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Fig. S2 3C{*H} NMR spectrum of 1a in CDCl3 (400 MHz).
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DEPARTMENT OF CHEMISTRY, I.1.T.(B)

Analysis Info

Analysis Name  D:\Data\SEP 21\MSB-BK-BISTRIAZOLE.d

Method Low_mass- NAF.m
Sample Name  MSB-BK-BISTRIAZOLE
Comment C22H16N6

Acquisition Date  9/17/2021 9:18:42 PM

GKL-OUT
maXis impact

Operator

Instrument 282001.00081

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 3700 V Set Dry Heater 180 °C
Scan Begin 50 m/iz Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 600 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
I”tensﬁ-i MSB-BK-BISTRIAZOLE.d: +MS, 0.0-0.4min #2-21
%109

5: 246.0832
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150 200 250 300 350 400 450 500 m/z

Meas. m/z # lonFormula Score m/z err[mDa] err[ppm] mSigma rdb e Conf Adduct
365.150742 1 C22H17N6 100.00 365.150921 0.2 0.5 14186 18.0 even M+H
Fig. S3 HRMS spectrum of 1a.
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Fig. S4H NMR spectrum of 1b in CDCl3 (400 MHz).
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Fig. S5C{*H} NMR spectrum of 1b in CDCl3 (101 MHz).
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Fig. S63P{*H} NMR spectrum of 2 in CDCl; (162 MHz).
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Fig. S7*H NMR spectrum of 2 in CDCls (400 MHz).
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Fig. S8 3C{*H} NMR spectrum of 2 in CDCl3 (101 MHz).
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DEPARTMENT OF CHEMISTRY, L.L.T.(B)

Analysis Info Acquisition Date  10/3/2018 8:37:18 PM
Analysis Name  D:\Data\OCT-2018WSB-BK-TRI-1.d
Method Tune_pos_NAF-1000.m Operator MSB IN
Sample Name  MSB-BK-TRI-1 Instrument maXis mpact 282001.00081
Comment C34H42NEP2
Acquisition Parameter
Source Type EsI lon Polarity Positve Set Nebulizer 0.5 Bar
Focus Active Set Caplilary 3700V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plats Offset  -500V SetDry Gas 4.0 vmin
Scan End 1000 miz Set Collsion Cell RF 1200.0 Vpp Set Divert Valve Source
N-‘r:e- 597.3016 MSB-BK-TRI-1.d: +MS, 0.1-0.3min #4-19, 100%=964635
x
081 - PPr
N=N ?
061 N4 ZNy-Ph
0.4 4812244 Fh Lo N=N
305.1398 4231953 2
0.24
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0.24
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0.0 - - v A v ; .
594 556 558 600 602 mz
Meas. mz # lon Formula miz em[ppm] mSigma #Sigma Score rdb e Conf N-Rule
$97.3016 1 C34H43NGP2 537.3019 04 193 1 100.00 175 even ok
Fig. S10 HRMS spectrum of 2.
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Fig. S11 FT-IR spectrum of ligand 2.
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Fig. S13'H NMR spectrum of 3 in CDCl3 (400 MHz).
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Fig. S14 BC{*H} NMR spectrum of 3 in CDCls (101 MHz).
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Fig. S15C{*H} DEPT-135 spectrum of 3 in CDCls (101 MHz).

DEPARTMENT OF CHEMISTRY, |.I.T.(B)

Analysis Info Acquisition Date  8/6/2012 1:00:01 AM
Analysis Name  D:\Data\AUG-12\WMSB-BK-204-CuCl.d
Method Tune_pos_NAICSI-2000A.m Operator INN IN
Sample Name  MSB-BK-204-CuCl Instrument maXis impact 282001.00081
Comment C34H42Cu2CI2NGP2
Acquisition Parameter
Source Type ES| lon Positive Set Nebulizer 0.3 Bar
Focus Set Caplllary 700V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Piate Offset  -S00V Set Ory Gas 4.0 'min
Scan End 2000 miz Set Collision Cell RF~ 2100.0 Vpp Set Divert Vaive Source
Intans.. 759.1191 MSB-8K-204-CuQ.d: +MS, 0.0-0.3min #1-18, 100%=343062
x106 659.2226
34
Cl
7
2] Pr,P Cu*cFC“_P'sz
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1] 793 N\N N:N
ol 555.2483 ‘ L_. L 8821919
500 500 700 800 500 1000 mz
mau:é 759.1191 +MS, 0.0-03min #1-18, 100%=3430624
xi
3 757.1205
24 748.1543
761.1166
1-
A mem gy, ] ]lfﬂm"wﬁ
735 740 745 750 758 780 765 miz
Meas.m/iz # lonFomula miz err[ppm] mSigma #Sigma Score rddb e Conf N-Rule
759.1191 1 C34H42CICuNEPZ  757.1221 -1.8 441 1 100.00 165 even ok

Fig. S16 HRMS spectrum of 3.
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Fig. S18 3P{*H} NMR spectrum of 4 in CDCl3 (162 MHz).
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Fig. S19*H NMR spectrum of 4 in CDCl3 (400 MHz).
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DEPARTMENT OF CHEMISTRY, I.I.T.(B)

Analysis Info

Analysis Name

Method

Sample Name

D\Data\WJULY-19MSB-BK-204-CuBr.d
Tune_pos_NAICSI-3000a.m
MSB-BK-204-CuBr

Acquisition Date  7/18/2019 12:19:44 AM

Operator
Instrument

kpk
maXis impact 28200100081

Comment C34H42Cu2Br2NGP2
Acquisition Parameter
Source Type ESI lon Polanty Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 20 miz Set End Plate Offset -500 Y Set Dry Gas 4.0 l/'min
Scan End 3000 miz Set Collision Cell RF 2100.0 Vpp Set Divert Valve Source
Intenss_ ] /Br\ MSE-BEGEBTREr.d: +MS, 0.0-0.3min 22-16, 100%=1016994
x10 PraP—Cuy g Cu—rpiPr,
N \ ] _Ph
0.8 y A\ 7N
< =N
0.6 N N
0.4 -
- n £20,1508
27,1050 10163935
™ L
00 , L .hluld lld e dipll lL..u_.L, b IBHIETE
200 400 E00 300 1000 1200 miz
lﬂteﬂss- +MS, 0.0-0.3mirg$2:2%1 1 00% =1016594)
x10=4 803.0695
783.3427
el - 795.3171
0.64 795,3502
0.4 771.4515 7731023
021 787.1543
0.0-

Ten 790

770
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Meas. m/z
803.0695

Fig. S22 H

miz e [ppm]
501.0716 0.6

# lonFormula
1 C34H42BrCuZNEP2

RMS spectrum of 4.

m3igma # Sigma

264

S14

810 820 miz
Scare rdb e Conf N-Rule
1 10000 165 ewven ok
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Fig. S24 3P{*H} NMR spectrum of 5 in CDCl3 (162 MHz).
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Fig. S26 *C{*H} NMR spectrum of 5 in CDCl3 (101 MHz).

S16



—131.33

_-129.60
~129.26

—126.99

IPrzP Cl;;I‘I'Cu PiPrz
~ * * .
NN 7N
~ N:N N=N
7 T T T T T T T T T
133 132 131 130 129 128 127 126 125
NS e
o N A en 0T O
- A =<
Lag o BN BN\ | Lo
- (o o B o BN o BN o BN\ |
o —_——
T T T T T T T T T T T T T T T T T T T T T T
00 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10

Fig. S27 C{'H} DEPT-135 spectrum of 5 in CDCl; (101 MHz).

DEPARTMENT OF CHEMISTRY, L.I.T.(B)

Analysis Info Acquisition Date  6/29/2021 1:25:16 PM
Analysis Name  D:\Data\JUNE 2021\MSB-BK-Cul-dimer-A.d
Method NalCsl_pos_1500.m QOperator GKL-IN
Sample Name MSB-BK-Cul-dimer-A Instrument maXis impact 282001.00081
Comment C34H42Cu2I2N6P2
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 3700 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 v Set Dry Gas 4.0 Vmin
Scan End 1500 miz Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°c
Intens. ] MSB-BK-Cul-dimer-A.d: +MS, 0.05-0.12min #3-7
x105: 748.1552
S: G | " 3045728 549-3552m Egicl'53 955 1607 . .
600 650 700 750 800 850 900 950 1000 mfz
Inteni; MSB-BK-Cul-dimer-A.d: +M5, 0.05-0.12min #3-7
x10%7
1.257
] |
1 i PR
1.004 849:0582 851.0565 Pr,p— —pii
Ph. 7GR
b N =N
0.50 N N
E 850.0607 852.0591
0.251 'L ‘
] | ‘ k 854.0577
0.001 : , , L - i | Ao , , :
842 844 846 848 850 852 854 856 858 mfz
Meas. miz # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
B49.0582 1 C34H42Cu2IN6P2 849.0577 06 176 1 100.00 230 even ok

Fig. S28 HRMS spectrum of 5.

S17



.;. \ WJ

60 -
3445 \
\ ,‘ 1251 67

Q
Q 842
g 50 + 149 988 07
2869
-E 2956 \
S -
o I
< ] PryP CUS »Cu—RPr, o
NN 7\
30 ! !
T 1365
20
1600
10 v I v I ' 1
4000 3000 2000 1000

Wavenumber Cm™

Fig. S29 FT-IR spectrum of 5.
JML -40°C

J‘ -30°C

Cl

ipryp—AGL . Ag—pipr
Ph. Cl 2 _Ph
I < 20
Nap N=N

I -10°C

0°C
M 25°C
140 100 60 20 20 -60 -100 -140 -180 -220 -26(

Fig. S30 3P{*H} VT NMR data for 6.

518



80°T
60°1
11
€1°1
SI'T §
8I°'T {
61°1
0TI
T
€T1 )W
€TT
vTI
N—.N/
€1°C

S1°C

91°C

LTT

81°C

9T°L 1
9T'L
0S°L |
I1S°L
1S°L 1
ws'L
€9°L
v9°L 7
ro'L|
S9°L A
S9°L 1
L9°L
L9°L
89°L ]
69°L ]
69°L 1
0LL
1L
18°L]
18°L

Lep
~
I
-
I
L [}
JLY TL+
'L9°TL
L e
— 88°¢
Len
L=
L
Y-
| e
il 88°¢
M\\ LL'S]
L oo
0LV
£ -
b_,N|N=
A Z o
\ [ v
<
C/ o L=
<
| ~
e B
&L
= L@

Fig. S31*H NMR spectrum of 6 in CDCl3 (400 MHz).
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DEPARTMENT OF CHEMISTRY, LL.T.(B)

Analysis Info

Analysis Name

D:\Data\MAY 2021\MSB-BK-BISPHOS-AgCI-CUBANE-B.d

Acquisition Date  5/6/2021 5:50:58 PM

Method NalCsl_pos_1500hplc.m Operator  SJG-IN
Sample Name MSB-BK-BISPHOS-AgCI-CUBANE-B Instrument maXisimpact 282001.00081
Comment C34H42Ag2CI2N6P2
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3700 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 6.0 Umin
Scan End 1500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intensé E _ClI_ 838.1108 MSB-BK-BISPHOS-AgCI-CUBANE-B.d: +MS, 0.0-0.2min #1-13
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x1063
0.755 8470728
0.50] 849.0720
E 845.0727 848.0748
0.257 ’ 850.0739
E 846.0751 851.0706
0.0018431158 i A : : . .A A
843 844 845 846 847 848 849 850 851 m/z
Meas.m/z # lonFormula m/z emr[ppm] mSigma #mSigma Score rdb e Conf N-Rule
847.0728 1 C34H42Ag2CIN6P2 845.0731 02 30.2 1 10000 220 even ok

Fig. S33 HRMS spectrum of 6.
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Fig. S34 FT-IR spectrum 6.
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DEPARTMENT OF CHEMISTRY, L.I.T.(B)

Analysis Info Acquisition Date  3/16/2021 9:19:18 AM
Analysis Name D:\Data\MAR-21\MSB-BK-AgBr-Cubane-C.d
Method NalCsl_pos_1500hplc.m Operator AKIN
Sample Name  MSB-BK-AgBr-Cubane-C Instrument maXis impact 282001.00081
Comment C34H42Ag2Br2P2N6
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3700 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 v Set Dry Gas 6.0 Vmin
Scan End 1500 m/z Set Charging Voltage 2000 Vv Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intense.; MSB-BK-AgBr-Cubane-C.d: +MS, 0.17-0.27min #10-16
x10°] 1+
1 1+
1.09 703.1980 891.0214
0.5
] 300.2052 761.2592
0.01 . —— : n Lias a 1194).}9176 ' .
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4 7PN .
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1 1890.022 ‘ Jsss.ozoe
”'(‘. T T 5 At T + T T
880 885 890 895 900 m/z
Meas. m/z # lon Formula Score m/iz err[mDa] err[ppm] mSigma rdb e Conf Adduct
891021419 1 C34H42Ag2BrN6P2 100.00 889.022592 04 05 232 210 even M

Fig. S38 HRMS spectrum of 7.
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DEPARTMENT OF CHEMISTRY, I.1.T.(B)

Analysis Info Acquisition Date ~ 7/19/2021 7:41:19 PM
Analysis Name  D:\Data\JULY 2021\MSB-BK=-Ag-TETRAMER-1.d

Method NalCsl_pos_3000.m Operator SJG-IN

Sample Name MSB-BK=-Ag-TETRAMER-1 Instrument maXis impact 282001.00081
Comment CB68H84N16P4Ag4Br4

Acquisition Parameter

Source Type ESI ,,,,,N’N iN lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active / v, Set Capillary 3700V Set Dry Heater 180 °C
Scan Begin 50miz ). L Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 3000 rnlaf‘—m/i/*"*’” " Set Charging Voltage 2000 V Set Divert Valve Source
l/m—'—//\(;\‘ .. .. SetCorona 0nA Set APCI Heater 0°c
I =
Intenss.§ ® N MSB-BK=-Ag-TETRAMER-1.d: +MS, 0.04-0.05min #2-3
X107 1+ N 1196.9228
2 891.0325
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0] 7052116 13827425 1864.9607
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Intens‘i_ MSB-BK=-Ag-TETRAMER-1.d: +MS, 0.12-0.14min #7-8
x10
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2 1860.9609 1864.9600 1866.9584
ol 1855.0082 1856.9965 18589720 1874.9688
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] 1+ CosHsaAgaBrsN,,Py, 1856.9641
2000 1864.9616
ol I WY W U O N
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Meas. m/z # lonFormula Score m/z err[mDa] err[ppm] mSigma rdb e~ Conf Adduct
1862.961363 1 C68H84Ag4Br3N12P4 100.00 1856.964069 0.7 0.4 464 42.0 even M

Fig. S39 HRMS spectrum of 7.
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Fig. S40 FT-IR spectrum of 7.

-40°C

Ph

N
|
=N

wla,

; W,
-|1,2p.—-!\g|_~|'1\!y__|,rlsu

N
=N

N
J
N

Ph

-30°C

4
N

-20°C
-10°C

0°C
25°C

Fig. S413P{*H} VT NMR data for 8.

80°1
011

aul

PIT

ST

811
71 F
11
]
wn
STT
STT ]
971 |
LTT]
LT
8T1
8T1
0€'1
oref
LT

61°C

6T°L
6T°L /
€S°L

€S°L
vS'L
ssL

99°L
89°L ~
89°L
69°L
IL°L
L
€L°L
€8°L
Y8°'L

06’11
L0'TI

i-88°¢

60
- 919
| 16°€

T T T
1.7 1.5 1.3 1.1 0.9 0.7

1.9

2.1

2.3

h

P

o,

; W v,
It 1[2F-.—J\g|_.‘|._/\g]--..‘ A,

Fh

N

N
|
=N

4
N

A
Ny

70611
\'L0°TL

< 88°¢

7 SO°p
- 019
68'€

m

Fig. S42 'H NMR spectrum of 8 in CDCl3 (400 MHz).

524



wn o wnen oW R i
=} oSN e xR ® < nTowRo T
I N =S 0 TEXR RA=7IT A
n nenennaa ~ N AL == -
v— — v ~ ~ [ o o o o I o Bo\}
[ ——/ B

; _.-\lhh’

-|1r2:'—4\51~...,|_,f\51‘—-| Py

Phy _Ph
1N /N
Ny =N
190 180 170 160 150 140 130 120 110 100 90 80 70 60 S50 40 30 20 10 0 -10 -2

Fig. S43 BC{*H} NMR spectrum of 8 in CDCls (101 MHz).

DEPARTMENT OF CHEMISTRY, L.1.T.(B)

Analysis Info Acquisition Date  3/16/2021 9:39:53 AM
Analysis Name  D:\Data\MAR-21\MSB-BK-BISPHOSPHINE-AgI-A d
Method NalCsl_pos_1500hplc.m Operator AK IN
Sample Name  MSB-BK-BISPHOSPHINE-AgI-A Instrument maXisimpact 282001.00081
Comment C34H42Ag212P2N6
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3700 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 6.0 Vmin
Scan End 1500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intenss._ MSB-BK-BISPHOSPHINE-AgI-A.d: +MS, 0.17-0.27min #10-16
x103 |
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{273.1702
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04 T . A i _— .
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Meas. m/z # lon Formula m/z emr[ppm] mSigma #mSigma Score rdb e Conf N-Rule
939.0087 1 (C34H42Ag2IN6P2 937.0087 0.1 8.1 1 100.00 220 even ok
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Fig. S44 HRMS spectrum of 8.
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Fig. S46 3P{*H} NMR spectrum of 9 in CDCl3 (162 MHz).
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Fig. S48 3C{*H} NMR spectrum of 9 in CDCl3 (101 MHz).
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DEPARTMENT OF CHEMISTRY, LL.T.(B)

Analysis Info Acquisition Date  3/16/2021 10:07:18 AM
Analysis Name  D:\Data\MAR-21\MSB-BK-AgOAc-BRIDGING-B.d
Method NalCsl_pos_1500hplc.m Operator AKIN
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Fig. S49 HRMS spectrum of 9.
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Fig. S513P{*H} NMR spectrum of 10 in CDCl3 (162 MHz).
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DEPARTMENT OF CHEMISTRY, L.I.T.(B)

Analysis Info Acquisition Date  7/30/2019 1:41:50 AM
Analysis Name  D:\Data\JULY-19\MSB-BK-142-Au.d
Method Tune_pos_NAICSI-2000A.-m Operator MSB-SS OUT
Sample Name  MSB-BK-142-Au Instrument maXis impact 282001.00081
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Fig. S54 HRMS spectrum of 10.
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Table S1 Crystallographic information for compounds 2-5.

2 3-(CH2Cly) 4 5-1.334(CH2Cly)
Formula CasH42N6P2 C3sHa4ClsCuzNeP2 | CasH42BraCuzNeP | Cas33Ha4.67Cl2.86CU211.81N6P2
2
Formula Weight 596.67 879.58 883.57 1073.66
Crystal System triclinic monoclinic monoclinic orthorhombic
Space group P-1 P21/n P2i/c Pbca
a, A 9.4624(9) 12.1164(3) 10.3774(7) 19.0847(3)
b, A 9.4943(9) 12.6359(3) 13.1298(5) 16.9234(2)
c, A 10.6255(9) 26.3943(7) 27.1445(13) 26.5829(4)
a, deg 79.746(7) 90 90 90
B, deg 73.045(8) 102.446(3) 100.700(6) 90
y, deg 61.024(9) 90 90 90
v, Ad 798.03(15) 3946.06(17) 3634.2(3) 8585.7(2)
Z 1 4 4 8
peale, (g cm™) 1.242 1.481 1.615 1.513
u (Mo Ka), mm? 0.170 1.464 3.491 2.532
F (000) 318.0 1808.0 1784.0 3856.0
crystal size, mm | 0.123 x 0.08 x 0.068 0.250 x 0.105 x 0.19 x 0.11 x 0.125 x 0.118 x 0.075
0.085 0.09
T (K) 150 150 150 150
20 range, deg 5.068 to 49.992 2.358 t0 31.0145° 4.556 t0 49.994 3.065 to 31.208
Total no. reflns 7245 29108 29523 223620
No.of indep 2789 [Rint = 0.0738] | 6918 [Rint = 0.0963] 6393 [Rint = 13598 [Rint = 0.0888]
reflns 0.1138]
S 1.052 1.054 1.101 1.063
R1 0.0701 0.0390 0.0863 0.0474
WR; 0.1835 0.0966 0.1842 0.1167
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Table S2. Crystallographic information for compounds 7-10.

7-3(CH2CIy) 8-(C2H4Cly) 9.0.66(CHCIl3), 2.34(CH2Cl;) | 10-(CH2Cly)
Empirical formula C71Ho0Ag4BrsaClsN12P4 CasHasAQ2Cl212N6P2 C41H5334A02Cls 66N6sO4P2 CasHasAU2ClsNgP2
Formula weight 2199.24 1065.17 1208.056 1146.43
Crystal system triclinic orthorhombic triclinic monoclinic
Space group P-1 Pbca P-1 P2i/c
alA 13.3674(4) 18.9149(5) 12.6903(3) 9.2017(2)
b/A 17.7306(8) 17.4523(5) 13.7105(3) 32.7903(6)
c/A 20.2898(6) 26.6732(7) 16.3337(4) 13.2599(3)
a/° 83.651(3) 90 67.733(2) 90
pB/° 74.880(3) 90 85.412(2) 98.888(2)
v/° 70.200(3) 90 75.516(2) 90
Volume/A3 4366.7(3) 8805.0(4) 2546.05(11) 3952.82(15)
z 2 8 2 4
pealc, (@ cm™) 1.673 1.758 1.576 1.926
u (Mo Ka), mm™! 3.016 2.518 1.226 7.800
F(000) 2182.0 4544 1220.05 2208.0
Size 0.123 x 0.023 x 0.012 0.103 x 0.078 x 0.075 | 0.123 x 0.053 x 0.024 0.089 x 0.067 x 0.065
T (K) 150 150 150 150
20 range, deg 3.438 t0 49.998 3.524 t0 145.528 4.086 to 50 3.348 t0 53.996
Reflections collected | 168363 97689 142218 119124

Independent 15366 [Rint = 0.1353] 7751 [Rint = 0.0833] 8975 [Rint = 0.1213] 8615 [Rint = 0.0832]
reflections

S 1.021 1.035 1.046 1.018

R.® 0.0778 0.0363 0.0458 0.0358

WR2 0.2249 0.0931 0.1223 0.0889
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Table S3. Important bond distances in the Cu(I) complexes (3-5) as obtained from the X-

ray crystal structure and DFT optimization (wb97xd/Def2SVP). All distances in A.

System  |Cul-Pl |cw2-P2 |cCcl-c2 |cul-c2 |Cw2-Cl |Cul-Cu2
Complex3 |, 1757 2.1835 1.391 2.950 2.746 27617
(found)

izzzp)'e“ 21761 2.1835 1.3896 2.9298 2.7661 2.7615
Complex4 |, 19¢ 2.207 1.407 2.794 2.640 2.7036
(found)

EZ:EF;'EX“ 21913  |22065 |1.4076  |27987  |2.6398  |2.7035
Complex5 | ) ooa | 22045 | 1.402 2.856 2.852 2.8316
(found)

i‘;:zp)'eXS 22246  |22243 | 14029 |2.8518 |2.856 2.8315

Table S4. Selected topological properties of complexes 3, 4, and 5.

Complex p(1) A2 V2 p(r) G(r)

3-BCP-1 0.0133 -0.0065 0.0322 0.0083
3-BCP-2 0.0175 -0.0100 0.0479 0.0121
4-BCP-1 0.0166 -0.0084 0.0444 0.0112
4-BCP-2 0.0220 -0.0139 0.06f 0.0167
5-BCP-1 0.0159 -0.0073 0.0382 0.0100
5-BCP-2 0.0159 -0.0078 0.0387 0.0101
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