Table S3. Selected bond lengths for crystal structure Iv-117-226

Bond Length Bond Length
Z1-06° 2.058(7) Si2—04 1.640(6)
Z1-06* 2.058(7) Si2—05 1.641(7)
Z1-08° 2.082(6) Si2—06 1.588(7)
Z1-08 2.082(6) Si2—012 1.589(7)
Z1-011° 2.071(5) <Si2—0> 1.615
Z1-011 2.071(5)
<Z1-0> 2.070 Si3—01° 1.646(6)

Si3—05 1.638(7)
M1A-03° 2.431(7) Si3—07 1.595(7)
M1A-03% 2.431(7) Si3—08 1.592(6)
M1A-07 2.405(7) <Si3-0> 1.618
M1A-O7* 2.405(7)
M1A—-09 2.309(8) Si4—09 1.580(4)
M1A-09! 2.309(8) Si4—010 1.647(8)
<M1A-0O> 2.382 Si4—010%3 1.637(8)
Si4-011 1.600(4)
M1B-03 2.370(7) <Si4—0> 1.616
M1B-03! 2.370(7)
M1B-09° 2.289(9) N1-03! 2.661(5)
M1B—09’ 2.289(9) N1-06 2.834(9)
M1B-012 2.314(7) N1-07’ 2.433(8)
M1B-012* 2.314(7) N1-08’ 2.807(8)
<M1B-0> 2.324 N1-09’ 2.835(6)
N1-012 2.477(8)
M2A-07* 2.138(8) N1-013% 2.79(8)
M2A-07 2.138(8) N1-013! 2.79(8)
M2A-0121 2.135(8) N1 —X2A 2.974(8)
M2A-012 2.135(8) N1 -X2B 2.598(4)
<M2A-0> 2.137 <N1-0>
M3-028 1.671(7) N3-01'? 2.640(8)
M3-02 1.671(7) N3—041? 2.841(9)
M3-02° 1.671(7) N3—-05 2.593(6)
M3-0138 1.99(4) N3—-06 2.606(11)
M3-013 1.99(4) N3—-08 2.581(10)
M3-013° 1.99(4) N3-010° 2.601(6)
<M3-0> 1.831 N3-011% 2.615(12)
N3-0115 2.703(12)
M4—-02 1.559(6) N3-X1B 2.947(17)
M4—-028 1.559(6) <N3-0> 2.681
M4—-02° 1.559(6)
M4-014 1.594(14) N4—-05 2.819(13)
<M4-0> 1.568 N4—-06 2.54(2)
N4-08 2.44(2)
Si1—-01 1.651(6) N4-010° 2.770(13)



Si1-02 1.611(6) N4-0115 2.49(2)

Si1-03 1.577(4) N4-011%4 2.49(2)

Si1-04 1.621(7) N4—X2A 2.901(19)

<Si1-0> 1.615 N4-X1B 2.16(2)
<N4-0> 2,576

12/3-Y+X,4/3-Y,1/3-Z; -1/3+Y -2/3+X,1/3-Z; 31/3-Y+X,5/3-Y ,2/3-Z; *1+Y-X,2-X,+Z; *4/3-X,2/3-X+Y,2/3-Z; 95/3-X,1/3-X+Y,1/3-Z; "2-
Y, 14+ X-Y +Z; 814Y-X,1-X,+Z; °1-Y +X-Y ,+Z; 195/3-X,4/3-X+Y,1/3-Z; 111/3-Y+X,2/3-Y 2/3-Z; 121/3+Y -1/3+X,2/3-Z; B1-Y ,1+X-Y +Z; 144/3-
Y+X,5/3-Y,2/3-Z; 52/3+Y,1/3+X,1/3-Z



