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[bookmark: _Toc45746934]Figure S1: ORTEP plot of compound 1 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746935]Figure S2: Packing diagram of compound 1 looking down the b-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746936]Figure S3: ORTEP plot of compound 2A (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746937]Figure S4: Packing diagram of compound 2A looking down the b-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746938]Figure S5: Expanded view of compound 2 showing (A) the edge-on interaction between the porphyrin macrocycles. (B) the H···Br interaction between the porphyrin macrocycles.
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[bookmark: _Toc45746939]Figure S6: Packing diagram of compound 2 looking down the a-axis.


[image: ]
[bookmark: _Toc45746940]Figure S7: Packing diagram of compound 3 looking down the a-axis.
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[bookmark: _Toc45746941][bookmark: _Toc45281039]Figure S8: Hirshfeld surfaces and contact percentages of compounds 1-3.



[bookmark: _Toc45281040][bookmark: _Toc45746942]Figure S9: NSD charts for compounds 1-3.
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[bookmark: _Toc45746943]Figure S10: Expanded view of compound 2A showing (A) the edge-on and stacking interaction between the porphyrin macrocycles. (B) layers of porphyrin with ↑↓↑↓ repeating pattern.
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[bookmark: _Toc45746944]Figure S11: ORTEP plot of compound 4 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746945]Figure S12: Packing diagram of compound 4 looking down the b-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746946]Figure S13: ORTEP plot of compound 5 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746947]Figure S14: Packing diagram of compound 5 looking down the a-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746948]Figure S15: ORTEP plot of compound 6 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746949]Figure S16: Packing diagram of compound 6 looking down the a-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746950]Figure S17: ORTEP plot of compound 7 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746951]Figure S18: Packing diagram of compound 7 looking down the a-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746952]Figure S19: ORTEP plot of compound 8 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted. #_1 and #_2 indicate the residue of each molecule in the asymmetric unit.
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[bookmark: _Toc45746953]Figure S20: Packing diagram of compound 8 looking down the a-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746954]Figure S21: Expanded view of compound 4 showing (A) tilted alignment of porphyrin rings (B) chlorine atoms pointing towards the tolyl groups (C) chlorine overlap (D) phenyl overlap.
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[bookmark: _Toc45746955]Figure S22: Expanded view of compound 5 showing (A) porphyrin stacking (B) Br···H interactions.



[bookmark: _Toc45746956]Figure S23: NSD charts for compounds 4-8.
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[bookmark: _Toc45746957]Figure S24: Expanded view of compound 6 (A and C) and 7 (B and D) showing (A) Br···H interactions with pyrrole units (B) Br···H interactions with hexyl units (C) porphyrin stacking (D) porphyrin stacking.
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[bookmark: _Toc45746958]Figure S25: Expanded view of compound 8 showing the stacking between porphyrin macrocycles.
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[bookmark: _Toc45746959]Figure S26: Expanded view of compound 8 showing the close packing between (A) pyrrole and iodine (B) hexyl and iodine. #_X indicated the residue number.
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[bookmark: _Toc45746960]Figure S27: Hirshfeld surfaces and contact percentages of compounds 4-8.
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[bookmark: _Toc45746961]Figure S28: ORTEP plot of compound 9 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746962]Figure S29: Packing diagram of compound 9 looking down the b-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746963]Figure S30: ORTEP plot of compound 10 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746964]Figure S31: Packing diagram of compound 10 looking down the b-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746965]Figure S33: ORTEP plot of compound 11 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746966]Figure S34: Packing diagram of compound 11 looking down the b-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746967]Figure S35: ORTEP plot of compound 13 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746968]Figure S36: Packing diagram of compound 13 looking down the b-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746969]Figure S37: Expanded view of compound 9 showing the Br···H interactions with (A) pyrrole unit (B) meta hydrogen (C) para hydrogen.
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[bookmark: _Toc45746970]Figure S38: Expanded view of compound 9 showing the combination of interactions seen in Figure S37.
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[bookmark: _Toc45746971]Figure S39: Expanded view of compound 9 showing the (A) Br···H interactions with tolyl moiety and (B) edge-on interaction between the porphyrin macrocycles.




[bookmark: _Toc45746972]Figure S40: NSD charts for compounds 9-15.
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[bookmark: _Toc45746973]Figure S41: Expanded view of compound 11 showing the (A) edge-on interactions (B) Br···H interactions.
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[bookmark: _Toc45746974]Figure S42: Expanded view of compound 11 showing the Br···Br contact.
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[bookmark: _Toc45746975]Figure S43: Expanded view of compound 12 showing the (A) alkyl chain interactions (B) porphyrin stacking (C) close packing side-on alignment.
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[bookmark: _Toc45746976]Figure S44: Packing diagram of compound 12 looking down the a-axis.
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[bookmark: _Toc45746977]Figure S44: Expanded view of compound 12 showing the head-to-head Br···H contact.
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[bookmark: _Toc45746978]Figure S45: Expanded view of compound 13 showing (A) Br···H interactions with pyrrole units and methoxy group (B) Br···H interactions with hexyl chains.
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[bookmark: _Toc45746979]Figure S46: Expanded view of compound 13A showing (A) Br···H interactions with pyrrole units and methoxy group (B) Br···H interactions with hexyl chains.
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[bookmark: _Toc45746980]Figure S47: Packing diagrams for compound 13 (A) and 13A (B) looking down the b-axis.
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[bookmark: _Toc45746981]Figure S48: Expanded view of compound 14 showing (A) Br···H interactions with pyrrole units, methoxy group, and the hexyl chains (B) Br···H interactions with methoxy group.
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[bookmark: _Toc45746982]Figure S49: Packing diagrams for compound 14 looking down the b-axis.
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[bookmark: _Toc45746983]Figure S50: Expanded view of compound 15 showing the above (A) and below (B) plane interactions between porphyrins.
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[bookmark: _Toc45746984]Figure S51: Expanded view of compound 15 showing face-to-edge (A) and hydrogen bonded network (B).
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[bookmark: _Toc45746985]Figure S52: Packing diagrams for compound 15 looking down the b-axis.
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[bookmark: _Toc45746986]Figure S53: Hirshfeld surfaces and contact percentages of compounds 9-15.
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[bookmark: _Toc45746987]Figure S54: ORTEP plot of compound 16A (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746988]Figure S55: Packing diagram of compound 16A looking down the c-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45746989]Figure S56: Expanded view of compound 16 showing (A) stacking (B) Br···H interactions with pyrroles (C) Br···H interactions with tolyl moiety.
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[bookmark: _Toc45746990]Figure S57: Packing diagram of compound 16 looking down the b-axis.
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[bookmark: _Toc45746991]Figure S58: Expanded view of compound 16A showing (A) linear alignment and (B) stacking.
[image: ]
[bookmark: _Toc45746992]Figure S59: Expanded view of compound 17 showing the (A) stacking and (B) head-to-tail alignment.
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[bookmark: _Toc45746993]Figure S60: Packing diagram of compound 17 looking down the c-axis.
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[bookmark: _Toc45746994]Figure S61: Expanded view of compound 18 showing the (A) head-to-tail alignment and (B) interaction between the axial ligand and the bromine atoms.
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[bookmark: _Toc45746995]Figure S62: Expanded view of compound 18 showing the stacking between (A) solvent side of the porphyrin and (B) non-solvent side.
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[bookmark: _Toc45746996]Figure S63: Packing diagram of compound 18 looking down the b-axis.
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[bookmark: _Toc45746997]Figure S64: Expanded view of compound 19 showing the stepwise alignment of porphyrins with Br···H interactions (A) top and (B) side.
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[bookmark: _Toc45746998]Figure S65: Expanded view of compound 19 showing the (A) top view of stacking and (B) edge-on view of stacking.
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[bookmark: _Toc45746999]Figure S66: Packing diagram of compound 19 looking down the b-axis.
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[bookmark: _Toc45747000]Figure S67: Hirshfeld surfaces and contact percentages of compounds 16-19.



[bookmark: _Toc45747001]Figure S68: NSD charts for compounds 16-19.
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Figure S69: (A) Expanded view of compound 20 showing the F···H interaction and (B) crystal packing of compound 20.
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Figure S70: (A) Expanded view of compound 21 showing the head-to-head interaction (B) Expanded view of compound 22 showing the face-to-edge interaction.
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Figure S71: Packing diagram of compound 21 looking down the a-axis (A) and 22 looking down the b-axis (B).
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Figure S72: Expanded view of compound 23 showing the head-to-tail interaction.



Figure S73: Packing diagram of compound 23 looking down the b-axis.
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[bookmark: _Toc45747002]Figure S74: ORTEP plot of compound 24 (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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[bookmark: _Toc45747003]Figure S75: Packing diagram of compound 24 looking down the a-axis (thermal displacement given as 50% probability). Minor disordered moieties have been omitted.
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Figure S76: DFT generated images of compounds 1:1-1:4 (A) MEP map top view, (B) MEP map side view, (C) electron density distribution of HOMO, (D) electron density distribution of LUMO.
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Figure S77: DFT generated images of compounds 1:5-1:8 (A) MEP map top view, (B) MEP map side view, (C) electron density distribution of HOMO, (D) electron density distribution of LUMO.
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Figure S78: DFT generated images of compounds 1:9, 1:10, 1D, and 2D (A) MEP map top view, (B) MEP map side view, (C) electron density distribution of HOMO, (D) electron density distribution of LUMO.
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Figure S79: DFT generated images of compounds 1:11-1:13 and 3D (A) MEP map top view, (B) MEP map side view, (C) electron density distribution of HOMO, (D) electron density distribution of LUMO.
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Figure S80: DFT generated images of compounds 1:14 and 1:15 (A) MEP map top view, (B) MEP map side view, (C) electron density distribution of HOMO, (D) electron density distribution of LUMO.
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Figure S81: DFT generated images of compounds 2:1-2:4 (A) MEP map top view, (B) MEP map side view, (C) electron density distribution of HOMO, (D) electron density distribution of LUMO.
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Figure S82: DFT generated images of compounds 2:5, 2:6, 1D, and 1:11 (A) MEP map top view, (B) MEP map side view, (C) electron density distribution of HOMO, (D) electron density distribution of LUMO.
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Figure S83: DFT generated images of compounds 3:1-3:3 and 2:6 (A) MEP map top view, (B) MEP map side view, (C) electron density distribution of HOMO, (D) electron density distribution of LUMO.




Figure S84: NSD charts for compounds 1:1-1:15.





Figure S85: NSD charts for compounds 2:1-2:6, 1D, and 1:11.




Figure S86: NSD charts for compounds 3:1-3:3 and 2:6.
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1:1	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.08	0	0	0	0.06	0.06	0	1:2	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.56999999999999995	0	0.56999999999999995	0.01	-0.01	-0.01	0	1:3	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.09	0	-0.01	0	-0.06	-0.06	0	1:4	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.61	0	0.61	0.01	-0.02	-0.02	0	1:5	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.09	0	0	0	-0.06	7.0000000000000007E-2	0	1:6	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.59	0	0.59	0.01	-0.02	-0.02	0	1:7	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.08	0	-0.01	0	0.06	0.05	0	1:8	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.99	0	-0.99	0.01	-0.01	0.01	0	1:9	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	7.0000000000000007E-2	0	0	0	-0.04	0.05	0	1:10	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	1.28	0	1.28	0.02	-0.02	-0.02	0	1D	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.08	0	0.01	0	-0.05	0.06	0	2D	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	1.0900000000000001	0	-1.0900000000000001	-0.02	0.03	0.03	0	1:11	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.05	0	0	0	-0.03	0.04	0	1:12	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	1.41	0	-1.41	0.03	-0.02	0.02	0	3D	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	7.0000000000000007E-2	0	-0.01	0	-0.06	-0.05	0	1:13	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	1.26	0	1.26	0.03	0	0	0	1:14	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.02	0	0	0	-0.01	0.01	0	1:15	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	1.56	0	-1.55	0.04	-0.02	0.02	0	
Å




In-plane

2:1	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.28000000000000003	-0.18	0.06	0	-0.01	0.21	0	2:2	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.24	0.06	0.04	0.02	-0.03	0.22	0	2:3	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.28000000000000003	-0.14000000000000001	0.03	0.04	-0.01	0.23	0	2:4	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.26	0.06	0.02	0.02	0.02	0.25	0	2:5	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.3	0.2	0.03	0.01	-0.02	0.22	0	2:6	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.24	0	0.02	0.03	0	0.24	0	1D	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.24	0.09	0.04	-0.02	-0.03	0.22	0	1:11	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.26	-0.11	0.02	0	0	0.23	0	
Å




Out-of-plane

2:1	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	7.0000000000000007E-2	-0.06	-0.01	0	-0.03	-0.03	0	2:2	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.06	-0.05	0	0	-0.02	-0.02	0	2:3	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.08	-7.0000000000000007E-2	-0.01	0	-0.03	-0.03	0	2:4	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	7.0000000000000007E-2	-7.0000000000000007E-2	0	0	-0.02	-0.02	0	2:5	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.14000000000000001	-0.12	0	0.01	0	-0.06	0	2:6	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.17	-0.16	0	0.01	0	-0.06	0	1D	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.08	0	0.01	0	-0.05	0.06	0	1:11	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.05	0	0	0	-0.03	0.04	0	
Å




In-plane

3:1	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.21	0	0.03	-0.01	0	0.21	0	3:2	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.23	0	0.02	0.02	0	0.23	0	2:6	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.24	0	0.02	0.03	0	0.24	0	3:3	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.25	0	0.02	0.05	0	0.25	0	
Å




Out-of-plane

3:1	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.13	-0.11	0	0.02	0	-0.06	0	3:2	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.15	-0.14000000000000001	0	0.01	0	-0.06	0	2:6	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.17	-0.16	0	0.01	0	-0.06	0	3:3	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.2	-0.19	0	0.01	0	-0.05	0	
Å




Contact percentages

X···X	1	2	3	0	0	1E-3	C···X	1	2	3	1.8000000000000002E-2	2E-3	0.08	C···C	1	2	3	5.7000000000000002E-2	3.4000000000000002E-2	2.5000000000000001E-2	X···H	1	2	3	0.12300000000000001	9.7000000000000003E-2	0.03	C···H	1	2	3	0.24299999999999999	0.34699999999999998	0.33600000000000002	H···H	1	2	3	0.48100000000000004	0.41099999999999998	0.439	



In-plane

1	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.24	-0.12	0.02	0.03	-0.03	0.2	0	2	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.25	-0.06	0.02	-0.02	0.01	-0.24	-0.01	2A	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.13	-0.06	0.02	0.02	-0.02	-0.11	-0.01	3	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.28999999999999998	-0.2	-0.03	-0.05	0.02	0.2	0	
Å




Out-of-plane

1	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.15	-0.08	0.1	0.05	-0.01	0.06	0.02	2	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	1.01	0.1	1	-0.06	0.03	0.06	0	2A	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.22	-0.06	0.2	0.04	0.01	7.0000000000000007E-2	0.01	3	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.47	0.42	0.13	-0.06	-0.15	0.09	-0.02	
Å




In-plane

4	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.25	-0.1	-0.03	0	0	0.23	0.01	5	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.21	0.01	0.04	-0.01	-0.01	0.21	-0.01	6	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.22	0	0.01	0	0	0.22	0	7	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.14000000000000001	0.05	-0.01	0.02	0.02	-0.12	0	8_1	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.23	-0.04	0	-0.01	0.02	0.23	0	8_2	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.22	-0.06	-0.01	-0.01	-0.01	0.21	-0.01	
Å




Out-of-plane

4	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.31	0.05	0.02	-0.05	0.11	0.28000000000000003	-0.01	7	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.39	0.1	0.31	-0.1	-0.05	0.2	-0.01	5	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.36	-0.22	-0.08	-0.02	-0.27	-0.06	-0.01	6	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.36	0.26	0.08	-0.01	0.24	0	0.01	8_1	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.34	-0.16	0.1	0.05	-7.0000000000000007E-2	-0.27	0	8_2	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.37	0.2	-0.05	-0.02	-0.06	-0.3	0	
Å




Contact percentage 

X···X	4	5	6	7	8_1	8_2	0	0	0	0	0	0	C···X	4	5	6	7	8_1	8_2	3.5000000000000003E-2	1.8000000000000002E-2	4.0000000000000001E-3	2E-3	3.0000000000000001E-3	5.0000000000000001E-3	C···C	4	5	6	7	8_1	8_2	1.2999999999999999E-2	4.9000000000000002E-2	3.5999999999999997E-2	5.0999999999999997E-2	8.1000000000000003E-2	3.5000000000000003E-2	X···H	4	5	6	7	8_1	8_2	4.2999999999999997E-2	6.4000000000000001E-2	6.8000000000000005E-2	6.8000000000000005E-2	7.6999999999999999E-2	0.09	C···H	4	5	6	7	8_1	8_2	0.32500000000000001	0.28199999999999997	0.16600000000000001	0.13200000000000001	0.16600000000000001	0.155	H···H	4	5	6	7	8_1	8_2	0.53300000000000003	0.53	0.67800000000000005	0.65200000000000002	0.61	0.65400000000000003	



In-plane

9	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.25	0	-0.06	0	0	0.24	-0.01	10	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.24	-0.06	-0.02	0	0	0.23	-0.01	11	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.49	-0.14000000000000001	0.01	0.03	0.02	-0.47	-0.01	12	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.19	0.02	-0.02	-0.01	-0.01	0.18	-0.01	13	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.19	0.08	0.02	-0.01	-0.02	0.17	0	13A	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.19	-0.08	-0.02	-0.02	0.01	0.17	0	14	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.22	-0.05	-0.04	0.01	0.01	0.21	0	15	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.21	-0.02	-0.01	0	0.01	0.21	0	
Å




Out-of-plane

9	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.08	0	0	0	-0.01	0.08	0	10	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.24	0	0	0	0.03	0.23	0	11	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	1.9	0.55000000000000004	1.81	-0.19	7.0000000000000007E-2	-0.05	0	12	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.17	0.08	-0.02	-0.02	-0.15	-0.01	0	13	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.9	0.86	-0.24	-0.03	0.02	-0.1	0	13A	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.89	0.85	-0.24	0.03	0.1	0.02	0	14	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.36	0.22	0.01	-0.06	0.26	0.11	-0.02	15	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.28000000000000003	0.08	-0.01	-0.25	0.1	0.02	-0.01	
Å




Contact percentage

X···X	9	10	11	12	13	13A	14	15	0	1.6E-2	1.3999999999999999E-2	0	0	0	0	0	C···X	9	10	11	12	13	13A	14	15	2.5999999999999999E-2	3.3000000000000002E-2	1E-3	2.4E-2	1.9E-2	1.9E-2	3.5000000000000003E-2	2.3E-2	C···C	9	10	11	12	13	13A	14	15	6.0999999999999999E-2	0.06	4.0000000000000001E-3	3.2000000000000001E-2	3.6000000000000004E-2	3.5999999999999997E-2	2.1000000000000001E-2	1.2E-2	X···H	9	10	11	12	13	13A	14	15	0.14799999999999999	0.106	0.154	5.8000000000000003E-2	0.127	0.123	0.106	0.11899999999999999	C···H	9	10	11	12	13	13A	14	15	0.26200000000000001	0.25	0.27500000000000002	0.14799999999999999	0.193	0.187	0.21	0.23200000000000001	H···H	9	10	11	12	13	13A	14	15	0.442	0.45700000000000002	0.434	0.64500000000000002	0.49700000000000005	0.49	0.48299999999999998	0.42699999999999999	



Contact percentages

X···X	16	17	18	19	2E-3	0	0	0	C···X	16	17	18	19	2.7E-2	3.5999999999999997E-2	1.4999999999999999E-2	0.02	C···C	16	17	18	19	5.8000000000000003E-2	4.9000000000000002E-2	3.2000000000000001E-2	3.6999999999999998E-2	X···H	16	17	18	19	0.13900000000000001	0.122	0.11799999999999999	9.0999999999999998E-2	C···H	16	17	18	19	0.24299999999999999	0.22700000000000001	0.23200000000000001	0.13100000000000001	H···H	16	17	18	19	0.47199999999999998	0.44700000000000001	0.497	0.67	



In-plane

16	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.21	7.0000000000000007E-2	-0.01	0	0	0.2	-0.01	16A	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.17	0.04	0.01	0	0	0.16	-0.01	17	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.03	-0.01	0	0.01	0.02	0.01	0.01	18	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.18	0.01	0.04	-0.01	0.04	0.17	-0.01	19	Dip	B2g	B1g	Eu(x)	Eu(y)	A1g	A2g	0.23	0	-0.02	0.02	0	0.23	0	
Å




Out-of-plane

16	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.89	0.56999999999999995	-0.67	-0.16	-0.01	-7.0000000000000007E-2	0	16A	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.67	0.6	-0.21	-0.1	-0.14000000000000001	0.11	0.01	17	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.73	0.23	-0.69	0.02	-0.03	0.05	-0.01	18	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.64	0.27	-0.56000000000000005	-0.01	0.11	0.05	0	19	Doop	B2u	B1u	A2u	Eg(x)	Eg(y)	A1u	0.25	0	-0.25	0	0	0	0	
Å
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