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Summary of integrative structure determination of Integrative model of the nuclear pore complex
from Schizosaccharomyces pombe (PDB ID: 9A1IM | pdb_00009a1m, PDB-Dev ID:
PDBDEV_00000094 )

1. Model Composition

1.1. Entry composition - Nup184: chain(s) B, B1, B2, B3, B4, B5, B6, B7, BS,
B9, B10, B11, B12, B13, B14, B15 (1564 residues)

- Nup186: chain(s) C, C1, C2, C3, C4, C5, C6, C7, C8,
C9, C10, C11, C12, C13, C14, C15 (1647 residues)

- Nup155: chain(s) D, D1, D2, D3, D4, D5, D6, D7, D8,
D9, D10, D11, D12, D13, D14, D15, D16, D17, D18,
D19, D20, D21, D22, D23, D24, D25, D26, D27, D28,
D29, D30, D31 (1315 residues)

- Nup44: chain(s) H, H1, H2, H3, H4, H5, H6, H7, HS,
H9, H10, H11, H12, H13, H14, H15, H16, H17, H18,
H19, H20, H21, H22, H23, H24, H25, H26, H27, H28,
H29, H30, H31 (403 residues)

- Nup45: chain(s) I, 11, 12, 13, 14, 15, 16, 17, 18, 19, 110, 111,
112,113,114, 115,116,117, 118,119, 120, 121, 122, 123, 124,
125,126, 127, 128, 129, 130, 131 (425 residues)

- Nspl: chain(s) J, J1, J2, J3, J4, J5, J6,J7,J8, J9, J10,
J11,712,7J13,7J14,J15,J16, 117, J18, J19, J20, J21, J22,
123,124, 325,126, J27, 128, 129, J30, J31 (598 residues)

- Nup107: chain(s) L, L1, L2, L3, L4, L5, L6, L7,L8, L9,
L10,L11,L12,L13,L14, L15 (813 residues)

- Nup189c: chain(s) M, M1, M2, M3, M4, M5, M6, M7,
M8, M9, M10, M11, M12, M13, M14, M15, M16, M17,
M18, M19, M20, M21, M22, M23 (844 residues)

- Sec13: chain(s) N, N1, N2, N3, N4, N5, N6, N7, N8,
N9, N10,N11,N12,N13,N14, N15,N16,N17, N18,
N19, N20, N21, N22, N23 (297 residues)

- Sehl: chain(s) O, O1, 02, 03, 04, OS5, 06, 07, 08, 09,
010,011, 012,013,014, 015,016,017, 018, O19,
020, 021, 022, 023 (339 residues)

- Nup85: chain(s) P, P1, P2, P3, P4, PS5, P6, P7, P§, P9,
P10, P11, P12, P13, P14, P15, P16, P17, P18, P19, P20,
P21, P22, P23 (675 residues)

- Nup132: chain(s) Q, Q1, Q2, Q3, Q4, Q5, Q6, Q7, Q8,
Q9,Q10,Q11,Q12,Q13, Q14, Q15 (1162 residues)

- Nup120: chain(s) R, R1, R2, R3, R4, RS, R6, R7, RS,
R9, R10,R11,R12, R13, R14,R15,R16,R17,R18, R19,
R20, R21, R22, R23 (1136 residues)

- Nup37: chain(s) S, S1, S2, S3, S4, S5, S6, S7, S8, S9,
S10, S11, S12, S13, S14, S15, S16, S17, S18, S19, S20,
S21, S22, S23 (391 residues)

- Ely5: chain(s) T, T1, T2, T3, T4, T5, T6, T7, T8, T9,
T10,T11, T12, T13, T14, T15, T16, T17, T18, T19, T20,
T21, T22, T23 (298 residues)

- Nup97: chain(s) Y, Y1, Y2, Y3, Y4, Y5, Y6, Y7, Y8,
Y9,Y10,Y11,Y12,Y13,Y14,Y15,Y16,Y17, Y18,
Y19,Y20,Y21,Y22,Y23,Y24,Y25,Y26,Y27, Y28,
Y29, Y30, Y31 (851 residues)
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1.2. Datasets used for modeling

- 3DEM volume, EMDB: EMD-11373

- 3DEM volume, Zenodo: 10.5281/zen0do.5585949

- Experimental model, PDB: pdb_00004gq2

- Comparative model, Zenodo: 10.5281/zenodo.5585949
- Other, Not available: https://doi.org/10.1038/nsmb1194
- Other, Not available:

https://doi.org/10.1038/nature15381

2. Representation

2.1. Number of representations

2.2. Scale Atomic
2.3. Number of rigid and flexible segments 664, 0

3. Restraints

3.1. Physical principles

Information about physical principles was not provided

3.2. Experimental data

4. Validation

4.2. Number of ensembles 0
4.3. Number of models in ensembles Not applicable
4.4. Number of deposited models 1

4.5. Model precision

Not available

4.6. Data quality

EMD-11373: resolution is 22.00 A

4.7. Model quality: assessment of atomic segments

- Clashscore: 0.00
- Ramachandran outliers: 4824
- Sidechain outliers: 12720

4.8. Fit to data used for modeling

Fit of model to information used to compute it has not
been determined

4.9. Fit to data used for validation

Fit of model to information not used to compute it has not
been determined

5. Methodology and Software

1. 5.1. Method name

Systematic fitting to EM maps with Global search from
UCSF Chimera as implemented in Assembline

3.2. Method tvpe

Systematic fitting of CR and NR subunits and IR
asymmetric unit using Assembline and UCSF Chimera

2. 5.1. Method name

Modeling the cytoplasmic side

5.2. Method tvpe

Global optimization with Assembline starting from
systematic fitting results
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3. 5.1. Method name

Modeling the nuclear ring

5.2. Method type

Global optimization with Assembline starting from
systematic fitting results

4. 5.1. Method name

Modeling the inner ring

5.2. Method tvpe

Refinement optimization with Assembline starting from
the fitted comparative model

5. 3.1. Method name

Modeling the full nuclear pore complex from models of
the individual rings

5.2. Method tvpe

Refinement optimization with Assembline

5.5, Software

- Assembline (version 0.99beta)
- Integrative Modeling Platform (IMP) (version 2.15.0)
- UCSF Chimera (version 1.14)
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