 2.67
L ON-IV -l -l -1l O I Il m IV V VI VI VI C ON-IV -l -l -1 O I _Il_m IV V VI Vi v ON-IV -l <l -1 O I Il m IV V VI VI v ON-IV -l -l -1 O I Il m IV V VI VI v ON-IV -l <l -1 O I Il IV V VI Vi v ON-IV il -l -1 O I Il _m IV V VI VI Vi ON-IV -l -l -1 O I Il W IV V VI VI Vi ON-IV -l -l -1 O I _Il_m IV V VI VI Vi T ON-IV -l -l -1 O I Il m IV V VI VI Vi D) ON-IV -l -l -1 O I Il m IV V VI VI VI ON-IV -l -l -1 O I Il m IV V VI VI Vi ON-IV -l -l -1 O I Il IV V VI Vi v Tm ON-IV -l <l -1 O I __Il_m IV V VI VI VI Yb ON-IV -l -l -1 O I I _m IV V VI Vi v
am g o7 = g 7 1%| JB - 1%| sJIfd os 1%| 1%] 1%] 1%] 0.6 Al o) 1%] A o lE Y3 g os) 1%| ] o7 1%| 1B 1%| 18] 1%| 0.4
CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /%
0 0 0 0 0 0 0 0 0 0 0 0 0 0
1 1 1 1 1 1 1 1 1 1 1 1 1 1
2 2 2 2 2 2| 0.4 0.4 2| 0.5 0.5 2 2 2 2 2 2| 0.9 0.9 2 04 0.4
3 1 1 3 2 2 3 1 1.2 3| 1 1.4 3 3| 1 1 3| 0.5 0.5 3 1 0.6 0.6 3 1 0.6 0.6 3 2 0.5 1 3| 0.8 0.8 3| 3 0.6 2 3| 2 0.9 0.9 3 2 1 0.7
4 1 1 4, 7 3 4 4, 2 2 4 1 14 4 4 1 0.7 0.7 4 2 1 1 4| 0.6 0.6 4 1 1 4 2 2 4 4, 2 2 4 4, 4 3 2
5 2 2 5/ 0.8 0.8 5 1 1 5 5 0.5 4 5 5 2 2 5 1 0.5 1 5 2 0.6 1 5 3 1 2 5 3 3 5/ 5 5 5 4 4 5 4 09 3 5| 6 1 4
6 11 11 6| 13 10 3 6| 14 0.6 12 1 6| 10 10 6 100 6 18 6 12 6| 14 8 6 6| 15 0.6 15 6| 13 0.6 11 1 6| 15 0.5 15 6| 14 14 6 - 6 41 16 6 0.4 11 15
7| 9 9 7l 5 4 0.4 7| 8 7.6 7| 12 05 12 7 7l 19 7 12 7| 11 4 8 71 9 9 7| 10 10 7| 11 11 7l 19 19 7| 18 18 7 6/ 19 7| 18| 7 1
8. 1. 8 0822 12 8 0.6. 0.6 8. 1. 8 8 427 8 8. 8. . 8 2 8 0.5 KL 8l < 0.8. 8l < 8 41 25 | 33 sl 25
9 2 9 2,18 2 ] 30 2.3 0.6 9 1 0.5 9 9 31 17 9 2 ] 37 2L 9 2 9 0.5 9 2 9| 15 0.6/ 14 9] 15 0.9 14 9] 9 1 9
10| 16 16 10| 13 10 3 10| 15 15 10| 12 12 10 10| 6 2 4 10| 8 2 6 10| 6 6 10| 8 8 10| 7 7 10| 9 9 10| 3 3 10| 5 09 4 10| 2 04 2
11| 4 4 11| 2 0.8 0.8 11| 3 3 11| 2 2 11 11| 0.7 0.7 11| 0.5 0.5 11| 0.6 0.6 11 11 11 11 11 11
12| 2 2 12| 1 0.8 0.4 12| 1 1 12| 1 1 12 12| 0.4 0.4 12 1 1 12| 0.6 0.6 12 12 12 12 12 12
Average CN: 8.3 Average CN: 7.9 Average CN: 8.2 Average CN: 8 Average CN: 6 Average CN: 7.6 Average CN: 7.9 Average CN: 8 Average CN: 7.9 Average CN: 7.7 Average CN: 7.7 Average CN: 7.2 Average CN: 7.3 Average CN: 7
Average ON: 2.75 Average ON: 3.84 Average ON: 4.12 Average ON: 4.47 Average ON: 4.43 Average ON: 4.08 Average ON: 3.4 Average ON: 3.03 Average ON: 3.08 Average ON: 2.94 Average ON: 2.97 Average ON: no data Average ON: no data Average ON: no data
Chemdex AC ON-IV -l <1 -1 O I I _m IV V VI VI VI T ON-IV -l <l -1 O I _Il_m_ IV V VI Vi v ON-IV -l -l -1 O I _Il_m IV V VI VI v ON-IV -l <1 -1 O I _Il_m IV V VI VI v ON-IV -l <l -1 O I _Il_m IV V VI VI v ON-IV =il -l -1 O I _Il_m IV V VI VI Vi ON-IV =il -l -1 O I _Il_m IV V VI VI Vi ON-IV S -l -1 0 1 0 m IV V. VI vl v B ON-IV -l =l -1 O I _I_m IV V VI VI v C ON-IV -l =1 -1 O I I W IV V VI VI VI ON-IV -l =1 - O I I W IV V VI VI VI ON-IV -l =1 -1 O | I W IV V VI VI v ON-IV -l =1 -1 O I I W IV V VI VI Vi ON-IV -l =1 -1 O | I W IV V VI VI v
1%)| 75 1% 3 10lifd 1% N 1 35 41 1%| 1 <R 1%| 5| 180 17 4 1%| 3 A BEE 19%| 1 s 6 1 19%| o o 1% sk 15 1% 2B s 1% 1% /% 1%
CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /% CN /%
0 0 0 0 0 0 0 0 0 0 0| 0 0 0
https://winter.group.shef.ac.uk/chemdex/ 1 1 1 1 1 1 1 1 1 1 1 1 1 1
2 2 2 2 2 2 2 2 2 2 2 2 2 2
3 3 3 3| 0.3 0.3 3 3| 0.9 0.9 3 3 3 3 3 3 3 3
Prof. Mark J. Winter: data version December 2023 4 4| 4 0.6 4 4 4| 3 03 2 03 4 4 1 1 2 4| 0.9 0.9 4 4 4 4 4 4 4 4
5 5| 0.6 0.6 5 5 4.9 09 1 3 5 1 1 5 5 5 5 5 5 5 5 5
6 6| 11 1 207 6 6/ 12 12 6| 17 09 1 6 3 7 6 3 5 2 4 6 4 6| 15 4 5 4 o 2 6| 19 6/ 13 % 30| e 6 8 6 20 Y 33 6 6 6
7| 13 13 7| 4 1 3 7| 12 12 7 4 5 09 15 7 2 4 14 3 7| 17 4 09 2 11 7] 15 2 6 2 2 2 7| 12 12 7 7 11 7 7 7 7
| 38 -ﬁ s B 39 Y 47 12 8 6118 06 7 8 1 315 6 9 Y38 2 12 12 2 11 09 8. 218 2 4 6 8| 18 3 9 6 8 8 8 8 ] 4 ] 33 8 8 8 8
] 50 o| 19 3l 16 9| 6 6 9| 10 03 49 5 9| 9 5 4 o| 18 09 12 5 ol <k B 2 o &l 3 9| 15 15 9 6/ 17 4] 67| 9 9 9
10 10| 12 12 10 10| 8 3 49 10| 4 1 3 10| 9 5 4 10| 4 4 10 10 10 10 10 10 10
11 1| 2 2 11 1| 2 1 03 1| 1 1 11 11 11| 3 3 11 11 11 11 11 11
12 12| 3 3 12| 6 6 12| 1 0.6 0.6 12| 3 3 12| 2 2 12| 2 2 12| 3 3 12| 8 8 12 12 12 12 12




