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Edit Heuristic Set 152
| Edit Heuristic 210(1) = generate isomer differing only in position of Nitrogen |

| 210(2) = add or remove Nitrogen from ring |

210(3) = add, remove, or move substituent Substituent List 212

| 210(4) = substitute Oxygen for Sulfur or vice versa |
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Derivation Engine 160
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Derivation Dataset 162

| Applied Edit List 164(1) = added a Nitrogen to aring | ees| 164(N) |
| Derived Molecule Specification 168(1) w | 168(N) |

FIGURE 2

2/4




PCT/US2021/046209

WO 2022/040122

€ J¥NOId

_ Aeme sjips | = Td)BEE [oA97 UOIEOLIPOIN

_ (d)96E 8Injonuls [e}s]|eys pajejouuy

(W)zoL Bojejed einosjow
'(1)204 Bojejeo sjnosjow = T[d76€ ¥sI7 UOIED0T

(8)g9L =
(d)Jz6¢ uoneooads ajepipued Bnuq jenusjod

(dJ0BE Jesejeq ajepipue) Bniq [enusiod

_ Aeme jipe auo = TTJBEE [eAST] UOLEDIIPOA

_ (1)96€ 2Injonuis [e19]e)s pajejouuy

(2)z0L Bojejes anosjow =

oo (7)76€ isI7 UoljeooT

(£)g9L =
{7)Z6¢€ uoneayoads ajepipue) Bniqg jenusjod

(1)06E Jeseieq ajepipue) Bniq [enusiod

08¢ 1oday yoleos

(TTNIOZE Wuno) yoley (IITJOCE unod yole

(n)soL bojeyeo
gnogjow 104 TNJZLE MOy

” ofe

/91 = /L=
(L'2)0ZE WNno) yoie\ T172)0ZE uno) uoje

(z)a0 | Boyepea sjnosjow i)

- (0052

aInyonys [e1s|evs

0L = V=
(IT)OCE WnoQ yoley (7T)OTE Wno) yoley

(1L)26z yidep 1oy
DPIE uwnjo)

(1)zGZ ypdap oy
DPIE uwnjo)

[CIZIE moy
(1)s01 bojejeo co;mww_wmam
ajnoafow 1oL THZ 1S Moy m_:o.m_o_.z. AienD
oIe 20
Arewwng jJesejeq Alenp
yolesg

861 lesele( sjnsay Yyoiess

3/4



WO 2022/040122 PCT/US2021/046209

A~ 400

Generate mapped catalogs based on the molecule catalogs and a mapping
algorithm and then wait for a search request
402

v

Determine query molecule specification and edit heuristic set associated with
—> search request
404

v

Generate derived molecule specifications and optionally applied edit lists
based on the query molecule specification and the edit heuristic set
406

v

Compute mapped versions of the derived molecule specifications based on
the mapping algorithm
408

Y

Search each of the molecule catalogs for each of the derived molecule
specifications via the mapped catalogs and the mapped versions of the
derived molecule specification to generate matching subsets
410

v

Generate potential drug candidate datasets based on the matching subsets
412

v

Generate search results dataset based on the potential drug candidate
datasets and optionally any number of the query molecule specification, the
derived molecule specifications, and the applied edit lists
414

v

Store and/or provide any portion of the search results dataset to any number
of users and/or types of software applications for use in determining
additional drug development candidates
416

New
search request?
418

Yes
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