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Available statistics

The Reaxys system generates three types of usage statistics, which provide information about the
amount of stations, users, sessions, searches and exports per month.

Typically, the statistics are provided as a Microsoft® Excel® workbook with three worksheets:
e An overview sheet showing the overall usage per account and month
e User-based statistics showing the sessions, searches and exports per user

e |P-based statistics showing the sessions, searches and exports per identified public IP
address

This document explains the details of the Reaxys and Reaxys Medicinal Chemistry statistics provided
by Elsevier from 2022 onwards.
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General account statistics

These statistics provide a general overview of usage of a given account. The general account
provides monthly summary statistics for the current year for the information shown below.

Note: The statistics also contain information about batch and link-in searches and Retrosynthesis
projects.

Batch search is a special feature of Reaxys and Reaxys Medicinal Chemistry. It allows users to
upload files containing multiple reaction, substance or citation queries. Each reaction, substance
or citation query of such a batch file is counted as a single query. The numbers in the columns
below provide additional information helping to differentiate searches performed in batch mode
from regular searches. The searches are automatically added to the corresponding search
columns.

Link-in searches are searches that are triggered through a parametrized URL of Reaxys. Please
refer to our support center for more details about this feature

Retrosynthesis can be started from each displayed structure in any result set by clicking the
Synthesize hyperlink/icon. A click on Create Retrosynthesis Plans in the dropdown is counted as
one single reaction search. Retrosynthesis can also be started from the Retrosynthesis page in
Reaxys: draw a target molecule and click Synthesize will start a retrosynthesis project which is
counted as a reaction search. (see also “Reaction searches via Retrosynthesis” for more details)

Department/Group Name = Elsevier internal customer identifier
Customer Name = Customer name

SISID = Elsevier internal customer 1D

Total unigue named users = total number of logged in users
Total unigue anonymous users = total number of anonymous users
Year = 4-digit number, current year

Month = number for the counted month

Total Users = number of different users

Total Named Users = number of logged in users

Total Anonymous Users = number of anonymous users
Search Sessions = number of different sessions

Search Stations = number of different station IDs counted

All searches = number of all searches including reactions, substances, documents, bioactivity, and all
batch searches
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Searches Reactions = number of reaction searches (Reaxys)
R-Batch Searches = number of reaction searches performed in batch mode (Reaxys)
SynthesisPlan (published) = number of synthesis plans requested using published data (Reaxys)

SynthesisPlan (predicted) = number of predicted synthesis plans requested (Reaxys predictive
Retrosynthesis)

Bioactivity Searches = number of bioactivity searches (Reaxys Medicinal Chemistry)

B-Batch Searches = number of bioactivity searches performed in batch mode (Reaxys Medicinal
Chemistry)

Searches Substances = number of substance searches

S-Batch Searches = number of substance searches performed in batch mode
Searches Citations = number of document searches

C-Batch Searches = number of document searches performed in batch mode

Link-in Searches = number of searches triggered by the Reaxys/Reaxys Medicinal Chemistry Link-in
feature (via URL)

Alert Searches = number of searches triggered by an Alert

History R/B/S/C searches = 0

Combined history searches are now performed using the Query Builder and therefore are counted as
a reaction, substance, document or bioactivity search. The history searches field is kept for
compatibility with older Reaxys usage reports.

R-Exports = number of times reaction data was exported

R-Exported = total number of reaction data exported

S-Exports = number of times substance data was exported

S-Exported = total number of substance data exported

C-Exports = number of times citation data was exported

C-Exported = total number of citation data exported

Figure 1. Example of general account statistics
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User-specific statistics

These statistics provide an overview of the usage per user.

Anonymous users are counted as one if they access Reaxys or Reaxys Medicinal Chemistry with the
same station ID. If anonymous users come in from different station IDs, then they are separated by
sequential numbers. If a user logs into Reaxys or Reaxys Medicinal Chemistry during an anonymous
session, then all searches performed after login are counted for that user ID.

Since the station ID is an arbitrary number stored in a cookie, it can be deleted at any time. This
generates a new anonymous user ID, which is counted separately.

The following information is given:

Year = as for general account statistics

Month = as for general account statistics

User = user name (see note for general account statistics about anonymous users)
Search Sessions = as for general account statistics

Search Stations = as for general account statistics

All searches = as for general account statistics

Searches Reactions = as for general account statistics
R-Batch Searches = as for general account statistics
SynthesisPlan (published) = as for general account statistics
SynthesisPlan (predicted) = as for general account statistics
Bioactivity Searches = as for general account statistics
B-Batch Searches = as for general account statistics
Searches Substances = as for general account statistics
S-Batch Searches = as for general account statistics
Searches Citations = as for general account statistics

C-Batch Searches = as for general account statistics
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Link-in Searches = as for general account statistics

Alert Searches = as for general account statistics
R-Exports = number of times reaction data was exported
R-Exported = total number of reaction data exported
S-Exports = number of times substance data was exported
S-Exported = total number of substance data exported
C-Exports = number of times citation data was exported

C-Exported = total number of citation data exported

Please see comment about batch searches under general account statistics.

Figure 2. Example of user-specific statistics
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IP address-specific statistics

Reaxys and Reaxys Medicinal Chemistry typically use IP authentication to identify a given account.
However, several IP ranges may have been entered for a customer to reflect a license situation
covering multiple sites or departments with different firewalls. Reaxys and Reaxys Medicinal
Chemistry log the public IP address of incoming calls and usage statistics based on the IP addresses
provided in this section.

Year = as for general account statistics

Month = as for general account statistics

User = user name (see note for general account statistics about anonymous users)
Search Sessions = as for general account statistics

Search Stations = as for general account statistics

All searches = as for general account statistics

Searches Reactions = as for general account statistics
R-Batch Searches = as for general account statistics
SynthesisPlan (published) = as for general account statistics
SynthesisPlan (predicted) = as for general account statistics
Bioactivity Searches = as for general account statistics
B-Batch Searches = as for general account statistics
Searches Substances = as for general account statistics
S-Batch Searches = as for general account statistics
Searches Citations = as for general account statistics
C-Batch Searches = as for general account statistics

Link-in Searches = as for general account statistics

Alert Searches = as for general account statistics

R-Exports = number of times reaction data was exported
R-Exported = total number of reaction data exported
S-Exports = number of times substance data was exported
S-Exported = total number of substance data exported

C-Exports = number of times citation data was exported
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C-Exported = total number of citation data exported

Please see comment about batch searches under general account statistics.

Figure 3. Example of IP address-specific statistics
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Definitions
1.1 Session definition

Reaxys and Reaxys Medicinal Chemistry count a session if an IP authentication is successful and the
now anonymous user can see the query page directly after entering the Reaxys or Reaxys Medicinal
Chemistry URL in a web browser OR after the user has logged into the system via user name and
password. If an anonymous user logs into Reaxys or Reaxys Medicinal Chemistry after already using
the system, then this is also counted as a new session until the user logs out or closes the browser.

1.2 Station definition

On first use, Reaxys and Reaxys Medicinal Chemistry generate an arbitrary station ID number that is
stored in a cookie on the local workstation. The algorithm used ensures that there is a high probability
that this number is always unique on a global basis. This station ID is sent to the Reaxys/Reaxys
Medicinal Chemistry server with each successful session and enables Reaxys/Reaxys Medicinal
Chemistry to distinguish different anonymous users. However, it cannot be used to identify
anonymous users and if the cookie is deleted during normal browser hygiene operations, then a new
station ID and new anonymous user are generated. For an IP authenticated environment, this is the
only method possible to attain some level of insight into how many different users are using Reaxys
and/or Reaxys Medicinal Chemistry.

1.3 Search definition

The core of the Reaxys and Reaxys Medicinal Chemistry usage statistics is the number of different
searches counted by the system. In contrast to other systems, Reaxys and Reaxys Medicinal
Chemistry have several ways of triggering an event that is counted as search and can therefore
provide statistics for the different types of searches as outlined in the table below, in the Object
column. Several of these objects will be counted together in different categories as outlined in the
column Count as.

The following list shows the operation types counted as one search.

Object ‘ Action Counts as (type of search)
Reaction Search Query Builder Reaction Search (A)

Target Search Query Builder Bioactivity Search (A)
Substance Search Query Builder Substance Search (A)
Document Search Query Builder Document Search (A)
Reaction Click “View Results” on results preview Reaction Search (Al)
Target Click “View Results” on results preview Bioactivity Search (A1)
Substance Click “View Results” on results preview Substance Search (Al)
Documents Click “View Results” on results preview Document Search (A1)

10
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Object ‘ Action Counts as (type of search)
Reaction SearchBatch Reaction Search (B)

Target SearchBatch Bioactivity Search (B)
Substance SearchBatch Substance Search (B)
Document SearchBatch Document Search (B)

ReactionDisplay

Apply Filter (Limit to, Exclude)

Reaction Search (C)

ReactionDisplay

Selection Filter (Limit to, Exclude)

Reaction Search (D)

TargetDisplay

Apply Filter (Limit to, Exclude)

Bioactivity Search (K1)

TargetDisplay

Selection Filter (Limit to, Exclude)

Bioactivity Search (K2)

SubstanceDisplay

Apply Filter (Limit to, Exclude)

Substance Search (C)

SubstanceDisplay

Selection Filter (Limit to, Exclude)

Substance Search (D)

DocumentDisplay

Apply Filter (Limit to, Exclude)

Document Search (C)

DocumentDisplay

Selection Filter (Limit to, Exclude)

Document Search (D)

(Spyunglri]:ﬁlesdlz;lan (e:rrlgzigdPlan with option Published Reaction Search (E1)
(SF));gtézgfeizlilan (e:rrlgzigdPlan with option Predicted Reaction Search (F1)
Synthesize Find Preparations Reaction Search (A2)
Heatmap Apply Filter (Limit to, Exclude) Bioactivity Search (G)
Heatmap Selection Filter (Limit to, Exclude) Bioactivity Search (H)
Link-In Open URL Link-in

Alert Scheduled Alert search Alert

11

Number of reaction searches = reaction search (A) + reaction search (Al) + reaction search (A2) +
reaction search (B) + reaction search (C) + reaction search (D) + reaction search (E1) + reaction
search (F1)

Number of bioactivity searches = bioactivity search (A) + bioactivity search (A1) + bioactivity search
(K1) + bioactivity search (K2) + bioactivity search (G) + bioactivity search (H)

Number of substance searches = substance search (A) + substance search (Al) + substance search
(B) + substance search (C) + substance search (D)

Number of citation searches = document search (A) + document search (Al) + document search (B)
+ document search (C) + document search (D)

Number of all searches = number of reaction searches + number of bioactivity searches + number of
substance searches + number of citation searches + Link-in searches + Alert searches
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Note: Link-in and alert searches values are not discriminated by reaction, substance or citation mode
of search. They are simply added to all the searches.

1.4 Export definition

Reaxys and Reaxys Medicinal Chemistry counts an export if the data is successful downloaded by a
user from the Results page. User can download multiple result set in the desired format from the
application.

Per result context system provide two export counts. First one is the number of times export is
invoked and the second is the total number of rows that have been exported in a month.

Note: Any export from the target and bioactivity page are accounted as substance exports in the
statistics.

12
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Examples

The following screenshots illustrate the events which trigger certain usage counts. They have been
created from a product license for the combined Reaxys and Reaxys Medicinal Chemistry, which
display together through a single interface to the user.

1.1 Reaction, substance, document and target search: basics

If the user starts from Quick Search, a Results Preview screen appears. Clicking on View Results in
each case counts as the search type shown to the right of the screenshot. Clicking on Preview
Results does not affect the search count.

322 Targets structure [ @ [as drawn Preview Results + Bioactivity search

4 Substances  Structure :average similarity Preview Results « | View Results > Substance search

4 Reactions Product(s) :asdrawn Preview Results «/ View Results » Reaction search

31,745 Documents  Titles, Abstracts, Keywords : cdk2 Preview Results + View Results > Document search

13
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1.2 Reaction, substance, document and target search: filters and
Limit to/Exclude selection

On any given Results page, the user can define various filters by opening the desired topic in the
Filters column and selecting from the presented values. As soon as the button Limit to or Exclude is
clicked, a search is triggered and counted for the statistics. Depending on the result context, this filter
application is either counted as substance, reaction, bioactivity or document search.

In this example, clicking Limit to or Exclude would add a new reaction search count because this is
the results page for reaction searches

Reaction search

4 Reactions out of 1 Documents containing & Substances, 322 Targets

:
@ = [ Yo} €D Reaxys Ranking ¢
Export
By Structure v
Yield o [] Reaction ID: 16571453
1
Reagent/Catalyst 1 ~ .
] 1-methyl-pyrrolid 4 2l
1-methyl-pyrrolidin-2- e .Nu}
u{ >ﬁ —_ 18
one ne’ . é
[®] sodium hydride - 3
= i=]
Solvent v
1 Conditions ~  Find Similar 3
Catalyst Classes v Yield Conditions References
Solvent Classes o Multi-step reaction with 3 Schow, Steven R.; Mackman, Richard L.; Blum, Cheri L;
1: butan-1-ol | Heating Brooks, Eric; Horsma, Amy G.: Joly, Alison; Kerwar, Suresh
. 2: NaH | dimethylformamide S.; (...} Zhang, Xiaoming; Lum, Robert T. - Bioorganic and
Product Availability v 3: N-methylpyrrolidinene | Heating Medicinal Chemistry Letters, 1997, vol. 7, # 21, p. 2697 -
View Scheme > 2702
Reactant Availability v Full Text 71 Cited 68times 4 Details »

Abstract
Reaction Classes v

loutofl
Document Type v

If the user browses through the hitset and selects several items in the Filters column, they can use
the Limit to or Exclude option each time. Each application of this operation adds a new breadcrumb
and is counted as a search in the respective context.

Note: If the user switches to the Documents results view from this Reactions screen and then applies
a filter using the Limit to or Exclude option, this is counted as a document search, although the
overall number of searches is the same.
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1.3 Query Builder searches

The Query Builder provides users with the ability to flexibly create complex queries and search them
in the desired context (Reactions, Targets, Substances or Documents, see the dropdown in the image
below). A click on a search context adds a search count to the respective context search statistics.

Find search fields and forms

o 3] 13 —ZH—E%/

Import Structure  Molecular Fglimula Fields ~ Forms History

Reactions

Reaction search

Targets

Substances
Basic Indexes
Documents

Identification

Physical Properties

Reaxys

Bioactivity search

Substance search

Document search

15




1.4 Reaction searches via Retrosynthesis

Retrosynthesis plan generation can be started from a results page using the Synthesize Icon, a
Synthesis Plan, or from the Sketcher. Independent from from the starting point, creating a plan
using published data will count as SynthesisPlan (published), creating a plan using predictive
Retrosynthesis will count as SynthesisPlan (predicted). Each published and predicted plan creation
will count as a reaction search. Each click on Find Preparations will count as reaction search.

DEEYCX0 &= EeHEO

Reaction search

[v, | o] v
& R sofiresppm
., i it i
- A Suensesl bulng bk perprojac oy
4 10)
P B Wminpocesingime
o o TosMLM USRS Rse
s
o [
N \
(1% . . Edit
W °
S s
& ] Published @ ~
= . - F
3l s )
=1 e 3 branches per step (Up 1)
o Ssioppm gl
Srop s commercl uiding blocks
Br S0% yiesd par stap (3ssumad, I not
| ey
Edit #
ADOQROOOOH X -
Tl - |
- SynthesisPlan SynthesisPlan
< ; .
(predicted) (published)
@} Parameters X
[E] Predicted @ v [H] Published @ v
20 full routes (up to) 5 full routes (up to)
3identical reaction steps per project (up to) 5 branches per step (up to)
3 identical building blocks per project (up tc) 5 steps per route (up to)
10 min processing time Stop at commercial building blocks
STD SIAL LN EM U2 U5 T1 RSM3 RSM# RSMS building 50% yield per step (assumed, if not published)
blocks
Edit &
Edit &
[E] Aways show screen before creating plan Create Plans
naringenin
CHO5CHSOH, 272257
Identification
Options X

> Find preparations

> Craata retrosynthasis plafs

 Copy structure to query
Step

Druglikeness

% Find preparations,

3 Create retrosynthesis pl3
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1.5 Filters and limits to the Heatmap selection

Heatmap is a powerful tool for visualizing bioactivity data. Users can define various filters by opening
the desired topic on the left side and selecting the presented values. When Limit to or Exclude is
clicked, a search is triggered and counted as a bioactivity search. A user also can select single or
multiple columns or rows and use the Limit to or Exclude options. Again, this counts as a bioactivity

search.

o o & F ©® @

Limit To Exclude Export Settings Mavigator Legend

T |z = F % 1= w g
=] 3 @
ENE: g glg 2 =
Lo & % 5|2 3 ¢ ¢
TlE] & £ T~ slg @ 1 2
: o 3 3 o — g =
IR Rl
28|22 = 8 = R
w 2|85 £ T &8 §|=|2 = 5
2 3|lgl= 3 £ 3 2|25 & 5 =
B~ - m - B~ < = | =< ™ ™ ™
= Bioactivity search
i W W ur uy N W W Y
Substances .‘ ’
3,4-Dihydro... oic acid . .|!6 % 3.

Sort by activity
Limit to selected column(s) (>
Exclude selected column(s) @

Target summary
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1.6 Batch queries

Users have the option of loading SD files containing multiple substance queries in Molfile format or
factual queries as text files. When loaded, Reaxys presents the file analysis, together with the count
of searches included in the batch file. Clicking Search start the batch process. Each query in the
loaded batch file is counted as a batch reaction, batch substance, batch document or batch bioactivity
search, depending on the context selected by the user.

RECIXYS" Quick search  Query builder ~ Results  Synthesis planner  History

Search substances, reactions, documents and bioactivity data

in Reaxys, Reaxys Medicinal Chemistry, PubChem, eMolecules, LabNetwork and SigmaAldrich

Q. Reactions, e.g. preparation of porphyrine

Batch Query file loaded X

Search for File "query.txt" with 24 queries has been loaded

| Reaction search |

Reactions
| Bioactivity search | Targets
| Substance search | Substances

Documents
Document search

18
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1.7 Link-in searches

The Link-in feature allows customers to create links into Reaxys and Reaxys Medicinal Chemistry
from external sources, such as Microsoft Word® documents, Microsoft Excel sheets or Intranet sites.
In addition, some of the supported export formats, such as PDF or Microsoft Excel, yield documents
enriched with hyperlinks pointing back to Reaxys and Reaxys Medicinal Chemistry.

In terms of usage reporting, it means that when a user clicks on a hyperlink in such a document, the
relevant search is run and counted in the usage statistics as one search. It is added to the All
Searches column of the usage report.

1.8 Alert searches

Registered users can schedule searches to be run automatically at a defined time (e.g., after each
update, weekly, monthly) based on previously defined queries. Each automatic run of an alert
generates a search counted in the usage statistics under Alert Searches and All Searches.

1.9 History combine searches

Combining searches from the History is performed using Query Builder, so the search is counted as
a reaction, substance, document or bioactivity search, depending on the context chosen by the user.
The count for History R/B/S/C Searches is reported as 0. This column is kept for compatibility with the
former Reaxys usage reports.

19
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1.10Reaction, substance and document download: Export selection

On any given Results page, the user can select various result items from the presented values. As
soon as the button Export is clicked, system presents a screen to select the format and the range of
the data to be exported. On click of the Export, the download event is triggered and counted for the
statistics. Depending on the result context, this Export is either counted as substance, reaction, or
document export.

Note: Any export from the Target and Bioactivity page are accounted as substance exports in the
statistics.

In this example, clicking on Export would add a reaction export count because export is triggered for
the reaction results. Hence R-Export = 1 and R-Exported = 2 indicating that 2 reaction rows were
downloaded by a single export. Subsequent exports will increment these metrics.

Export reactions Reaxys X
Choose a format: PDF/Print AN o)
Range: Selected - 2 v 0
Export: (@) All available data (0]
O Identification data only (0]
O Hit data only (0]
Additional options: [H] Include structures

E Include experimental procedure

[] Include a description in the document

Reaction export

Microsoft, Word and Excel are trademarks of Microsoft Corporation. Elsevier B.V. and Microsoft Corporation are not affiliated companies.
Copyright © 2022 Elsevier Limited except certain content provided by third parties. Reaxys is a trademark of Elsevier Limited.




