[bookmark: _ohukv4kosgl9]Methodology
[bookmark: _rz9ve6qmx089]Druggability assessment using Pocketvec 
[bookmark: _vvaipriaaib9]Concurrency Strategy & Strict File System Isolation
Strategic directory isolation was enforced to eliminate race conditions and write conflicts across shared partitions. Each worker process executed the full data collection, receptor preparation, and docking lifecycle of a single target inside an isolated, dedicated directory keyed directly by its UniProt Accession ID. This structural isolation bypassed Inter-Process Communication (IPC) overhead and allowed linear horizontal scaling. To limit filesystem metadata degradation caused by hundreds of thousands of small files, an active I/O pruning hook was deployed. Following the successful generation of a protein's final PocketVec descriptor, the intermediate structural file coordinates (including raw PDBs, cleaned structures, and MOL2 variants) were automatically purged and high-level querying was consolidated into unified indices to facilitate downstream N×N proteome matrix calculations.
[bookmark: _5cq4xo65utd3]End-to-end workflow
The transformation of raw coordinates into docking-ready receptors determines the physical validity of all downstream outputs. The system executes a five-stage sequential workflow, passing raw sequence identifiers through an automated pipeline to produce biophysically relevant data rather than simple geometric shape-matching.
[bookmark: _e5bifettskyb]Structure sourcing and automated fallback pipeline
The engine initiates the pipeline by retrieving high-resolution 3D coordinates for the target UniProt ID, dynamically navigating between experimental repositories and predictive structural databases, specifically an automated RCSB-to-AlphaFold skip connection. It first queries the RCSB PDB for experimentally validated structures44, in the absence of which it queries the AlphaFold Database while iteratively running a backward compatibility check, cycling through version releases sequentially to locate high-confidence structural models. Additionally, network anomalies, API rate-limiting or corrupted file deliveries are restricted by ensuring that each downloaded structural file passes a strict minimum file-size and a timeout cap before entering the next phase.
[bookmark: _nk52n9f6tpd8]Multi-Layered Structure Preparation & Standardization
An automated, four-step structural refinement pipeline is deployed to standardize raw coordinates for docking (as represented in Figure 1). Multi-model reduction is done for structures determined by NMR or cryo-EM ensembles using Bio.PDB for isolation and extraction of Model 0. Then, a custom ChainSelect subclass is used to isolate the first functional polymer chain defined by the PDB repository order. This is followed by filtering out of water molecules (HOH), common biological ions ([image: ] [image: ] [image: ]) and crystallization co-solvents (GOL, EDO) using a predefined exclusion matrix. Finally, OpenBabel45 was used to convert the processed PDB files into Tripos MOL2 format, which calculated Gasteiger partial charges, designated precise Tripos atom typing and bond orders.
[bookmark: _ekp8fm5r01l7]PocketVec Descriptor Generation & Inverse Docking
Based on the PocketVec methodology, the mapping of the structural pocket environment was executed via a stochastic inverse docking campaign using the open-source rDock engine optimized for high-throughput virtual screening (HTVS) of proteins and nucleic acids. This approach evaluated each individual pocket against the curated probe library of 128 diverse, lead-like small molecules representing a wide range of chemical properties. To ensure absolute numerical reproducibility across different nodes in the distributed HPC cluster, a global random seed was fixed at 42 and 25 independent docking runs were performed against the target cavity, representing a total of 3,200 energy evaluations per protein. Following this, the lowest binding energy (the most negative, thermodynamically favored rDock score) for each probe was extracted. These raw energies were then rank-normalized to construct a unified 128-dimensional chemogenomic descriptor vector in [image: ] :
[image: ]---------------(3)
[bookmark: _40ikk65ugdlh]Multi-Dimensional Scoring Heads: Druggability & Similarity
The resulting probe-docking energetic profiles and cavity geometries are transformed into high-resolution programmatic druggability tiers. Downstream analysis and characterisation was divided into two distinct analytical tracks that balance thermodynamic affinity with biophysical pocket suitability to categorise the druggable proteomic space.
[bookmark: _iszm0c7y0f8y]Composite Druggability Head
The pipeline processes the raw data through an analytical classifier to quantify the efficacy of an isolated pocket to accommodate small molecules. This scoring head calculates a composite druggability metric ([image: ]​) on a standardized 0–100 scale by integrating probe-docking energetics ([image: ]) and biophysical cavity geometry ([image: ]​)​ using a 3:1 weighted ratio, driving the final classification by chemogenomic affinity rather than simple geometric shape matching.
To handle uncharacterized targets lacking co-crystallized ligands to define a precise boundary box, the architecture utilizes an automated C-alpha centroid fallback approach, where the pipeline caps their maximum geometric contribution at an attenuated threshold of 70, effectively eliminating false positives, preventing these non-selective, broad surface areas from skewing the data.
[bookmark: _go725kb2jbp4]Pocket Similarity Head
To map the structural and functional relationships of novel target pairs, the pipeline evaluates the rank-normalized chemogenomic descriptors across a high-dimensional vector space, executed via pairwise Cosine Distance calculations across the probe space. The entire multi-dimensional scoring module is highly optimized for massive high-throughput scaling; for a standard validation sample size of 1,460 targets, the module computes the full pairwise N×N matrix in approximately 25 seconds.


Validation of predicted novel PPI’s using UK Biobank data. 
[bookmark: _wtyblpgon3r8]Algorithmic Architecture of the DL-PPI Model
Proteome-wide link predictions were executed using the DL-PPI framework, an end-to-end deep learning model tailored for sequence-based interaction modeling46 (Figure 3). The system builds an undirected interaction graph G=(V,E), treating human proteins as nodes (V) and their physical combinations as edges (E), resolving predictions as binary link classifications. Raw primary sequences are transformed into a continuous 13D vector space, wherein each residue coordinate represents the linear summation of a 5D continuous vector (trained via a Skip-Gram language model) and an 8D categorical array mapping physicochemical properties into discrete biochemical classes. Embedded sequence arrays are then passed through a modified Inception V3 convolutional neural network, to dynamically extract local structural patterns across diverse receptive fields. A Graph Isomorphic Network (GIN) is implemented to embed local sequence features within global interactome topologies, which use dense Multilayer Perceptrons (MLPs) to capture multi-hop structural relationships. Refined feature blocks are evaluated through Feature Relational Reasoning Network, to weight highly critical vector elements and finally, a fully connected classifier equipped with a Rectified Linear Unit (ReLU) activation function computes final multi-label link probabilities, optimized via a Multi-task Binary Cross-Entropy Loss function.
Curation of Human Population Genetics Cohorts
CAD-associated high-risk genetic signals were extracted from legacy genome-wide association studies (GWAS) and exome sequencing consortium datasets using aggregate gene-level association scoring (VEGAS2 and MAGMA) of CARDIoGRAM Exome Cohort and Pan-UK Biobank cohort. Aggregated genomic profiles identified enrichment clusters across five core physiological programs– lipid metabolism, coagulation cascades, chronic inflammatory signaling, neuronal aging/apoptosis pathways, and structural wound healing processes. Next, a high-confidence target validation framework was constructed by isolating 20 core driver genes consistently identified across both VEGAS2 and MAGMA pipelines.
Multi-Evidence Interaction Prioritization Maturing
To differentiate true disease networks from random structural alignments, predicted pairs were filtered using an automated, multi-database validation matrix. Candidate pairs were evaluated using a programmatic Composite Score (CS), which scores the depth of biological evidence by summing normalized enrichment values across multiple repositories:
[image: ]----(4)
Where K, R, and W represent normalized mapping coefficients for KEGG, Reactome, and WikiPathways systems, respectively, while BP, CC, and MF designate Gene Ontology (GO) functional layers (Biological Process, Cellular Component, Molecular Function), scaled by explicit balancing weights (w).
Following matrix scoring, the candidate interactome was partitioned into two discovery tiers– Category A for high-confidence overlaps and Category B for novel structural candidates. Downstream pathway overrepresentation was determined using bubble plot matrices, sorting top-ranked candidate clusters by calculating exact odds ratios and logarithmic false discovery rates (−[image: ]) across GO Biological Processes, KEGG pathways and Reactome pathways, for providing mechanistic context to the computational predictions.
[bookmark: _10o09c6z954r]Text-Mining Verification and Functional Subnetwork Visualization
To capture late-breaking literature updates, an automated text-mining pipeline was run across the novel Category B interaction cohort. The system performed targeted semantic queries using Perplexity AI across PubMed abstracts and PMC full-text records to classify the text-mining confidence for each novel pair. Validations required at least one protein node within a candidate pair to possess a documented path in cardiorespiratory or vascular biological ontologies. Finally, the confirmed subnetworks were exported into Cytoscape to visualize the functional convergence of polygenic risk factors within the deep learning interaction models.


Supplementary Tables


Supplementary Table S1: A novel high Confidence PPI’s associated with Cardiovascular space

	Protein1
	Protein2
	score_affinity

	Q99798
	Q9HCP6
	-413.5

	P03891
	Q99798
	-357.8

	P17643
	Q9NRG4
	-313.2

	O14531
	P31040
	-310.1

	P28331
	Q9HCP6
	-297.8

	Q99798
	Q9NRG4
	-296.4

	P03891
	P28331
	-293.3

	P28331
	Q99798
	-288.9

	Q6ZVX9
	Q99798
	-287.3

	Q99489
	Q9HCP6
	-284.4

	Q9HCP6
	Q9NRG4
	-284.1

	O14520
	Q99798
	-276.3

	P17540
	Q9HCP6
	-274.8

	P17540
	Q99798
	-267.1

	P28331
	P56373
	-266.3

	P28331
	Q9NRG4
	-265.8

	P31040
	Q6ZVX9
	-260.5

	P17643
	Q8N3J5
	-259

	P28331
	Q99489
	-255.9

	P00414
	Q99798
	-252.6

	P31040
	Q9Y2V0
	-251.7

	P03891
	Q99489
	-249.2

	P00156
	Q99798
	-243

	P00568
	Q99798
	-237.4

	P07195
	P31040
	-236.6

	Q8N3J5
	Q99798
	-231.5

	Q9HCP6
	Q9Y277
	-227.9

	O75838
	P31040
	-227.3

	P03891
	Q9HCP6
	-226.6

	Q8NE79
	Q99798
	-225.9

	P12235
	Q8N3J5
	-225.7

	Q6ZVX9
	Q9NRG4
	-223.2

	P56373
	Q99798
	-221.3

	Q99489
	Q9NRG4
	-221.3

	Q5VVY1
	Q9HCP6
	-220.4

	P17643
	P28331
	-218.9

	P03891
	P17540
	-214.4

	P31040
	Q9NRG4
	-212.8

	P03891
	Q9Y277
	-211.4

	P03891
	Q8N3J5
	-210.4

	Q6ZVX9
	Q99489
	-209.9

	P17540
	P17643
	-209.5

	P17643
	Q99798
	-209.3

	P00156
	P28331
	-208.9

	P17540
	Q9NRG4
	-208.7

	Q6ICL3
	Q9NRG4
	-208.5

	O75323
	P31040
	-208

	O43825
	P03891
	-205.6

	P28331
	Q6ZVX9
	-204.7

	P17540
	P28331
	-202.9

	P0C264
	Q9NRG4
	-202.6

	P17643
	Q99489
	-201.5

	O43825
	Q99489
	-201.5

	Q6UX53
	Q99798
	-201.3

	O76093
	Q99798
	-199.4

	P31040
	Q6ICL3
	-199

	P51589
	Q6UX53
	-198.5

	P31040
	Q8NE79
	-197.8

	O14520
	P28331
	-196.9

	P28331
	Q8N3J5
	-194.6

	O14520
	Q5VVY1
	-194.5

	P12235
	Q9HCP6
	-194.2

	O14520
	O43825
	-193.4

	Q8N6M3
	Q99798
	-192.5

	O43825
	Q9HCP6
	-192.4

	P31040
	Q9Y281
	-190.6

	P56373
	Q99489
	-189.3

	Q6ZVX9
	Q9HCP6
	-188.3

	Q6ICL3
	Q9HCP6
	-188.2

	Q8N3J5
	Q9HCP6
	-187.7

	P00846
	P07195
	-187.7

	P03891
	Q9Y6E2
	-187.6

	P03891
	Q5VVY1
	-187.3

	P28331
	Q6ICL3
	-185.9

	P17643
	Q5VVY1
	-184.7

	O14520
	Q6ICL3
	-184.1

	P17643
	Q6PH85
	-183.8

	P00403
	Q99798
	-183.6

	Q5VVY1
	Q6ZVX9
	-183.5

	P28331
	Q8NE79
	-183.3

	P17540
	P31040
	-182.8

	P28331
	Q13510
	-182.5

	P17540
	Q99489
	-181.6

	O43825
	P28331
	-181.3

	P03891
	P49758
	-181

	O14520
	Q9HCP6
	-180.6

	P21810
	P31040
	-180.5

	P40925
	Q6ZVX9
	-180.2

	P00414
	Q99489
	-179.9

	P00156
	Q9Y6E2
	-179.7

	P0C264
	P17540
	-179.4

	P00568
	Q9NRG4
	-178.7

	P56373
	Q8N3J5
	-178.3

	P28331
	Q9Y277
	-178.3

	O14520
	Q6UX53
	-177.7

	P31040
	Q9Y277
	-177.5

	P00846
	P28331
	-177.4

	P17540
	Q6ICL3
	-175.3

	P55084
	Q9NRG4
	-175.1

	O14531
	Q9NRG4
	-174.7

	P00156
	Q9NRG4
	-174

	P00568
	Q9HCP6
	-173.9

	Q9HCP6
	Q9Y6E2
	-173.6

	O14531
	Q9Y6E2
	-173.4

	O43825
	Q6ZVX9
	-173

	O14531
	Q9Y277
	-172.3

	P00414
	Q9Y6E2
	-171.4

	Q6ZVX9
	Q8N3J5
	-170.5

	Q99798
	Q9GZV9
	-169.8

	Q8WV74
	Q9NRG4
	-169.1

	O43825
	Q99798
	-169

	O43825
	Q9Y277
	-168.1

	P15259
	P17643
	-167.9

	O14958
	Q9HCP6
	-167.5

	P00846
	Q99489
	-167

	Q6PH85
	Q9NRG4
	-166.7

	P17540
	Q9Y277
	-166.6

	P03891
	Q9NRG4
	-166.3

	O95057
	Q9NRG4
	-166.2

	P31040
	Q6UX53
	-165.7

	O75838
	Q9NRG4
	-165.7

	P00414
	P28331
	-165.6

	P31040
	Q99489
	-165.4

	Q99593
	Q9HCP6
	-165.2

	P51589
	Q6ZVX9
	-165.1

	Q99489
	Q9Y277
	-164.8

	P12829
	Q99798
	-164.1

	P12235
	Q6ZVX9
	-163.6

	P00846
	P17174
	-163.5

	O75838
	P17643
	-163.4

	P08590
	Q99798
	-162.8

	P08559
	Q99798
	-162.6

	P00568
	P28331
	-162.6

	P28331
	Q6UX53
	-162.5

	P08559
	Q9NRG4
	-162.3

	P00414
	P17540
	-162.1

	P03891
	Q99593
	-161.4

	Q8N3J5
	Q99593
	-160.6

	P00846
	Q99798
	-160.5

	O14531
	Q99798
	-160.5

	P31040
	Q15327
	-159.8

	P17643
	P49758
	-159.6

	P48735
	Q9NRG4
	-159.2

	P03891
	P12235
	-159.2

	Q6ICL3
	Q99798
	-159

	P00156
	Q5VVY1
	-158.9

	P49758
	Q99798
	-158.9

	Q6ICL3
	Q99489
	-158.6

	P0C264
	Q6ZVX9
	-158.5

	Q8NE79
	Q9NRG4
	-158.3

	P17540
	Q5VVY1
	-158

	O14531
	P17643
	-157.9

	O75838
	P17540
	-157.8

	P03891
	Q6PH85
	-157.8

	O75838
	P03891
	-157.6

	O76093
	Q9HCP6
	-157.5

	O14520
	P61328
	-157.4

	O14958
	P03891
	-157

	P51589
	Q8N6M3
	-156.8

	Q6ZVX9
	Q99593
	-156.8

	Q6UX53
	Q6ZVX9
	-156.7

	P17174
	Q9HCP6
	-156.4

	Q8N3J5
	Q9Y277
	-156.3

	P17540
	P49758
	-155.8

	P00414
	Q9HCP6
	-155.8

	Q8WXH4
	Q9NRG4
	-155.8

	Q13510
	Q9HCP6
	-155.4

	Q6UX53
	Q9HCP6
	-155.2

	O43825
	P17643
	-155.2

	Q6PH85
	Q8N3J5
	-155

	P28331
	Q15327
	-154.1

	O43825
	P17540
	-154

	P00568
	Q6ZVX9
	-153.9

	Q5VVY1
	Q9NRG4
	-153.7

	P00156
	Q9HCP6
	-153.7

	P0C264
	Q99798
	-153.5

	P40925
	Q9HCP6
	-153.4

	O14531
	P28331
	-153.4

	P28331
	Q9Y6E2
	-153.3

	P02144
	P03891
	-153.2

	P07195
	Q99798
	-153.1

	Q13510
	Q9NRG4
	-153

	O95057
	P28331
	-152.6

	O75365
	P17540
	-152.5

	Q8N3J5
	Q9NRG4
	-152.5

	P03891
	P31040
	-152.5

	O14531
	P12235
	-151.7

	O75323
	P17643
	-151.7

	Q8N6M3
	Q9HCP6
	-151.4

	P17643
	Q99593
	-150.5

	O14958
	Q99798
	-150.5

	P02144
	P28331
	-150.2

	P31040
	P56373
	-150.2

	P41222
	Q9HCP6
	-150.2

	P03891
	P56373
	-150

	P03891
	Q6ICL3
	-149.9

	P56373
	Q9HCP6
	-149.5

	Q6ZVX9
	Q9GZV9
	-149.5

	Q8N3J5
	Q99489
	-149.4

	O14520
	Q8N3J5
	-149.4

	P17540
	Q6ZVX9
	-149.3

	O75323
	P28331
	-149.3

	P21810
	Q8N3J5
	-149.2

	Q99798
	Q9Y534
	-148.8

	Q8N6M3
	Q9NRG4
	-148.6

	O14520
	P12235
	-148.2

	P08590
	P17540
	-147.9

	P28331
	Q5VVY1
	-147.8

	P49758
	Q9HCP6
	-147.6

	O95057
	Q8N3J5
	-147.3

	P07195
	Q9HCP6
	-147

	P28331
	Q8WXH4
	-146.6

	P28331
	Q99593
	-146.3

	O60939
	Q99798
	-145.8

	P12829
	P17540
	-145.5

	P21810
	Q9HCP6
	-144.6

	P00414
	Q6ICL3
	-144.2

	O75838
	Q9HCP6
	-144.2

	P02144
	Q6ICL3
	-143.8

	O14520
	Q9GZV9
	-143.7

	O14531
	O95057
	-143.5

	P51589
	Q9NRG4
	-143

	O14520
	Q9NRG4
	-142.6

	P12235
	P28331
	-142.4

	P0C264
	Q99593
	-142.4

	P28331
	P48735
	-142.3

	Q8N3J5
	Q8WWM9
	-142.3

	P00846
	Q9HCP6
	-142.3

	Q8WWM9
	Q9NRG4
	-142.2

	Q6UXB8
	Q9NRG4
	-142.2

	O75112
	P28331
	-141.9

	Q6ZVX9
	Q9NP90
	-141.3

	P61328
	Q8N3J5
	-141.2

	Q9NRG4
	Q9Y277
	-141.2

	P00568
	P17643
	-141.1

	P49758
	Q9NRG4
	-141

	O14958
	Q99489
	-140.9

	P03891
	P17174
	-140.3

	P61328
	Q9HCP6
	-140

	Q5VVY1
	Q6UXB8
	-139.6

	P56373
	Q5VVY1
	-139.6

	Q99593
	Q9NRG4
	-139.2

	P17540
	P21810
	-139.2

	O14520
	P56373
	-138.9

	P48735
	Q9HCP6
	-138.4

	P12235
	P17540
	-138

	P61328
	Q9NRG4
	-137.9

	P12235
	Q9NRG4
	-137.5

	P12235
	P61328
	-137.2

	O76093
	Q9NRG4
	-137

	Q8N3J5
	Q9Y2V0
	-137

	O14531
	P21810
	-137

	P41222
	Q99798
	-136.9

	P00156
	Q99489
	-136.7

	Q15116
	Q99798
	-136.6

	O76093
	Q99489
	-136.5

	O76093
	P03891
	-136.5

	P00156
	P00846
	-136.3

	P51589
	Q99489
	-136.1

	P40925
	Q9NRG4
	-136

	O43825
	Q9NRG4
	-135.8

	P00846
	P31040
	-135.6

	P17643
	Q13510
	-135.5

	O76093
	P00568
	-135.3

	P00156
	P56373
	-134.6

	P03891
	P0C264
	-134.6

	P17540
	P56373
	-134.5

	P49758
	Q9Y277
	-134.3

	P02144
	P17643
	-134.2

	P17540
	Q8WXH4
	-133.7

	O14520
	Q9Y277
	-133.7

	P03891
	P55084
	-133.7

	P12235
	P49758
	-133.1

	P00505
	Q9HCP6
	-133

	P00403
	P00568
	-133

	Q6PH85
	Q6ZVX9
	-133

	O76093
	Q6ZVX9
	-132.8

	O43825
	P00156
	-132.6

	P03891
	Q6ZVX9
	-132.5

	P17174
	Q6ZVX9
	-132.3

	O76093
	P12235
	-131.7

	P00505
	P28331
	-131.3

	O14520
	P07195
	-131.1

	Q6ICL3
	Q9Y277
	-131

	P00414
	Q5VVY1
	-130.9

	Q6ZVX9
	Q9Y6E2
	-130.7

	Q14192
	Q99798
	-130.6

	P08559
	Q9HCP6
	-130.5

	P56373
	Q6ZVX9
	-130.5

	P0C264
	Q99489
	-130.5

	O95057
	Q99489
	-130.2

	Q6ZVX9
	Q9Y281
	-130.2

	O14520
	O14531
	-130.2

	P00568
	Q9Y277
	-130.1

	Q6ZVX9
	Q9Y277
	-129.8

	P00568
	P17540
	-129.6

	Q99798
	Q9NP90
	-129.5

	P17540
	Q9GZV9
	-129.5

	P00403
	P31040
	-129.4

	Q99489
	Q9GZV9
	-129.3

	Q99798
	Q9UKS6
	-129.3

	P17643
	Q6ICL3
	-129.1

	P00846
	P17540
	-129

	P17540
	Q8N6M3
	-128.9

	P21810
	P28331
	-128.8

	P17540
	Q9Y2V0
	-128.6

	P15259
	Q6ZVX9
	-128.6

	O76093
	P49758
	-128.5

	Q6UX53
	Q9NRG4
	-128.4

	P00156
	Q8N6M3
	-128.4

	O96000
	P31040
	-128.3

	Q99489
	Q99798
	-128.3

	P17174
	Q9NRG4
	-127.9

	P21810
	Q6ZVX9
	-127.8

	O14958
	P31040
	-127.5

	Q8N3J5
	Q8NE79
	-127.3

	O75838
	P00414
	-127

	P17540
	Q9BXN1
	-126.9

	P07195
	P28331
	-126.7

	P17540
	Q6PH85
	-126.6

	P17540
	Q8N3J5
	-126.5

	Q6PH85
	Q9HCP6
	-126.4

	Q9NRG4
	Q9Y2V0
	-126.4

	P03891
	Q8N6M3
	-126.2

	O14602
	P31040
	-126.1

	P17540
	P40925
	-126.1

	P17643
	Q9Y277
	-126

	P61328
	Q6ZVX9
	-126

	P00156
	P61328
	-125.7

	P02144
	Q6ZVX9
	-125.6

	O14520
	P49758
	-125.6

	P02144
	Q99798
	-125

	P12235
	Q6PH85
	-125

	P51589
	Q9HCP6
	-124.9

	Q6UXB8
	Q6ZVX9
	-124.5

	P20674
	Q99798
	-124.4

	P00403
	Q9HCP6
	-124.4

	Q96IW2
	Q99798
	-124

	P12235
	Q5VVY1
	-124

	P40925
	Q9Y277
	-123.9

	Q9Y277
	Q9Y6E2
	-123.9

	P00414
	Q9NRG4
	-123.7

	P56373
	Q6ICL3
	-123.5

	Q6ZVX9
	Q96IW2
	-123.5

	Q9Y277
	Q9Y2V0
	-123.2

	P17540
	Q147U7
	-123.2

	P21810
	Q9NRG4
	-123.1

	Q5VVY1
	Q8NE79
	-123.1

	P00156
	P00568
	-122.9

	P31040
	Q96IW2
	-122.9

	P43489
	Q99798
	-122.7

	P15259
	Q9HCP6
	-122.7

	O95057
	Q9Y277
	-122.5

	P00505
	Q9NRG4
	-122.5

	O14807
	Q9NRG4
	-122.2

	P00846
	Q9Y6E2
	-121.9

	Q15116
	Q9NRG4
	-121.5

	P12235
	Q9GZV9
	-121.5

	O14958
	P00156
	-121.4

	P28331
	P49758
	-121.3

	Q9GZV9
	Q9NRG4
	-121.3

	O95057
	Q9HCP6
	-121.2

	P08559
	Q99489
	-121.1

	O75838
	Q9Y277
	-121

	P17540
	Q99593
	-120.8

	O75323
	P00568
	-120.8

	O95057
	P12235
	-120.7

	P00846
	P03891
	-120.7

	O14958
	P00846
	-120.5

	Q5VVY1
	Q8N6M3
	-120.4

	Q16821
	Q99798
	-120.3

	O14531
	Q99593
	-120.3

	O75365
	Q9NRG4
	-120.3

	O14520
	Q96IW2
	-120.3

	P31040
	Q15116
	-120.3

	O43825
	Q99593
	-120.2

	P00568
	Q8N6M3
	-120.2

	O43825
	P56373
	-119.8

	P17540
	P55084
	-119.7

	O14520
	Q8N6M3
	-119.7

	P17643
	P61328
	-119.7

	P08590
	Q99489
	-119.5

	Q9HCP6
	Q9Y281
	-119.4

	P00156
	Q8N0Z2
	-119.4

	O14958
	Q6ZVX9
	-119.4

	O75838
	Q99593
	-119.3

	P12235
	P51589
	-119.3

	O14520
	P40925
	-119.2

	O60939
	P28331
	-119.1

	P41222
	Q9NRG4
	-118.6

	P00156
	Q9Y277
	-118.6

	Q6ICL3
	Q6ZVX9
	-118.6

	Q99798
	Q9BX46
	-118.4

	P56373
	Q6UX53
	-118.4

	P17540
	Q8NE79
	-118.3

	O14520
	Q6PH85
	-118.3

	P56373
	Q9BXJ1
	-118.3

	P12235
	Q99489
	-118.2

	P00568
	Q99489
	-118.2

	P05413
	Q9HCP6
	-118.2

	P28331
	Q14192
	-118.1

	P28331
	Q8N6M3
	-118

	P41222
	Q6ZVX9
	-117.6

	P28331
	P40925
	-117.6

	P28331
	Q9Y2V0
	-117.6

	P09493
	P0CAP1
	-117.6

	P00505
	Q9Y277
	-117.4

	Q5VVY1
	Q8N3J5
	-117.2

	P00568
	Q6ICL3
	-117.2

	P17174
	P17643
	-117

	P02144
	P17540
	-116.9

	O14561
	P31040
	-116.9

	O14520
	Q9NP90
	-116.1

	O14520
	P48735
	-116.1

	O75838
	P28331
	-116.1

	P21810
	Q6PH85
	-115.9

	P48735
	P49758
	-115.9

	P00403
	Q9NRG4
	-115.7

	P17643
	Q9HCP6
	-115.5

	O14531
	P51589
	-115.4

	P00568
	Q5VVY1
	-115.4

	P00846
	Q5VVY1
	-115.3

	O14520
	P55084
	-115.3

	P12235
	Q8WWM9
	-114.9

	P00156
	Q8WV74
	-114.8

	P0C264
	Q8N6M3
	-114.7

	P00568
	Q8N3J5
	-114.5

	P10606
	Q99798
	-114.5

	Q01449
	Q9HCP6
	-114.4

	Q147U7
	Q99798
	-114.4

	P21810
	Q99489
	-114.3

	P00846
	Q99593
	-114.2

	O14520
	P05413
	-114.2

	Q9NRG4
	Q9Y281
	-114.1

	P17540
	Q6UX53
	-114.1

	P12235
	P56373
	-113.8

	P02144
	Q99489
	-113.8

	Q8NE79
	Q9HCP6
	-113.8

	P07195
	P17643
	-113.7

	Q15327
	Q9NRG4
	-113.7

	O14531
	P00846
	-113.6

	O43825
	Q5VVY1
	-113.6

	P48735
	Q6ZVX9
	-113.6

	O75838
	Q6ZVX9
	-113.3

	P07195
	Q99593
	-112.9

	O14520
	Q6UXB8
	-112.9

	P51589
	Q99593
	-112.9

	O75112
	Q99798
	-112.8

	P00568
	P48735
	-112.7

	P39877
	Q99798
	-112.6

	P21810
	P56373
	-112.5

	P03891
	P07195
	-112.4

	P00156
	Q6PH85
	-112.2

	O14520
	O76093
	-112.2

	O43825
	Q6ICL3
	-112

	Q6PH85
	Q99489
	-111.9

	P12829
	Q6UX53
	-111.8

	P00846
	P12235
	-111.6

	O75365
	Q99489
	-111.4

	P08590
	P17643
	-111.4

	P12829
	P17643
	-111.3

	Q6UXB8
	Q9Y277
	-111.3

	Q6PH85
	Q9Y277
	-111.3

	O14520
	Q9Y6E2
	-111.1

	P49758
	Q5VVY1
	-111

	P28331
	Q8WV74
	-111

	O75365
	Q8NE79
	-110.9

	O75838
	P00156
	-110.8

	O14958
	Q9NRG4
	-110.8

	P00156
	Q9Y281
	-110.7

	Q13510
	Q8NE79
	-110.7

	O43825
	P12235
	-110.6

	O14958
	P17643
	-110.6

	P00156
	P05413
	-110.6

	P15259
	Q147U7
	-110.5

	Q6ICL3
	Q6UXB8
	-110.4

	O75323
	Q9NRG4
	-110.3

	P17540
	Q9Y5U8
	-110.2

	Q99489
	Q99593
	-110.1

	P17540
	P48735
	-110

	O75838
	O95057
	-109.9

	P05413
	P28331
	-109.9

	Q6ZVX9
	Q8WWM9
	-109.9

	Q6ICL3
	Q8NE79
	-109.8

	P08590
	Q8WV74
	-109.6

	O14531
	Q8WXH4
	-109.5

	P17643
	Q6UXB8
	-109.5

	O14520
	P31040
	-109.4

	P39877
	Q9NRG4
	-109.4

	P17643
	Q9Y6E2
	-109.2

	Q8N3J5
	Q96IW2
	-108.9

	Q8N6M3
	Q9Y277
	-108.8

	Q8WV74
	Q9HCP6
	-108.8

	O14561
	P28331
	-108.7

	Q6UX53
	Q99489
	-108.4

	O76093
	Q8N3J5
	-108.3

	Q8WWM9
	Q9HCP6
	-108.3

	O14958
	P28331
	-108.2

	O14531
	P56373
	-108.2

	P00156
	P49758
	-108.2

	O14520
	O75838
	-107.9

	P08590
	P40925
	-107.8

	P12829
	P40925
	-107.7

	P08559
	P49758
	-107.6

	P40925
	P56373
	-107.6

	O76093
	Q8WWM9
	-107.3

	O43825
	P00846
	-107.3

	P00846
	P17643
	-107.3

	P31040
	P61328
	-106.9

	P17643
	Q14192
	-106.8

	Q8N3J5
	Q9Y6E2
	-106.7

	O14531
	P40925
	-106.7

	P12829
	Q9NRG4
	-106.6

	P00846
	Q9NRG4
	-106.6

	Q13510
	Q99489
	-106.5

	P17540
	Q15327
	-106.4

	P39877
	Q9Y6E2
	-106.3

	P21810
	Q9Y6E2
	-106.1

	P08559
	P21810
	-106.1

	O95057
	P56373
	-106.1

	O75112
	P31040
	-106

	P31040
	Q99798
	-106

	O14520
	Q99593
	-105.9

	O14520
	Q8WXH4
	-105.9

	P49758
	Q6ZVX9
	-105.7

	P00846
	Q9Y281
	-105.7

	O75838
	Q9GZV9
	-105.6

	P00846
	Q8N3J5
	-105.5

	Q9NP90
	Q9Y277
	-105.5

	P43489
	P51589
	-105.4

	P03891
	P05413
	-105.4

	P00568
	P51589
	-105.4

	Q14192
	Q9HCP6
	-105.2

	P28331
	P51589
	-105.2

	P03901
	Q99798
	-105.1

	P28331
	Q9Y281
	-105.1

	O14531
	P17540
	-105.1

	P17643
	Q15116
	-105

	O75838
	Q99489
	-105

	O60939
	P17540
	-105

	P12235
	Q8WV74
	-104.9

	Q6ZVX9
	Q8WXH4
	-104.8

	O14531
	Q99489
	-104.8

	O14520
	P00568
	-104.7

	Q9Y2V0
	Q9Y6E2
	-104.7

	P00846
	Q9NP90
	-104.6

	Q16821
	Q8WV74
	-104.6

	P21810
	Q9NP90
	-104.6

	O95057
	P17540
	-104.6

	P03891
	Q96IW2
	-104.5

	P05413
	Q6ZVX9
	-104.4

	P00846
	P15259
	-104.3

	P28331
	P61328
	-104.2

	P0C264
	P15259
	-104.1

	P28331
	Q96IW2
	-104.1

	O75112
	Q9HCP6
	-104.1

	P51589
	Q0VAK6
	-104

	P51589
	Q8N3J5
	-104

	P00846
	Q6UXB8
	-103.9

	Q99798
	Q9UBP5
	-103.8

	P07195
	P17540
	-103.8

	P00846
	P05413
	-103.6

	O14958
	P0C264
	-103.4

	P00156
	Q6ZVX9
	-103.3

	P28331
	Q9Y534
	-103.2

	P43489
	Q9NRG4
	-103.2

	O60939
	P17174
	-103.1

	O75323
	Q99489
	-103

	Q8WWM9
	Q9Y277
	-103

	Q01449
	Q9Y6E2
	-102.8

	O75112
	Q8N6M3
	-102.8

	P00414
	Q6PH85
	-102.7

	P07195
	Q9NRG4
	-102.7

	P07195
	Q99489
	-102.7

	Q6UXB8
	Q99798
	-102.7

	P17643
	P40925
	-102.7

	Q8N3J5
	Q9UBY9
	-102.6

	O14520
	P03891
	-102.6

	P00846
	Q8N6M3
	-102.6

	P12235
	Q9Y6E2
	-102.6

	O95057
	P00568
	-102.6

	P17174
	Q9Y277
	-102.3

	P41222
	Q8NE79
	-102.2

	P00568
	P12235
	-102

	O60939
	P55084
	-102

	O75838
	P48735
	-102

	O75838
	Q8N6M3
	-101.8

	P00414
	P56373
	-101.8

	P08590
	P28331
	-101.6

	Q99798
	Q99958
	-101.4

	P00846
	Q16821
	-101.3

	Q8WXH4
	Q9HCP6
	-101

	P56373
	Q99593
	-101

	P08590
	Q9HCP6
	-101

	Q6ICL3
	Q96IW2
	-100.9

	P08590
	Q6UX53
	-100.9

	O14958
	Q99593
	-100.8

	O95057
	Q8WXH4
	-100.8

	P31040
	P51589
	-100.7

	P28331
	Q6UXB8
	-100.6

	P00846
	P02144
	-100.6

	P00403
	Q16821
	-100.2

	Q8NE79
	Q9Y277
	-100.2

	O60939
	Q6ZVX9
	-100.1

	O95057
	Q99593
	-100

	Q8N3J5
	Q9Y281
	-99.9

	Q8N6M3
	Q99489
	-99.8

	P03891
	P61328
	-99.6

	P49758
	Q6ICL3
	-99.5

	P03891
	Q8WXH4
	-99.5

	O75365
	Q99798
	-99.5

	Q6UXB8
	Q99489
	-99.5

	P00846
	Q6ZVX9
	-99.4

	P08590
	Q9NRG4
	-99.4

	P00403
	Q6ZVX9
	-99.4

	Q8N0Z2
	Q99798
	-99.3

	P61328
	Q9Y277
	-98.8

	O95057
	Q6ICL3
	-98.7

	Q15327
	Q99798
	-98.5

	Q8N6M3
	Q99593
	-98.4

	P08559
	P17540
	-98.4

	P28331
	Q8N0Z2
	-98.3

	O14602
	Q6ZVX9
	-98.2

	P00403
	P17540
	-98

	Q5VVY1
	Q9Y5U8
	-97.9

	P12235
	Q6UXB8
	-97.9

	O14602
	P28331
	-97.8

	Q96IW2
	Q9NRG4
	-97.8

	O14520
	P41222
	-97.7

	O60939
	Q9NRG4
	-97.7

	O14531
	Q9HCP6
	-97.7

	O75323
	Q99798
	-97.6

	P00414
	Q6UX53
	-97.5

	P0C264
	P17643
	-97.4

	O60939
	Q9HCP6
	-97.4

	Q5VVY1
	Q99798
	-97.2

	O76093
	Q6PH85
	-97.2

	P49758
	P61328
	-97.2

	Q16821
	Q9NRG4
	-97.1

	Q5VVY1
	Q9Y277
	-97.1

	P0C264
	Q15327
	-97.1

	P49758
	Q8WXH4
	-97

	O60939
	P12235
	-97

	Q01449
	Q99798
	-97

	Q147U7
	Q6UX53
	-97

	O14520
	Q6ZVX9
	-96.9

	Q2TAL6
	Q99798
	-96.8

	P00403
	Q99489
	-96.7

	P00846
	Q8WXH4
	-96.7

	P17643
	Q8WXH4
	-96.6

	P00156
	P07195
	-96.5

	O76093
	P17540
	-96.4

	O75838
	P00846
	-96.4

	P00156
	P02144
	-96.4

	P03891
	Q147U7
	-96.3

	P00568
	Q99593
	-96.3

	Q96IW2
	Q9HCP6
	-96.1

	P02144
	Q9HCP6
	-95.8

	O75838
	Q99798
	-95.8

	P28331
	Q6PH85
	-95.7

	Q147U7
	Q6ZVX9
	-95.7

	P55084
	Q99798
	-95.7

	O76093
	P0C264
	-95.6

	O76093
	O95057
	-95.6

	P08590
	Q9Y277
	-95.5

	O14520
	O75365
	-95.5

	P02144
	Q8NE79
	-95.4

	O14520
	Q6ZRY4
	-95.4

	P39877
	Q9HCP6
	-95.3

	P43489
	Q9HCP6
	-95.2

	Q01449
	Q8N3J5
	-95.2

	O96000
	Q99798
	-95.1

	O14958
	O75838
	-95.1

	O14958
	P12235
	-95

	Q13510
	Q99593
	-95

	Q147U7
	Q8N3J5
	-95

	P12829
	Q8N3J5
	-94.9

	P15259
	Q15327
	-94.8

	P07195
	Q5VVY1
	-94.4

	P12829
	Q8NE79
	-94.4

	P00568
	P40925
	-94.3

	P56373
	Q8NE79
	-94.3

	P03891
	Q9GZV9
	-94.3

	P12235
	Q8NE79
	-94.3

	P15259
	Q9NRG4
	-94.3

	P00156
	P08590
	-94.2

	P49758
	Q99489
	-94.2

	P12235
	Q6ICL3
	-94.1

	Q5VVY1
	Q99489
	-94.1

	P00568
	P21810
	-94.1

	O14958
	P00403
	-94.1

	P00156
	Q6ICL3
	-94

	O75323
	Q9Y277
	-94

	P0C264
	Q9Y2V0
	-93.9

	O75323
	P12829
	-93.5

	O43825
	P00403
	-93.5

	P17540
	Q6UXB8
	-93.5

	O14531
	P49758
	-93.5

	P00568
	Q9Y281
	-93.4

	O96000
	Q9HCP6
	-93.4

	O14602
	P17643
	-93.3

	P00414
	P61328
	-93.3

	O95057
	Q6PH85
	-93.3

	O60739
	Q99489
	-93.3

	O75838
	O76093
	-93.2

	P17643
	Q96IW2
	-93.1

	P17540
	Q8WWM9
	-93.1

	P00568
	P08559
	-93

	P07195
	Q6ICL3
	-92.9

	Q15116
	Q9HCP6
	-92.9

	P17643
	P41222
	-92.8

	P0C264
	Q96IW2
	-92.7

	P07195
	Q6UXB8
	-92.7

	O75838
	Q8WV74
	-92.7

	O75323
	Q9HCP6
	-92.7

	P08559
	Q6UXB8
	-92.6

	P08590
	P12235
	-92.6

	P51589
	Q9Y6E2
	-92.5

	O76093
	Q8NE79
	-92.5

	O14520
	P08559
	-92.3

	P00414
	Q9Y277
	-92.3

	P02144
	Q9Y6E2
	-92.3

	O14531
	Q147U7
	-92.2

	P08590
	Q6PH85
	-92.1

	P49758
	Q9BXJ1
	-92.1

	P28331
	P39877
	-92.1

	Q99798
	Q9H987
	-92

	O76093
	P00846
	-91.9

	P43489
	Q6ZVX9
	-91.8

	O14520
	Q8WWM9
	-91.7

	P49758
	Q8N3J5
	-91.6

	Q6UX53
	Q8N6M3
	-91.5

	P00568
	Q8NE79
	-91.5

	P21810
	P51589
	-91.5

	Q99798
	Q9BXJ1
	-91.4

	O75112
	Q8N3J5
	-91.4

	Q13510
	Q6ZVX9
	-91.3

	Q8WV74
	Q99798
	-91.3

	P07195
	P0C264
	-91.3

	O14520
	Q9Y281
	-91.2

	Q8NE79
	Q8WXH4
	-91.2

	Q6PH85
	Q8WV74
	-91.1

	P00403
	Q9NP90
	-91.1

	P17643
	Q147U7
	-91

	P17643
	Q8N0Z2
	-91

	P56373
	Q8WXH4
	-91

	P31040
	Q9UBP5
	-90.9

	P00846
	P0C264
	-90.9

	P0C264
	P21810
	-90.8

	O75365
	P00403
	-90.8

	P00403
	Q9Y281
	-90.8

	P00568
	P07195
	-90.8

	P17540
	Q96IW2
	-90.8

	P00414
	P07195
	-90.7

	O14561
	P17643
	-90.6

	Q8N6M3
	Q9NP90
	-90.6

	O43825
	P00414
	-90.5

	O76093
	P07195
	-90.4

	O43825
	Q8N6M3
	-90.4

	P51589
	Q14192
	-90.3

	O76093
	Q9Y277
	-90.3

	P08590
	Q9Y2V0
	-90.2

	P48735
	Q147U7
	-90.2

	O14520
	Q9H987
	-90.1

	O75112
	P12235
	-89.8

	P51589
	Q9Y277
	-89.8

	P12235
	Q9UKS6
	-89.8

	Q147U7
	Q99489
	-89.8

	P03891
	Q9Y5U8
	-89.7

	P00156
	Q01449
	-89.6

	O14531
	Q14192
	-89.5

	O75838
	P0C264
	-89.5

	P0DP58
	P17540
	-89.5

	O95057
	P17643
	-89.4

	Q14192
	Q9NRG4
	-89.4

	P00846
	Q6PH85
	-89.4

	P0DP58
	Q99798
	-89.4

	P12829
	Q6ICL3
	-89.4

	O75112
	Q9Y277
	-89.3

	P43489
	Q8N3J5
	-89.3

	Q6ICL3
	Q8N3J5
	-89.3

	P17174
	P28331
	-89.3

	P31040
	Q9UBY9
	-89.3

	P00156
	Q147U7
	-89.2

	P17540
	P39877
	-89.2

	P00156
	Q16821
	-89.2

	P17540
	Q15116
	-89.1

	P17540
	Q9UKS6
	-89.1

	Q6PH85
	Q8NE79
	-89

	P02144
	Q9NRG4
	-88.9

	P19429
	Q9HCP6
	-88.9

	P55084
	P56373
	-88.9

	P51589
	Q99798
	-88.6

	P00846
	P39877
	-88.6

	P52943
	Q99798
	-88.6

	O14958
	O76093
	-88.6

	P55084
	Q99489
	-88.6

	O14520
	Q14192
	-88.6

	Q5VVY1
	Q9Y281
	-88.5

	P55084
	Q14192
	-88.5

	P08559
	Q6ZVX9
	-88.4

	O75365
	P12235
	-88.4

	O75838
	P21810
	-88.3

	O75323
	P08590
	-88.3

	O75365
	O75838
	-88.3

	O14531
	P03891
	-88.3

	P05413
	Q99798
	-88.3

	P55084
	Q9Y277
	-88.3

	P00414
	Q147U7
	-88.2

	O14531
	Q5VVY1
	-88.2

	Q6UXB8
	Q9Y281
	-88.1

	P17643
	Q15327
	-88

	P49758
	Q6UX53
	-88

	P39877
	Q6UXB8
	-87.9

	O14958
	Q9Y277
	-87.9

	P0C264
	Q9Y277
	-87.9

	P00568
	P00846
	-87.8

	Q15116
	Q99489
	-87.7

	P00414
	P00568
	-87.7

	O75323
	P00505
	-87.5

	O43825
	P00568
	-87.5

	P39877
	Q6PH85
	-87.5

	P31040
	Q13510
	-87.5

	Q8NE79
	Q9Y281
	-87.5

	P15259
	Q8NE79
	-87.5

	P17540
	Q8N0Z2
	-87.4

	O14531
	Q8N3J5
	-87.4

	O43825
	P51589
	-87.3

	P17643
	Q01449
	-87.3

	Q15327
	Q5VVY1
	-87.3

	P00156
	Q96IW2
	-87.3

	P05413
	Q8N6M3
	-87.3

	O14602
	Q99798
	-87.3

	Q6ZVX9
	Q9UKS6
	-87.2

	O15273
	Q99798
	-87.2

	O95057
	P02144
	-87.2

	P17540
	P61328
	-87.1

	P07195
	P21810
	-87

	P28331
	Q01449
	-87

	O14561
	P17540
	-86.9

	P00846
	Q8WWM9
	-86.9

	P20674
	Q9NRG4
	-86.9

	Q6UX53
	Q9Y277
	-86.8

	O95057
	Q6UXB8
	-86.7

	P02144
	Q15116
	-86.7

	P08590
	Q8N3J5
	-86.7

	O14958
	P17540
	-86.6

	Q6ICL3
	Q9GZV9
	-86.6

	Q9GZV9
	Q9Y277
	-86.6

	P00505
	P17540
	-86.5

	O14520
	Q8WV74
	-86.5

	Q6PH85
	Q8WWM9
	-86.5

	P00414
	Q8N6M3
	-86.5

	O14520
	P00414
	-86.4

	P19429
	Q99798
	-86.3

	P00156
	P41222
	-86.3

	O75838
	Q8WWM9
	-86.3

	Q6PH85
	Q6UX53
	-86.3

	Q16082
	Q99798
	-86.2

	P00505
	Q8N3J5
	-86.2

	P17174
	Q99798
	-86.1

	P12235
	Q6UX53
	-86.1

	P08590
	Q9Y281
	-86.1

	P07195
	P48735
	-86.1

	P55084
	Q8NE79
	-86

	P00846
	Q9GZV9
	-86

	O14520
	P15259
	-85.9

	Q9HCP6
	Q9UBY9
	-85.9

	Q2TAL6
	Q6ZVX9
	-85.8

	O14531
	P02144
	-85.8

	P03891
	Q13510
	-85.8

	Q6PH85
	Q9Y6E2
	-85.8

	P05413
	Q9Y2V0
	-85.7

	Q6ZRY4
	Q99798
	-85.7

	P07195
	Q9Y2V0
	-85.6

	O76093
	Q6UXB8
	-85.6

	O14561
	Q6ZVX9
	-85.5

	Q8WXH4
	Q99798
	-85.5

	Q8N3J5
	Q9BXJ1
	-85.5

	O14958
	Q14192
	-85.4

	O14520
	O95057
	-85.4

	O75112
	Q9NRG4
	-85.4

	P48735
	Q6UXB8
	-85.4

	Q13510
	Q6UX53
	-85.3

	P03901
	Q9HCP6
	-85.3

	O75838
	Q6ICL3
	-85.3

	P03891
	P43489
	-85.2

	P05413
	Q147U7
	-85.2

	P21810
	Q9Y281
	-85.2

	O75323
	P0C264
	-85.2

	P00156
	P17540
	-85.2

	Q15327
	Q99489
	-85.1

	P31040
	Q99593
	-85.1

	O76093
	P28331
	-85.1

	Q9BXN1
	Q9NRG4
	-85

	O14958
	Q6ICL3
	-85

	Q14192
	Q6ZVX9
	-84.9

	P03891
	P39877
	-84.9

	P48735
	Q99489
	-84.7

	O14520
	P0C264
	-84.7

	P40925
	Q99489
	-84.7

	P00156
	Q15116
	-84.7

	O14531
	Q2TAL6
	-84.7

	O76093
	Q6ICL3
	-84.6

	P08590
	P39877
	-84.5

	P00505
	P17643
	-84.4

	P43489
	P56373
	-84.3

	Q9BXJ1
	Q9Y277
	-84.3

	P00568
	Q9Y2V0
	-84.3

	P17643
	Q9H987
	-84.2

	P00505
	Q9Y534
	-84.1

	P00846
	P48735
	-84.1

	O75838
	P00568
	-84

	Q6ZRY4
	Q6ZVX9
	-83.9

	P17540
	Q9NP90
	-83.9

	O75365
	Q99593
	-83.9

	P17540
	Q9Y534
	-83.9

	P07195
	Q8WV74
	-83.9

	Q8N3J5
	Q9H987
	-83.8

	P00156
	P40925
	-83.8

	O14602
	Q9NRG4
	-83.7

	O75112
	P17643
	-83.7

	Q8WV74
	Q9Y277
	-83.7

	P28331
	Q8WWM9
	-83.7

	P78412
	Q99798
	-83.6

	P39877
	Q99489
	-83.5

	O14520
	Q99489
	-83.4

	P28331
	Q9BXJ1
	-83.4

	P49758
	Q8N6M3
	-83.3

	P21810
	Q6ICL3
	-83.3

	O14561
	P12235
	-83.2

	O14520
	O14561
	-83.2

	Q15116
	Q8NE79
	-83.2

	P43489
	Q99489
	-83.2

	P00568
	Q15327
	-83.2

	P31040
	Q01449
	-83.1

	Q99593
	Q9Y2V0
	-83.1

	O75365
	Q6ZVX9
	-83

	P03891
	Q14192
	-83

	P00403
	Q9Y2V0
	-82.9

	Q99958
	Q9NRG4
	-82.9

	P28331
	P43489
	-82.9

	O14520
	Q01449
	-82.9

	O95057
	P61328
	-82.8

	P43489
	Q8N6M3
	-82.8

	P12235
	P17643
	-82.8

	Q99798
	Q9BXN1
	-82.7

	P55084
	Q6ZVX9
	-82.7

	O75112
	P00156
	-82.7

	P48201
	Q99798
	-82.7

	O14561
	O76093
	-82.6

	P17540
	P43489
	-82.6

	O14520
	P00156
	-82.6

	P51589
	Q2TAL6
	-82.6

	O60739
	Q8N3J5
	-82.5

	O75112
	Q99489
	-82.4

	Q5VVY1
	Q9BXN1
	-82.3

	Q0VAK6
	Q9UBP5
	-82.3

	Q8N3J5
	Q9Y5U8
	-82.2

	P12829
	Q99489
	-82.2

	P41222
	P56373
	-82.2

	O76093
	P05413
	-82.1































Supplementary Table S2: High-tier proteins with robust probe interaction profiles. This tier represents target proteins exhibiting strong overall binding profiles (high counts of favorable and high-affinity docking scores). Notably, these interactions remain robust even in cases where pocket cavity volumes exceed the traditional optimal druggability range.

	Protein ID
	Druggability Score
	Cavity Volume(Å3)
	Druggability Reasoning Summary

	P0DPD6
	84.4
	1968.8
	127 favorable; 113 strong; 0 outliers. Mean score: -13.06.

	P19224
	83.9
	1810
	128 favorable; 115 strong; 0 outliers. Mean score: -11.96.

	P20718
	82.9
	2468.8
	128 favorable; 124 strong; 0 outliers. Mean score: -13.49.

	O43772
	82.8
	1830
	127 favorable; 113 strong; 0 outliers. Mean score: -11.50.

	P19087
	82.8
	1720
	128 favorable; 98 strong; 0 outliers. Mean score: -10.97.

	O60656
	82.4
	1957.2
	127 favorable; 110 strong; 0 outliers. Mean score: -11.66.

	P02763
	82.3
	1627.5
	128 favorable; 91 strong; 0 outliers. Mean score: -10.27.

	A2RU49
	81.3
	1776.1
	124 favorable; 109 strong; 1 outliers. Mean score: -10.88.

	O60551
	81.3
	1312.1
	124 favorable; 66 strong; 0 outliers. Mean score: -9.34.

	A5PLL7
	81.2
	1461
	121 favorable; 96 strong; 4 outliers. Mean score: -10.35.

	O75828
	81.2
	1963.4
	128 favorable; 101 strong; 0 outliers. Mean score: -10.69.

	O75881
	81.1
	1966.1
	125 favorable; 105 strong; 2 outliers. Mean score: -11.17.

	O77932
	80.8
	1872.1
	127 favorable; 97 strong; 0 outliers. Mean score: -10.32.

	P00367
	80.7
	1519.8
	124 favorable; 80 strong; 0 outliers. Mean score: -9.65.

	P22570
	80.7
	2487.5
	127 favorable; 112 strong; 0 outliers. Mean score: -12.31.

	O75131
	80.6
	1873.5
	128 favorable; 83 strong; 0 outliers. Mean score: -9.96.

	O60760
	80.5
	3276.8
	128 favorable; 117 strong; 0 outliers. Mean score: -12.01.

	P22626
	80.1
	2480.6
	128 favorable; 110 strong; 0 outliers. Mean score: -11.69.

	O43895
	80.1
	2854.6
	128 favorable; 117 strong; 0 outliers. Mean score: -11.75.

	P00558
	80
	1801.8
	127 favorable; 75 strong; 0 outliers. Mean score: -9.53.

	P16562
	80
	3421.6
	128 favorable; 118 strong; 0 outliers. Mean score: -11.66.

	P23526
	79.8
	1675
	127 favorable; 58 strong; 0 outliers. Mean score: -8.98.

	P00338
	79.6
	1557.1
	127 favorable; 45 strong; 0 outliers. Mean score: -8.45.

	P00403
	79.6
	1611.9
	126 favorable; 56 strong; 0 outliers. Mean score: -8.84.

	O75354
	79.6
	2029.6
	128 favorable; 83 strong; 0 outliers. Mean score: -9.82.

	P20839
	79.4
	2687.2
	126 favorable; 109 strong; 0 outliers. Mean score: -11.63.

	O94788
	79.4
	2266.2
	128 favorable; 95 strong; 0 outliers. Mean score: -10.49.

	P0DTE5
	79.3
	1702.6
	125 favorable; 58 strong; 0 outliers. Mean score: -9.10.

	O14958
	79
	2751.5
	125 favorable; 114 strong; 0 outliers. Mean score: -11.59.

	O60832
	79
	2543.9
	128 favorable; 108 strong; 0 outliers. Mean score: -11.03.

	P13995
	79
	2413
	128 favorable; 104 strong; 0 outliers. Mean score: -10.72.

	P00387
	78.9
	2543.2
	128 favorable; 99 strong; 0 outliers. Mean score: -10.94.

	O43781
	78.9
	4091.8
	128 favorable; 104 strong; 0 outliers. Mean score: -10.95.

	O14579
	78.8
	3308.2
	128 favorable; 112 strong; 0 outliers. Mean score: -10.87.

	O43660
	78.7
	1545.4
	122 favorable; 55 strong; 0 outliers. Mean score: -8.78.

	P09601
	78.7
	2734.8
	124 favorable; 91 strong; 0 outliers. Mean score: -11.56.

	O43148
	78.6
	2755.5
	128 favorable; 100 strong; 0 outliers. Mean score: -10.74.

	O95363
	78.6
	2316.5
	128 favorable; 95 strong; 0 outliers. Mean score: -10.12.

	O60476
	78.6
	1652
	123 favorable; 64 strong; 0 outliers. Mean score: -8.88.

	P14060
	78.6
	1576.8
	117 favorable; 86 strong; 2 outliers. Mean score: -9.78.

	P07585
	78.5
	2082
	127 favorable; 76 strong; 0 outliers. Mean score: -9.45.

	O43825
	78.4
	2352.4
	127 favorable; 98 strong; 0 outliers. Mean score: -10.31.

	P11586
	78.3
	2706.8
	128 favorable; 105 strong; 0 outliers. Mean score: -10.55.

	P06730
	78.2
	4004.4
	127 favorable; 102 strong; 0 outliers. Mean score: -10.68.

	P12236
	78.1
	2399.4
	128 favorable; 92 strong; 0 outliers. Mean score: -10.09.

	P12235
	78
	2432.6
	128 favorable; 88 strong; 0 outliers. Mean score: -10.08.

	P22557
	78
	2119.2
	126 favorable; 70 strong; 0 outliers. Mean score: -9.43.

	P27144
	78
	3221.4
	128 favorable; 90 strong; 0 outliers. Mean score: -10.34.

	P01889
	77.9
	4207
	128 favorable; 87 strong; 0 outliers. Mean score: -10.27.

	P24752
	77.9
	2863.8
	128 favorable; 93 strong; 0 outliers. Mean score: -10.25.

	O43865
	77.8
	2529.2
	128 favorable; 85 strong; 0 outliers. Mean score: -10.20.

	O75530
	77.7
	3422.5
	127 favorable; 96 strong; 0 outliers. Mean score: -10.30.

	P07288
	77.7
	5549.8
	128 favorable; 91 strong; 0 outliers. Mean score: -10.14.

	P10321
	77.7
	4142.5
	128 favorable; 86 strong; 0 outliers. Mean score: -10.14.

	O00505
	77.6
	2487.6
	126 favorable; 90 strong; 0 outliers. Mean score: -10.40.

	O14842
	77.6
	2057.8
	127 favorable; 49 strong; 0 outliers. Mean score: -8.79.

	P04439
	77.5
	4098.6
	128 favorable; 90 strong; 0 outliers. Mean score: -9.97.

	O60341
	77.5
	1744.2
	123 favorable; 53 strong; 0 outliers. Mean score: -8.44.

	P13489
	77.5
	4811
	128 favorable; 83 strong; 0 outliers. Mean score: -10.00.

	P05141
	77.4
	2484
	127 favorable; 84 strong; 0 outliers. Mean score: -10.07.

	P04632
	77.3
	2181.9
	128 favorable; 45 strong; 0 outliers. Mean score: -8.78.

	P13196
	77.3
	2581.4
	128 favorable; 74 strong; 0 outliers. Mean score: -9.84.

	P18754
	77.2
	1584.1
	119 favorable; 56 strong; 1 outliers. Mean score: -8.50.

	P13667
	77.2
	3246.5
	128 favorable; 87 strong; 0 outliers. Mean score: -9.80.

	P02679
	77.1
	3519.4
	128 favorable; 81 strong; 0 outliers. Mean score: -9.74.

	P22413
	77.1
	3357.2
	127 favorable; 79 strong; 0 outliers. Mean score: -9.91.

	P27797
	77
	4119.8
	128 favorable; 80 strong; 0 outliers. Mean score: -9.65.

	O14974
	76.9
	5397.4
	128 favorable; 77 strong; 0 outliers. Mean score: -9.58.

	P17050
	76.9
	5537.8
	128 favorable; 71 strong; 0 outliers. Mean score: -9.60.

	P04040
	76.9
	2621.9
	127 favorable; 75 strong; 0 outliers. Mean score: -9.81.

	A1L390
	76.8
	5009.5
	126 favorable; 90 strong; 0 outliers. Mean score: -9.89.

	O96013
	76.8
	3730.4
	128 favorable; 71 strong; 0 outliers. Mean score: -9.56.

	O43529
	76.8
	1143.8
	113 favorable; 39 strong; 4 outliers. Mean score: -7.94.

	P23368
	76.8
	1388.9
	121 favorable; 21 strong; 0 outliers. Mean score: -7.19.

	P0C2W1
	76.8
	1588
	122 favorable; 19 strong; 0 outliers. Mean score: -7.65.

	P08263
	76.7
	1041.5
	105 favorable; 76 strong; 7 outliers. Mean score: -9.10.

	O43776
	76.5
	4113.8
	127 favorable; 73 strong; 0 outliers. Mean score: -9.54.

	P17693
	76.5
	4115.9
	128 favorable; 70 strong; 0 outliers. Mean score: -9.33.

	O60568
	76.5
	5322.5
	128 favorable; 65 strong; 0 outliers. Mean score: -9.31.

	O95057
	76.5
	2919.6
	127 favorable; 74 strong; 0 outliers. Mean score: -9.55.

	P26440
	76.5
	2580.6
	128 favorable; 69 strong; 0 outliers. Mean score: -9.33.

	P13747
	76.5
	4348
	127 favorable; 72 strong; 0 outliers. Mean score: -9.56.

	O14775
	76.4
	5076.6
	128 favorable; 64 strong; 0 outliers. Mean score: -9.25.

	P00374
	76.3
	2120.9
	126 favorable; 40 strong; 0 outliers. Mean score: -8.34.

	P06280
	76.3
	5081.2
	128 favorable; 63 strong; 0 outliers. Mean score: -9.23.

	P13726
	76.3
	3530.8
	128 favorable; 68 strong; 0 outliers. Mean score: -9.17.

	O75390
	76.3
	2351.4
	127 favorable; 59 strong; 0 outliers. Mean score: -8.89.

	P06576
	76.2
	1156.8
	110 favorable; 50 strong; 2 outliers. Mean score: -8.20.

	P07478
	76.2
	1675.6
	120 favorable; 41 strong; 0 outliers. Mean score: -7.98.

	O00764
	76.1
	1596.8
	118 favorable; 38 strong; 0 outliers. Mean score: -8.01.

	O15217
	76.1
	3177.4
	128 favorable; 60 strong; 0 outliers. Mean score: -9.04.

	P23677
	76.1
	2635.4
	128 favorable; 64 strong; 0 outliers. Mean score: -9.10.

	P14679
	75.9
	2890
	127 favorable; 66 strong; 0 outliers. Mean score: -9.14.

	P12268
	75.7
	3958.2
	127 favorable; 61 strong; 0 outliers. Mean score: -8.99.

	P18433
	75.7
	2133.1
	121 favorable; 67 strong; 0 outliers. Mean score: -8.93.

	P11166
	75.6
	1570.4
	108 favorable; 75 strong; 4 outliers. Mean score: -9.53.

	P0CG30
	75.5
	2480.5
	120 favorable; 83 strong; 0 outliers. Mean score: -10.16.

	O95379
	75.4
	2572.4
	128 favorable; 47 strong; 0 outliers. Mean score: -8.61.

	P07477
	75.4
	4102.6
	127 favorable; 50 strong; 0 outliers. Mean score: -8.78.

	O00442
	75.3
	1494.1
	107 favorable; 80 strong; 10 outliers. Mean score: -9.27.

	O75600
	75.3
	2543.9
	127 favorable; 52 strong; 0 outliers. Mean score: -8.70.

	P25311
	75.3
	2259.5
	126 favorable; 40 strong; 0 outliers. Mean score: -8.15.

	P15559
	75.2
	2609.9
	125 favorable; 61 strong; 0 outliers. Mean score: -9.05.

	A0AV96
	75.1
	1806.8
	117 favorable; 47 strong; 0 outliers. Mean score: -8.26.

	P10619
	75.1
	4991.5
	127 favorable; 50 strong; 0 outliers. Mean score: -8.62.

	P17405
	75.1
	5958.4
	125 favorable; 62 strong; 0 outliers. Mean score: -8.96.

	O60508
	75
	4934
	126 favorable; 56 strong; 0 outliers. Mean score: -8.72.

	O75874
	75
	2330.6
	126 favorable; 37 strong; 0 outliers. Mean score: -8.18.

	P15104
	75
	2452.4
	126 favorable; 45 strong; 0 outliers. Mean score: -8.59.

	O96008
	75
	4026.9
	127 favorable; 48 strong; 0 outliers. Mean score: -8.55.




Supplementary Table S3: Medium-tier proteins showing moderate probe interaction profiles. Targets with favorable docking events but reduced overall druggability due to unfavorable mean scores, binding site outliers, or non-optimal cavity volumes (frequently exceeding 1000 Å³)
	Protein ID
	Druggability Score
	Cavity Volume (Å³)
	Druggability Reasoning Summary

	O75144
	69.9
	5580.1
	117 favorable; 16 strong; 0 outliers. Mean score: -7.05.

	P11245
	69.9
	2696.2
	116 favorable; 25 strong; 0 outliers. Mean score: -7.25.

	O95619
	69.8
	3481.1
	116 favorable; 15 strong; 0 outliers. Mean score: -7.18.

	P07327
	69.8
	1363.5
	99 favorable; 25 strong; 1 outlier. Mean score: -6.76.

	O60725
	69.7
	1839.0
	102 favorable; 55 strong; 7 outliers. Mean score: -7.64.

	P11169
	69.3
	1355.4
	94 favorable; 38 strong; 2 outliers. Mean score: -7.35.

	O75143
	69.3
	1777.5
	103 favorable; 37 strong; 8 outliers. Mean score: -7.02.

	P15328
	69.1
	5312.4
	113 favorable; 23 strong; 0 outliers. Mean score: -7.33.

	P09104
	69.0
	4004.5
	114 favorable; 13 strong; 0 outliers. Mean score: -7.07.

	P23396
	69.0
	1513.1
	100 favorable; 9 strong; 0 outliers. Mean score: -6.49.

	P00325
	68.9
	1142.8
	93 favorable; 25 strong; 1 outlier. Mean score: -6.61.

	P22310
	68.7
	1952.8
	103 favorable; 31 strong; 2 outliers. Mean score: -7.18.

	O00757
	68.7
	2807.9
	113 favorable; 16 strong; 0 outliers. Mean score: -7.05.

	P0DUB6
	68.8
	2981.6
	113 favorable; 18 strong; 0 outliers. Mean score: -7.13.

	P09960
	68.5
	1230.4
	95 favorable; 39 strong; 12 outliers. Mean score: -6.23.

	P01730
	67.9
	1885.0
	102 favorable; 16 strong; 0 outliers. Mean score: -6.60.

	P21589
	67.9
	4667.5
	110 favorable; 19 strong; 0 outliers. Mean score: -7.15.

	P17036
	67.7
	4654.5
	111 favorable; 14 strong; 0 outliers. Mean score: -6.77.

	P00505
	67.7
	1760.2
	99 favorable; 42 strong; 12 outliers. Mean score: -6.67.

	P08311
	67.6
	2946.0
	112 favorable; 7 strong; 0 outliers. Mean score: -6.51.

	P20160
	67.6
	5459.1
	110 favorable; 14 strong; 0 outliers. Mean score: -6.93.

	O95749
	67.0
	1388.9
	93 favorable; 62 strong; 16 outliers. Mean score: -6.14.

	P20248
	67.0
	1673.4
	97 favorable; 8 strong; 0 outliers. Mean score: -6.30.

	P19652
	66.9
	1405.6
	92 favorable; 24 strong; 6 outliers. Mean score: -6.34.

	P01906
	66.9
	4971.1
	108 favorable; 15 strong; 0 outliers. Mean score: -6.86.

	P21549
	66.9
	1806.1
	98 favorable; 13 strong; 0 outliers. Mean score: -6.46.

	P08559
	66.7
	3031.2
	106 favorable; 29 strong; 0 outliers. Mean score: -7.12.

	P11177
	66.7
	3031.2
	106 favorable; 29 strong; 0 outliers. Mean score: -7.12.

	O76090
	66.7
	4247.6
	108 favorable; 9 strong; 0 outliers. Mean score: -6.70.

	A6NLU0
	66.6
	2605.5
	108 favorable; 13 strong; 0 outliers. Mean score: -6.65.

	P21964
	66.6
	1402.0
	91 favorable; 17 strong; 0 outliers. Mean score: -6.32.

	P08319
	66.0
	1684.1
	92 favorable; 29 strong; 3 outliers. Mean score: -6.65.

	O15382
	65.9
	1278.8
	88 favorable; 21 strong; 3 outliers. Mean score: -6.04.

	P14618
	65.9
	2450.1
	103 favorable; 21 strong; 0 outliers. Mean score: -7.01.

	P00915
	65.7
	1518.4
	92 favorable; 11 strong; 1 outlier. Mean score: -5.92.

	O94972
	65.6
	5788.6
	103 favorable; 18 strong; 0 outliers. Mean score: -6.93.

	P24158
	65.4
	5064.2
	105 favorable; 9 strong; 0 outliers. Mean score: -6.46.

	O00767
	65.3
	1830.8
	93 favorable; 19 strong; 0 outliers. Mean score: -6.48.

	O15524
	65.2
	2327.0
	102 favorable; 8 strong; 0 outliers. Mean score: -6.29.

	P13804
	64.9
	2372.0
	100 favorable; 10 strong; 0 outliers. Mean score: -6.65.

	P04062
	64.8
	4662.1
	103 favorable; 8 strong; 0 outliers. Mean score: -6.41.

	O95198
	64.6
	1326.0
	89 favorable; 44 strong; 19 outliers. Mean score: -5.10.

	O14926
	64.3
	1758.6
	88 favorable; 31 strong; 3 outliers. Mean score: -6.53.

	P24855
	63.9
	4399.8
	100 favorable; 13 strong; 0 outliers. Mean score: -6.42.

	O75636
	63.8
	3470.1
	99 favorable; 14 strong; 0 outliers. Mean score: -6.54.

	P00326
	63.7
	1340.5
	82 favorable; 14 strong; 5 outliers. Mean score: -5.89.

	P15121
	63.7
	4852.9
	99 favorable; 11 strong; 0 outliers. Mean score: -6.46.

	O75716
	63.6
	2327.9
	98 favorable; 5 strong; 0 outliers. Mean score: -6.02.

	P16035
	63.6
	2032.6
	89 favorable; 38 strong; 6 outliers. Mean score: -6.80.

	P17516
	63.3
	1190.1
	79 favorable; 16 strong; 4 outliers. Mean score: -5.73.

	P01112
	62.8
	2327.6
	94 favorable; 10 strong; 0 outliers. Mean score: -6.26.

	O95571
	62.4
	2374.5
	93 favorable; 16 strong; 0 outliers. Mean score: -6.38.

	P26639
	62.2
	1839.2
	86 favorable; 27 strong; 11 outliers. Mean score: -5.80.

	P12314
	62.0
	5416.5
	95 favorable; 3 strong; 0 outliers. Mean score: -6.08.

	P22087
	62.0
	2915.8
	94 favorable; 11 strong; 0 outliers. Mean score: -6.32.

	O76071
	61.7
	1378.0
	86 favorable; 54 strong; 22 outliers. Mean score: -3.90.

	P00480
	61.7
	863.8
	77 favorable; 17 strong; 2 outliers. Mean score: -5.85.

	P02743
	61.7
	4030.6
	95 favorable; 1 strong; 0 outliers. Mean score: -5.94.

	O95992
	61.3
	1931.9
	85 favorable; 50 strong; 20 outliers. Mean score: -5.70.

	O60931
	61.2
	1502.2
	79 favorable; 5 strong; 1 outlier. Mean score: -5.35.

	P15907
	61.1
	971.2
	71 favorable; 21 strong; 9 outliers. Mean score: -5.50.

	O95833
	60.9
	934.8
	71 favorable; 26 strong; 6 outliers. Mean score: -5.73.

	P0C870
	60.9
	1035.9
	75 favorable; 20 strong; 18 outliers. Mean score: -4.39.

	O75323
	60.7
	1449.0
	76 favorable; 10 strong; 6 outliers. Mean score: -5.47.

	P11597
	60.7
	896.2
	74 favorable; 10 strong; 2 outliers. Mean score: -5.45.

	P00568
	60.7
	1496.6
	77 favorable; 11 strong; 3 outliers. Mean score: -5.43.

	O75897
	60.6
	779.5
	79 favorable; 20 strong; 7 outliers. Mean score: -5.58.

	P08637
	60.5
	4825.6
	91 favorable; 1 strong; 0 outliers. Mean score: -5.92.

	O75718
	60.1
	4754.6
	89 favorable; 6 strong; 0 outliers. Mean score: -6.00.

	P05090
	59.9
	1798.5
	77 favorable; 13 strong; 0 outliers. Mean score: -5.88.

	O75436
	59.9
	2732.4
	89 favorable; 7 strong; 0 outliers. Mean score: -5.88.

	O43300
	59.7
	5089.5
	87 favorable; 7 strong; 0 outliers. Mean score: -6.14.

	P00352
	59.7
	1643.5
	75 favorable; 9 strong; 0 outliers. Mean score: -5.62.

	P17643
	59.6
	5796.9
	88 favorable; 5 strong; 0 outliers. Mean score: -5.85.

	O43837
	59.5
	981.9
	68 favorable; 16 strong; 16 outliers. Mean score: -4.94.

	P15086
	59.3
	5102.9
	86 favorable; 6 strong; 0 outliers. Mean score: -6.07.

	P02144
	59.2
	1703.0
	74 favorable; 4 strong; 0 outliers. Mean score: -5.66.

	P14061
	59.2
	1344.8
	69 favorable; 9 strong; 0 outliers. Mean score: -5.44.

	P06133
	59.1
	1691.9
	78 favorable; 37 strong; 20 outliers. Mean score: -4.81.

	P10644
	58.9
	986.4
	65 favorable; 5 strong; 4 outliers. Mean score: -5.02.

	O15120
	58.6
	1603.1
	75 favorable; 14 strong; 21 outliers. Mean score: -4.74.

	P20132
	58.1
	935.8
	67 favorable; 17 strong; 15 outliers. Mean score: -4.63.

	O60507
	58.0
	1151.9
	63 favorable; 14 strong; 4 outliers. Mean score: -5.19.

	O00625
	57.9
	2138.1
	77 favorable; 9 strong; 1 outlier. Mean score: -5.71.

	P21462
	57.9
	4044.9
	83 favorable; 0 strong; 0 outliers. Mean score: -5.73.

	O95302
	57.7
	1932.2
	73 favorable; 17 strong; 3 outliers. Mean score: -5.63.

	O15335
	57.5
	1482.9
	67 favorable; 4 strong; 0 outliers. Mean score: -5.21.

	O14792
	57.4
	1755.9
	70 favorable; 7 strong; 0 outliers. Mean score: -5.47.

	P05089
	57.1
	1840.6
	71 favorable; 3 strong; 0 outliers. Mean score: -5.31.

	P17987
	56.5
	3414.4
	80 favorable; 2 strong; 0 outliers. Mean score: -5.41.

	P15428
	56.5
	1096.2
	59 favorable; 7 strong; 3 outliers. Mean score: -4.79.

	P23219
	56.4
	5876.2
	80 favorable; 1 strong; 0 outliers. Mean score: -5.33.

	P22830
	55.6
	1818.1
	68 favorable; 29 strong; 23 outliers. Mean score: -4.86.

	P19086
	55.3
	1583.1
	69 favorable; 12 strong; 21 outliers. Mean score: -3.66.

	P11766
	55.1
	1384.2
	61 favorable; 8 strong; 9 outliers. Mean score: -4.46.

	P08842
	55.0
	4176.1
	75 favorable; 2 strong; 0 outliers. Mean score: -5.34.

	P09210
	54.7
	5385.5
	74 favorable; 0 strong; 0 outliers. Mean score: -5.32.

	O15144
	54.0
	2485.5
	71 favorable; 14 strong; 4 outliers. Mean score: -5.42.

	P19835
	54.0
	710.9
	64 favorable; 12 strong; 10 outliers. Mean score: -4.86.

	O95897
	53.7
	4301.4
	70 favorable; 4 strong; 0 outliers. Mean score: -5.43.

	P0DMN0
	53.6
	1129.4
	73 favorable; 51 strong; 43 outliers. Mean score: -0.27.

	P11488
	53.4
	1229.4
	70 favorable; 47 strong; 44 outliers. Mean score: -1.03.

	P15812
	53.4
	5691.4
	70 favorable; 2 strong; 0 outliers. Mean score: -5.27.

	P07237
	51.3
	904.5
	57 favorable; 13 strong; 32 outliers. Mean score: -2.42.

	P24863
	51.1
	1211.5
	47 favorable; 3 strong; 9 outliers. Mean score: -3.95.

	O60704
	50.7
	997.5
	45 favorable; 6 strong; 19 outliers. Mean score: -3.39.

	P17540
	50.7
	1661.2
	54 favorable; 7 strong; 21 outliers. Mean score: -3.77.

	O75832
	49.6
	1166.1
	40 favorable; 1 strong; 2 outliers. Mean score: -4.12.

	P11182
	48.9
	2079.4
	52 favorable; 0 strong; 2 outliers. Mean score: -4.37.

	P0DMM9
	48.7
	644.8
	53 favorable; 20 strong; 22 outliers. Mean score: -4.15.

	P16083
	48.7
	2375.0
	54 favorable; 1 strong; 0 outliers. Mean score: -4.82.

	P09622
	48.2
	1019.9
	40 favorable; 11 strong; 23 outliers. Mean score: -2.70.

	O15466
	47.9
	962.9
	69 favorable; 40 strong; 43 outliers. Mean score: 2.82.

	A6NI73
	47.1
	2939.1
	52 favorable; 1 strong; 0 outliers. Mean score: -4.57.

	O95372
	47.0
	1666.1
	39 favorable; 0 strong; 2 outliers. Mean score: -4.26.

	O43708
	46.4
	1531.5
	36 favorable; 1 strong; 2 outliers. Mean score: -4.03.

	P16519
	45.4
	918.5
	33 favorable; 4 strong; 25 outliers. Mean score: -2.99.

	P18031
	45.4
	673.0
	48 favorable; 12 strong; 27 outliers. Mean score: -2.64.

	O76075
	44.5
	1710.0
	53 favorable; 26 strong; 44 outliers. Mean score: -0.04.

	P02792
	44.2
	681.4
	52 favorable; 15 strong; 38 outliers. Mean score: -0.96.

	O75083
	44.0
	1261.2
	38 favorable; 8 strong; 47 outliers. Mean score: -1.12.

	O60563
	43.6
	1409.6
	48 favorable; 7 strong; 50 outliers. Mean score: 0.63.

	O15194
	43.4
	5205.2
	41 favorable; 0 strong; 1 outlier. Mean score: -4.27.

	P06744
	42.9
	1197.4
	26 favorable; 1 strong; 26 outliers. Mean score: -2.53.

	P05181
	41.8
	852.8
	28 favorable; 5 strong; 31 outliers. Mean score: -2.26.

	P07355
	40.6
	1022.9
	32 favorable; 8 strong; 52 outliers. Mean score: 0.75.

	O00746
	40.4
	933.4
	25 favorable; 1 strong; 37 outliers. Mean score: -1.06.

	A9UHW6
	40.3
	986.4
	16 favorable; 0 strong; 20 outliers. Mean score: -2.21.

	P08100
	40.1
	1849.8
	24 favorable; 1 strong; 4 outliers. Mean score: -3.19.

	A0PK11
	40.0
	1351.4
	17 favorable; 0 strong; 8 outliers. Mean score: -2.83.




Supplementary Table S4: Low-tier proteins with poor docking performance. Targets characterized by a complete absence of strong docking scores, a high prevalence of outliers, and unfavorable binding environments marked by molecular repulsion.
	Protein ID
	Druggability Score
	Cavity Volume (Å3)
	Druggability Reasoning Summary

	O95864
	39.3
	1123.1
	51 favorable; 27 strong; 66 outliers. Mean score: 5.71.

	P20749
	39.2
	1047.9
	11 favorable; 0 strong; 17 outliers. Mean score: -2.46.

	P09525
	39.0
	1432.8
	36 favorable; 16 strong; 54 outliers. Mean score: 1.24.

	P02794
	38.9
	1589.8
	21 favorable; 0 strong; 23 outliers. Mean score: -2.12.

	P18124
	38.2
	873.6
	17 favorable; 1 strong; 42 outliers. Mean score: -1.78.

	O15296
	38.0
	811.2
	46 favorable; 12 strong; 43 outliers. Mean score: 3.33.

	P11309
	37.9
	784.2
	32 favorable; 3 strong; 59 outliers. Mean score: 0.41.

	P21695
	37.6
	895.9
	15 favorable; 1 strong; 38 outliers. Mean score: -1.56.

	O75452
	37.4
	1049.1
	43 favorable; 22 strong; 66 outliers. Mean score: 10.44.

	O15394
	37.1
	1255.6
	17 favorable; 1 strong; 45 outliers. Mean score: -0.63.

	P16471
	36.7
	1204.9
	16 favorable; 0 strong; 57 outliers. Mean score: -0.34.

	O95154
	36.6
	740.8
	43 favorable; 20 strong; 61 outliers. Mean score: 2.97.

	P18858
	36.5
	6508.6
	21 favorable; 2 strong; 2 outliers. Mean score: -3.59.

	P17213
	36.2
	942.2
	12 favorable; 0 strong; 53 outliers. Mean score: -0.70.

	O00204
	35.7
	887.8
	11 favorable; 2 strong; 38 outliers. Mean score: -1.13.

	O76061
	35.6
	6126.0
	18 favorable; 0 strong; 0 outliers. Mean score: -3.58.

	P07954
	35.1
	795.8
	16 favorable; 0 strong; 53 outliers. Mean score: -0.76.

	P22061
	34.8
	948.9
	12 favorable; 0 strong; 56 outliers. Mean score: 0.30.

	O43809
	34.2
	702.9
	26 favorable; 3 strong; 42 outliers. Mean score: 0.88.

	O60427
	34.2
	1039.6
	32 favorable; 16 strong; 72 outliers. Mean score: 6.27.

	P02753
	34.2
	570.1
	20 favorable; 0 strong; 35 outliers. Mean score: -1.70.

	O43704
	33.6
	716.5
	17 favorable; 3 strong; 59 outliers. Mean score: -0.35.

	P15813
	32.7
	1527.2
	13 favorable; 1 strong; 65 outliers. Mean score: 0.66.

	O75845
	32.3
	997.0
	25 favorable; 11 strong; 82 outliers. Mean score: 16.64.

	O14756
	32.0
	941.2
	27 favorable; 9 strong; 80 outliers. Mean score: 14.65.

	O75838
	31.7
	897.8
	11 favorable; 2 strong; 62 outliers. Mean score: 1.62.

	C9JRZ8
	31.4
	661.5
	40 favorable; 28 strong; 74 outliers. Mean score: 28.29.

	O60678
	31.4
	1164.2
	22 favorable; 5 strong; 65 outliers. Mean score: 4.51.

	P06126
	30.5
	1077.2
	7 favorable; 1 strong; 74 outliers. Mean score: 2.46.

	O43315
	30.4
	839.1
	27 favorable; 14 strong; 73 outliers. Mean score: 5.48.

	P04798
	30.1
	624.8
	13 favorable; 3 strong; 62 outliers. Mean score: 0.22.

	P21266
	29.3
	964.8
	8 favorable; 0 strong; 75 outliers. Mean score: 3.30.

	P00813
	28.7
	580.4
	21 favorable; 3 strong; 61 outliers. Mean score: 2.24.

	P07099
	28.6
	984.9
	13 favorable; 6 strong; 101 outliers. Mean score: 27.25.

	P22760
	28.6
	704.8
	28 favorable; 3 strong; 73 outliers. Mean score: 7.48.

	O00155
	28.4
	1376.0
	18 favorable; 1 strong; 81 outliers. Mean score: 18.40.

	P09488
	28.4
	1374.8
	18 favorable; 0 strong; 82 outliers. Mean score: 5.75.

	O00628
	28.2
	1182.6
	14 favorable; 5 strong; 92 outliers. Mean score: 13.46.

	P18054
	28.0
	1270.5
	15 favorable; 7 strong; 95 outliers. Mean score: 13.25.

	P22694
	27.9
	732.1
	7 favorable; 0 strong; 62 outliers. Mean score: 1.64.

	O75344
	27.7
	564.2
	7 favorable; 0 strong; 59 outliers. Mean score: 0.01.

	P08754
	27.5
	1089.0
	10 favorable; 1 strong; 100 outliers. Mean score: 19.05.

	P27544
	27.5
	1267.5
	13 favorable; 7 strong; 101 outliers. Mean score: 19.24.

	P10809
	27.3
	1193.4
	11 favorable; 2 strong; 83 outliers. Mean score: 8.97.

	P22732
	26.8
	1117.5
	8 favorable; 3 strong; 106 outliers. Mean score: 19.52.

	O14718
	26.6
	932.0
	9 favorable; 1 strong; 110 outliers. Mean score: 34.16.

	O15254
	26.6
	1094.0
	7 favorable; 2 strong; 109 outliers. Mean score: 26.39.

	P0DMS8
	26.5
	1455.5
	13 favorable; 5 strong; 87 outliers. Mean score: 6.75.

	P18428
	26.5
	628.2
	25 favorable; 5 strong; 79 outliers. Mean score: 12.45.

	A1L0T0
	26.1
	1075.6
	5 favorable; 1 strong; 96 outliers. Mean score: 22.78.

	P00918
	26.0
	706.2
	19 favorable; 4 strong; 86 outliers. Mean score: 21.80.

	O75695
	25.8
	1025.6
	3 favorable; 1 strong; 112 outliers. Mean score: 13.83.

	O76054
	25.7
	968.9
	4 favorable; 1 strong; 119 outliers. Mean score: 40.39.

	P21912
	25.7
	845.0
	8 favorable; 0 strong; 90 outliers. Mean score: 4.46.

	O43731
	25.6
	1005.0
	2 favorable; 1 strong; 124 outliers. Mean score: 93.05.

	P22307
	25.4
	1333.0
	7 favorable; 4 strong; 116 outliers. Mean score: 31.62.

	A6NND4
	25.3
	848.6
	9 favorable; 0 strong; 106 outliers. Mean score: 41.17.

	P09471
	25.0
	1054.1
	1 favorable; 0 strong; 127 outliers. Mean score: 153.27.

	O43280
	24.7
	871.2
	6 favorable; 2 strong; 119 outliers. Mean score: 110.07.

	O14569
	24.6
	878.0
	5 favorable; 1 strong; 117 outliers. Mean score: 63.66.

	P21399
	24.4
	866.4
	5 favorable; 3 strong; 116 outliers. Mean score: 45.19.

	O95498
	24.4
	645.4
	17 favorable; 8 strong; 99 outliers. Mean score: 23.80.

	O15160
	24.3
	6748.8
	0 favorable; 0 strong; 83 outliers. Mean score: 0.43.

	P22033
	24.3
	1557.9
	7 favorable; 3 strong; 106 outliers. Mean score: 27.47.

	P11117
	23.7
	739.4
	4 favorable; 0 strong; 94 outliers. Mean score: 3.91.

	O43617
	23.7
	444.0
	2 favorable; 0 strong; 67 outliers. Mean score: 0.47.

	O14520
	23.6
	1403.2
	2 favorable; 1 strong; 124 outliers. Mean score: 63.97.

	A8MUP2
	23.5
	698.2
	11 favorable; 5 strong; 111 outliers. Mean score: 48.45.

	O15553
	23.5
	882.4
	1 favorable; 0 strong; 122 outliers. Mean score: 28.97.

	P04000
	23.5
	1349.0
	1 favorable; 0 strong; 127 outliers. Mean score: 147.81.

	P13929
	23.5
	736.5
	9 favorable; 3 strong; 93 outliers. Mean score: 15.41.

	P05177
	22.7
	532.5
	6 favorable; 0 strong; 83 outliers. Mean score: 2.86.

	P05362
	22.7
	5339.9
	0 favorable; 0 strong; 123 outliers. Mean score: 1.51.

	O60259
	22.6
	539.0
	14 favorable; 3 strong; 83 outliers. Mean score: 4.52.

	O43813
	22.2
	764.4
	3 favorable; 0 strong; 121 outliers. Mean score: 49.95.

	P01583
	22.2
	4645.6
	0 favorable; 0 strong; 123 outliers. Mean score: 1.89.

	O95336
	22.0
	564.2
	13 favorable; 7 strong; 97 outliers. Mean score: 21.92.

	O43570
	21.5
	535.2
	13 favorable; 1 strong; 85 outliers. Mean score: 11.41.

	O75911
	21.1
	601.6
	8 favorable; 3 strong; 109 outliers. Mean score: 45.74.

	O43488
	21.0
	667.9
	4 favorable; 1 strong; 123 outliers. Mean score: 102.10.

	P06729
	21.0
	723.5
	1 favorable; 0 strong; 122 outliers. Mean score: 7.90.

	O94778
	20.6
	664.5
	3 favorable; 0 strong; 113 outliers. Mean score: 25.90.

	P19961
	20.6
	717.6
	0 favorable; 0 strong; 128 outliers. Mean score: 260.12.

	O00142
	20.4
	618.2
	3 favorable; 1 strong; 102 outliers. Mean score: 4.67.

	P0DTE7
	20.2
	694.5
	0 favorable; 0 strong; 128 outliers. Mean score: 262.82.

	O15537
	20.1
	688.2
	0 favorable; 0 strong; 128 outliers. Mean score: 322.84.

	P04746
	20.1
	686.0
	0 favorable; 0 strong; 128 outliers. Mean score: 324.82.

	P27169
	20.1
	669.5
	1 favorable; 1 strong; 125 outliers. Mean score: 135.96.

	P02741
	20.0
	680.1
	0 favorable; 0 strong; 128 outliers. Mean score: 433.22.

	P0DTE8
	20.0
	678.5
	0 favorable; 0 strong; 128 outliers. Mean score: 285.96.

	P15088
	19.7
	644.8
	1 favorable; 1 strong; 125 outliers. Mean score: 74.65.

	P23515
	19.7
	621.5
	2 favorable; 1 strong; 123 outliers. Mean score: 62.31.

	O75365
	19.3
	427.6
	11 favorable; 1 strong; 81 outliers. Mean score: 9.68.

	P14920
	19.3
	613.4
	1 favorable; 0 strong; 103 outliers. Mean score: 10.97.

	O43435
	18.9
	590.4
	1 favorable; 0 strong; 125 outliers. Mean score: 41.22.

	O75063
	18.7
	579.2
	1 favorable; 0 strong; 126 outliers. Mean score: 81.29.

	P16050
	18.3
	551.1
	1 favorable; 1 strong; 127 outliers. Mean score: 165.53.

	O15131
	18.1
	519.5
	2 favorable; 0 strong; 114 outliers. Mean score: 18.40.

	O14732
	18.0
	363.9
	10 favorable; 1 strong; 103 outliers. Mean score: 17.14.

	O14818
	18.0
	497.6
	3 favorable; 1 strong; 112 outliers. Mean score: 10.80.

	P20618
	18.0
	497.6
	3 favorable; 1 strong; 112 outliers. Mean score: 10.80.

	P25786
	18.0
	497.6
	3 favorable; 1 strong; 112 outliers. Mean score: 10.80.

	P25787
	18.0
	497.6
	3 favorable; 1 strong; 112 outliers. Mean score: 10.80.

	P25788
	18.0
	497.6
	3 favorable; 1 strong; 112 outliers. Mean score: 10.80.

	P12544
	17.9
	395.2
	8 favorable; 2 strong; 102 outliers. Mean score: 14.45.

	O75909
	17.7
	495.5
	2 favorable; 1 strong; 125 outliers. Mean score: 92.19.

	P00491
	17.6
	375.8
	8 favorable; 1 strong; 103 outliers. Mean score: 12.74.

	O94906
	17.5
	6656.0
	0 favorable; 0 strong; 128 outliers. Mean score: 5.26.

	P02774
	17.5
	6767.4
	0 favorable; 0 strong; 128 outliers. Mean score: 10.36.

	P12004
	17.4
	261.8
	1 favorable; 0 strong; 103 outliers. Mean score: 2.55.

	P07451
	17.2
	464.2
	2 favorable; 1 strong; 120 outliers. Mean score: 38.78.

	P27338
	16.9
	480.0
	0 favorable; 0 strong; 127 outliers. Mean score: 217.41.

	A1L3X0
	16.7
	466.5
	0 favorable; 0 strong; 127 outliers. Mean score: 202.28.

	P15586
	16.5
	453.9
	0 favorable; 0 strong; 128 outliers. Mean score: 396.89.

	P22674
	16.5
	401.2
	3 favorable; 1 strong; 124 outliers. Mean score: 123.44.

	O75936
	16.3
	404.5
	2 favorable; 1 strong; 119 outliers. Mean score: 31.20.

	P25774
	16.2
	420.5
	1 favorable; 1 strong; 127 outliers. Mean score: 184.99.

	O14618
	16.1
	390.1
	2 favorable; 0 strong; 109 outliers. Mean score: 7.34.

	O43820
	16.1
	394.5
	2 favorable; 1 strong; 119 outliers. Mean score: 16.00.

	O60909
	16.0
	404.8
	1 favorable; 0 strong; 127 outliers. Mean score: 83.66.

	O00602
	15.8
	391.9
	1 favorable; 0 strong; 127 outliers. Mean score: 342.59.

	O75106
	15.3
	381.4
	0 favorable; 0 strong; 121 outliers. Mean score: 12.82.

	O43447
	15.3
	358.0
	1 favorable; 0 strong; 124 outliers. Mean score: 24.85.

	P09917
	15.3
	360.0
	1 favorable; 1 strong; 127 outliers. Mean score: 103.95.

	P01116
	15.2
	355.8
	1 favorable; 1 strong; 126 outliers. Mean score: 106.99.

	P12271
	15.0
	357.0
	0 favorable; 0 strong; 127 outliers. Mean score: 123.44.

	P17812
	15.0
	324.8
	2 favorable; 0 strong; 119 outliers. Mean score: 9.87.

	P06733
	14.8
	328.6
	1 favorable; 1 strong; 127 outliers. Mean score: 272.76.

	P09936
	14.7
	340.2
	0 favorable; 0 strong; 127 outliers. Mean score: 117.64.

	O15123
	14.5
	325.2
	0 favorable; 0 strong; 128 outliers. Mean score: 469.89.

	O95050
	14.3
	297.1
	1 favorable; 0 strong; 124 outliers. Mean score: 50.06.

	O00462
	14.1
	300.6
	0 favorable; 0 strong; 128 outliers. Mean score: 360.68.

	P07711
	14.1
	283.4
	1 favorable; 1 strong; 127 outliers. Mean score: 274.72.

	P09110
	14.1
	302.1
	0 favorable; 0 strong; 128 outliers. Mean score: 396.29.

	P08195
	13.9
	287.9
	0 favorable; 0 strong; 128 outliers. Mean score: 464.34.

	P24394
	13.9
	271.8
	1 favorable; 0 strong; 127 outliers. Mean score: 160.85.

	O14531
	13.8
	281.2
	0 favorable; 0 strong; 128 outliers. Mean score: 164.27.

	P15374
	13.7
	277.1
	0 favorable; 0 strong; 128 outliers. Mean score: 419.85.

	P05108
	13.5
	262.4
	0 favorable; 0 strong; 127 outliers. Mean score: 33.34.

	P10768
	13.4
	254.9
	0 favorable; 0 strong; 128 outliers. Mean score: 457.00.

	P13688
	12.9
	204.1
	1 favorable; 0 strong; 126 outliers. Mean score: 13.50.

	O00587
	12.5
	200.2
	0 favorable; 0 strong; 128 outliers. Mean score: 632.37.

	P21397
	8.7
	184.6
	0 favorable; 0 strong; 128 outliers. Mean score: 298.20.

	P09923
	4.0
	164.8
	1 favorable; 0 strong; 127 outliers. Mean score: 206.02.

	O75608
	1.2
	155.0
	0 favorable; 0 strong; 128 outliers. Mean score: 504.74.

	P27695
	0.9
	153.6
	0 favorable; 0 strong; 127 outliers. Mean score: 367.94.

	O75319
	0.7
	151.6
	1 favorable; 1 strong; 127 outliers. Mean score: 163.45.

	P25325
	0.6
	152.5
	0 favorable; 0 strong; 128 outliers. Mean score: 250.83.

	O00743
	0
	137.5
	No probes docked favorably. 128 outliers. Mean score: 472.48.

	P08865
	0
	102.2
	No probes docked favorably. 128 outliers. Mean score: 320.02.

	P10696
	0
	118.6
	No probes docked favorably. 127 outliers. Mean score: 189.12.
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Other supporting informations:

Sequential pipeline filtration yield from raw proteome to verified structural pairs

	Filtration Stage
	Applied Selection Criteria 
	Data Unit 
	Remaining Count
	Yield Recovery (%)

	Initial Input
	Combined PDB IDs and OPenFold entries 
	Proteins
	16,242
	100.0

	1. Sequence Length FIlter
	Exclusion of proteins length > 1000 AA
	Proteins
	1,4702
	90.5%

	2. Loop resolution filter
	Discarding proteins with > 7 consecutive missing residues
	Proteins
	6,005
	37.0%

	Combinatorial matrix
	Theoretical all-to-all search space from structural cohort
	Protein pairs
	15,571,302
	100.0%

	3. Structural filter
	Initial geometric and thermodynamic screening
	Protein pairs
	15,571,302
	13.5%

	4. Subcellular localisation
	Compartmental co-localisation restriction (~27M baseline)
	Protein pairs
	3,314,683
	2.9%



Broad Sensitivity Analysis across Full Reference Database Networks

	External Repository 
	Reference Pairs Evaluated
	Captured Matches (15.5M Matrix)
	Sensitivity Recall % (15.5M)
	Captured Matches (3.3M Matrix)
	Sensitivity Recall % (3.3M)

	BioGRID
	86,131
	10,849
	12.60%
	7,879
	9.15%

	HuRI
	54,506
	8,709
	15.98%
	3,356
	6.16%

	PDBBind
	415
	64
	15.46%
	3,356
	6.16%

	STRING
	467,412
	70,745
	15.14%
	38,408
	8.22%



Filter pharmaceutical assets from spreadsheetAlgorithmic complexity and resource allocation profile across sequential pipeline stages.

	Stage
	Complexity
	Dominant Resource

	Structure Acquisition
	(1) Per Protein
	Network I/O/API Limits

	Structure Preparation
	(A) (where A = atom count)
	CPU/Memory

	Docking (rDock)
	 where P = rotatable bonds
	CPU (Stochastic search)

	Similarity Head
	
	Memory/Vectorized CPU operations
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