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Abstract

The human epidermal growth factor receptor (EGFR) is one of the most intensively pur-
sued oncology drug targets, and quantitative structure—activity relationship (QSAR) models
are widely used to prioritize its inhibitors. We assembled a bioactivity dataset for EGFR
(ChEMBL target CHEMBL203) from the ChEMBL__37 release (May 2026), restricting to
single-protein IC5q assays with a defined pChEMBL value (19,378 activity records). Structures
were desalted, neutralized, and tautomer-canonicalized with RDKit, and replicate measure-
ments were aggregated by mean pICsg, yielding 10,667 unique curated compounds
(pICs¢ range 4.0-11.0). The dataset was partitioned with an 80/20 Bemis—Murcko scaf-
fold split (seed 42; 8,534 train / 2,133 test) that enforces zero ring-scaffold overlap between
partitions, so that held-out performance reflects extrapolation to novel chemotypes. Com-
pounds were featurized as 2048-bit Morgan fingerprints (radius 2). A random forest and
an XGBoost regressor were tuned by scaffold-grouped 5-fold cross-validation; the random
forest was selected on lowest mean CV RMSE and retrained on the full training set. On
the held-out test set the model achieved RMSE = 0.746, MAE = 0.561, R? = 0.646, and
Spearman p = 0.808. The strong rank correlation, contrasted with a fitted predicted-vs-
measured slope of 0.64 (regression-to-the-mean shrinkage of the extreme tails), indicates a
model that is highly effective for ranking and triage even where absolute potency of out-
of-domain, highly potent scaffolds is systematically under-predicted. We report the full
per-compound test-set prediction table and the ten most potent held-out compounds with
measured and predicted pICsxg.
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Graphical abstract: end-to-end workflow from ChEMBL__37 retrieval and structure curation through
Bemis—Murcko scaffold splitting to random-forest QSAR and held-out evaluation.
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1 Introduction

1.1 EGFR as an anticancer drug target

The epidermal growth factor receptor (EGFR, also ErbB1/HER1) is a prototypical receptor ty-
rosine kinase whose ligand-induced dimerization and trans-autophosphorylation activate down-
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stream RAS-MAPK and PI3BK-AKT signaling that governs cell proliferation, survival, and
migration [1]. Aberrant EGFR activity—through overexpression or activating kinase-domain
mutations—is a validated oncogenic driver, most prominently in non-small-cell lung cancer
(NSCLC). The 2004 discovery that somatic kinase-domain mutations (classically the exon 19
deletions and the L858R substitution) confer exquisite sensitivity to the small-molecule inhibitor
gefitinib established EGFR as a cornerstone of precision oncology [2, 3]. Subsequent work de-
fined the T790M “gatekeeper” mutation as a dominant mechanism of acquired resistance to
first-generation inhibitors [4], motivating successive generations of tyrosine kinase inhibitors.
Third-generation agents such as osimertinib, which target T790M-mutant disease and are now
used first-line, have delivered substantial progression-free and overall survival gains [5, 6]. The
continued clinical importance of EGFR, coupled with an unusually rich medicinal-chemistry
record, makes it an excellent and well-populated target for data-driven modeling of inhibitor
potency.

1.2 QSAR modeling and the purpose of this study

Quantitative structure—activity relationship (QSAR) modeling seeks a mathematical mapping
from molecular structure to a measured biological endpoint, here the half-maximal inhibitory
concentration (ICsp) expressed on the logarithmic pICsg scale. QSAR models underpin virtual
screening, hit triage, and lead optimization by allowing computational prioritization of com-
pounds before synthesis and assay [7, 8]. Their reliability, however, is contingent on disciplined
practice: rigorous chemical-structure curation, appropriate train/test partitioning, honest ex-
ternal validation, and an explicit statement of the applicability domain [9, 10]. A recurring
failure mode is over-optimistic performance produced by random train/test splits, in which
near-duplicate analogues of training compounds leak into the test set; splitting by chemical
scaffold provides a substantially more realistic estimate of prospective, extrapolative perfor-
mance [11, 12].

The purpose of this report is to document a complete, reproducible QSAR workflow for EGFR
(CHEMBL203) end to end: (i) retrieval and filtering of bioactivity data from a stated ChEMBL
release; (ii) structure standardization, de-duplication, and conversion to pICsg; (iii) an 80/20
Bemis—Murcko scaffold split with a fixed random seed; (iv) fingerprint featurization and compar-
ative model training; and (v) transparent evaluation on a genuinely held-out, scaffold-disjoint
test set. We report the curated compound count, four complementary performance metrics
(RMSE, MAE, R?, Spearman p), the ten most potent held-out compounds with predicted and
measured pICsp, and the complete per-compound prediction table for the test set.

2 Methods

2.1 Data retrieval from ChEMBL

Bioactivity data were obtained from the ChEMBL__37 release (database version reported
by the ChEMBL web-services status endpoint; official release date 1 May 2026), which
at query time contained 24,527,044 activities across 18,552 targets [13, 14]. The target
CHEMBL203 was confirmed as Epidermal growth factor receptor, organism Homo sapiens, target
type SINGLE PROTEIN. Activities were queried with the constraints target_chembl_id =
CHEMBL203, standard_type = IC50, and pchembl_value__isnull = False (i.e. a defined
pChEMBL value). The server reported and returned 19,378 matching activity records, which
were saved verbatim before any processing. The pChEMBL value—ChEMBL’s harmonized
negative-log molar potency—was adopted as the primary plCsg label. As a quality control, we
verified pChEMBL against an independent recomputation 9 — log,q(standard_value in nM) for
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every record: all 19,378 activities were reported in nM, with mean absolute deviation 0.0022
(maximum 0.0055) and zero anomalies exceeding 0.5 log units, confirming internal consistency
of the potency labels.

2.2 Structure standardization and curation

Chemical-structure curation followed established cheminformatics best practice [10, 15] and
was implemented with RDKit 2026.03.3 (rdMolStandardize) [16]. Each unique input SMILES
(10,734 distinct strings) was processed through a deterministic pipeline: (1) parse and sanitize;
(2) desalt by retaining the largest covalent fragment (LargestFragmentChooser), removing
counter-ions and solvates; (3) neutralize formal charges (Uncharger); (4) canonicalize the
tautomer (TautomerEnumerator.Canonicalize); and (5) emit a canonical isomeric SMILES.
All 10,734 unique structures were standardized successfully with no parse failures. Seventeen ac-
tivity records carried missing or invalid structures and were dropped (19,378 — 19,361 records).

2.3 De-duplication and aggregation

Multiple activity records frequently correspond to the same compound (replicate assays, mul-
tiple literature reports). We de-duplicated on the standardized canonical SMILES and aggre-
gated replicate pICsp measurements by their arithmetic mean, which reduces assay noise while
preserving an unbiased central estimate [15]. Of the resulting compounds, 4,163 had two or
more measurements (one compound had as many as 247 records), and the per-compound stan-
dard deviation of pICsg was retained as a data-quality annotation. Curation produced a final
modeling set of 10,667 unique compounds, with pICsy mean 6.93, median 7.00, and range
[4.0,11.0] (Figure 2a). The full stage-by-stage compound accounting is summarized in Figure 1
and Table 1.

2.4 Bemis—Murcko scaffold split

To estimate prospective performance on novel chemotypes rather than close analogues, the
curated set was partitioned by molecular scaffold rather than randomly [11, 12]. The Bemis—
Murcko framework of each compound—the union of its ring systems and the linkers connecting
them, obtained after iterative removal of terminal side chains [17]—was computed with RD-
Kit MurckoScaffold.MurckoScaffoldSmiles (includeChirality=False). Two acyclic com-
pounds had no ring scaffold and were tagged no_scaffold. Compounds were grouped by
scaffold; the sorted scaffold list was shuffled with a fixed seed (random.Random(42)) and whole
scaffold groups were assigned to the test set until the 20% target was reached, with the re-
mainder assigned to training. This guarantees that all compounds sharing a scaffold stay to-
gether in a single partition. The two no_scaffold compounds were split 80/20 at random
(both fell to train). The procedure yielded 8,534 training (80.00%) and 2,133 test (20.00%)
compounds, spanning 3,838 unique scaffolds in total (2,947 train, 891 test) with zero ring-
scaffold overlap between partitions. The largest scaffold was the 4-anilinoquinazoline core
(clccc(Ne2nene3ccece23) cel, 575 compounds), and 2,542 scaffolds were singletons. The train
and test pICyg distributions were well matched (train mean/median 6.95/7.03; test 6.86/6.93;
Figure 2b).

2.5 Molecular featurization

Each compound was represented by a 2048-bit Morgan (circular) fingerprint of radius 2,
computed with the modern RDKit rdFingerprintGenerator.GetMorganGenerator (radius=2,
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fpSize=2048) API and converted to a uint8 bit vector [18, 19]. Morgan/ECFP-style fin-
gerprints encode the local atomic environment around each atom out to the chosen radius
by hashing substructure identifiers into a fixed-length bit string, and remain a strong, widely
used baseline representation for bioactivity modeling [19]. All 8,534 training and 2,133 test
compounds were featurized without failure (mean ~62 bits set per training molecule). Identical
featurization code and fingerprint specification were used for training and evaluation to
guarantee consistency.

2.6 Model training, tuning, and selection

Two regression algorithms were compared: a random forest [20] and a gradient-boosted tree
ensemble, XGBoost (tree_method=’hist’) [21], both implemented in Python with scikit-
learn 1.9.0 and xgboost 3.3.0 [22]. To avoid scaffold leakage during model selection, hyperpa-
rameters were tuned with scaffold-grouped 5-fold cross-validation (GroupKFold grouped
by the Bemis—Murcko scaffold column), so that every validation fold holds out whole scaffolds;
zero group leakage was verified across all folds. For each algorithm, RandomizedSearchCV
(n_iter= 20, seed 42, refit=neg_root_mean_squared_error) explored the hyperparameter
space, scoring RMSE, MAE, R?, and Spearman p per fold. The model with the lowest mean
cross-validated RMSE was selected and retrained on all 8,534 training compounds. The held-
out test set played no role in model or hyperparameter selection and was used only for the final,
one-shot evaluation reported below, in keeping with QSAR validation guidance [9, 7].

2.7 Evaluation metrics and reproducibility

Held-out performance was quantified with four complementary metrics: root-mean-square error
(RMSE) and mean absolute error (MAE), both in pICsg units; the coefficient of determination
R?; and the Spearman rank correlation p between predicted and measured pICsy. RMSE and
MAE measure absolute accuracy, R? measures the fraction of variance explained, and p measures
rank agreement—the quantity most relevant to screening and triage, where correctly ordering
candidates matters more than exact values [8]. A fixed seed (42) was used throughout (split,
search, and model), and all package versions were recorded (Python 3.12.10, RDKit 2026.03.3,
scikit-learn 1.9.0, xgboost 3.3.0, numpy 2.5.1). To confirm reproducibility, test-set fingerprints
were regenerated from scratch at evaluation time using the fingerprint specification stored in
the trained-model bundle; the recomputed metrics matched the model-selection-phase values to
|A] = 0.0000 across all four metrics (tolerance 0.01).

3 Results

3.1 Curated dataset

Curation of the 19,378 raw ChEMBL_ 37 IC5g records produced 10,667 unique EGFR com-
pounds with defined pICsg labels. Table 1 traces the compound counts at each stage, and Fig-
ure 1 presents the same pipeline as a flow diagram. The curated potency distribution (Figure 2a)
is approximately bell-shaped and mildly left-skewed, centered near pICsg 7 (i.e. IC59 ~ 100 nM)
with a long tail of highly potent compounds extending to pICso > 10 (sub-nanomolar), reflecting
decades of lead optimization against this target.
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Table 1: Compound accounting through the curation pipeline for EGFR (CHEMBL203), ChEMBL_ 37.

Stage Count
Raw ICy( activity records (defined pChEMBL) 19,378
Unique input SMILES 10,734
Records dropped (missing/invalid structure) —17
Records after structure filtering 19,361
Compounds with replicate measurements (mean-aggregated) 4,163
Unique curated compounds (final modeling set) 10,667
Training partition (80%) 8,534
Test partition (20%) 2,133

q ChEMBL_37 query: EGFR CHEMBL203, single-protein, IC5, defined pChEMBL -> 19,378 activity records

Structure standardization (RDKit rdMolStandardize): Removed: 17 records with
desalt (LargestFragmentChooser), neutralize (Uncharger), canonical tautomer missing/invalid SMILES

ﬂ De-duplicate by canonical SMILES, aggregate replicate pIC50 by mean (4,163 compounds had replicates) |

4 10,667 unique curated compounds, pIC50 range 4.0-11.0

Bemis-Murcko scaffold split, seed=42, zero scaffold overlap

Train 8,534 (80%) Test 2,133 (20%)

Morgan fingerprints radius 2, 2048 bits >
Random Forest (tuned via scaffold-grouped 5-fold GroupKFold CV)

Figure 1: Data curation and modeling pipeline with per-stage compound counts. Raw ChEMBL_ 37
records are standardized (desalt, neutralize, canonical tautomer), de-duplicated by mean pICsyg, split
80/20 by Bemis-Murcko scaffold (seed 42; zero scaffold overlap), and modeled with 2048-bit Morgan
fingerprints and a scaffold-CV-tuned random forest.
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(a) Curated pICso distribution (10,667 compounds).
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(b) Train vs. test pICso after scaffold split.
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(b) The 80/20 Bemis—Murcko scaffold split preserves closely matched pICs
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3.2 Model selection

Under scaffold-grouped 5-fold cross-validation, the random forest slightly but consistently out-
performed XGBoost on the primary criterion of mean CV RMSE (Table 2, Figure 3). The ran-
dom forest was therefore selected and retrained on the full training set with its best hyperparam-
eters (n_estimators= 200, max_features= (.3, max_depth=None, min_samples_split= 2,
min_samples_leaf= 1). The narrow cross-validation standard deviations (£0.035 RMSE) in-
dicate stable performance across scaffold folds.

Table 2: Scaffold-grouped 5-fold cross-validation performance (mean + SD across folds) for the two
tuned candidate models. The random forest was selected on lowest mean CV RMSE.

Model CV RMSE CV MAE CV R? CV Spearman p

Random forest (selected) 0.827 £0.035 0.625 £ 0.033 0.592 £ 0.049 0.771 £ 0.039

XGBoost 0.838 £ 0.034 0.638 +0.033 0.581 + 0.048 0.765 £+ 0.041
10 Scaffold-grouped 5-fold CV: RandomForest vs XGBoost

B Random Forest (selected)
B XGBoost

Cross-validated score (mean = SD, 5 folds)

RMSE MAE R2 Spearman p

Figure 3: Scaffold-grouped 5-fold cross-validation comparison of the random forest and XGBoost can-
didates across all four metrics (mean £+ SD). The random forest is marginally superior on RMSE, MAE,
R?, and Spearman p.

3.3 Held-out test performance

On the 2,133-compound scaffold-disjoint test set, the selected random forest achieved
the performance summarized in Table 3. These held-out values are actually slightly better
than the cross-validation estimates—consistent with the final model benefiting from the full
training set—and reproduced the model-selection-phase numbers exactly upon independent re-
featurization.

Figure 4 shows the predicted-versus-measured scatter for the full test set. Points cluster
around the ideal y = x line across the whole potency range, and the fitted ordinary-least-
squares trend line has slope 0.64 and intercept 2.50—the signature of regression-to-the-mean
shrinkage, whereby the least potent compounds are somewhat over-predicted and the most
potent compounds somewhat under-predicted (analyzed further in Section 4). Within +0.5
pICs50 units of the measured value lie 55.9% of test compounds; within £1.0 unit, 83.1%; and
within £1.5 units, 94.4%.
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Table 3: Held-out test-set performance of the selected random-forest QSAR model (n = 2,133 scaffold-
split compounds). RMSE and MAE are in pICsq units.

Predicted plICsg

Figure 4: Predicted vs. measured plCsg for the 2,133 held-out test compounds.

Metric Value
RMSE 0.746
MAE 0.561

R? 0.646
Spearman p 0.808
Compounds evaluated 2,133
Unparseable SMILES 0
Residual mean £ SD  —0.027 + 0.745
Residual range [—3.12,+3.02]

EGFR QSAR - Test-set predictions (RandomForest)

n = 2133 held-out compounds

10

RMSE = 0.7456
MAE = 0.5610
R? =0.6459

Spearman p = 0.8080 s

Test compounds
=== lIdeal (y = x)
—— Trend (y = 0.64x + 2.50)

6 7 8 9 10
Measured plCsg

The dashed line

is the ideal y = x; the orange line is the ordinary-least-squares trend (slope 0.64). The inset reports
RMSE = 0.7456, MAE = 0.5610, R? = 0.6459, and Spearman p = 0.8080. The compression of predictions
toward the mean at the extremes is visible as the trend line crossing below y = z at high potency.
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3.4 Ten most potent held-out compounds

Table 4 lists the ten most potent test compounds by measured plCsg, together with their
predicted pICso and residual. All ten are sub-nanomolar (pICsy > 9.8). The model recovers
the extreme potency of this tail reasonably well: seven of the ten are predicted within ~0.8
pICso units, and six share the same diarylaminopyrimidine scaffold (cicc(Nc2cce3ncene3c?2
)nc(Nc2cce (N3CCC(NACCC4)CC3) cc2)nl), which is represented in the training set and hence
well characterized. The two largest under-predictions—CHEMBL5196360 (residual +1.86) and
CHEMBL5274692 (residual +1.79)—sit on distinct scaffolds and are discussed in Section 4.

Table 4: The ten most potent held-out (test-set) compounds ranked by measured pICso, with model-
predicted pICso and residual (measured — predicted). All values on the pICsyg scale.

ChEMBL ID Measured pICsy Predicted pICsy Residual

CHEMBL5186680 10.135 9.613 +0.522
CHEMBL5180388 10.030 9.612 +0.418
CHEMBL5393923 10.020 9.338 +0.682
CHEMBL5196360 10.000 8.138 +1.862
CHEMBL5399653 9.985 9.500 +0.485
CHEMBL5415311 9.945 9.284 +0.661
CHEMBL5193149 9.870 9.708 +0.162
CHEMBL5432965 9.855 9.026 +0.829
CHEMBL5274692 9.810 8.017 +1.793
CHEMBL5572504 9.800 8.025 +1.775

3.5 Full per-compound test-set table

The complete predicted-versus-measured table for all 2,133 held-out compounds is pro-
vided in Appendix A (Table 5), sorted by measured pICsy. The identical data, including
canonical SMILES and scaffold assignments, are available in machine-readable form as
results/test_predictions.csv.

3.6 Residual diagnostics

Figure 5 characterizes the error structure. The residual distribution (right panel) is approxi-
mately symmetric and centered near zero (mean —0.027), confirming the absence of a global
prediction bias. The residual-versus-measured plot (left panel) shows a clear positive trend
(slope 0.36): residuals are negative (over-prediction) for weak compounds and positive (under-
prediction) for potent compounds. Quantitatively, the mean residual rises from +0.35 for com-
pounds with measured pICsy > 7 to +0.54 for pICsy > 8 and +0.88 for pICsy > 9. This is the
expected finite-data shrinkage of a tree-ensemble regressor rather than a coding artifact, and it
directly explains the sub-unit slope in Figure 4.

4 Discussion

4.1 Overall model quality

The selected random forest explains roughly two-thirds of the held-out pICsg variance (R? =
0.646) with a typical error of about 0.75 log units (RMSE) and a median-like absolute error of
0.56 log units (MAE)—i.e. predictions are on average within a factor of ~3.6 in IC5(, and within
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Residuals vs measured potency Residual distribution

3 4 == Trend (slope=0.36) = Mean = -0.027

Residual (measured — predicted)

4 5 6 7 8 9 10 -2 -1 0 1
Measured plCso Residual (measured — predicted)

Figure 5: Residual diagnostics on the held-out test set. Left: residuals (measured — predicted) increase
with measured potency (trend slope 0.36), the hallmark of regression-to-the-mean shrinkage. Right: the
residual distribution is approximately symmetric and centered near zero (mean —0.027), indicating no
systematic global bias.

a factor of ~3 for the majority of compounds. Crucially, this was obtained under a scaffold-
disjoint split, so the metrics reflect genuine extrapolation to chemotypes unseen in training
rather than interpolation among near-duplicates. Random splits on the same data would almost
certainly yield inflated scores, because analogues of test compounds would appear in training [11,
12]; the values here are therefore a conservative and honest estimate of prospective performance.
The result is consistent with the well-documented ceiling on single-target Morgan-fingerprint
QSAR under realistic splitting and with the broader QSAR-modeling literature [7, 8].

4.2 High rank correlation versus regression-to-the-mean shrinkage

The most striking feature of the results is the contrast between the high Spearman rank cor-
relation (p = 0.808) and the shrunken regression slope (0.64). These two observations are
complementary rather than contradictory. Spearman p depends only on the ordering of com-
pounds, and a value of 0.808 means the model orders held-out compounds by potency very
reliably. The sub-unit slope, by contrast, is a statement about calibration of absolute values: a
random forest predicts by averaging the labels of training compounds in each leaf, so its outputs
are bounded by the training-label range and are pulled toward the training mean, compress-
ing the predicted dynamic range relative to the true one. This regression-to-the-mean effect
is intrinsic to averaging estimators fitted on finite, noisy data and is amplified at the sparsely
populated extremes of the pICsy distribution. The residual analysis (Figure 5) makes the mech-
anism explicit: the shrinkage grows monotonically with potency, from 40.35 at pICsg > 7 to
+0.88 at pIC50 > 9.

The practical implication is favorable for the most common QSAR use cases. For virtual
screening, hit triage, and library prioritization, what matters is whether the model ranks the
truly potent compounds above the weak ones—precisely what a Spearman p of 0.808 certifies.
Ranking-oriented metrics are increasingly recognized as more decision-relevant than absolute-
error metrics for prospective screening [8]. Where absolute potency estimates are required (for
example to set an assay concentration or to compare against a hard pICsy threshold), the
systematic under-prediction of the potent tail should be kept in mind: the model will tend to
underestimate the potency of the best compounds, which is a conservative bias for triage but
should not be read as a hard ceiling on true activity. Post-hoc calibration (e.g. isotonic or linear
rescaling of predictions against a calibration set) could partially restore the dynamic range if
absolute values are the priority.

10
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4.3 Under-predicted potent compounds on novel scaffolds

The largest positive residuals concentrate among potent compounds whose scaffolds are poorly
represented in (or absent from) the training set—the expected behavior when a model is asked
to extrapolate beyond its applicability domain [23, 8]. Two examples from the top-ten table
illustrate the pattern. CHEMBL5196360 (measured pICso 10.0, predicted 8.14; residual +1.86)
is built on a benzo-fused imidazolone/quinazolinone-type framework distinct from the diary-
laminopyrimidine series that dominates the potent training compounds, and CHEMBL5274692
(measured 9.81, predicted 8.02; residual +1.79) is a quinazoline bearing an acrylamide warhead
and an unusual tetrahydrofuranyloxy substituent. Because the random forest cannot assign
potency contributions to substructural motifs it has rarely encountered, it defaults toward the
potency of the nearest well-populated neighborhoods and under-predicts these genuinely novel,
highly potent chemotypes. More broadly across the whole test set, the most severe individual
errors reflect the same phenomenon in both directions, including a small number of apparent
activity cliffs—pairs of structurally similar molecules with large potency differences that are
intrinsically difficult for any similarity-based model to resolve [24].

This behavior is not a defect to be “fixed” so much as a property to be managed. It argues
for pairing the point prediction with an explicit applicability-domain assessment so that out-of-
domain, potentially under-predicted compounds are flagged rather than silently down-ranked.
A natural and inexpensive uncertainty signal is the variance of predictions across the individual
trees of the random forest, which tends to be elevated precisely for compounds far from the
training distribution; surfacing such flags would let a screening campaign treat high-uncertainty
potent predictions as candidates for experimental follow-up rather than discarding them.

4.4 Limitations and future work

Several limitations temper the interpretation. First, IC5¢ values aggregated across heteroge-
neous assays, cell lines, and EGFR constructs (wild-type versus mutant) carry inter-laboratory
variability of roughly 0.5-1.0 log units, which places a floor under the achievable RMSE; mean
aggregation reduces but cannot eliminate this noise [15]. Second, the model uses a single 2D fin-
gerprint representation; richer descriptors (physicochemical properties, 3D or pharmacophoric
features) or modern graph-neural representations might extend the applicability domain, al-
though scaffold-split gains from such methods are often modest [12]. Third, the model is
target-agnostic to EGFR mutation status, whereas clinically the wild-type/mutant selectivity
axis is central; a mutation-stratified or multi-task model would be a valuable extension. Finally,
the honest but conservative scaffold split means these numbers should be read as a lower bound
relative to interpolative deployment on chemistry close to the training set. Future work should
add an explicit applicability-domain module and prediction-uncertainty estimates, explore cali-
bration to recover dynamic range, and consider multi-task learning across the ErbB family and
EGFR mutants.

4.5 Conclusion

We have documented a complete, reproducible QSAR workflow for human EGFR
(CHEMBL203) on the ChEMBL_37 release: 19,378 ICsp records curated to 10,667
unique compounds, split 80/20 by Bemis—Murcko scaffold (seed 42) into scaffold-disjoint
training and test sets, featurized as 2048-bit radius-2 Morgan fingerprints, and modeled
with a scaffold-CV-tuned random forest selected over XGBoost. On a genuinely held-out,
scaffold-disjoint test set of 2,133 compounds the model attained RMSE 0.746, MAE 0.561,
R? = 0.646, and Spearman p = 0.808. The high rank correlation makes the model well-suited
to ranking and triage, while the regression-to-the-mean shrinkage of the potent tail—most
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pronounced for highly potent compounds on novel scaffolds—defines the regime in which
absolute-potency predictions should be treated with appropriate caution and, ideally, an
explicit applicability-domain flag.

Data and Code Availability

Curated data, the trained model bundle, cross-validation results, per-compound predictions, and
all figures are provided with this report. Key artifacts: data/curated_egfr_bioactivity.csv
(10,667 compounds), data/train_egfr.csv / data/test_egfr.csv (scaffold split),
results/best_egfr_model.joblib (random forest bundle with fingerprint spec and ver-
sions), results/cv_results.json, results/test_predictions.csv (full test-set table),
and results/top_10_potent_test.csv.  Software: Python 3.12.10, RDKit 2026.03.3,
scikit-learn 1.9.0, xgboost 3.3.0, numpy 2.5.1. Random seed 42 throughout.
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A Full per-compound test-set prediction table

Table 5 lists all 2,133 held-out (scaffold-split) test compounds, sorted by measured pICsg
in descending order, with the random-forest predicted pICsp and the residual (measured
— predicted). Canonical SMILES and scaffold assignments for every row are available in
results/test_predictions.csv.

Table 5: Full per-compound predicted-vs-measured table for the held-out test set (all 2,133 scaffold-split
compounds), sorted by measured pICsg (descending). Residual = measured — predicted.

# ChEMBL ID Measured Predicted Residual
1 CHEMBL5186680 10.135 9.613 +0.522
2 CHEMBL5180388 10.030 9.612 +0.418
3 CHEMBL5393923 10.020 9.338 +0.682
4 CHEMBL5196360 10.000 8.138 +1.862
5 CHEMBL5399653 9.985 9.500 +0.485
6 CHEMBL5415311 9.945 9.284 +0.661
7 CHEMBL5193149 9.870 9.708 +0.162
8 CHEMBL5432965 9.855 9.026 +0.829
9 CHEMBL5274692 9.810 8.017 +1.793

10 CHEMBL5572504 9.800 8.025 +1.775

11 CHEMBL6188493 9.790 8.014 +1.776

12 CHEMBL5396086 9.760 9.101 +0.659

13 CHEMBL5206902 9.700 8.780 +0.920

14 CHEMBL5434495 9.688 9.585 +0.103

15 CHEMBL4560430 9.660 9.596 +0.064

16 CHEMBL6142125 9.640 9.042 +0.598

17 CHEMBL5280967 9.620 8.639 +0.981

18 CHEMBL5203220 9.610 9.857 -0.247

19 CHEMBL2031298 9.570 8.945 +0.625

20 CHEMBL3357644 9.520 8.639 +0.881

21 CHEMBL5191510 9.520 8.620 +0.900

22 CHEMBL5825778 9.510 8.413 +1.097

23 CHEMBL5268781 9.470 7.029 +2.441

24 CHEMBL5204749 9.470 9.739 -0.269

25 CHEMBL3965262 9.470 8.143 +1.327

26 CHEMBL603266 9.440 7.968 +1.472

27 CHEMBL5271930 9.390 7.979 +1.411

28 CHEMBL5284924 9.378 8.241 +1.137

29 CHEMBL5220645 9.357 6.971 +2.385

30 CHEMBL5896727 9.353 7.983 +1.370

31 CHEMBL3906546 9.340 8.364 +0.976

32 CHEMBL516022 9.320 7.608 +1.712

33 CHEMBL5831921 9.310 8.939 +0.371

34 CHEMBL5415418 9.305 9.099 +0.206

35 CHEMBL5416489 9.305 9.383 -0.078

36 CHEMBL272865 9.290 8.569 +0.721

37 CHEMBL2031304 9.290 8.949 +0.341

38 CHEMBL5282641 9.270 8.639 +0.631

39 CHEMBL2029438 9.242 8.624 +0.618

40 CHEMBLA4749862 9.220 9.231 -0.011

41 CHEMBLA4741922 9.220 8.480 +0.740

42 CHEMBL5177272 9.220 8.535 +0.685

43 CHEMBL3890068 9.200 8.211 +0.989

44 CHEMBL5285052 9.193 8.018 +1.176

45 CHEMBL5180251 9.190 7.019 +2.171

46 CHEMBL5288888 9.188 8.180 +1.008

47 CHEMBL3954175 9.180 8.249 +0.931

48 CHEMBL6192014 9.170 7.972 +1.198

continued on next page
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Table 5 — continued from previous page

# ChEMBL ID Measured Predicted Residual
49 CHEMBL474141 9.140 7.844 +1.296
50 CHEMBL5208907 9.130 7.161 +1.969
51 CHEMBL516373 9.110 7.810 +1.300
52 CHEMBL5281741 9.090 8.480 +0.610
53 CHEMBL5277739 9.090 8.421 +0.669
54 CHEMBL5177306 9.050 8.638 +0.412
55 CHEMBL5411886 9.050 8.001 +1.049
56 CHEMBL272187 9.040 8.360 +0.680
57 CHEMBL5182567 9.040 7.134 +1.906
58 CHEMBL6145524 9.040 7.668 +1.372
59 CHEMBL5964757 9.000 8.857 +0.143
60 CHEMBL5898177 9.000 8.726 +0.274
61 CHEMBL5786862 9.000 8.837 +0.163
62 CHEMBL5806859 9.000 8.916 +0.084
63 CHEMBL5873371 9.000 8.636 +0.364
64 CHEMBL5982314 9.000 8.426 +0.574
65 CHEMBL5839834 9.000 8.551 +0.449
66 CHEMBL4575583 9.000 7.057 +1.943
67 CHEMBL5973924 9.000 8.539 +0.461
68 CHEMBL6015239 9.000 8.729 +0.271
69 CHEMBL310853 9.000 7.917 +1.083
70 CHEMBL79215 9.000 7.592 +1.408
71 CHEMBL5755058 8.997 7.508 +1.489
72 CHEMBL5591885 8.990 7.178 +1.812
73 CHEMBL5280664 8.980 8.409 +0.571
74 CHEMBL5569244 8.970 8.857 +0.113
75 CHEMBL3623284 8.960 8.167 +0.793
76 CHEMBL3655337 8.960 8.817 +0.143
77 CHEMBL3960853 8.960 7.408 +1.552
78 CHEMBL4099329 8.960 6.284 +2.676
79 CHEMBL6143027 8.930 7.502 +1.428
80 CHEMBL3908905 8.920 8.235 +0.685
81 CHEMBL3663936 8.920 8.265 +0.655
82 CHEMBL6160966 8.920 7.734 +1.186
83 CHEMBL5566473 8.900 8.952 -0.052
84 CHEMBL3663935 8.890 8.219 +0.671
85 CHEMBL2029437 8.864 8.794 +0.070
86 CHEMBL6103055 8.860 7.754 +1.106
87 CHEMBL5178571 8.850 8.475 +0.375
88 CHEMBL5817731 8.850 8.645 +0.205
89 CHEMBL5905270 8.825 8.266 +0.559
90 CHEMBL489897 8.820 8.580 +0.240
91 CHEMBL3623283 8.820 7.515 +1.305
92 CHEMBL3623279 8.820 8.234 +0.586
93 CHEMBL6145609 8.815 8.484 +0.331
94 CHEMBL5594833 8.812 7.819 +0.993
95 CHEMBL5220529 8.810 6.953 +1.857
96 CHEMBL5283507 8.810 8.480 +0.330
97 CHEMBL5199341 8.800 6.872 +1.928
98 CHEMBL5846813 8.800 8.231 +0.569
99 CHEMBL6146710 8.800 7.509 +1.291
100 CHEMBL5266649 8.780 7.621 +1.159
101 CHEMBL6189765 8.780 8.016 +0.764
102 CHEMBL5281205 8.780 8.409 +0.371
103 CHEMBL516365 8.770 8.439 +0.331
104 CHEMBL5979002 8.770 8.279 +0.491
105 CHEMBL5176460 8.740 8.947 -0.207
106 CHEMBL4860398 8.720 8.797 -0.077
107 CHEMBL2048903 8.720 7.619 +1.101
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Table 5 — continued from previous page

# ChEMBL ID Measured Predicted Residual
108 CHEMBL5985406 8.720 7.948 +0.772
109 CHEMBL205059 8.710 8.667 +0.043
110 CHEMBL3818563 8.705 7.663 +1.042
111 CHEMBL5755992 8.700 8.401 +0.299
112 CHEMBL5889876 8.700 8.376 +0.324
113  CHEMBL5997382 8.700 8.370 +0.330
114 CHEMBL6045539 8.700 8.582 +0.118
115 CHEMBL5906294 8.700 8.616 +0.084
116 CHEMBL5817509 8.700 8.567 +0.133
117 CHEMBL6022365 8.700 8.500 +0.200
118 CHEMBL5904771 8.700 8.304 +0.396
119 CHEMBL5860718 8.700 8.372 +0.328
120 CHEMBL5916523 8.700 8.509 +0.191
121 CHEMBL5772446 8.700 8.211 +0.489
122 CHEMBL5837504 8.700 8.616 +0.084
123 CHEMBL6017472 8.700 8.828 -0.128
124 CHEMBL5763901 8.700 8.462 +0.238
125 CHEMBL5990005 8.700 8.549 +0.151
126 CHEMBL492077 8.700 8.568 +0.132
127 CHEMBL6049695 8.700 7777 +0.923
128 CHEMBL2419760 8.700 7.298 +1.402
129 CHEMBL121954 8.700 6.675 +2.025
130 CHEMBL5814763 8.700 8.159 +0.541
131 CHEMBL5987649 8.700 8.755 -0.055
132 CHEMBL5750351 8.700 8.222 +0.478
133 CHEMBL587723 8.700 8.505 +0.195
134 CHEMBL5962683 8.700 8.624 +0.076
135 CHEMBL5975352 8.700 8.574 +0.126
136 CHEMBL6033348 8.700 8.498 +0.202
137 CHEMBL5968820 8.700 8.435 +0.265
138 CHEMBL6023899 8.700 8.337 +0.363
139 CHEMBL5964384 8.700 8.218 +0.482
140 CHEMBL6013771 8.700 8.686 +0.014
141 CHEMBL6050257 8.700 8.677 +0.023
142 CHEMBL6007318 8.700 8.588 +0.112
143 CHEMBL5935427 8.700 8.561 +0.139
144 CHEMBL6050763 8.700 8.593 +0.107
145 CHEMBL5879075 8.700 8.371 +0.329
146 CHEMBL5916200 8.700 8.514 +0.186
147 CHEMBL5907670 8.700 8.414 +0.286
148 CHEMBL6039752 8.700 7.713 +0.987
149 CHEMBL5985452 8.700 8.611 +0.089
150 CHEMBL4780965 8.700 9.100 -0.400
151 CHEMBL5747811 8.700 8.685 +0.015
152 CHEMBL6008076 8.700 8.746 -0.046
153 CHEMBL6142200 8.680 7.442 +1.238
154 CHEMBL5436254 8.680 8.162 +0.518
155 CHEMBL5982062 8.680 7.986 +0.694
156 CHEMBL5406587 8.680 7.331 +1.349
157 CHEMBL2425736 8.670 7.330 +1.340
158 CHEMBL2031308 8.660 7.624 +1.036
159 CHEMBL312818 8.650 7.208 +1.442
160 CHEMBL5563672 8.650 8.629 +0.021
161 CHEMBL6142761 8.650 8.629 +0.021
162 CHEMBL4060996 8.640 7.065 +1.575
163 CHEMBL4130016 8.635 8.625 +0.010
164 CHEMBL6091887 8.630 7.546 +1.084
165 CHEMBL5969707 8.630 7.446 +1.184
166 CHEMBL4282543 8.630 8.339 +0.291
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Table 5 — continued from previous page

# ChEMBL ID Measured Predicted Residual
167 CHEMBL271328 8.630 8.643 -0.013
168 CHEMBL5286636 8.625 8.670 -0.045
169 CHEMBL5780873 8.620 8.238 +0.382
170 CHEMBL5871844 8.610 8.521 +0.089
171 CHEMBL4060039 8.610 7.828 +0.782
172 CHEMBL296168 8.605 7.792 +0.813
173 CHEMBL5407489 8.600 7.644 +0.956
174 CHEMBL4460381 8.600 7.237 +1.363
175 CHEMBL5289304 8.595 8.453 +0.142
176 CHEMBL4099682 8.590 6.310 +2.280
177  CHEMBL6013902 8.590 7.510 +1.080
178 CHEMBL5934619 8.590 7.735 +0.855
179 CHEMBL2048912 8.590 7.681 +0.909
180 CHEMBL6144893 8.580 7.769 +0.811
181 CHEMBL5397801 8.580 9.056 -0.476
182 CHEMBL6146123 8.575 7.849 +0.726
183 CHEMBL6003270 8.575 7.621 +0.954
184 CHEMBL510597 8.570 8.609 -0.039
185 CHEMBL5425947 8.570 8.927 -0.357
186 CHEMBL3623285 8.570 8.167 +0.403
187 CHEMBL4862351 8.555 7.112 +1.443
188 CHEMBL1630112 8.550 7.815 +0.735
189 CHEMBL5940893 8.550 8.389 +0.161
190 CHEMBL4067871 8.550 6.573 +1.977
191 CHEMBL6163318 8.545 7.864 +0.681
192 CHEMBL3633146 8.540 7.960 +0.580
193 CHEMBL6191894 8.540 7.915 +0.625
194 CHEMBL2048906 8.540 7.863 +0.677
195 CHEMBL138940 8.533 8.134 +0.399
196 CHEMBL5858630 8.527 8.352 +0.174
197 CHEMBL5993712 8.523 7.399 +1.125
198 CHEMBL6041859 8.520 8.421 +0.099
199 CHEMBL6046237 8.520 8.615 -0.095
200 CHEMBL5770747 8.520 8.562 -0.042
201 CHEMBL5896195 8.520 8.531 -0.011
202 CHEMBL5755363 8.520 8.486 +0.034
203 CHEMBL5793602 8.520 8.479 +0.041
204 CHEMBL6013119 8.520 8.535 -0.015
205 CHEMBL5913125 8.520 8.597 -0.077
206 CHEMBL5762432 8.520 8.572 -0.052
207 CHEMBL5975926 8.520 8.439 +0.081
208 CHEMBL5812935 8.520 8.609 -0.089
209 CHEMBL5933788 8.520 7.828 +0.692
210 CHEMBL5824770 8.520 8.452 +0.068
211 CHEMBL474431 8.520 7.968 +0.552
212 CHEMBL5771859 8.520 8.102 +0.418
213 CHEMBL5988402 8.520 8.236 +0.284
214 CHEMBL6028869 8.520 8.184 +0.336
215 CHEMBL6039698 8.520 8.247 +0.273
216 CHEMBL5785533 8.520 8.751 -0.231
217 CHEMBL5932750 8.520 8.370 +0.150
218 CHEMBL5828286 8.520 8.431 +0.089
219 CHEMBL5913601 8.520 8.562 -0.042
220 CHEMBL5809880 8.520 8.154 +0.366
221 CHEMBL6044353 8.520 8.703 -0.183
222 CHEMBL1683967 8.520 7.572 40.948
223 CHEMBL6015820 8.520 8.142 +0.378
224 CHEMBL2048796 8.520 7.442 +1.078
225 CHEMBL1934623 8.520 7.281 +1.239
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Table 5 — continued from previous page

# ChEMBL ID Measured Predicted Residual
226 CHEMBL258940 8.520 7.846 +0.674
227 CHEMBL1243254 8.510 6.929 +1.581
228 CHEMBL5980501 8.510 7.837 +0.673
229 CHEMBL2048797 8.510 7.479 +1.031
230 CHEMBL5209046 8.500 6.844 +1.656
231 CHEMBL5087610 8.480 8.982 -0.502
232 CHEMBL5964366 8.480 8.307 +0.173
233 CHEMBL517127 8.480 7.878 +0.602
234 CHEMBL6023158 8.473 7.409 +1.065
235 CHEMBL6151439 8.470 7.740 +0.730
236 CHEMBL5178865 8.470 8.438 +0.032
237 CHEMBL6143935 8.470 7.744 +0.726
238 CHEMBL5412305 8.470 7.664 +0.806
239 CHEMBL5824924 8.460 7.744 +0.716
240 CHEMBL3932176 8.460 7.817 +0.643
241 CHEMBL3678960 8.450 7.129 +1.321
242 CHEMBL6133955 8.450 7.667 +0.783
243 CHEMBL3357652 8.450 8.379 +0.071
244 CHEMBL271408 8.450 8.081 +0.369
245 CHEMBL3902778 8.440 8.419 +0.021
246 CHEMBL472746 8.440 6.944 +1.496
247 CHEMBL6102777 8.440 7.417 +1.023
248 CHEMBL28418 8.435 7.836 +0.599
249 CHEMBL474341 8.430 7.371 +1.059
250 CHEMBL5748865 8.425 8.059 +0.366
251 CHEMBL5763517 8.410 8.337 +0.073
252 CHEMBL4862976 8.410 6.916 +1.494
253 CHEMBL136058 8.403 8.276 +0.127
254 CHEMBLA473437 8.400 7.868 +0.532
255 CHEMBL6058591 8.400 8.386 +0.014
256 CHEMBL5772398 8.400 8.463 -0.063
257 CHEMBL5970015 8.400 8.265 +0.135
258 CHEMBL5837076 8.400 8.445 -0.045
259 CHEMBL6002527 8.400 8.697 -0.297
260 CHEMBL5854469 8.400 7.293 +1.107
261 CHEMBL5933251 8.400 8.261 +0.139
262 CHEMBL5964497 8.400 8.344 +0.056
263 CHEMBL6063486 8.400 8.160 +0.240
264 CHEMBL5968371 8.400 8.459 -0.059
265 CHEMBL6006209 8.400 8.268 +0.132
266 CHEMBL5777803 8.400 8.224 +0.176
267 CHEMBL5912163 8.400 7.830 +0.570
268 CHEMBL5858513 8.400 7.801 +0.599
269 CHEMBL5831214 8.400 8.104 +0.296
270 CHEMBL5985094 8.400 8.386 +0.014
271 CHEMBL6044391 8.400 8.633 -0.233
272 CHEMBL5796361 8.400 8.471 -0.071
273 CHEMBL5419895 8.390 7.994 +0.396
274 CHEMBL2048905 8.390 7.907 +0.483
275 CHEMBL4526992 8.390 8.319 +0.071
276 CHEMBL399373 8.380 7.265 +1.115
277 CHEMBL5593561 8.370 7.587 +0.783
278 CHEMBL5432141 8.370 7.473 +0.897
279 CHEMBL4752951 8.370 7.682 +0.688
280 CHEMBL50519 8.367 7.502 +0.865
281 CHEMBL5208454 8.365 7.389 +0.976
282 CHEMBL417478 8.360 7.941 +0.419
283 CHEMBL4105621 8.350 7.340 +1.010
284 CHEMBL3752363 8.345 8.473 -0.128
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285 CHEMBL204085 8.345 7.783 +0.562
286 CHEMBL3900264 8.340 7.342 +0.998
287 CHEMBL4087740 8.340 7.385 +0.955
288 CHEMBL53665 8.335 7.932 +0.403
289 CHEMBL121796 8.335 6.665 +1.670
290 CHEMBL5274514 8.327 8.126 +0.201
291 CHEMBL5950594 8.320 8.161 +0.159
292 CHEMBL4225166 8.320 7.590 +0.730
293 CHEMBL342828 8.317 8.340 -0.024
294 CHEMBL5631065 8.315 7.442 +0.873
295 CHEMBL5435775 8.313 9.528 -1.214
296 CHEMBL4227201 8.312 7.324 +0.988
297 CHEMBL5988665 8.310 8.227 +0.083
298 CHEMBL5870511 8.310 8.445 -0.135
299 CHEMBL5867757 8.310 8.269 +0.041
300 CHEMBL3655345 8.300 7.636 +0.664
301 CHEMBL444619 8.300 6.950 +1.350
302 CHEMBL5855225 8.300 8.419 -0.119
303 CHEMBL5921291 8.300 8.183 +0.117
304 CHEMBL5948070 8.300 8.270 +0.030
305 CHEMBL5866385 8.300 8.642 -0.342
306 CHEMBL5812367 8.300 8.645 -0.345
307 CHEMBL5988997 8.300 8.013 +0.287
308 CHEMBL5933810 8.300 8.308 -0.008
309 CHEMBL5767274 8.300 8.108 +0.192
310 CHEMBL5929024 8.300 7.355 +0.945
311 CHEMBL3962343 8.300 6.924 +1.376
312 CHEMBL3967836 8.300 6.911 +1.389
313 CHEMBL4435233 8.300 7.994 +0.306
314 CHEMBL3633142 8.292 8.178 +0.114
315 CHEMBL3930506 8.275 8.127 +0.148
316 CHEMBL3897723 8.270 7.302 +0.968
317 CHEMBL4278815 8.270 7.732 +0.538
318 CHEMBL2048909 8.260 7.919 +0.341
319 CHEMBL3903713 8.250 7.352 +0.898
320 CHEMBL5179357 8.250 9.542 -1.292
321 CHEMBL3357643 8.250 8.639 -0.389
322 CHEMBL3622676 8.250 7.923 +0.327
323 CHEMBL5870500 8.247 6.859 +1.388
324 CHEMBL4448107 8.247 7.334 +0.912
325 CHEMBL248393 8.240 7.246 +0.994
326 CHEMBL3921816 8.240 7.603 +0.637
327 CHEMBL5204270 8.240 8.634 -0.394
328 CHEMBL5284115 8.240 7.305 +0.935
329 CHEMBL4206716 8.228 7.971 +0.256
330 CHEMBL3959248 8.225 7.799 +0.426
331 CHEMBLA473438 8.220 7.836 +0.384
332 CHEMBLA471058 8.220 7.854 +0.366
333 CHEMBL5975399 8.220 8.063 +0.157
334 CHEMBL3963723 8.220 6.968 +1.252
335 CHEMBL5967931 8.220 8.164 +0.056
336 CHEMBL5862252 8.220 8.514 -0.294
337 CHEMBL3622648 8.220 7.731 +0.489
338 CHEMBL5196318 8.220 7.097 +1.123
339 CHEMBL4532084 8.210 8.843 -0.633
340 CHEMBL6149199 8.200 7.780 +0.420
341 CHEMBL6144949 8.200 7.699 +0.501
342 CHEMBL3966129 8.200 7.359 +0.841
343 CHEMBL3622666 8.190 8.278 -0.088
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344 CHEMBL3983586 8.190 7.362 +0.828
345 CHEMBL3655354 8.190 7.256 +0.934
346 CHEMBLA4227091 8.187 7.576 +0.611
347 CHEMBL53156 8.184 7.683 +0.501
348 CHEMBL5786339 8.170 8.414 -0.244
349 CHEMBL5187605 8.170 8.679 -0.509
350 CHEMBL3926191 8.160 8.342 -0.182
351 CHEMBL3939771 8.160 8.419 -0.259
352 CHEMBL6102895 8.160 8.747 -0.587
353 CHEMBL3963403 8.160 7.379 +0.781
354 CHEMBL4225863 8.157 7.560 +0.597
355 CHEMBL2048908 8.150 7.872 +0.278
356 CHEMBL3416628 8.150 6.822 +1.328
357 CHEMBL2048907 8.150 7.823 +0.327
358 CHEMBL475446 8.150 7.935 +0.215
359 CHEMBL6015868 8.150 8.226 -0.076
360 CHEMBLA5907571 8.150 8.155 -0.005
361 CHEMBL1934625 8.150 7.317 +0.833
362 CHEMBL5950707 8.150 7.712 +0.438
363 CHEMBL5870912 8.150 7.879 +0.271
364 CHEMBL311109 8.150 8.225 -0.075
365 CHEMBL5280471 8.150 7.436 +0.714
366 CHEMBL5836136 8.150 8.031 +0.119
367 CHEMBL5977553 8.150 8.492 -0.342
368 CHEMBL5901017 8.150 8.202 -0.052
369 CHEMBL5972316 8.150 8.189 -0.039
370 CHEMBL5842644 8.150 8.318 -0.168
371 CHEMBL6057006 8.140 7.991 +0.149
372 CHEMBL4228672 8.137 7.610 +0.526
373 CHEMBL4561606 8.135 7.168 +0.967
374 CHEMBL4215080 8.130 7.459 +0.671
375 CHEMBLA4215076 8.127 7.670 +0.458
376 CHEMBL6134098 8.125 7.850 +0.275
377 CHEMBL2437471 8.123 7.442 +0.681
378 CHEMBLA4079861 8.120 7.375 +0.745
379 CHEMBL6173924 8.120 7.951 +0.169
380 CHEMBL6041434 8.110 7.355 +0.755
381 CHEMBL5202945 8.110 7.877 +0.233
382 CHEMBL5993587 8.110 7.664 +0.446
383 CHEMBL5094288 8.100 7.536 +0.564
384 CHEMBL6060281 8.100 8.182 -0.082
385 CHEMBL5986956 8.100 8.571 -0.471
386 CHEMBL5786207 8.100 8.241 -0.141
387 CHEMBLA4752026 8.100 6.178 +1.922
388 CHEMBL5591709 8.090 7.443 +0.647
389 CHEMBL3622649 8.090 8.068 +0.022
390 CHEMBL3818364 8.088 7.608 +0.480
391 CHEMBL2437467 8.087 7.652 +0.435
392 CHEMBL3233791 8.085 8.065 +0.020
393 CHEMBL5945719 8.083 8.322 -0.239
394 CHEMBL4097369 8.080 7.443 +0.637
395 CHEMBL3740144 8.080 7.514 +0.566
396 CHEMBL4060919 8.073 7.141 +0.932
397 CHEMBLA4753389 8.070 7.625 +0.445
398 CHEMBL5177378 8.070 7.212 +0.858
399 CHEMBLA4799276 8.070 7.603 +0.467
400 CHEMBL4457018 8.060 6.558 +1.502
401 CHEMBL5823169 8.060 7.628 +0.432
402 CHEMBL5266919 8.060 8.296 -0.236
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403 CHEMBL6120461 8.058 8.953 -0.896
404 CHEMBL5277831 8.050 6.109 +1.941
405 CHEMBL4280817 8.050 5.033 +3.017
406 CHEMBL506414 8.050 7.033 +1.017
407 CHEMBL6060509 8.050 8.120 -0.070
408 CHEMBL5994327 8.050 8.207 -0.157
409 CHEMBL5743124 8.050 8.071 -0.021
410 CHEMBL5758455 8.050 8.559 -0.509
411 CHEMBL6035061 8.045 7.362 +0.683
412 CHEMBL3639542 8.040 8.519 -0.479
413 CHEMBL5187169 8.040 7.035 +1.005
414 CHEMBL3956430 8.040 6.829 +1.211
415 CHEMBL2441563 8.035 7.491 +0.544
416 CHEMBL4083486 8.035 7.242 +0.793
417 CHEMBL2437488 8.030 7.679 +0.351
418 CHEMBL5205022 8.030 7.456 +0.574
419 CHEMBL5218754 8.030 6.895 +1.135
420 CHEMBL4581316 8.023 7.392 +0.632
421 CHEMBL3926558 8.020 8.047 -0.027
422 CHEMBL4445017 8.020 7.133 +0.887
423 CHEMBL4558324 8.015 7.354 +0.661
424 CHEMBL2437466 8.012 7.564 +0.448
425 CHEMBL5967585 8.000 8.484 -0.484
426 CHEMBL3965948 8.000 7.073 +0.927
427 CHEMBL5218990 8.000 6.695 +1.305
428 CHEMBL5844686 8.000 8.123 -0.123
429 CHEMBL5771679 8.000 7.575 +0.425
430 CHEMBL5821647 8.000 7.900 +0.100
431 CHEMBL5790308 8.000 8.249 -0.249
432 CHEMBL3655348 8.000 7.286 +0.714
433 CHEMBL251124 8.000 7.681 +0.319
434 CHEMBL5770894 8.000 7.743 +0.257
435 CHEMBL4565984 7.993 7.591 +0.403
436 CHEMBL5743902 7.990 7.963 +0.027
437 CHEMBL4065288 7.990 7.590 +0.400
438 CHEMBL4227210 7.990 7.568 +0.422
439 CHEMBL4095439 7.990 7.410 +0.580
440 CHEMBL4103194 7.990 7.271 +0.719
441 CHEMBL5178922 7.990 7.372 +0.618
442 CHEMBLA4558227 7.990 7.338 +0.652
443 CHEMBL3950966 7.985 7.749 +0.236
444 CHEMBL3219127 7.974 7.464 +0.510
445 CHEMBL4473365 7.973 7.594 +0.379
446 CHEMBL5406792 7.970 7.861 +0.109
447 CHEMBL5288249 7.970 7.403 +0.567
448 CHEMBL1928315 7.970 7.630 +0.340
449 CHEMBL2437463 7.967 7.984 -0.017
450 CHEMBL3891846 7.965 7.442 +0.523
451 CHEMBL5433431 7.960 7.238 +0.722
452 CHEMBL6060963 7.960 7.807 +0.153
453 CHEMBL5832966 7.960 7.206 +0.754
454 CHEMBL5981434 7.960 8.028 -0.068
455 CHEMBL6043318 7.960 7.614 +0.346
456 CHEMBL4572315 7.960 8.369 -0.409
457 CHEMBL125920 7.960 7.223 +0.737
458 CHEMBL6047881 7.960 8.319 -0.359
459 CHEMBL5999776 7.960 8.123 -0.163
460 CHEMBL2437479 7.957 7.681 +0.276
461 CHEMBL3233779 7.955 8.190 -0.235
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462 CHEMBL2437465 7.952 7.482 +0.470
463 CHEMBL3357653 7.950 8.379 -0.429
464 CHEMBL5937036 7.950 7.759 +0.191
465 CHEMBL4458843 7.945 7.008 +0.937
466 CHEMBLA4870265 7.945 7.180 +0.765
467 CHEMBL3982710 7.940 7.603 +0.337
468 CHEMBL4443062 7.938 8.168 -0.231
469 CHEMBL4520341 7.937 7.542 +0.394
470 CHEMBL6168400 7.933 7.535 +0.398
471 CHEMBL251314 7.930 7.265 +0.665
472 CHEMBL4449391 7.930 7.821 +0.109
473 CHEMBL3233790 7.930 8.138 -0.208
474 CHEMBL205798 7.920 7.107 +0.813
475 CHEMBL3680378 7.920 8.116 -0.196
476 CHEMBL5280584 7.920 6.155 +1.765
477 CHEMBL3671571 7.920 7.462 +0.458
478 CHEMBL399372 7.920 7.698 +0.222
479 CHEMBLA480349 7.920 7.178 +0.742
480 CHEMBL5912978 7.920 7.971 -0.051
481 CHEMBL5966530 7.920 8.283 -0.363
482 CHEMBL256297 7.920 7.293 +0.627
483 CHEMBL5920247 7.905 7.365 +0.540
484 CHEMBL5594919 7.900 6.943 +0.957
485 CHEMBL4079501 7.890 7.554 +0.336
486 CHEMBL3114688 7.890 7.306 +0.584
487 CHEMBL6045905 7.890 7.459 +0.431
488 CHEMBL4531912 7.890 7.731 +0.159
489 CHEMBL5281748 7.890 8.421 -0.531
490 CHEMBL5961822 7.890 8.387 -0.497
491 CHEMBL5752067 7.890 8.110 -0.220
492 CHEMBL5803419 7.890 7.973 -0.083
493 CHEMBL6133741 7.890 7.592 +0.298
494 CHEMBL5414782 7.885 7.474 +0.411
495 CHEMBL1090357 7.885 7.643 +0.242
496 CHEMBL4534592 7.885 6.378 +1.507
497 CHEMBLA428741 7.880 6.718 +1.162
498 CHEMBL6039588 7.880 8.270 -0.390
499 CHEMBL6151046 7.880 8.694 -0.814
500 CHEMBL5422592 7.875 7.312 +0.563
501 CHEMBL5430958 7.875 7.942 -0.067
502 CHEMBL4072299 7.873 7.332 +0.542
503 CHEMBL67003 7.870 6.832 +1.038
504 CHEMBL4094959 7.870 6.955 +0.915
505 CHEMBL3114700 7.870 7.280 +0.590
506 CHEMBL5437343 7.865 7.970 -0.105
507 CHEMBL5169547 7.860 7.377 +0.483
508 CHEMBL3910697 7.855 8.262 -0.407
509 CHEMBL4468924 7.850 7.208 +0.642
510 CHEMBL6051041 7.850 8.241 -0.391
511 CHEMBL6036007 7.850 8.244 -0.394
512 CHEMBL5779120 7.850 8.133 -0.283
513 CHEMBL5834209 7.850 8.540 -0.690
514 CHEMBL5973646 7.850 8.233 -0.383
515 CHEMBL5740900 7.850 8.213 -0.363
516 CHEMBL3233793 7.845 8.240 -0.395
517 CHEMBL3786453 7.845 7.540 +0.305
518 CHEMBL3233773 7.845 7.912 -0.067
519 CHEMBL4091276 7.845 7.529 +0.316
520 CHEMBL4227701 7.840 7.486 +0.354
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521 CHEMBL3233774 7.830 8.080 -0.250
522 CHEMBL5432280 7.825 7.418 +0.407
523 CHEMBL5270000 7.820 7.433 +0.387
524 CHEMBL1630116 7.820 7.968 -0.148
525 CHEMBL4280174 7.820 7.081 +0.739
526 CHEMBL514938 7.820 7.054 +0.766
527 CHEMBL5440481 7.820 7.550 +0.270
528 CHEMBL3939985 7.820 7.519 +0.301
529 CHEMBL4217992 7.815 7.838 -0.023
530 CHEMBL5976230 7.813 8.755 -0.942
531 CHEMBL5203543 7.810 7.681 +0.129
532 CHEMBL53796 7.810 7.525 +0.285
533 CHEMBL4467561 7.810 7.655 +0.155
534 CHEMBL5291434 7.805 7.289 +0.516
535 CHEMBL4853833 7.805 7.779 +0.026
536 CHEMBL5438568 7.800 6.650 +1.150
537 CHEMBL498133 7.800 7.732 40.068
538 CHEMBL257815 7.800 7.159 +0.641
539 CHEMBL175557 7.800 7.058 +0.742
540 CHEMBL5876510 7.800 7.892 -0.092
541 CHEMBL5901440 7.800 8.414 -0.614
542 CHEMBL4444312 7.800 6.437 +1.363
543 CHEMBL5998521 7.795 7.991 -0.196
544 CHEMBL4869409 7.790 7.156 +0.634
545 CHEMBL3633143 7.789 7.767 +0.022
546 CHEMBL300217 7.782 7.581 +0.201
547 CHEMBL5085136 7.780 7.107 +0.673
548 CHEMBL31816 7.780 7.748 +0.032
549 CHEMBL3233778 7.780 8.037 -0.257
550 CHEMBL4476791 7775 7.111 +0.664
551 CHEMBL6065436 7.770 7.819 -0.049
552 CHEMBL3948084 7.770 7.097 +0.673
553 CHEMBL3671561 7.770 7.518 +0.252
554 CHEMBL1683955 7.770 6.717 +1.053
555 CHEMBL338049 7.770 6.268 +1.502
556 ~CHEMBL4292351 7.770 7.160 +0.610
557 CHEMBL5928047 7.770 7.974 -0.204
558 CHEMBL5903269 7.767 8.066 -0.300
559 CHEMBL5083976 7.760 6.936 +0.824
560 CHEMBL5862522 7.757 7.561 +0.196
561 CHEMBL5282956 7.750 7.244 +0.506
562 CHEMBL4284071 7.750 7.008 +0.742
563 CHEMBL122182 7.750 6.926 +0.824
564 CHEMBL4129209 7.750 7.849 -0.099
565 CHEMBL4097883 7.750 7.324 +0.426
566 ~CHEMBL6060196 7.750 8.285 -0.535
567 CHEMBL291496 7.745 7.402 +0.343
568 CHEMBL4078914 7.745 7.235 +0.510
569 CHEMBL3919447 7.745 7.800 -0.055
570 CHEMBL4072048 7.745 7.455 +0.290
571 CHEMBL5953169 7.740 7.124 +0.616
572 CHEMBL3114686 7.735 7.316 +0.419
573 CHEMBL4104658 7.732 7.641 +0.092
574 CHEMBL207130 7.725 7.745 -0.020
575 CHEMBL5170653 7.725 6.928 +0.797
576 ~CHEMBLA484270 7.725 8.505 -0.780
577 CHEMBL5203195 7.725 6.930 +0.795
578 CHEMBL3786343 7.721 7.440 +0.281
579 CHEMBL248114 7.720 6.893 +0.827
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580 CHEMBL5430071 7.720 7.366 +0.354
581 CHEMBL5201287 7.720 7.772 -0.052
582 CHEMBL6152563 7.720 7.772 -0.052
583 CHEMBL1683968 7.720 7.367 +0.353
584 CHEMBL5846336 7.720 8.396 -0.676
585 CHEMBL335648 7.720 6.043 +1.677
586 CHEMBL3982289 7.720 7.001 +0.719
587 CHEMBL5750469 7.720 7.957 -0.237
588 CHEMBL5284701 7.720 8.429 -0.709
589 CHEMBL4068047 7.720 7.425 +0.295
590 CHEMBL3233789 7.715 8.047 -0.332
591 CHEMBL3965087 7.715 7.286 +0.429
592 CHEMBL31570 7.715 7.824 -0.109
593 CHEMBL3233767 7.710 8.020 -0.310
594 CHEMBL4078120 7.710 7.368 +0.342
595 CHEMBL4089588 7.710 7.578 +0.132
596 CHEMBL4873098 7.710 7.858 -0.148
597 CHEMBL5952457 7.707 7.166 +0.542
598 CHEMBL5218459 7.700 6.314 +1.386
599 CHEMBL3360616 7.700 7.652 +0.048
600 CHEMBLI175556 7.700 6.994 +0.706
601 CHEMBL490093 7.700 7.243 +0.457
602 CHEMBL5290340 7.700 6.505 +1.195
603 CHEMBL5933544 7.700 7.502 +0.198
604 CHEMBL4468893 7.700 8.344 -0.644
605 CHEMBL5408900 7.700 7.266 +0.434
606 CHEMBL4064361 7.700 6.420 +1.280
607 CHEMBL4078023 7.700 6.164 +1.536
608 CHEMBL3954684 7.700 6.890 +0.810
609 CHEMBL3956465 7.700 7.007 +0.693
610 CHEMBL3699612 7.700 7.658 +0.042
611 CHEMBL6039541 7.697 7.617 +0.079
612 CHEMBL3114701 7.695 7.081 +0.614
613 CHEMBL5954442 7.693 8.808 -1.115
614 CHEMBL5780557 7.690 7.985 -0.295
615 CHEMBL5426811 7.685 7.312 +0.373
616 CHEMBIL243837 7.680 6.618 +1.062
617 CHEMBL3819553 7.680 7.646 +0.034
618 CHEMBL5882388 7.680 8.110 -0.430
619 CHEMBL2048910 7.680 7.839 -0.159
620 CHEMBL565714 7.680 7.211 +0.469
621 CHEMBL2048794 7.680 7.130 +0.550
622 CHEMBL2381516 7.677 7.332 +0.345
623 CHEMBL6006961 7.675 7.449 +0.226
624 CHEMBLA4858714 7.675 7.430 +0.245
625 CHEMBL67057 7.675 6.789 +0.886
626 CHEMBL5198920 7.670 6.927 +0.743
627 CHEMBL4278886 7.670 7.355 +0.315
628 CHEMBL5900941 7.670 7.982 -0.312
629 CHEMBLA4744973 7.660 7.407 +0.253
630 CHEMBLA4752022 7.660 7.407 +0.253
631 CHEMBL5281270 7.660 6.201 +1.459
632 CHEMBL1934622 7.660 7.207 +0.453
633 CHEMBL5284179 7.660 7.044 +0.616
634 CHEMBL3765789 7.655 7.872 -0.217
635 CHEMBL6164231 7.650 7.176 +0.474
636 CHEMBL4861346 7.645 7.551 +0.094
637 CHEMBL3409483 7.640 6.863 +0.777
638 CHEMBL255438 7.640 7.736 -0.096
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639 CHEMBL5180965 7.640 8.520 -0.880
640 CHEMBL3416439 7.640 7.238 +0.402
641 CHEMBL5281266 7.640 7.501 +0.139
642 CHEMBL6034266 7.640 7.883 -0.243
643 CHEMBL5266823 7.640 5.932 +1.708
644 CHEMBL5286055 7.637 8.126 -0.489
645 CHEMBL3754803 7.630 7.794 -0.164
646 CHEMBL5875973 7.630 7.932 -0.302
647 CHEMBL6030424 7.630 7.397 +0.233
648 CHEMBL5962278 7.625 7.170 +0.455
649 CHEMBL5439143 7.620 6.474 +1.146
650 CHEMBL359630 7.620 7.054 +0.566
651 CHEMBL2425083 7.620 7.229 +0.391
652 CHEMBL3986363 7.618 7.178 +0.440
653 CHEMBL3910422 7.618 7.163 +0.455
654 CHEMBL4540442 7.610 7.485 +0.125
655 CHEMBL5183664 7.610 7.010 +0.600
656 CHEMBL6015235 7.610 6.823 +0.787
657 CHEMBL4855080 7.605 8.009 -0.404
658 CHEMBL5791264 7.600 7.609 -0.009
659 CHEMBL4437599 7.600 8.041 -0.441
660 CHEMBL5967623 7.600 7.024 +0.576
661 CHEMBL5772311 7.600 7.470 +0.130
662 CHEMBL6031205 7.600 7.110 +0.490
663 CHEMBL5969872 7.600 7.663 -0.063
664 CHEMBL5959647 7.600 7.378 +0.222
665 CHEMBL3233775 7.600 8.073 -0.473
666 CHEMBL5806097 7.600 7.500 +0.100
667 CHEMBL5180289 7.595 7.568 +0.027
668 CHEMBL6147474 7.590 6.824 +0.766
669 CHEMBL31656 7.590 7.615 -0.025
670 CHEMBL5286368 7.590 7.313 +0.277
671 CHEMBL3678959 7.587 7.608 -0.022
672 CHEMBL5840400 7.582 7.604 -0.021
673 CHEMBL6011498 7.580 8.120 -0.540
674 CHEMBL5943090 7.580 7.814 -0.234
675 CHEMBL3416629 7.580 6.726 +0.854
676 CHEMBL233325 7.580 6.883 +0.697
677 CHEMBL5437854 7.580 7.392 +0.188
678 CHEMBLA4795878 7.575 7.693 -0.118
679 CHEMBLA4786787 7.575 7.693 -0.118
680 CHEMBL5087931 7.575 7.805 -0.230
681 CHEMBL2419762 7.570 7.303 +0.267
682 CHEMBL500591 7.570 7.128 +0.442
683 CHEMBL4558356 7.570 8.248 -0.678
684 CHEMBL5403023 7.560 7.392 +0.168
685 CHEMBL5196024 7.560 6.880 +0.680
686 CHEMBL4161938 7.557 7.672 -0.116
687 CHEMBL3751976 7.555 7.796 -0.241
688 CHEMBL4064937 7.540 7.685 -0.145
689 CHEMBL5820578 7.540 8.130 -0.590
690 CHEMBL3233772 7.535 7.988 -0.453
691 CHEMBL4465103 7.530 7.225 +0.305
692 CHEMBL205966 7.520 7.308 +0.212
693 CHEMBL583218 7.520 7.438 +0.082
694 CHEMBL5189114 7.520 7.515 +0.005
695 CHEMBL111197 7.520 6.140 +1.380
696 CHEMBL4858409 7.515 7.593 -0.078
697 CHEMBL206782 7.510 7.191 +0.319
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698 CHEMBLA4791249 7.510 7.079 +0.431
699 CHEMBL132348 7.510 5.944 +1.566
700 CHEMBL360958 7.510 7.120 +0.390
701 CHEMBL4871192 7.510 7.387 +0.123
702 CHEMBL1782692 7.510 5.681 +1.829
703 CHEMBL5981661 7.507 8.671 -1.164
704 CHEMBL5597916 7.507 6.934 +0.573
705 CHEMBL3741304 7.500 6.775 +0.725
706 CHEMBL6025269 7.500 7.036 +0.464
707 CHEMBL5284866 7.500 6.402 +1.098
708 CHEMBL3671577 7.500 7.497 +0.003
709 CHEMBL248321 7.500 7.099 +0.401
710 CHEMBL5275712 7.500 7.511 -0.011
711 CHEMBL3671572 7.500 7.429 +0.071
712 CHEMBL5517879 7.490 6.060 +1.430
713 CHEMBL5181684 7.490 6.969 +0.521
714 CHEMBL5901475 7.487 7.055 +0.432
715 CHEMBL1241487 7.480 5.913 +1.567
716 CHEMBL4868909 7.480 6.188 +1.292
717 CHEMBL256529 7.480 7.169 +0.311
718 CHEMBL204467 7.480 7.337 +0.143
719 CHEMBL4857353 7.480 7.066 +0.414
720 CHEMBL3085375 7.480 7.169 +0.311
721 CHEMBL392273 7.480 6.762 +0.718
722 CHEMBL5755313 7.478 6.559 +0.919
723 CHEMBL4877054 7.475 8.037 -0.562
724 CHEMBL5270334 7.470 7.566 -0.096
725 CHEMBL179766 7.470 7.179 +0.291
726 CHEMBL5271155 7.470 6.656 +0.814
727 CHEMBL5742497 7.470 7.949 -0.479
728 CHEMBL1683961 7.470 7.781 -0.311
729 CHEMBL54805 7.465 7.249 +0.216
730 CHEMBL388978 7.464 6.235 +1.229
731 CHEMBL355982 7.460 7.143 +0.317
732 CHEMBL5779959 7.460 8.384 -0.924
733 CHEMBL5283216 7.460 7.208 +0.252
734 CHEMBL5567575 7.453 6.991 +0.462
735 CHEMBL3986103 7.445 7.250 +0.195
736 CHEMBL2437487 7.443 6.444 +1.000
737 CHEMBL5613341 7.440 6.893 +0.547
738 CHEMBL2348417 7.440 7.397 +0.043
739 CHEMBL2048904 7.440 7.632 -0.192
740 CHEMBL5788794 7.440 8.226 -0.786
741 CHEMBL5273000 7.440 6.414 +1.026
742 CHEMBL4534719 7.438 6.549 +0.888
743 CHEMBL6160197 7.430 7.205 +0.225
744 CHEMBL5559947 7.430 7.350 +0.080
745 CHEMBL5994959 7.430 7.532 -0.102
746 CHEMBL5434067 7.430 7.749 -0.319
747 CHEMBL5859805 7.430 8.005 -0.575
748 CHEMBL5975268 7.430 6.400 +1.030
749 CHEMBL5806894 7.420 7.760 -0.340
750 CHEMBL4159404 7.420 7.069 +0.351
751 CHEMBL6052335 7.420 8.050 -0.630
752 CHEMBL5279794 7.410 7.449 -0.039
753 CHEMBL3753228 7.410 7.858 -0.448
754 CHEMBL4129287 7.403 7.849 -0.446
755 CHEMBL4102389 7.400 7.560 -0.160
756 CHEMBL346863 7.400 7.549 -0.149
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757 CHEMBL4094823 7.400 6.851 +0.549
758 CHEMBL4083642 7.400 6.222 +1.178
759 CHEMBL5286091 7.400 7.381 +0.019
760 CHEMBL5885640 7.400 8.414 -1.014
761 CHEMBL5825244 7.390 7.804 -0.414
762 CHEMBL5612021 7.390 6.890 +0.500
763 CHEMBL512391 7.390 7.024 +0.366
764 CHEMBLA4797395 7.390 7.089 +0.301
765 CHEMBL5523623 7.390 5.955 +1.435
766 CHEMBL3953593 7.390 6.871 +0.519
767 CHEMBL5279933 7.390 6.585 +0.805
768 CHEMBL5276304 7.390 7.352 +0.038
769 CHEMBL5279491 7.380 7.524 -0.144
770 CHEMBL31630 7.380 7.284 +0.096
771 CHEMBL205235 7.380 7.228 +0.152
772 CHEMBL5188399 7.377 7.564 -0.187
773 CHEMBL597200 7.373 7.475 -0.102
774 CHEMBL4228120 7.370 7.134 +0.236
775 CHEMBL5967745 7.370 7.484 -0.114
776  CHEMBL5290929 7.370 7.061 +0.309
777  CHEMBL5269307 7.370 6.403 +0.967
778 CHEMBL340611 7.370 6.028 +1.342
779 CHEMBL5767529 7.367 7.213 +0.154
780 CHEMBL5946057 7.365 7.376 -0.011
781 CHEMBL3754564 7.365 7.821 -0.456
782 CHEMBL5976089 7.363 7.281 +0.082
783 CHEMBL4538707 7.360 7.911 -0.551
784 CHEMBL578044 7.360 7.410 -0.050
785 CHEMBL5205581 7.360 7.092 +0.268
786 CHEMBL2348416 7.360 7.220 +0.140
787 CHEMBL2437483 7.360 6.466 +0.894
788 CHEMBL5980602 7.357 7.123 +0.234
789 CHEMBL54788 7.355 7.495 -0.140
790 CHEMBL3671576 7.350 7.564 -0.214
791 CHEMBL2385960 7.350 7.217 +0.133
792 CHEMBL4214588 7.340 6.314 +1.026
793 CHEMBL6164475 7.340 6.484 +0.856
794 CHEMBL4280835 7.330 7.347 -0.017
795 CHEMBL255236 7.330 7.571 -0.241
796 CHEMBL2348418 7.330 7.296 +0.034
797 CHEMBL5268092 7.330 6.704 +0.626
798 CHEMBL4173696 7.330 6.592 +0.738
799 CHEMBL3938358 7.324 7.035 +0.289
800 CHEMBL3891187 7.324 6.999 +0.325
801 CHEMBL3954906 7.324 7.051 +0.273
802 CHEMBL3903641 7.324 6.943 +0.381
803 CHEMBL4291471 7.320 7.326 -0.006
804 CHEMBL402316 7.320 7.501 -0.181
805 CHEMBL5182231 7.315 6.848 +0.467
806 CHEMBL329867 7.315 6.444 +0.871
807 CHEMBL5556281 7.310 7.237 +0.073
808 CHEMBL1630114 7.310 7.457 -0.147
809 CHEMBL3752074 7.310 6.632 +0.678
810 CHEMBL525725 7.310 7.413 -0.103
811 CHEMBL4859542 7.310 8.023 -0.713
812 CHEMBL383246 7.310 7.699 -0.389
813 CHEMBL5772994 7.310 6.988 +0.322
814 CHEMBIL204420 7.310 7.528 -0.218
815 CHEMBL5271718 7.310 7.422 -0.112
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816 CHEMBL332612 7.300 6.839 +0.461
817 CHEMBL504117 7.300 7.089 +0.211
818 CHEMBL3983201 7.300 7.471 -0.171
819 CHEMBL3944702 7.300 6.967 +0.333
820 CHEMBL5949708 7.300 6.413 +0.887
821 CHEMBL3963620 7.300 7.473 -0.173
822 CHEMBL381080 7.300 7.232 +0.068
823 CHEMBL2437458 7.298 7.710 -0.412
824 CHEMBL5956969 7.292 7.454 -0.161
825 CHEMBL3938794 7.290 7.365 -0.075
826 CHEMBL4856592 7.290 7.142 +0.148
827 CHEMBL597402 7.280 7.655 -0.375
828 CHEMBL3927914 7.280 7.451 -0.171
829 CHEMBL3905411 7.280 7.365 -0.085
830 CHEMBL3612593 7.280 6.557 +0.723
831 CHEMBL3416438 7.280 7.407 -0.127
832 CHEMBL6159859 7.280 7.199 +0.081
833 CHEMBL3977504 7.275 7.499 -0.224
834 CHEMBL5427952 7.270 7.363 -0.093
835 CHEMBL516487 7.270 7.057 +0.213
836 CHEMBL6036686 7.260 7.439 -0.179
837 CHEMBL3969056 7.260 7.304 -0.044
838 CHEMBL1933083 7.260 7.245 +0.015
839 CHEMBL1093234 7.260 7.168 +0.092
840 CHEMBL6013821 7.260 6.648 +0.612
841 CHEMBL4092966 7.260 7.286 -0.026
842 CHEMBL5193609 7.257 7.020 +0.237
843 CHEMBL6056421 7.253 7.337 -0.084
844 CHEMBL4095271 7.250 6.818 +0.432
845 CHEMBL5179214 7.250 6.933 +0.317
846 CHEMBL442938 7.250 6.531 +0.719
847 CHEMBL3671480 7.250 7.314 -0.064
848 CHEMBL5270335 7.240 7.061 +0.179
849 CHEMBL257814 7.240 7.360 -0.120
850 CHEMBL6030662 7.240 7.235 +0.005
851 CHEMBLA4851795 7.240 7.176 +0.064
852 CHEMBL5945683 7.235 7.040 +0.195
853 CHEMBL4093954 7.235 6.917 +0.318
854 CHEMBL604914 7.230 7.702 -0.472
855 CHEMBL4284684 7.225 7.056 +0.169
856 CHEMBLA4176629 7.220 6.059 +1.161
857 CHEMBL207247 7.220 7.108 +0.112
858 CHEMBL5779576 7.215 8.645 -1.430
859 CHEMBL3968839 7.210 7.120 +0.090
860 CHEMBL5286092 7.210 6.936 +0.274
861 CHEMBL6162629 7.205 7.480 -0.275
862 CHEMBL4099008 7.200 6.983 +0.217
863 CHEMBL1090356 7.200 7.035 +0.165
864 CHEMBIL243629 7.200 6.592 +0.608
865 CHEMBL499534 7.200 7.231 -0.031
866 CHEMBL204625 7.200 7.342 -0.142
867 CHEMBL4531697 7.197 7.423 -0.226
868 CHEMBL6049383 7.194 7.138 +0.056
869 CHEMBL4228473 7.193 7.090 +0.103
870 CHEMBLA4740108 7.190 6.797 +0.393
871 CHEMBL3954273 7.190 7.207 -0.017
872 CHEMBL3924500 7.190 7.398 -0.208
873 CHEMBL3896476 7.190 7.455 -0.265
874 CHEMBL5272404 7.190 7.357 -0.167
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875 CHEMBL92356 7.190 7.506 -0.316
876 CHEMBL137364 7.190 7.300 -0.110
877 CHEMBL4755651 7.180 6.682 +0.498
878 CHEMBL241919 7.180 6.664 +0.516
879 CHEMBL205776 7.180 7.011 +0.169
880 CHEMBL3754785 7.180 6.643 +0.537
881 CHEMBL320705 7.180 6.236 +0.944
882 CHEMBL4100655 7177 6.933 +0.244
883 CHEMBL6033989 7.175 7.622 -0.447
884 CHEMBL6173880 7.175 6.950 +0.225
885 CHEMBL5822102 7.175 7.198 -0.023
886 CHEMBL1241676 7.170 5.901 +1.269
887 CHEMBL6026402 7.170 7.425 -0.255
888 CHEMBL6030528 7.170 7.532 -0.362
889 CHEMBL5746985 7.170 7.958 -0.788
890 CHEMBL5979481 7.170 7.516 -0.346
891 CHEMBLA473436 7.170 7.782 -0.612
892 CHEMBL5564483 7.170 5.612 +1.558
893 CHEMBL4521214 7.160 8.118 -0.958
894 CHEMBL5201846 7.157 6.695 +0.462
895 CHEMBL4099713 7.157 7.822 -0.666
896 CHEMBL5572882 7.150 5.780 +1.370
897 CHEMBL5419002 7.150 7.393 -0.243
898 CHEMBL5964556 7.150 7.148 +0.002
899 CHEMBL5512476 7.150 5.846 +1.304
900 CHEMBL5266482 7.150 7.466 -0.316
901 CHEMBL5959742 7.147 6.884 +0.263
902 CHEMBL493428 7.147 7.380 -0.233
903 CHEMBL5199354 7.145 7.000 +0.145
904 CHEMBL3754213 7.145 7.755 -0.610
905 CHEMBL4438856 7.145 7.362 -0.217
906 CHEMBLA4175782 7.145 7.360 -0.215
907 CHEMBL3233771 7.140 7.960 -0.820
908 CHEMBLA4871569 7.140 5.955 +1.185
909 CHEMBLA4750734 7.140 6.502 +0.638
910 CHEMBL3622622 7.140 7.107 +0.033
911 CHEMBL6001037 7.135 7.086 +0.049
912 CHEMBL4059772 7.130 6.663 +0.467
913 CHEMBL316127 7.130 6.962 +0.168
914 CHEMBL5563885 7.128 6.944 +0.184
915 CHEMBL2437482 7.127 6.557 +0.570
916 CHEMBL2437486 7.127 7.138 -0.012
917 CHEMBL264382 7.123 6.930 +0.194
918 CHEMBL1380839 7.120 7.462 -0.342
919 CHEMBL5564226 7.120 6.457 +0.663
920 CHEMBL461311 7.120 7.220 -0.100
921 CHEMBL5398132 7.115 7.358 -0.243
922 CHEMBLA4569552 7.115 7.011 +0.104
923 CHEMBL4087570 7.115 6.783 +0.332
924 CHEMBL5589692 7.110 5.930 +1.180
925 CHEMBL4528630 7.110 7.611 -0.501
926 CHEMBL3977192 7.110 7.413 -0.303
927 CHEMBL3752365 7.110 7.854 -0.744
928 CHEMBL3936642 7.110 6.571 +0.539
929 CHEMBL4457447 7.110 6.978 +0.132
930 CHEMBL207246 7.105 7.420 -0.315
931 CHEMBL589588 7.100 4.825 +2.275
932 CHEMBL4636996 7.100 5.910 +1.190
933 CHEMBL379093 7.100 7.281 -0.181
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934 CHEMBL120979 7.100 6.668 +0.432
935 CHEMBL207410 7.100 7.148 -0.048
936 CHEMBL113070 7.100 6.068 +1.032
937 CHEMBL3416621 7.100 6.891 +0.209
938 CHEMBL5847006 7.099 7.083 +0.016
939 CHEMBL6020599 7.090 7.715 -0.625
940 CHEMBL5431658 7.085 7.443 -0.358
941 CHEMBL4105442 7.085 6.944 +0.141
942 CHEMBL4582195 7.080 6.643 +0.437
943 CHEMBL1093815 7.080 6.994 +0.086
944 CHEMBL5593262 7.080 6.309 +0.771
945 CHEMBL5273261 7.080 8.429 -1.349
946 CHEMBL1241581 7.080 5.760 +1.320
947 CHEMBL6013504 7.077 7.110 -0.033
948 CHEMBL4454929 7.077 7.433 -0.357
949 CHEMBL5089073 7.075 8.354 -1.279
950 CHEMBL3964380 7.070 7.205 -0.135
951 CHEMBL1242664 7.070 6.180 +0.890
952 CHEMBL248115 7.070 7.141 -0.071
953 CHEMBL327127 7.070 6.166 +0.904
954 CHEMBL1934630 7.070 7.229 -0.159
955 CHEMBL5594128 7.070 6.594 40.476
956 CHEMBL205870 7.070 7.270 -0.200
957 CHEMBL5951162 7.067 5.330 +1.737
958 CHEMBL5199169 7.067 6.705 +0.362
959 CHEMBL5175316 7.060 6.643 +0.417
960 CHEMBL6000502 7.060 7.320 -0.260
961 CHEMBL3970399 7.060 6.959 +0.101
962 CHEMBL1242662 7.060 5.699 +1.361
963 CHEMBL2347972 7.055 6.826 +0.229
964 CHEMBL3233777 7.055 8.271 -1.216
965 CHEMBL6142537 7.050 7.772 -0.722
966 CHEMBL5276251 7.050 5.606 +1.444
967 CHEMBL1945448 7.050 5.366 +1.684
968 CHEMBL2435999 7.050 6.087 +0.963
969 CHEMBL6040102 7.050 7.507 -0.457
970 CHEMBL500217 7.050 6.568 +0.482
971 CHEMBL5194719 7.050 5.891 +1.159
972 CHEMBL2178368 7.040 7.171 -0.131
973 CHEMBL5966699 7.040 6.671 +0.369
974 CHEMBL3753208 7.040 6.934 +0.106
975 CHEMBL5561729 7.040 6.655 +0.385
976 CHEMBL5960825 7.037 7.156 -0.120
977  CHEMBL5874088 7.030 6.938 +0.092
978 CHEMBL3671558 7.030 7.339 -0.309
979 CHEMBL5760659 7.025 7.102 -0.077
980 CHEMBL4563980 7.020 7.223 -0.203
981 CHEMBL328977 7.020 7.525 -0.505
982 CHEMBL3754040 7.020 7.804 -0.784
983 CHEMBLA481324 7.020 6.907 +0.113
984 CHEMBL56142 7.010 7.130 -0.120
985 CHEMBL5273791 7.010 7.452 -0.442
986 CHEMBL3931038 7.010 6.862 +0.148
987 CHEMBL2180203 7.003 7.321 -0.318
988 CHEMBL3133756 7.000 6.991 +0.009
989 CHEMBL3922922 7.000 7.241 -0.241
990 CHEMBL5273525 7.000 6.142 +0.858
991 CHEMBL3917105 7.000 7.046 -0.046
992 CHEMBL3775112 7.000 7.349 -0.349
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993 CHEMBL4207984 6.994 6.307 +0.687
994 CHEMBL5291481 6.990 6.337 +0.653
995 CHEMBL5290094 6.990 6.574 +0.416
996 CHEMBL4062509 6.987 7.356 -0.369
997 CHEMBL5983026 6.987 7.993 -1.007
998 CHEMBL4206312 6.975 7.175 -0.200
999 CHEMBL3947759 6.970 6.864 +0.106

1000 CHEMBL3416597 6.970 7.031 -0.061
1001 CHEMBL5272858 6.970 7.069 -0.099
1002 CHEMBL5275486 6.970 7.499 -0.529
1003 CHEMBL4067855 6.965 6.907 +0.058
1004 CHEMBL5970630 6.960 6.646 +0.314
1005 CHEMBL4780058 6.960 6.498 +0.462
1006 CHEMBL4166412 6.960 6.369 +0.591
1007 CHEMBL435809 6.960 5.826 +1.134
1008 CHEMBL5413223 6.960 6.444 +0.516
1009 CHEMBL208358 6.960 7.189 -0.229
1010 CHEMBL4863078 6.960 7.425 -0.465
1011 CHEMBL5870984 6.960 6.704 +0.256
1012 CHEMBL6063877 6.960 7.515 -0.555
1013 CHEMBL6159648 6.950 6.897 +0.053
1014 CHEMBLA4286733 6.950 7.357 -0.407
1015 CHEMBL4446124 6.947 6.740 +0.207
1016 CHEMBL5542205 6.946 6.602 +0.344
1017 CHEMBLA4278226 6.945 6.847 +0.098
1018 CHEMBL3775536 6.940 7.146 -0.206
1019 CHEMBL4642158 6.940 7.445 -0.505
1020 CHEMBL5962642 6.933 7.581 -0.648
1021 CHEMBL5766029 6.930 7.344 -0.414
1022 CHEMBL5967218 6.930 7.932 -1.002
1023 CHEMBL281543 6.930 7.762 -0.832
1024 CHEMBL6049268 6.927 6.727 +0.200
1025 CHEMBL5970361 6.927 6.770 +0.157
1026 CHEMBL5795317 6.927 6.552 +0.375
1027 CHEMBL5964547 6.927 6.363 +0.563
1028 CHEMBL5746419 6.927 6.744 +0.183
1029 CHEMBL5884157 6.927 6.734 +0.193
1030 CHEMBL5911586 6.927 6.535 +0.392
1031 CHEMBL5918405 6.927 6.689 +0.238
1032 CHEMBL6013487 6.927 6.818 +0.108
1033 CHEMBL6048496 6.927 6.464 +0.463
1034 CHEMBL5948133 6.927 6.579 +0.348
1035 CHEMBL6001660 6.927 6.835 +0.092
1036 CHEMBL5854211 6.927 6.731 +0.196
1037 CHEMBL6028598 6.927 6.456 +0.471
1038 CHEMBL5891594 6.927 6.841 +0.086
1039 CHEMBL5819792 6.927 6.176 +0.751
1040 CHEMBL5776776 6.927 6.799 +0.128
1041 CHEMBL5761824 6.927 6.825 +0.101
1042 CHEMBL5942546 6.927 6.764 +0.163
1043 CHEMBL5920414 6.927 6.833 +0.094
1044 CHEMBL6039812 6.927 6.910 +0.017
1045 CHEMBL6026968 6.927 6.829 +0.098
1046 CHEMBL5740925 6.927 6.909 +0.017
1047 CHEMBL5858538 6.927 6.570 +0.357
1048 CHEMBL5822838 6.927 5.976 +0.951
1049 CHEMBL6056251 6.927 6.841 +0.085
1050 CHEMBL5892354 6.927 6.877 +0.050
1051 CHEMBL5808700 6.927 6.508 +0.419
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1052 CHEMBL5746567 6.927 6.856 +0.071
1053 CHEMBL5791105 6.927 6.688 +0.239
1054 CHEMBL5977247 6.927 6.297 +0.629
1055 CHEMBL6041177 6.927 6.106 +0.820
1056 CHEMBL6003257 6.927 6.870 +0.056
1057 CHEMBL5950214 6.927 6.629 +0.298
1058 CHEMBL5820435 6.927 6.732 +0.195
1059 CHEMBL5913484 6.927 6.606 +0.321
1060 CHEMBL5932966 6.927 6.639 +0.288
1061 CHEMBL6016935 6.927 6.805 +0.121
1062 CHEMBL5778795 6.927 6.408 +0.519
1063 CHEMBL5798780 6.927 6.923 +0.004
1064 CHEMBL6044013 6.927 6.744 +0.182
1065 CHEMBL5984505 6.927 6.666 +0.261
1066 CHEMBL5781806 6.927 6.936 -0.009
1067 CHEMBL5954027 6.927 6.734 +0.192
1068 CHEMBL5741005 6.927 6.480 +0.447
1069 CHEMBL5759845 6.927 6.840 +0.086
1070 CHEMBL5836521 6.927 6.203 +0.724
1071 CHEMBL5825514 6.927 6.760 +0.167
1072 CHEMBL6026532 6.927 6.755 +0.171
1073 CHEMBL5846455 6.927 6.891 +0.035
1074 CHEMBL243839 6.925 6.550 +0.375
1075 CHEMBL4849337 6.925 7.098 -0.173
1076 CHEMBL5423938 6.925 7.274 -0.349
1077 CHEMBL5982869 6.922 7.353 -0.430
1078 CHEMBL4214264 6.920 6.947 -0.027
1079 CHEMBL5203711 6.920 5.920 +1.000
1080 CHEMBL4072986 6.920 6.836 +0.084
1081 CHEMBL2064403 6.920 6.161 +0.759
1082 CHEMBL1683964 6.920 7.049 -0.129
1083 CHEMBL5173862 6.920 5.804 +1.116
1084 CHEMBL1812572 6.920 7.244 -0.324
1085 CHEMBL4065503 6.920 7.201 -0.281
1086 CHEMBL508760 6.920 7.021 -0.101
1087 CHEMBL4227552 6.917 7.159 -0.242
1088 CHEMBL4082840 6.915 6.895 +0.020
1089 CHEMBL1907763 6.910 6.858 +0.052
1090 CHEMBL5757940 6.910 6.091 +0.819
1091 CHEMBLA4752492 6.910 7.483 -0.573
1092 CHEMBL1907944 6.910 6.712 +0.198
1093 CHEMBL5277940 6.910 6.827 +0.083
1094 CHEMBL207037 6.910 7.261 -0.351
1095 CHEMBL5770880 6.905 7.415 -0.510
1096 CHEMBL26641 6.900 6.516 +0.384
1097 CHEMBL4073278 6.900 7.007 -0.107
1098 CHEMBL5403085 6.897 7.305 -0.408
1099 CHEMBL4873830 6.895 7.201 -0.306
1100 CHEMBL4226907 6.890 7.152 -0.262
1101 CHEMBL5284848 6.890 6.386 +0.504
1102 CHEMBL246072 6.890 6.541 +0.349
1103 CHEMBL234577 6.890 6.696 +0.194
1104 CHEMBL120319 6.890 6.733 +0.157
1105 CHEMBL4077608 6.890 7.118 -0.228
1106 CHEMBL398793 6.890 6.928 -0.038
1107 CHEMBL3612590 6.890 6.408 +0.482
1108 CHEMBL180227 6.890 6.744 +0.146
1109 CHEMBL5280555 6.888 7.381 -0.493
1110 CHEMBL5173986 6.885 7.137 -0.252
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1111 CHEMBL5810016 6.880 7.040 -0.160
1112 CHEMBL3753874 6.880 7.825 -0.945
1113 CHEMBL5747445 6.875 8.414 -1.539
1114 CHEMBL5836093 6.873 7.819 -0.946
1115 CHEMBL4459978 6.873 7.202 -0.329
1116 CHEMBL4646030 6.873 6.938 -0.065
1117 CHEMBLA4849859 6.870 6.272 +0.598
1118 CHEMBL5907912 6.870 8.003 -1.133
1119 CHEMBL2180204 6.870 6.909 -0.039
1120 CHEMBL3622642 6.870 7.311 -0.441
1121 CHEMBL5087793 6.860 7.340 -0.480
1122 CHEMBL4073912 6.860 7.059 -0.199
1123 CHEMBL2086760 6.860 6.271 +0.589
1124 CHEMBL3775046 6.860 7.032 -0.172
1125 CHEMBL4463766 6.857 7.313 -0.456
1126 CHEMBL3752139 6.850 7.805 -0.955
1127 CHEMBL301612 6.845 5.913 +0.932
1128 CHEMBL69960 6.843 6.835 +0.008
1129 CHEMBL6014278 6.840 7.923 -1.083
1130 CHEMBL3087208 6.840 7.407 -0.567
1131 CHEMBL3297891 6.840 6.938 -0.098
1132 CHEMBL2093928 6.840 6.853 -0.013
1133 CHEMBL4099445 6.837 7.500 -0.663
1134 CHEMBL5630498 6.835 7.566 -0.731
1135 CHEMBL6026303 6.830 7.215 -0.385
1136 CHEMBL5290595 6.830 6.538 +0.292
1137 CHEMBL5523403 6.830 6.334 +0.496
1138 CHEMBL5276760 6.830 7.489 -0.659
1139 CHEMBL4091166 6.825 6.805 +0.020
1140 CHEMBL5209100 6.820 5.726 +1.094
1141 CHEMBL321193 6.820 5.979 +0.841
1142 CHEMBL3416437 6.820 6.981 -0.161
1143 CHEMBL4450061 6.820 7.256 -0.436
1144 CHEMBL2087354 6.820 7.609 -0.789
1145 CHEMBL391387 6.820 7.170 -0.350
1146 CHEMBL1641990 6.820 5.775 +1.045
1147 CHEMBL6147822 6.810 6.914 -0.104
1148 CHEMBL337027 6.800 5.848 +0.952
1149 CHEMBL3945555 6.800 6.510 +0.290
1150 CHEMBL5268062 6.800 6.561 +0.239
1151 CHEMBL5619771 6.800 6.552 +0.248
1152 CHEMBL5197952 6.800 6.972 -0.172
1153 CHEMBL3903707 6.794 6.877 -0.083
1154 CHEMBL5272533 6.785 6.595 +0.190
1155 CHEMBL5287295 6.785 6.868 -0.083
1156 CHEMBL5183327 6.780 7.243 -0.463
1157 CHEMBL6169985 6.780 6.831 -0.051
1158 CHEMBL5815306 6.780 6.958 -0.178
1159 CHEMBL5876067 6.780 6.958 -0.178
1160 CHEMBL5992872 6.780 6.958 -0.178
1161 CHEMBL5849328 6.780 6.958 -0.178
1162 CHEMBL3233770 6.775 6.994 -0.219
1163 CHEMBL3263964 6.770 6.318 +0.452
1164 CHEMBL5809369 6.760 6.639 +0.121
1165 CHEMBL6037302 6.760 6.598 +0.162
1166 CHEMBL5854828 6.760 6.609 +0.151
1167 CHEMBL5964110 6.760 6.684 +0.076
1168 CHEMBL5856323 6.760 6.335 +0.425
1169 CHEMBL24979 6.760 6.719 +0.041
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1170 CHEMBL5922408 6.760 6.639 +0.121
1171 CHEMBL5887560 6.760 6.689 +0.071
1172 CHEMBL5773640 6.760 6.820 -0.060
1173 CHEMBL1276179 6.760 6.264 +0.496
1174 CHEMBL1907764 6.760 6.712 +0.048
1175 CHEMBL5769228 6.760 6.628 +0.132
1176 CHEMBL4516287 6.753 7.278 -0.525
1177 CHEMBL4087243 6.753 7.571 -0.818
1178 CHEMBL4648924 6.750 7.072 -0.322
1179 CHEMBL552859 6.750 5.868 +0.882
1180 CHEMBL455433 6.750 6.282 +0.468
1181 CHEMBL2403108 6.747 6.605 +0.143
1182 CHEMBL3414594 6.740 6.789 -0.049
1183 CHEMBL3969628 6.740 7.123 -0.383
1184 CHEMBL5747102 6.738 6.432 +0.306
1185 CHEMBL4792279 6.730 6.564 +0.166
1186 CHEMBL3919271 6.725 6.964 -0.239
1187 CHEMBL247915 6.720 6.784 -0.064
1188 CHEMBL392774 6.720 6.763 -0.043
1189 CHEMBL247711 6.720 6.974 -0.254
1190 CHEMBL109631 6.720 5.825 +0.895
1191 CHEMBL1812573 6.720 6.071 +0.649
1192 CHEMBL453398 6.720 6.609 +0.111
1193 CHEMBL1090355 6.720 6.795 -0.075
1194 CHEMBL241918 6.715 6.529 +0.186
1195 CHEMBL5206298 6.703 6.857 -0.153
1196 CHEMBL6167047 6.700 6.705 -0.005
1197 CHEMBL2408829 6.700 6.652 +0.048
1198 CHEMBL393787 6.700 6.883 -0.183
1199 CHEMBL5867430 6.700 5.850 +0.850
1200 CHEMBL4475770 6.700 6.280 +0.420
1201 CHEMBL371863 6.700 6.062 +0.638
1202 CHEMBL322298 6.700 6.116 +0.584
1203 CHEMBL5195593 6.700 5.654 +1.046
1204 CHEMBL4291935 6.695 6.854 -0.159
1205 CHEMBL4289728 6.690 6.763 -0.073
1206 CHEMBL4746030 6.690 7.598 -0.908
1207 CHEMBL6167751 6.690 5.956 +0.734
1208 CHEMBL400413 6.680 6.712 -0.032
1209 CHEMBL332765 6.680 6.686 -0.006
1210 CHEMBL69964 6.680 6.991 -0.311
1211 CHEMBL4850856 6.680 6.355 +0.325
1212 CHEMBL178096 6.680 6.737 -0.057
1213 CHEMBLA4777554 6.680 6.983 -0.303
1214 CHEMBL5757288 6.680 6.441 +0.239
1215 CHEMBL3924160 6.680 7.729 -1.049
1216 CHEMBIL4575697 6.675 7.314 -0.639
1217 CHEMBL5789149 6.673 6.638 +0.035
1218 CHEMBL4642574 6.672 6.938 -0.265
1219 CHEMBL1095761 6.670 5.632 +1.038
1220 CHEMBL5619554 6.670 6.660 +0.010
1221 CHEMBL122411 6.670 6.757 -0.087
1222 CHEMBL3774396 6.670 6.729 -0.059
1223 CHEMBLA4746023 6.670 6.406 +0.264
1224 CHEMBL360979 6.670 6.933 -0.263
1225 CHEMBL338935 6.660 5.919 +0.741
1226 CHEMBL50647 6.660 5.999 +0.661
1227 CHEMBL5286373 6.660 6.104 +0.556
1228 CHEMBL362611 6.660 7.044 -0.384
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1229 CHEMBL5900414 6.660 7.320 -0.660
1230 CHEMBL104153 6.660 6.049 +0.611
1231 CHEMBL5898708 6.660 6.565 +0.095
1232 CHEMBL5173070 6.658 6.620 +0.038
1233 CHEMBL3233780 6.655 8.027 -1.372
1234 CHEMBL5558740 6.650 6.332 +0.318
1235 CHEMBL4104717 6.650 6.586 +0.064
1236 CHEMBL4539566 6.645 6.021 +0.624
1237 CHEMBL4786701 6.645 7.142 -0.497
1238 CHEMBL5265927 6.640 6.373 +0.267
1239 CHEMBLA4753913 6.640 6.397 +0.243
1240 CHEMBL5613826 6.640 5.735 +0.905
1241 CHEMBL1093235 6.640 6.877 -0.237
1242 CHEMBL219557 6.640 6.065 +0.575
1243 CHEMBL4756092 6.630 6.970 -0.340
1244 CHEMBL1242376 6.630 6.178 +0.452
1245 CHEMBL1958215 6.620 4.811 +1.809
1246 CHEMBL4164936 6.620 5.992 +0.628
1247 CHEMBL175621 6.620 7.096 -0.476
1248 CHEMBL3912361 6.620 7.043 -0.423
1249 CHEMBL138125 6.620 7.198 -0.578
1250 CHEMBLA4751768 6.620 7.502 -0.882
1251 CHEMBL452980 6.620 6.746 -0.126
1252 CHEMBL153763 6.610 6.893 -0.283
1253 CHEMBL25425 6.610 6.833 -0.223
1254 CHEMBL113023 6.600 6.269 +0.331
1255 CHEMBL6058480 6.600 7.808 -1.208
1256 CHEMBL247101 6.600 7.110 -0.510
1257 CHEMBL5186969 6.600 6.918 -0.318
1258 CHEMBL5176588 6.590 7.131 -0.541
1259 CHEMBL338155 6.580 6.268 +0.312
1260 CHEMBL5810815 6.580 8.202 -1.622
1261 CHEMBL1683975 6.570 7.385 -0.815
1262 CHEMBL1242202 6.570 5.541 +1.029
1263 CHEMBL5195669 6.570 6.832 -0.262
1264 CHEMBL4069277 6.565 7.508 -0.943
1265 CHEMBL5813164 6.560 6.799 -0.239
1266 CHEMBL6000322 6.560 6.556 +0.004
1267 CHEMBL3894102 6.560 6.919 -0.359
1268 CHEMBL5892454 6.560 6.802 -0.242
1269 CHEMBL5962521 6.560 6.580 -0.020
1270 CHEMBL5836601 6.560 6.940 -0.380
1271 CHEMBL4535881 6.560 5.906 +0.654
1272 CHEMBL426051 6.560 7.040 -0.480
1273 CHEMBL6022727 6.560 6.532 +0.028
1274 CHEMBL6011191 6.560 6.757 -0.197
1275 CHEMBL5807906 6.560 6.849 -0.289
1276 CHEMBL5932064 6.560 6.766 -0.206
1277 CHEMBLA4227281 6.555 6.431 +0.124
1278 CHEMBL4226965 6.553 6.803 -0.250
1279 CHEMBL3753461 6.550 7.203 -0.653
1280 CHEMBL5077665 6.550 7.555 -1.005
1281 CHEMBL362824 6.550 7.094 -0.544
1282 CHEMBL4213741 6.550 7.175 -0.625
1283 CHEMBL5793411 6.550 6.795 -0.245
1284 CHEMBL121260 6.540 6.729 -0.189
1285 CHEMBL3133751 6.540 6.469 +0.071
1286 CHEMBL5612514 6.540 5.705 +0.835
1287 CHEMBL5755984 6.535 6.877 -0.342
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1288 CHEMBL4086821 6.530 6.607 -0.077
1289 CHEMBL6000972 6.520 6.511 +0.009
1290 CHEMBL5747418 6.520 6.689 -0.169
1291 CHEMBL5773016 6.520 6.625 -0.105
1292 CHEMBL5930490 6.520 6.283 +0.237
1293 CHEMBL5820070 6.520 6.665 -0.145
1294 CHEMBL5953610 6.520 6.776 -0.256
1295 CHEMBL5741017 6.520 7.111 -0.591
1296 CHEMBL6036892 6.520 8.241 -1.721
1297 CHEMBL5893059 6.510 5.376 +1.134
1298 CHEMBL3403514 6.510 6.622 -0.112
1299 CHEMBL3233781 6.505 8.127 -1.622
1300 CHEMBL6188992 6.500 5.456 +1.044
1301 CHEMBLA4277822 6.500 6.892 -0.392
1302 CHEMBL6174044 6.500 7.623 -1.123
1303 CHEMBL1242568 6.500 5.765 +0.735
1304 CHEMBL5815729 6.500 7.016 -0.516
1305 CHEMBL5740251 6.498 5.934 +0.564
1306 CHEMBL5437181 6.495 7.200 -0.705
1307 CHEMBL4647257 6.490 7.379 -0.889
1308 CHEMBL6055510 6.490 6.514 -0.024
1309 CHEMBL4583545 6.490 6.929 -0.439
1310 CHEMBL360211 6.490 6.994 -0.504
1311 CHEMBL5844317 6.480 7.221 -0.741
1312 CHEMBL324926 6.480 5.985 +0.495
1313 CHEMBL249511 6.480 7.153 -0.673
1314 CHEMBL129946 6.480 5.927 +0.553
1315 CHEMBL6024685 6.477 7.396 -0.919
1316 CHEMBL179310 6.470 6.546 -0.076
1317 CHEMBL5087785 6.470 7.563 -1.093
1318 CHEMBL5558842 6.470 6.659 -0.189
1319 CHEMBL5280292 6.470 6.410 +0.060
1320 CHEMBL6171608 6.470 6.411 +0.059
1321 CHEMBL6166776 6.470 7.385 -0.915
1322 CHEMBL5427116 6.460 6.740 -0.280
1323 CHEMBL2324871 6.460 5.869 +0.591
1324 CHEMBL265629 6.460 6.653 -0.193
1325 CHEMBL25610 6.460 6.826 -0.366
1326 CHEMBL5169328 6.450 7.481 -1.031
1327 CHEMBL3622659 6.450 7.989 -1.539
1328 CHEMBL5939208 6.450 8.387 -1.937
1329 CHEMBL6043477 6.450 6.103 +0.347
1330 CHEMBL5170278 6.450 7.434 -0.984
1331 CHEMBL5200760 6.450 7.446 -0.996
1332 CHEMBL6162368 6.450 6.526 -0.076
1333 CHEMBL5273342 6.450 6.394 +0.056
1334 CHEMBL2426277 6.443 5.937 +0.506
1335 CHEMBL6000385 6.440 6.355 +0.085
1336 CHEMBL4541573 6.440 6.212 +0.228
1337 CHEMBL552860 6.440 5.879 +0.561
1338 CHEMBL6061692 6.440 6.912 -0.472
1339 CHEMBL1242656 6.440 5.594 +0.846
1340 CHEMBL5570514 6.430 6.362 +0.068
1341 CHEMBL4092788 6.430 7.545 -1.115
1342 CHEMBL5077901 6.420 7.646 -1.226
1343 CHEMBL574059 6.420 5.932 +0.488
1344 CHEMBL1242293 6.420 5.876 +0.544
1345 CHEMBL1950289 6.420 6.684 -0.264
1346 CHEMBL243628 6.415 6.758 -0.343
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1347 CHEMBL1242853 6.410 6.085 +0.325
1348 CHEMBL1234815 6.410 5.321 +1.089
1349 CHEMBL574058 6.410 6.162 40.248
1350 CHEMBL127367 6.410 7.607 -1.197
1351 CHEMBL4446992 6.400 5.824 +0.576
1352 CHEMBL522116 6.400 5.386 +1.014
1353 CHEMBL2426286 6.397 6.223 +0.174
1354 CHEMBL1830280 6.390 5.479 +0.911
1355 CHEMBL175933 6.390 7.049 -0.659
1356 CHEMBL3962032 6.380 7.062 -0.682
1357 CHEMBL3416620 6.380 6.667 -0.287
1358 CHEMBL102651 6.380 6.853 -0.473
1359 CHEMBL5185772 6.380 6.614 -0.234
1360 CHEMBL420059 6.380 6.967 -0.587
1361 CHEMBL4759405 6.370 6.320 +0.050
1362 CHEMBL3353404 6.365 6.374 -0.009
1363 CHEMBL3301625 6.360 6.746 -0.386
1364 CHEMBL1242201 6.360 5.686 +0.674
1365 CHEMBL6142419 6.360 6.610 -0.250
1366 CHEMBL4634817 6.350 5.797 +0.553
1367 CHEMBL101253 6.340 5.782 +0.558
1368 CHEMBL5173075 6.340 6.242 +0.098
1369 CHEMBL5171139 6.340 7.136 -0.796
1370 CHEMBL2385959 6.340 7.337 -0.997
1371 CHEMBL511478 6.340 7.114 -0.774
1372 CHEMBL3775897 6.340 6.793 -0.453
1373 CHEMBL3774808 6.340 6.776 -0.436
1374 CHEMBL6059204 6.337 7.328 -0.991
1375 CHEMBL5218821 6.335 6.394 -0.059
1376 CHEMBL6161385 6.330 7.654 -1.324
1377 CHEMBL5951478 6.330 8.426 -2.096
1378 CHEMBL5086054 6.330 7.380 -1.050
1379 CHEMBL5872048 6.323 7.352 -1.029
1380 CHEMBL5854207 6.320 6.539 -0.219
1381 CHEMBL6058583 6.320 6.249 +0.071
1382 CHEMBL111339 6.320 5.840 +0.480
1383 CHEMBL6020494 6.320 8.651 -2.331
1384 CHEMBL5749382 6.320 6.215 +0.105
1385 CHEMBL5905455 6.320 6.271 +0.049
1386 CHEMBL186580 6.310 7.136 -0.826
1387 CHEMBL5416668 6.310 6.164 +0.146
1388 CHEMBL2426288 6.302 6.552 -0.250
1389 CHEMBL4469900 6.300 6.510 -0.210
1390 CHEMBL396079 6.300 6.797 -0.497
1391 CHEMBL5275872 6.300 5.675 +0.625
1392 CHEMBL5082422 6.300 6.880 -0.580
1393 CHEMBL293584 6.300 5.231 +1.069
1394 CHEMBL1254523 6.300 6.075 +0.225
1395 CHEMBL3622641 6.290 7.522 -1.232
1396 CHEMBL325589 6.290 5.906 +0.384
1397 CHEMBL2070045 6.290 5.434 +0.856
1398 CHEMBL3930270 6.290 6.539 -0.249
1399 CHEMBL2324873 6.280 6.161 +0.119
1400 CHEMBL2324870 6.280 6.147 +0.133
1401 CHEMBL3917294 6.280 7.449 -1.169
1402 CHEMBL3900059 6.280 6.839 -0.559
1403 CHEMBL205652 6.270 6.438 -0.168
1404 CHEMBL1242385 6.270 5.996 +0.274
1405 CHEMBL307209 6.270 6.997 -0.727
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1406 CHEMBL5866027 6.260 6.573 -0.313
1407 CHEMBL6055007 6.260 5.534 +0.726
1408 CHEMBL6046464 6.260 6.845 -0.585
1409 CHEMBL6062263 6.260 6.659 -0.399
1410 CHEMBL5857633 6.260 6.461 -0.201
1411 CHEMBL6061137 6.260 6.056 +0.204
1412 CHEMBL5845905 6.260 6.504 -0.244
1413 CHEMBL5784829 6.260 6.185 +0.075
1414 CHEMBL5755010 6.260 6.407 -0.147
1415 CHEMBL5798581 6.260 6.093 +0.167
1416 CHEMBL5831631 6.260 6.137 +0.123
1417 CHEMBL6003806 6.260 6.396 -0.136
1418 CHEMBL4468148 6.260 6.428 -0.168
1419 CHEMBL5979639 6.260 5.657 +0.603
1420 CHEMBL5868212 6.260 5.641 +0.619
1421 CHEMBL5835276 6.260 5.937 +0.323
1422 CHEMBL5949435 6.260 5.683 +0.577
1423 CHEMBL5840304 6.260 6.077 +0.183
1424 CHEMBL5905715 6.260 5.626 +0.634
1425 CHEMBL5770897 6.260 6.101 +0.159
1426 CHEMBL6025324 6.260 6.814 -0.554
1427 CHEMBL5824026 6.260 6.038 +0.222
1428 CHEMBL5798489 6.260 6.545 -0.285
1429 CHEMBL5740635 6.260 5.929 +0.331
1430 CHEMBL5879924 6.260 5.880 +0.380
1431 CHEMBL5943719 6.260 6.598 -0.338
1432 CHEMBL5856597 6.260 6.612 -0.352
1433 CHEMBL5821638 6.260 5.952 +0.308
1434 CHEMBL5780633 6.260 6.776 -0.516
1435 CHEMBL5760493 6.260 6.033 +0.227
1436 CHEMBL5773851 6.260 6.704 -0.444
1437 CHEMBL5906808 6.260 5.641 +0.619
1438 CHEMBL5776801 6.260 5.302 +0.958
1439 CHEMBL5804118 6.260 5.473 +0.787
1440 CHEMBL5944879 6.260 5.702 +0.558
1441 CHEMBL5928380 6.260 6.425 -0.165
1442 CHEMBL5889296 6.260 5.590 +0.670
1443 CHEMBL6002504 6.260 5.684 +0.576
1444 CHEMBL5927148 6.260 5.650 +0.610
1445 CHEMBL6008308 6.260 5.658 +0.602
1446 CHEMBL5808792 6.260 6.137 +0.123
1447 CHEMBL5885178 6.260 6.183 +0.077
1448 CHEMBL5922580 6.260 6.371 -0.111
1449 CHEMBL5833583 6.260 6.620 -0.360
1450 CHEMBL5802687 6.260 5.959 +0.301
1451 CHEMBL5888462 6.260 6.694 -0.434
1452 CHEMBL5929629 6.260 6.771 -0.511
1453 CHEMBL5756489 6.260 6.814 -0.554
1454 CHEMBL6028388 6.260 6.908 -0.648
1455 CHEMBL5746447 6.260 5.461 +0.799
1456 CHEMBL5833997 6.260 6.684 -0.424
1457 CHEMBL5896750 6.260 6.508 -0.248
1458 CHEMBL5939963 6.260 6.667 -0.407
1459 CHEMBL6062944 6.260 6.225 +0.035
1460 CHEMBL5997917 6.260 6.758 -0.498
1461 CHEMBL5916856 6.260 6.508 -0.248
1462 CHEMBL5900800 6.260 6.861 -0.601
1463 CHEMBL3234736 6.260 6.242 +0.018
1464 CHEMBL5758784 6.260 6.784 -0.524
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1465 CHEMBL4634127 6.250 7.301 -1.051
1466 CHEMBL3622621 6.250 7.370 -1.120
1467 CHEMBL2437457 6.243 6.189 +0.054
1468 CHEMBL3234737 6.240 7.292 -1.052
1469 CHEMBL601040 6.240 4.733 +1.507
1470 CHEMBL362233 6.240 7.066 -0.826
1471 CHEMBL3263965 6.240 6.313 -0.073
1472 CHEMBL2424676 6.240 6.375 -0.135
1473 CHEMBL6006366 6.240 7.320 -1.080
1474 CHEMBL5942345 6.227 7.320 -1.094
1475 CHEMBL591897 6.220 6.607 -0.387
1476 CHEMBL6060780 6.220 6.036 +0.184
1477 CHEMBL5415565 6.220 7.124 -0.904
1478 CHEMBL555797 6.220 7.103 -0.883
1479 CHEMBL5892301 6.216 6.432 -0.216
1480 CHEMBLA4793639 6.210 5.846 +0.364
1481 CHEMBL290106 6.210 5.485 +0.725
1482 CHEMBL4462528 6.210 6.828 -0.618
1483 CHEMBL2441273 6.200 6.115 +0.085
1484 CHEMBL5398727 6.200 5.390 +0.810
1485 CHEMBL4102288 6.200 6.515 -0.315
1486 CHEMBL1934621 6.190 7.188 -0.998
1487 CHEMBL1683956 6.190 6.807 -0.617
1488 CHEMBL3263373 6.190 6.385 -0.195
1489 CHEMBLA4790553 6.180 6.229 -0.049
1490 CHEMBL251315 6.180 7.265 -1.085
1491 CHEMBL2325087 6.180 6.348 -0.168
1492 CHEMBL2179124 6.175 6.381 -0.206
1493 CHEMBL6007655 6.172 5.985 +0.187
1494 CHEMBL542887 6.170 5.957 +0.213
1495 CHEMBL111434 6.170 6.159 +0.011
1496 CHEMBL1645465 6.170 7.012 -0.842
1497 CHEMBL5945723 6.170 5.838 +0.332
1498 CHEMBL382041 6.170 6.802 -0.632
1499 CHEMBL2070048 6.160 5.173 +0.987
1500 CHEMBL4647325 6.160 5.657 +0.503
1501 CHEMBL195204 6.160 6.893 -0.733
1502 CHEMBLA4873202 6.160 5.964 +0.196
1503 CHEMBL419022 6.160 6.110 +0.050
1504 CHEMBL5280288 6.150 6.240 -0.090
1505 CHEMBL5404368 6.150 6.554 -0.404
1506 CHEMBL4795888 6.150 5.866 +0.284
1507 CHEMBL298679 6.140 6.163 -0.023
1508 CHEMBL6025577 6.140 6.977 -0.837
1509 CHEMBL391738 6.140 5.984 +0.156
1510 CHEMBL5290879 6.140 6.563 -0.423
1511 CHEMBL5759916 6.137 5.791 +0.346
1512 CHEMBL91428 6.135 6.496 -0.361
1513 CHEMBL3916141 6.130 6.669 -0.539
1514 CHEMBL153409 6.130 7.502 -1.372
1515 CHEMBL149512 6.130 7.012 -0.882
1516 CHEMBL4649213 6.130 5.730 +0.400
1517 CHEMBL1242295 6.130 6.273 -0.143
1518 CHEMBL5850357 6.127 6.120 +0.006
1519 CHEMBLA4591327 6.127 6.694 -0.567
1520 CHEMBLA47940 6.125 6.289 -0.164
1521 CHEMBL5766497 6.120 6.753 -0.633
1522 CHEMBLA4855312 6.120 6.487 -0.367
1523 CHEMBL1242289 6.120 5.780 40.340
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1524 CHEMBL589589 6.120 4.747 +1.373
1525 CHEMBL1242199 6.120 6.041 +0.079
1526 CHEMBL5776043 6.120 6.276 -0.156
1527 CHEMBL5195321 6.113 6.156 -0.043
1528 CHEMBL6023442 6.110 6.036 +0.074
1529 CHEMBL5560711 6.100 6.525 -0.425
1530 CHEMBL22978 6.100 5.981 +0.119
1531 CHEMBL490569 6.100 6.239 -0.139
1532 CHEMBL5989746 6.100 5.831 +0.269
1533 CHEMBL6020779 6.095 7.460 -1.365
1534 CHEMBL5429694 6.080 6.206 -0.126
1535 CHEMBL4444231 6.060 6.668 -0.608
1536 CHEMBL4226151 6.050 7.096 -1.046
1537 CHEMBL5280575 6.050 6.486 -0.436
1538 CHEMBL2047029 6.050 6.484 -0.434
1539 CHEMBL2385976 6.050 6.345 -0.295
1540 CHEMBL2070201 6.040 6.466 -0.426
1541 CHEMBL4562744 6.030 6.130 -0.100
1542 CHEMBL1812571 6.030 6.335 -0.305
1543 CHEMBL5208369 6.030 6.753 -0.723
1544 CHEMBL589831 6.030 4.733 +1.297
1545 CHEMBL1645464 6.020 7.111 -1.091
1546 CHEMBL592211 6.020 5.934 +0.086
1547 CHEMBL5290503 6.020 6.823 -0.803
1548 CHEMBLA4861796 6.020 5.446 +0.574
1549 CHEMBL3397276 6.020 7.517 -1.497
1550 CHEMBL1241490 6.020 5.126 +0.894
1551 CHEMBL1081849 6.010 6.203 -0.193
1552 CHEMBL436137 6.010 6.249 -0.239
1553 CHEMBL3897153 6.000 6.404 -0.404
1554 CHEMBL4097778 6.000 6.030 -0.030
1555 CHEMBL4527630 6.000 6.299 -0.299
1556 CHEMBL319244 6.000 5.540 +0.460
1557 CHEMBL3906473 6.000 6.195 -0.195
1558 CHEMBL2385977 6.000 6.507 -0.507
1559 CHEMBL5962946 6.000 6.347 -0.347
1560 CHEMBL3943489 6.000 6.954 -0.954
1561 CHEMBL1242754 6.000 5.166 +0.834
1562 CHEMBL184682 6.000 7.173 -1.173
1563 CHEMBL3969511 6.000 6.993 -0.993
1564 CHEMBL5179288 6.000 6.737 -0.737
1565 CHEMBL62176 6.000 5.093 +0.907
1566 CHEMBL5983716 5.995 6.419 -0.424
1567 CHEMBL6017443 5.990 6.259 -0.269
1568 CHEMBL4851555 5.990 6.365 -0.375
1569 CHEMBL1812560 5.990 7.701 -1.711
1570 CHEMBL2324872 5.980 6.142 -0.162
1571 CHEMBL5815780 5.980 6.648 -0.668
1572 CHEMBL5910943 5.980 6.578 -0.598
1573 CHEMBL954 5.980 5.436 +0.544
1574 CHEMBL3814940 5.973 7.345 -1.372
1575 CHEMBL590714 5.970 5.947 +0.023
1576 CHEMBL1958212 5.970 5.010 +0.960
1577 CHEMBL131020 5.960 6.142 -0.182
1578 CHEMBL1683949 5.960 6.273 -0.313
1579 CHEMBL3085380 5.960 6.965 -1.005
1580 CHEMBL131426 5.960 5.984 -0.024
1581 CHEMBL216048 5.955 5.417 +0.538
1582 CHEMBL4861493 5.950 5.455 +0.495
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1583 CHEMBL601828 5.950 5.596 +0.354
1584 CHEMBL2047026 5.950 6.022 -0.072
1585 CHEMBL5988212 5.942 6.036 -0.094
1586 CHEMBL1958216 5.940 5.000 +0.940
1587 CHEMBL2070200 5.940 6.468 -0.528
1588 CHEMBL5979972 5.940 6.470 -0.530
1589 CHEMBL4779681 5.935 6.553 -0.618
1590 CHEMBL2426290 5.933 6.495 -0.561
1591 CHEMBL308593 5.930 6.727 -0.797
1592 CHEMBL5401604 5.930 5.958 -0.028
1593 CHEMBL2442333 5.930 5.723 +0.207
1594 CHEMBL6011521 5.927 6.418 -0.491
1595 CHEMBL1254443 5.920 6.127 -0.207
1596 CHEMBL1812431 5.920 7.493 -1.573
1597 CHEMBL3233761 5.920 7.267 -1.347
1598 CHEMBL3397275 5.920 7.517 -1.597
1599 CHEMBL1945649 5.920 5.626 +0.294
1600 CHEMBL2426377 5.920 6.820 -0.900
1601 CHEMBL2442332 5.910 5.795 +0.115
1602 CHEMBL2426289 5.903 6.767 -0.864
1603 CHEMBL3604928 5.900 6.058 -0.158
1604 CHEMBL94019 5.900 7.244 -1.344
1605 CHEMBL1958221 5.900 5.085 +0.815
1606 CHEMBL335718 5.890 5.889 +0.001
1607 CHEMBL444337 5.890 5.987 -0.097
1608 CHEMBL1641992 5.890 5.574 +0.316
1609 CHEMBL5572677 5.890 6.357 -0.467
1610 CHEMBL111365 5.890 6.026 -0.136
1611 CHEMBL3612571 5.890 6.913 -1.023
1612 CHEMBL5760517 5.875 5.641 +0.234
1613 CHEMBLA4868965 5.870 5.548 +0.322
1614 CHEMBL5935382 5.870 5.892 -0.022
1615 CHEMBL177688 5.870 5.841 +0.029
1616 CHEMBL1958022 5.870 4.923 +0.947
1617 CHEMBL5592551 5.860 5.846 +0.014
1618 CHEMBL205783 5.860 6.749 -0.889
1619 CHEMBL2442329 5.860 5.670 +0.190
1620 CHEMBL5977568 5.860 6.331 -0.471
1621 CHEMBL3416619 5.860 6.095 -0.235
1622 CHEMBL4447289 5.855 6.788 -0.933
1623 CHEMBL1242758 5.850 5.945 -0.095
1624 CHEMBL2047022 5.850 5.931 -0.081
1625 CHEMBL2047016 5.850 5.928 -0.078
1626 CHEMBL1240554 5.850 5.793 +0.057
1627 CHEMBL589830 5.830 4.827 +1.003
1628 CHEMBL544770 5.820 5.660 +0.160
1629 CHEMBL2424796 5.820 6.083 -0.263
1630 CHEMBL5179538 5.815 6.754 -0.939
1631 CHEMBL6039443 5.815 5.739 +0.076
1632 CHEMBL2316142 5.815 5.321 +0.494
1633 CHEMBL2047025 5.810 5.893 -0.083
1634 CHEMBL401930 5.800 6.280 -0.480
1635 CHEMBL78685 5.800 7.680 -1.880
1636 CHEMBL2437476 5.797 6.987 -1.191
1637 CHEMBL6043242 5.796 6.435 -0.639
1638 CHEMBL172333 5.795 5.937 -0.142
1639 CHEMBL5804483 5.795 5.630 +0.165
1640 CHEMBL3425667 5.790 6.148 -0.358
1641 CHEMBL5982923 5.790 5.953 -0.163
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1642 CHEMBL309276 5.790 5.006 +0.784
1643 CHEMBL398963 5.790 7.173 -1.383
1644 CHEMBL2316140 5.790 5.295 +0.495
1645 CHEMBL4073874 5.787 6.952 -1.166
1646 CHEMBL48614 5.780 5.877 -0.097
1647 CHEMBL1958214 5.780 4.998 +0.782
1648 CHEMBL6007759 5.780 6.165 -0.385
1649 CHEMBL499344 5.780 5.914 -0.134
1650 CHEMBL92006 5.775 6.786 -1.011
1651 CHEMBL336409 5.773 4.912 +0.862
1652 CHEMBL158275 5.770 5.032 +0.738
1653 CHEMBL3604930 5.765 6.060 -0.295
1654 CHEMBL3604935 5.760 6.064 -0.304
1655 CHEMBL4472571 5.760 6.403 -0.643
1656 CHEMBL592711 5.760 4.825 +0.935
1657 CHEMBL3604926 5.760 6.207 -0.447
1658 CHEMBL3604927 5.757 6.041 -0.284
1659 CHEMBL1242111 5.750 5.930 -0.180
1660 CHEMBL2047021 5.750 5.852 -0.102
1661 CHEMBL2437478 5.749 6.321 -0.572
1662 CHEMBL3604936 5.733 6.047 -0.314
1663 CHEMBL590526 5.730 5.801 -0.071
1664 CHEMBL5977533 5.730 6.961 -1.231
1665 CHEMBL5281446 5.727 7.620 -1.893
1666 CHEMBL1328065 5.720 6.063 -0.343
1667 CHEMBL4081727 5.720 6.024 -0.304
1668 CHEMBL338448 5.720 5.810 -0.090
1669 CHEMBL5903840 5.720 6.825 -1.105
1670 CHEMBL4780210 5.720 6.313 -0.593
1671 CHEMBL2316158 5.715 5.467 +0.248
1672 CHEMBL342792 5.715 5.165 +0.550
1673 CHEMBLA4289083 5.710 6.335 -0.625
1674 CHEMBL5992914 5.710 5.694 +0.016
1675 CHEMBL592426 5.700 5.632 +0.068
1676 CHEMBL1958213 5.700 5.087 +0.613
1677 CHEMBL510730 5.700 5.562 +0.138
1678 CHEMBL1958209 5.690 4.822 +0.868
1679 CHEMBL5827368 5.690 7.084 -1.394
1680 CHEMBL2316157 5.690 5.142 +0.548
1681 CHEMBL1945447 5.680 5.376 +0.304
1682 CHEMBL3358006 5.680 6.430 -0.750
1683 CHEMBL356324 5.680 5.190 +0.490
1684 CHEMBL1095957 5.680 5.544 +0.136
1685 CHEMBL2442324 5.670 5.738 -0.068
1686 CHEMBL2316143 5.670 5.333 +0.337
1687 CHEMBL5870193 5.663 5.763 -0.100
1688 CHEMBL3233794 5.660 7.911 -2.251
1689 CHEMBL360209 5.660 7.262 -1.602
1690 CHEMBL3814021 5.655 7.216 -1.561
1691 CHEMBL3092320 5.655 5.866 -0.211
1692 CHEMBL592427 5.650 5.624 +0.026
1693 CHEMBL2047017 5.650 5.864 -0.214
1694 CHEMBL2047024 5.650 5.996 -0.346
1695 CHEMBL2316141 5.650 5.265 +0.385
1696 CHEMBL5822835 5.640 5.795 -0.155
1697 CHEMBL2426248 5.640 6.736 -1.096
1698 CHEMBL118000 5.640 6.496 -0.856
1699 CHEMBL1958034 5.640 4.766 +0.874
1700 CHEMBL3787112 5.640 5.998 -0.358
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1701 CHEMBL5825749 5.633 5.763 -0.130
1702 CHEMBL2047015 5.630 5.961 -0.331
1703 CHEMBL144791 5.627 5.277 +0.350
1704 CHEMBL5844933 5.620 6.458 -0.838
1705 CHEMBL130049 5.620 5.960 -0.340
1706 CHEMBL5981967 5.620 6.238 -0.618
1707 CHEMBL5964825 5.620 6.380 -0.760
1708 CHEMBL5860263 5.620 6.837 -1.217
1709 CHEMBL5938505 5.620 6.536 -0.916
1710 CHEMBL5826446 5.620 6.180 -0.560
1711 CHEMBL5795501 5.620 6.033 -0.413
1712 CHEMBL5761295 5.620 5.988 -0.368
1713 CHEMBL5779638 5.620 6.152 -0.532
1714 CHEMBL6056083 5.620 6.228 -0.608
1715 CHEMBL6017173 5.620 6.223 -0.603
1716 CHEMBL5827799 5.620 6.435 -0.815
1717 CHEMBL5836125 5.620 6.654 -1.034
1718 CHEMBL5840835 5.620 6.555 -0.935
1719 CHEMBL6000015 5.620 6.769 -1.149
1720 CHEMBL5995996 5.620 6.161 -0.541
1721 CHEMBL1958218 5.620 5.243 +0.377
1722 CHEMBL5777711 5.620 6.331 -0.711
1723 CHEMBLS85021 5.610 5.464 +0.146
1724 CHEMBL5907728 5.608 6.453 -0.845
1725 CHEMBL2408824 5.607 6.061 -0.454
1726 CHEMBL101581 5.600 6.142 -0.542
1727 CHEMBLA4745877 5.600 7.367 -1.767
1728 CHEMBL1095130 5.600 5.512 +0.088
1729 CHEMBL1097189 5.600 5.866 -0.266
1730 CHEMBL538798 5.600 5.823 -0.223
1731 CHEMBL4104427 5.600 5.800 -0.200
1732 CHEMBL3741069 5.590 5.415 +0.175
1733 CHEMBL3741655 5.590 5.552 +0.038
1734 CHEMBL2332119 5.580 5.486 +0.094
1735 CHEMBL1945648 5.580 5.631 -0.051
1736 CHEMBL130163 5.580 5.916 -0.336
1737 CHEMBL1241858 5.570 5.198 +0.372
1738 CHEMBL384067 5.565 5.681 -0.116
1739 CHEMBL5739918 5.560 6.501 -0.941
1740 CHEMBL6045276 5.560 6.221 -0.661
1741 CHEMBL5764214 5.560 6.564 -1.004
1742 CHEMBL5898434 5.560 6.304 -0.744
1743 CHEMBL1812569 5.550 6.238 -0.688
1744 CHEMBL182397 5.550 7.572 -2.022
1745 CHEMBL5969616 5.545 5.585 -0.040
1746 CHEMBL5797736 5.540 6.158 -0.618
1747 CHEMBL2333164 5.540 5.994 -0.454
1748 CHEMBL5739799 5.533 6.044 -0.511
1749 CHEMBL3628791 5.530 7.463 -1.933
1750 CHEMBL24944 5.530 5.088 +0.442
1751 CHEMBL3233763 5.525 6.957 -1.432
1752 CHEMBL1958023 5.520 4.995 +0.525
1753 CHEMBL4072410 5.520 6.445 -0.925
1754 CHEMBL2325109 5.520 5.978 -0.458
1755 CHEMBL5275784 5.520 6.213 -0.693
1756 CHEMBL608533 5.520 5.810 -0.290
1757 CHEMBL322395 5.520 6.237 -0.717
1758 CHEMBL1230609 5.517 5.990 -0.474
1759 CHEMBL5901840 5.510 6.269 -0.759
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1760 CHEMBL186747 5.500 6.923 -1.423
1761 CHEMBL1958037 5.500 4.889 +0.611
1762 CHEMBL204232 5.490 6.124 -0.634
1763 CHEMBL1016 5.490 6.337 -0.847
1764 CHEMBL1945446 5.490 5.541 -0.051
1765 CHEMBL6053847 5.483 5.584 -0.101
1766 CHEMBL2325110 5.480 5.988 -0.508
1767 CHEMBL1240553 5.480 5.754 -0.274
1768 CHEMBL2047020 5.480 5.996 -0.516
1769 CHEMBL461140 5.480 6.750 -1.270
1770 CHEMBL3133755 5.480 7.215 -1.735
1771 CHEMBL4084214 5.470 6.259 -0.789
1772 CHEMBL2424795 5.470 6.118 -0.648
1773 CHEMBL1958019 5.470 5.014 +0.456
1774 CHEMBL5860671 5.463 5.739 -0.277
1775 CHEMBL335931 5.460 5.970 -0.510
1776 CHEMBL1812570 5.460 6.098 -0.638
1777 CHEMBL1812564 5.460 6.070 -0.610
1778 CHEMBL2385987 5.460 6.678 -1.218
1779 CHEMBL132466 5.460 6.044 -0.584
1780 CHEMBL2385970 5.460 6.065 -0.605
1781 CHEMBL1958021 5.460 5.068 +0.392
1782 CHEMBL1762110 5.450 6.493 -1.043
1783 CHEMBLI17157 5.450 5.685 -0.235
1784 CHEMBLS83 5.450 5.536 -0.086
1785 CHEMBL3426225 5.450 6.618 -1.168
1786 CHEMBL4101735 5.450 6.633 -1.183
1787 CHEMBL2047018 5.450 5.867 -0.417
1788 CHEMBL5769479 5.445 6.730 -1.285
1789 CHEMBL1812561 5.440 6.188 -0.748
1790 CHEMBL6032965 5.440 6.939 -1.499
1791 CHEMBL4216765 5.440 5.642 -0.202
1792 CHEMBL132169 5.440 5.884 -0.444
1793 CHEMBL5273994 5.430 7.039 -1.609
1794 CHEMBL4204937 5.427 5.655 -0.228
1795 CHEMBLA450786 5.420 5.861 -0.441
1796 CHEMBL332497 5.420 6.391 -0.971
1797 CHEMBL49120 5.410 6.061 -0.651
1798 CHEMBL3809489 5.410 6.251 -0.841
1799 CHEMBL5801676 5.410 5.881 -0.471
1800 CHEMBL541307 5.410 5.418 -0.008
1801 CHEMBL3740582 5.410 5.513 -0.103
1802 CHEMBL4102284 5.410 5.827 -0.417
1803 CHEMBL5286730 5.410 6.132 -0.722
1804 CHEMBL3234740 5.410 7.243 -1.833
1805 CHEMBL2316154 5.405 5.428 -0.023
1806 CHEMBL2437485 5.403 6.625 -1.222
1807 CHEMBL5174372 5.400 7.309 -1.909
1808 CHEMBL2424807 5.390 6.096 -0.706
1809 CHEMBL1641989 5.390 5.811 -0.421
1810 CHEMBL5419670 5.390 5.940 -0.550
1811 CHEMBL3233769 5.380 7.128 -1.748
1812 CHEMBL589809 5.380 5.628 -0.248
1813 CHEMBL2047019 5.380 5.960 -0.580
1814 CHEMBL5558817 5.380 5.590 -0.210
1815 CHEMBL4786003 5.380 6.045 -0.665
1816 CHEMBL1683971 5.380 7.397 -2.017
1817 CHEMBL1958039 5.380 4.766 +0.614
1818 CHEMBL1958024 5.370 5.241 +0.129
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1819 CHEMBLA499345 5.370 5.635 -0.265
1820 CHEMBL1812434 5.370 7.485 -2.115
1821 CHEMBL1958217 5.370 5.288 +0.082
1822 CHEMBL3233762 5.370 6.974 -1.604
1823 CHEMBL5819273 5.363 6.034 -0.670
1824 CHEMBL2426378 5.355 6.501 -1.146
1825 CHEMBL106232 5.350 6.186 -0.836
1826 CHEMBL2385983 5.350 5.873 -0.523
1827 CHEMBL5760794 5.350 8.120 -2.770
1828 CHEMBL333553 5.345 5.779 -0.434
1829 CHEMBL418203 5.340 5.973 -0.633
1830 CHEMBL5287053 5.340 5.695 -0.355
1831 CHEMBL338944 5.340 5.861 -0.521
1832 CHEMBL213173 5.340 5.431 -0.091
1833 CHEMBL2316153 5.335 5.295 +0.040
1834 CHEMBLA484109 5.330 5.923 -0.593
1835 CHEMBL603186 5.330 5.468 -0.138
1836 CHEMBL131590 5.330 5.884 -0.554
1837 CHEMBL1095465 5.330 5.714 -0.384
1838 CHEMBL1958028 5.320 4.838 +0.482
1839 CHEMBL2316159 5.320 4.981 +0.339
1840 CHEMBLA484108 5.320 5.895 -0.575
1841 CHEMBL130208 5.320 5.846 -0.526
1842 CHEMBL4093642 5.310 5.919 -0.609
1843 CHEMBL1958020 5.310 5.059 +0.251
1844 CHEMBL3604929 5.310 6.092 -0.782
1845 CHEMBL4072392 5.300 6.488 -1.188
1846 CHEMBL4103121 5.300 6.315 -1.015
1847 CHEMBL361322 5.300 6.695 -1.395
1848 CHEMBL2385992 5.300 6.320 -1.020
1849 CHEMBL1241587 5.300 5.026 +0.274
1850 CHEMBL3233759 5.300 7.061 -1.761
1851 CHEMBLS87084 5.300 6.213 -0.913
1852 CHEMBL6006814 5.290 6.044 -0.754
1853 CHEMBL2047028 5.290 5.965 -0.675
1854 CHEMBL5923228 5.290 5.213 +0.077
1855 CHEMBL113185 5.290 6.055 -0.765
1856 CHEMBL6020006 5.290 6.429 -1.139
1857 CHEMBL1812559 5.290 7.219 -1.929
1858 CHEMBL5945102 5.285 5.694 -0.409
1859 CHEMBL4863109 5.280 5.430 -0.150
1860 CHEMBL4868123 5.280 6.829 -1.549
1861 CHEMBL5804962 5.280 4.904 +0.376
1862 CHEMBL2029700 5.280 5.979 -0.699
1863 CHEMBL3263372 5.280 6.224 -0.944
1864 CHEMBL158805 5.280 4.990 +0.290
1865 CHEMBL113985 5.270 6.313 -1.043
1866 CHEMBL1958220 5.270 5.226 +0.044
1867 CHEMBL58 5.270 5.472 -0.202
1868 CHEMBLA472743 5.270 6.729 -1.459
1869 CHEMBL1958031 5.270 5.003 +0.267
1870 CHEMBL5841526 5.260 5.383 -0.123
1871 CHEMBL5962503 5.260 5.580 -0.320
1872 CHEMBL3742060 5.260 5.470 -0.210
1873 CHEMBL6065282 5.260 5.416 -0.156
1874 CHEMBL6033572 5.260 6.062 -0.802
1875 CHEMBL6000404 5.260 5.554 -0.294
1876 CHEMBL5848379 5.260 5.322 -0.062
1877 CHEMBL5894758 5.260 5.316 -0.056
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1878 CHEMBL6007403 5.260 5.762 -0.502
1879 CHEMBL6026375 5.260 5.409 -0.149
1880 CHEMBL6055178 5.260 5.844 -0.584
1881 CHEMBL5977400 5.260 5.329 -0.069
1882 CHEMBL5863307 5.260 5.702 -0.442
1883 CHEMBL5955586 5.260 5.837 -0.577
1884 CHEMBL5943220 5.260 5.290 -0.030
1885 CHEMBL5964701 5.260 5.634 -0.374
1886 CHEMBL5743278 5.260 5.521 -0.261
1887 CHEMBL6013580 5.260 5.739 -0.479
1888 CHEMBL5899926 5.260 5.722 -0.462
1889 CHEMBL5939638 5.260 5.275 -0.015
1890 CHEMBL1958222 5.260 5.288 -0.028
1891 CHEMBL5800035 5.260 5.342 -0.082
1892 CHEMBL5997253 5.260 5.666 -0.406
1893 CHEMBL5788370 5.260 5.492 -0.232
1894 CHEMBL6012141 5.260 5.662 -0.402
1895 CHEMBL6032138 5.260 5.651 -0.391
1896 CHEMBL5792219 5.253 6.435 -1.182
1897 CHEMBL2316147 5.250 5.367 -0.117
1898 CHEMBL2029696 5.250 6.161 -0.911
1899 CHEMBL377730 5.250 5.752 -0.502
1900 CHEMBL186802 5.250 7.078 -1.828
1901 CHEMBL250315 5.250 7.440 -2.190
1902 CHEMBL1958210 5.250 4.811 +0.439
1903 CHEMBL4066118 5.240 4.914 +0.326
1904 CHEMBL4081698 5.235 6.403 -1.168
1905 CHEMBL5405436 5.230 6.101 -0.871
1906 CHEMBL4650321 5.230 7.180 -1.950
1907 CHEMBL5593611 5.230 6.736 -1.506
1908 CHEMBL1958219 5.220 5.297 -0.077
1909 CHEMBL2385982 5.220 5.762 -0.542
1910 CHEMBL2385988 5.220 6.586 -1.366
1911 CHEMBL1812556 5.220 7.461 -2.241
1912 CHEMBL4063701 5.210 6.322 -1.112
1913 CHEMBL5822544 5.210 6.057 -0.847
1914 CHEMBL2047027 5.210 6.131 -0.921
1915 CHEMBL2316150 5.210 5.212 -0.002
1916 CHEMBL4083467 5.205 6.335 -1.130
1917 CHEMBL3915306 5.190 6.010 -0.820
1918 CHEMBL335932 5.190 5.843 -0.653
1919 CHEMBL1958038 5.190 4.838 +0.352
1920 CHEMBL5201128 5.190 6.227 -1.037
1921 CHEMBL3233768 5.190 7.630 -2.440
1922 CHEMBL3133893 5.185 6.478 -1.293
1923 CHEMBL1958035 5.180 4.998 +0.182
1924 CHEMBL1812566 5.180 6.022 -0.842
1925 CHEMBL309765 5.170 5.338 -0.168
1926 CHEMBL5853228 5.170 5.824 -0.654
1927 CHEMBL3892960 5.170 6.835 -1.665
1928 CHEMBL5739782 5.170 5.853 -0.683
1929 CHEMBL84513 5.170 4.696 +0.474
1930 CHEMBL1241863 5.170 5.731 -0.561
1931 CHEMBL2316145 5.165 5.208 -0.043
1932 CHEMBL5868329 5.160 8.137 -2.977
1933 CHEMBL336410 5.160 4.729 +0.431
1934 CHEMBL57300 5.160 5.261 -0.101
1935 CHEMBL131715 5.160 5.910 -0.750
1936 CHEMBL4215703 5.160 6.464 -1.304
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1937 CHEMBL6016889 5.150 7.077 -1.927
1938 CHEMBIL2316146 5.150 5.274 -0.124
1939 CHEMBL3085377 5.140 7.481 -2.341
1940 CHEMBL1812435 5.140 7.513 -2.373
1941 CHEMBL3586178 5.130 5.515 -0.385
1942 CHEMBL188386 5.130 5.948 -0.818
1943 CHEMBL6042351 5.130 5.874 -0.744
1944 CHEMBL336192 5.130 5.984 -0.854
1945 CHEMBL3287898 5.120 5.633 -0.513
1946 CHEMBL590525 5.120 5.217 -0.097
1947 CHEMBL6062321 5.110 6.391 -1.281
1948 CHEMBL604672 5.110 4.935 +0.175
1949 CHEMBL1812555 5.110 7.347 -2.237
1950 CHEMBIL.242349 5.110 6.812 -1.702
1951 CHEMBL89505 5.100 5.177 -0.077
1952 CHEMBL3221541 5.100 5.788 -0.688
1953 CHEMBL142148 5.100 5.505 -0.405
1954 CHEMBL1958211 5.100 5.085 +0.015
1955 CHEMBL2316144 5.095 5.285 -0.190
1956 CHEMBL1958033 5.090 4.945 +0.145
1957 CHEMBL1958025 5.090 5.027 +0.063
1958 CHEMBL337297 5.090 5.816 -0.726
1959 CHEMBL3586174 5.090 5.504 -0.414
1960 CHEMBL119156 5.085 5.493 -0.408
1961 CHEMBL5269346 5.080 5.537 -0.457
1962 CHEMBL1958029 5.080 5.087 -0.007
1963 CHEMBL3221546 5.070 5.784 -0.714
1964 CHEMBL1958036 5.070 5.226 -0.156
1965 CHEMBL5972723 5.070 8.185 -3.115
1966 CHEMBL2029699 5.070 6.186 -1.116
1967 CHEMBL2437474 5.065 6.446 -1.381
1968 CHEMBL1944921 5.060 5.560 -0.500
1969 CHEMBL543361 5.060 5.470 -0.410
1970 CHEMBL4560998 5.060 6.463 -1.403
1971 CHEMBL5863747 5.053 5.219 -0.165
1972 CHEMBL432941 5.050 5.171 -0.121
1973 CHEMBL1958223 5.050 5.227 -0.177
1974 CHEMBL2437470 5.040 6.483 -1.443
1975 CHEMBL1095464 5.040 5.829 -0.789
1976 CHEMBL5986062 5.030 6.419 -1.389
1977 CHEMBL3960786 5.030 5.672 -0.642
1978 CHEMBL137635 5.030 5.820 -0.790
1979 CHEMBL589068 5.030 5.079 -0.049
1980 CHEMBL487254 5.020 5.470 -0.450
1981 CHEMBL592710 5.020 4.924 +0.096
1982 CHEMBL89723 5.020 5.598 -0.578
1983 CHEMBL410659 5.020 6.639 -1.619
1984 CHEMBL2437475 5.015 6.385 -1.370
1985 CHEMBL3586179 5.010 5.509 -0.499
1986 CHEMBL358494 5.000 5.126 -0.126
1987 CHEMBLA47173 5.000 5.228 -0.228
1988 CHEMBL247228 5.000 6.188 -1.188
1989 CHEMBL142898 5.000 5.724 -0.724
1990 CHEMBL2437484 4.994 6.976 -1.981
1991 CHEMBL116012 4.990 6.411 -1.421
1992 CHEMBLA473141 4.990 6.946 -1.956
1993 CHEMBL1448 4.980 5.359 -0.379
1994 CHEMBL114073 4.973 6.104 -1.130
1995 CHEMBL425620 4.970 5.861 -0.891
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1996 CHEMBL5746124 4.970 7.012 -2.042
1997 CHEMBL514771 4.970 6.276 -1.306
1998 CHEMBL1958030 4.970 5.297 -0.327
1999 CHEMBL5792559 4.963 4.904 +0.060
2000 CHEMBL1958027 4.960 4.977 -0.017
2001 CHEMBL185327 4.960 6.965 -2.005
2002 CHEMBL5818193 4.947 5.208 -0.260
2003 CHEMBL589825 4.940 4.953 -0.013
2004 CHEMBL115519 4.930 5.791 -0.861
2005 CHEMBL1241675 4.920 5.755 -0.835
2006 CHEMBL1945445 4.920 5.406 -0.486
2007 CHEMBL5424516 4.910 7.135 -2.225
2008 CHEMBL337035 4.900 6.064 -1.164
2009 CHEMBL347659 4.890 5.019 -0.129
2010 CHEMBL1254364 4.890 5.440 -0.550
2011 CHEMBL1641994 4.890 5.467 -0.577
2012 CHEMBLA472942 4.870 6.490 -1.620
2013 CHEMBL338449 4.870 5.893 -1.023
2014 CHEMBL113996 4.870 6.377 -1.507
2015 CHEMBL4872030 4.850 5.417 -0.567
2016 CHEMBL1958032 4.850 4.977 -0.127
2017 CHEMBL4878090 4.850 7.090 -2.240
2018 CHEMBL213616 4.840 5.011 -0.171
2019 CHEMBL®&3429 4.830 4.693 +0.137
2020 CHEMBL589120 4.830 4.797 +0.033
2021 CHEMBL428690 4.820 5.973 -1.153
2022 CHEMBL1945647 4.820 5.631 -0.811
2023 CHEMBL1240565 4.820 5.938 -1.118
2024 CHEMBL347160 4.820 4.674 +0.146
2025 CHEMBL2316148 4.820 5.336 -0.516
2026 CHEMBL56319 4.813 5.115 -0.302
2027 CHEMBL1945452 4.800 5.831 -1.031
2028 CHEMBL5896779 4.790 6.013 -1.223
2029 CHEMBL1947045 4.775 5.976 -1.201
2030 CHEMBL214863 4.770 4.818 -0.048
2031 CHEMBL1958026 4.770 5.010 -0.240
2032 CHEMBL5960969 4.763 4.850 -0.086
2033 CHEMBL1956885 4.760 5.640 -0.880
2034 CHEMBL589847 4.760 5.088 -0.328
2035 CHEMBL1241774 4.750 4.826 -0.076
2036 CHEMBL1945645 4.740 5.791 -1.051
2037 CHEMBL2316156 4.730 5.344 -0.614
2038 CHEMBL48760 4.730 5.434 -0.704
2039 CHEMBL4634317 4.720 5.667 -0.947
2040 CHEMBL147112 4.720 5.331 -0.611
2041 CHEMBLR7746 4.720 5.390 -0.670
2042 CHEMBL5555046 4.710 5.447 -0.737
2043 CHEMBLS&6326 4.710 5.481 -0.771
2044 CHEMBL589832 4.710 5.015 -0.305
2045 CHEMBL1945453 4.700 5.848 -1.148
2046 CHEMBL1945444 4.700 5.343 -0.643
2047 CHEMBL1956886 4.700 5.727 -1.027
2048 CHEMBL5875009 4.700 5.052 -0.352
2049 CHEMBL1630578 4.690 6.375 -1.685
2050 CHEMBL2316152 4.680 5.347 -0.667
2051 CHEMBL1641991 4.680 5.423 -0.743
2052 CHEMBL1242661 4.680 5.270 -0.590
2053 CHEMBL1945646 4.670 5.599 -0.929
2054 CHEMBL2437477 4.662 6.321 -1.658
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2055 CHEMBL155607 4.660 4.753 -0.093
2056 CHEMBL1683952 4.660 6.035 -1.375
2057 CHEMBL347074 4.660 5.247 -0.587
2058 CHEMBL149201 4.660 5.169 -0.509
2059 CHEMBL600048 4.660 5.076 -0.416
2060 CHEMBL118109 4.657 5.743 -1.086
2061 CHEMBL148984 4.640 5.325 -0.685
2062 CHEMBL3353396 4.635 5.813 -1.178
2063 CHEMBL358728 4.620 5.327 -0.707
2064 CHEMBL154260 4.620 5.405 -0.785
2065 CHEMBL18797 4.620 5.683 -1.063
2066 CHEMBL1916951 4.610 5.370 -0.760
2067 CHEMBL5557733 4.600 5.468 -0.868
2068 CHEMBL438075 4.600 7.179 -2.579
2069 CHEMBL1916949 4.600 5.363 -0.763
2070 CHEMBL1945450 4.570 5.840 -1.270
2071 CHEMBL592240 4.570 4.544 +0.026
2072 CHEMBL1095445 4.570 5.410 -0.840
2073 CHEMBL592210 4.560 4.906 -0.346
2074 CHEMBL1641998 4.550 5.754 -1.204
2075 CHEMBL5918833 4.540 5.917 -1.377
2076 CHEMBL1945451 4.540 6.017 -1.477
2077 CHEMBL347854 4.540 4.863 -0.323
2078 CHEMBL1945644 4.540 5.739 -1.199
2079 CHEMBL187007 4.540 6.832 -2.292
2080 CHEMBL2312652 4.520 5.713 -1.193
2081 CHEMBL148514 4.520 5.383 -0.863
2082 CHEMBL1254363 4.510 5.881 -1.371
2083 CHEMBL3586175 4.500 5.611 -1.111
2084 CHEMBL146694 4.500 5.270 -0.770
2085 CHEMBL1094784 4.480 6.790 -2.310
2086 CHEMBL3353395 4.470 5.834 -1.364
2087 CHEMBL521155 4.460 5.193 -0.733
2088 CHEMBLA4642842 4.455 5.593 -1.138
2089 CHEMBL314146 4.360 5.276 -0.916
2090 CHEMBL4640482 4.355 5.488 -1.133
2091 CHEMBL4102214 4.350 4.398 -0.048
2092 CHEMBL59099 4.350 5.744 -1.394
2093 CHEMBL1095463 4.340 5.339 -0.999
2094 CHEMBL363607 4.340 5.355 -1.015
2095 CHEMBL5200160 4.335 5.934 -1.599
2096 CHEMBL2437473 4.327 6.389 -2.062
2097 CHEMBL5633878 4.320 5.143 -0.823
2098 CHEMBL1910275 4.320 5.019 -0.699
2099 CHEMBL450622 4.310 5.209 -0.899
2100 CHEMBL3799345 4.310 4.394 -0.084
2101 CHEMBL57553 4.300 5.730 -1.430
2102 CHEMBL5555183 4.290 5.594 -1.304
2103 CHEMBL5532212 4.280 5.568 -1.288
2104 CHEMBL1254199 4.280 5.998 -1.718
2105 CHEMBL1094475 4.260 5.327 -1.067
2106 CHEMBL5560045 4.250 5.539 -1.289
2107 CHEMBL1087055 4.250 4.747 -0.497
2108 CHEMBL5559904 4.210 5.609 -1.399
2109 CHEMBL3353399 4.180 5.922 -1.742
2110 CHEMBL4553708 4.180 5.755 -1.575
2111 CHEMBL324439 4.150 5.862 -1.712
2112 CHEMBL2029697 4.140 5.675 -1.535
2113 CHEMBL5562728 4.130 5.656 -1.526
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2114 CHEMBL414013 4.120 5.752 -1.632
2115 CHEMBL3353400 4.120 5.878 -1.758
2116 CHEMBL5568100 4.090 5.617 -1.527
2117 CHEMBL485246 4.090 5.495 -1.405
2118 CHEMBL5567680 4.070 5.585 -1.515
2119 CHEMBL109259 4.050 6.093 -2.043
2120 CHEMBL504135 4.050 4.758 -0.708
2121 CHEMBL1094808 4.040 5.262 -1.222
2122 CHEMBL1947046 4.040 6.281 -2.241
2123 CHEMBL1087054 4.030 4.913 -0.883
2124 CHEMBL1910268 4.030 6.553 -2.523
2125 CHEMBL1095776 4.020 5.615 -1.595
2126 CHEMBL154911 4.000 5.124 -1.124
2127 CHEMBL57690 4.000 5.675 -1.675
2128 CHEMBL56081 4.000 5.682 -1.682
2129 CHEMBL1077107 4.000 4.936 -0.936
2130 CHEMBL3361128 4.000 5.477 -1.477
2131 CHEMBL312001 4.000 4.509 -0.509
2132 CHEMBL1242663 4.000 5.148 -1.148
2133 CHEMBL4075892 4.000 4.135 -0.135
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