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/—202
A method for reducing a number of test objects in a plurality of test objects in a test
object dataset.
l /-204
Obtain (A), in electronic form, the test object dataset. 506
________________4"—
IEach test object in the plurality of test object is a chemical compound. |
L __ _ s

|The test object dataset includes a plurality of feature vectors, where each |
feature vector is for a respective test object in the plurality of test objects, and
|a size of each feature vector in the plurality of feature vectors is the same

_—— — — — — —  — — — — —  — — —_— —_— —_— —

i _—210

Apply (B) a target model, for each respective test object in a subset of test objects
from the plurality of test objects, to the respective test object and at least one target
object to obtain a corresponding target result, thereby obtaining a corresponding
subset of target results.

________________ _/;’

| The subset of test objects is selected from the plurality of test objects on a

| The applying further comprises selecting one or more test objects from the |
plurality of test objects for the subset of test objects based on evaluation of
| one or more features selected from the plurality of feature vectors.
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— 220

Train (C) a predictive model in an initial state using at least i) the subset of test
objects as independent variables and ii) the corresponding subset of target results
as dependent variables, thereby updating the predictive model to an updated
trained state.

| complexity, the predictive model exhibits a second computational complexity,
and the second computational complexity is less than the first computational
| complexity.

|The predictive model in the initial trained state comprises an untrained or
partially trained classifier. |

[

|The predictive model in the updated trained state comprises an untrained or |

- 222

— 224

— 226

Iﬂartially trained classifier distinct from the predictive model in the initial state.

¢ 228

Apply (D) the predictive model in an updated trained state to the plurality of test
objects, thereby obtaining an instance of a plurality of predictive results.

— 230

‘ —232

Eliminate (E) a portion of the test objects from the plurality of test objects based at
least in part on the instance of the plurality of predictive results.

|The eliminating comprises i) clustering the plurality of test objects, thereby
Iassigning each test object in the plurality of test objects to a respective cluster |
in a plurality of clusters, and ii) eliminating a subset of test objects from the |
plurality of test objects based at least in part on a redundancy of test objects in
Iiidividual clusters in the plurality of clusters.
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Determine whether one or more predefined reduction criteria are satisfied. When
the one or more predefined reduction criteria are not satisfied the method further
comprises: (i) applying, for each respective test object in an additional subset of test
objects in the plurality of test objects, the target model to the respective test object
and at least one target object to obtain a corresponding target result, thereby
obtaining an additional subset of target results. The additional subset of test
objects is selected at least in part on the instance of the plurality of predictive
results; (ii) updating the subset of test objects by incorporating the additional subset
of test objects into the subset of test objects; (iii) updating the subset of target
results by incorporating the additional subset of target results into the subset of
target results; (iv) modifying, after the updating (ii) and the updating (iii), the
predictive model by applying the predictive model to at least 1) the subset of test
objects as independent variables and 2) the corresponding subset of target results
as corresponding dependent variables, thereby providing the predictive model in an
updated trained state; and (v) repeating the applying (D), eliminating (E), and
determining (F).
________________ f
|-The applying (i) further comprises forming the additional subset of test objects 1
by selecting one or more test objects from the plurality of test objects based
on evaluation of one or more features selected from the plurality of feature
|vectors.

- _ _
|Satisfaction of the one or more predefined reduction criteria comprises |
comparing each predictive result in the plurality of predictive results to a
|corresponding target result from the subset of target results. |
_________________ ]

|Wher1 the one or more predefined reduction criterion are satisfied, the method |
further comprises applying the predictive model to the plurality of test objects

|and the at least one target object, thereby causing the predictive model to |
|provide a respective interaction score for each test object in the plurality of test |

objects.
—
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