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Freedom to Operate

Query modification

Use of Superatoms, G Groups and Variable Poindétathment

NT
HAL—#

Gl = G2= CHKT, CHE'T, CHYNT
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* Query modification

A somewhat more general query might be consideréeérev any alkoxy,

alkenyloxy or alkynyloxy groups are acceptable liacp of the methoxy groups
and any halogen is acceptable in place of the brvepin any position on the
benzene ring.

This query will have the following features:

- G groups are used to cover the variable valueg,akenyl, alkynyl.
- CHK Superatom is used to express the "alkyl" gerterm.

- CHE Superatom is used to express the "alkenylegenerm.

- CHY Superatom is used to express the "alkynyl'egerterm.

- A NT (Narrow Translation) attribute is applied ahe CHK, CHE, CHY
Superatoms in order to retrieve structures whereipesalues of alkyl (e.g.
methyl, ethyl, isopropyl) have been indexed as wasllthose where only the
generic term alkyl has been indexed.

- Likewise, an HAL Superatom is used to express'tladogen™” generic term and

a NT attribute is applied on this Superatom toieed& structures where specific
values of halogen (e.g. chlorine, bromine, fluoyihave been indexed, and those
where only the generic term halogen has been irtlexe

- Variable points of attachment should be specifeedhe halogen Superatom.
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Freedom to Operate

Query modification

* Recall previous query:

*E & QT *E &

Prewvious walid input (Answer No to draw a new gqueryl ? [ ¥/N )

2

4 Previous valid input [&nzwer Mo to drave a new query) @l Mo |

I /’V

Click on theYesbutton or type
Y in the command window
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* Query modification

The modified question can be input on-line veryclly by recalling and
modifying the previous query using the power edstoucture drawing capability.

The previous query remains active unless anothenyge recalled or input.

Type QT at the ST level and answ&r(Yes) to the questiofPrevious Query?"
or click on theYesbutton.

Then typeVE after the QT prompt to verify the recalled query.
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Freedom to Operate

Query modification

* Previous query verification
- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP,ATTR,VE) ? VE

£ MikGraphx V.1.0.2.24 [ 51
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* Query modification: verification of the previous query
We can check that:

* Bromine is nodd 8

» Methyl groups are nodexl and22.
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Query modification
- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP,ATTR,VE) ? GR
“.’;”17-23
? [2-17
? VE
| Previous queryl
BuW/CZE
MMS 01-2010 IV-5

» Query modification using power editor
» Graph: typeGR at the QT level and
* Create a bond between nodes 17 and 23:1yp23
* Delete the bond between nodes 2 and 17: &3/
* Verify the resulting query: typ€E.
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Query modification

- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP,ATTR,VE) ? AT

? G222

- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP,ATTR,VE) ? VP
# Atom 23 of group 0
? 1,2,345

- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP,ATTR,VE) ? TRA
? NT 17
?

- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP,ATTR,VE) ? VE

Query resulting from the previous slid

E/Cza

"7
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» Query modification using power editor

» Atoms: specify the atoms:
HAL 17
# 23(#is a dummy atom used to specify variable pointattsichment
G120
G2 22

* Variable positions: VP command

# on node 23 should be attached on nddes3,4,5of the benzene ring

* Translation attributes: typ€RA then NT 17 at the question mark to
specify a Narrow Translation attribute on the HAlalpgen) Superatom
which is node 17

» TypeVE to verify group GO
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* Query modification
* Query verification
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GM and GI Commands

- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP,ATTR,VE) ? GM
The query contains the following G groups: GO, G1, G2
Which G group do you want to describe ? 1
- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP ATTR,VE) ? GR

5

? i’TZ'?’ TypeQT commands

,,,,,,, directly at? level

? CHK1

? CHE2

? CHY 3

? TRA

? NT

?
- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP ATTR,VE) ? Gl —— Copy a group
Which group do you want to describe ? 2
Which group do you want to copy ? 1
The content of the group G1 has been copied in the g roup G2. Warning: Attachment
points not copied if the group you copied has multi-no de values
- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP,ATTR,VE) ?

MMS 01-2010 V-8

* Query modification
* GM and Gl commands
We then use the GM command to define the G1 group.
We first specify the graph then the atoms.
We need to apply NT attributes on the CHK, CHE @htlY Superatoms.

We typeTRA to define translation attributes thBii to apply the Narrow
Translation attribute on all the Superatoms define@1: CHK, CHE and CHY.

We then use the Gl command to define G2 identc&1.

The values of G1 (CHK, CHE, CHY) are copied in @&h the translation
attributes.

The group G2 can be verified by typik@ .

SearchingMS andaccessingatentreferences
IV -8



Query modifications#) [OFTEE

Fresdom to Operate

Query verification

£. MikGraphX V.1.0.2.24 MEER
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* Query modification
* Query verification
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Fresdom to Operate
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* Query modification
* Query verification
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Fresdom to Operate

Searching the modified query

- QT - (CN,CA,GM,GI,GR,BO,AT,FS,AP,VP,ATTR,VE) ? Fl
Query validation in progress

Query validated

- ST- (BA,CN,QT,RF,RE,AA,SB,BL,INFO,HELP) ? RE

*kk SB *kk
Bitscreen Search started

* SEARCH IN PROGRESS *

Bitscreen Search completed
Result stored in R set : R35

R35 - BS/MMS FRONTF MPHARM WPIM BACKF : 280216 answer(s)
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» Searching the modified query
* RE search
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Freedom to Operate

Searching the modified query

- ST- (BA,CN,QT,RF,RE,AA,SB,BL,INFO,HELP) ? AA

*kk AA *kk

Atom by Atom Search started on R set R35
27 answers(s) for 117435 candidates (no rx candidat e(s))
52 answers(s) for 219820 candidates (no rx candidat e(s))

Removing duplicates
Atom by Atom Search completed on R set R35
- 61 answer(s) stored in R set R36

R36 - AA/R35 : 61 answer(s)

Automatic saving of answer sgts

MMS 01-2010 IvV-12

» Searching the modified query

* AA search
Answer sets are numbered automatically.
AA answers are stored in tfR86 answer set.
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Searching the modified query

Second search

First search (broader search)

29 answers 61 answers

MMS 01-2010 IvV-13

 Searching the modified query
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Freedom to Operate

Listing additional results

1) Direct Boolean operation

- ST- (BA,CN,QT,RF,RE,AA,SB,BL,INFO,HELP) ? R36 NOT R34
Boolean Search started : R36 not R34
Boolean Search completed R36: answer set / second query: 61 answels

Result stored in R set : R37

R34 answer set / first query: 29 answers

#. Name Search Database  answer(s) RX RX F ile
37 R37 BOOL MMS 33

R37 - BOOL/MMS : 33 answer(s)

2) Listing additional results
- ST- (BA,CN,QT,RF,RE,AA,SB,BL,INFO,HELP) ? LI 1-8

1 CN =95080508-03
CN =95090474-06
CN =96055851-01
CN =96055851-02
CN = 97085530-02
CN =97095326-01
CN = 97095326-04
CN = 97095326-05

0 ~NO O WN
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* Accessing structure answers
* Listing additional results

1) A Boolean operation can be performed directlyhat ST level by using the
answer set numbers in the logical operation. ThéAlanswers of the second
search have been saved automatically in R36 and®%hanswers of the first
search have been saved in R34. To obtain an ansetecontaining only the
additional answers, we can exclude (NOT Booleanraipg the 29 answers
obtained with the first query from the 61 answdrtamed with the second query:
R36 NOT R34

The result - 33 answers - is placed in the next alsllanswer set: R37.

2) The 8 additional answers of the second searclthezn be listed using the LI
commandil 1-8

SearchingMS andaccessingatentreferences
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Freedom to Operate

Viewing additional results
-ST- (BA,CN,QT,QG,RF,RE,AA,SB,BL,BI,INFO)? VI FO 2
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* Accessing structure answers
* Viewing additional results

The 33 answers can be displayed in View Focus ubay| FO command (the
corresponding query is still active). The viewelinsited to ten structures
answers at one time, so the command is VI FO 1-10.

VI FO will display only the first CN. VI FO 2 wiltlisplay the second answer,
focusing on the parts of the molecule which allbe tetrieval.

The main group (GO0) is displayed first.

SearchingMS andaccessingatentreferences
IV -15



@Ouestel

Freedom to Operate
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* Accessing structure answers
* Viewing additional results

A click on theFocus> button displays the next focus group, G1, with Bom
the meta-chloro anilino group.

The chlorine atom in the answer matches the HALeBatpm with a NT attribute
of the query.

This answer was not retrieved in the previous $eatttere a bromine atom was
specified in the query.
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Freedom to Operate
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* Accessing structure answers
* Viewing additional results

A click on the Focus> button displays the next group, G3, with focus ba t
methoxy group.
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* Accessing structure answers
* Viewing additional results

A click on theFocus>button displays the next group, G4, with focus'oa t
methoxy group.
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Saving answer sets

- ST- (BA,CN,QT,RF,RE,AA,SB,BL,INFO,HELP) ? SV CN

Please, enter the name you want to assign to the saved s et
(you can use a maximum of 15 characters ) ?

searchl

Saving in progress

The following set was saved successfully
#. Name CN Search File Date

13 searchl 33 BOOL MMS 2010 -01-04

MMS 01-2010 IvV-19

* Accessing patent references

Step 1:Saving MMS answer set as a CN list.
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Freedom to Operate

Switching to Questel

- ST- (BA,CN,QT,RF,RE,AA,SB,BL,INFO,HELP) ? ..Bl

(C) QUESTEL 1994
QUESTEL.ORBIT (TM) 1998 02/01/07 17*34*51

- LLLALLEW LUL LWELL FSLAYELY WAL LAUAS LU LORLIOaU REOULLD
- New Export Feature: improved offline optcions - INFO EXFORT
- *PatentExaminer portfolioc manager svailsable - INFO PATEXAM

4+ LFILE /.INFD / .GUIDE ?

Teminal Setgicesl Results I

Subdccount :

=3} @ Sciences & Technold
@ Trademarks
@ Designs & Models

<< main >3 |

postal address |

Click on theTerminal tabulation |ensisies: |
Help | ,DptITI

MMS 01-2010 IV -20

* Accessing patent references

Step 2:Switch to the bibliographic files
Type..Bl at the ST level to switch from MMS to the biblioghac files.

To move back to MMS, typeST MDARC.

..Bl

~ T

MMS Questel

®“

.ST MDARC

Note: In order not to be taken by default to the Resalitwhen running a search,
click on Settings the Questel.Orbit Parameters...then untick Show results
panel when submitting search

SearchingMS andaccessingatentreferences
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Frasdom to Operate

Bibliographic processing

1- Select the bibliographic file PHARM
FILE PHARM

2- Process the Compound Number list in the PHARM fil
*MD searchl/CN

3- Select the bibliographic file DWPI
FILE DWPI

2- Process the Compound Number list in the DWPI file
*MDARCLIST search1/CN

MMS 01-2010 IvV-21

* Accessing patent references
* Bibliographic processing

Step 3:Selecting a bibliographic file: PHARM or DWPI: TypdLE PHARM
or FILE DWPI after the question mark.

Step 4:Processing the Compound Number lists: Processin@NE lists is
performed with théMD command. It is applied directly to the saved ansyee¢r
The 8 answers of the Boolean search have been sauggl the filesearchl To
process this list of CN’s in the bibliographic filesve type: *MDARC
search1l/CN

SearchingMS andaccessingatentreferences
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ic Proces

Viewing PHARM results

PHARM

QUESTEL - Timein minutes: 2,67
The cost estimation below is based on Questel's
standard price list
Estimated cost: 3.02 USD
Cost estimated for the last database search : 3. 02 USD
Estimated total session cost .3 02 USD

Selected file: PHARM

Period covered: weeks 7801-9952 (US), 7801-9952 (EP ), 7801-9952 (FR)
8410-9952 (DE and GB), 8308-9952 (PCT). BSM: full ¢ ollection.
Backfile indexing continues as usual but no further indexing
concerning the Frontfile will take place in 2001. A replacement
service is being designed to allow any further sear ching.

1- *MD SEARCHI/CN - 5

** SS 1: Results 5

MMS 01-2010 IvV-22

* Accessing patent references
* Viewing the results in PHARM

The processing of threearchllist in PHARM gives 5 results.

Keep in mind that in PHARM there are not only pharmaicalitpatents
but also general chemistry patents.
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Freedom to Operate

Viewing PHARM results
TypePRT MAX 1-5

MMS 01-2010 IvV-23

* Accessing patent references
* Viewing the results in PHARM

This slide shows the first answer.

SearchingMS andaccessingatentreferences
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Viewing DWPI results

Type:

FILE DWPI
then

*MDARCLIST searchl/CN

(*MDARCLIST will list CN numbers in DWPI with O postirgf)
then

PRT MMSF 1-34

* Occasionally, CNs from the MMS file are not foundDWPI. Please report these CNs to Questel or to
ThomsonReuters. *MDARCLIST should only be used in DWPI.

MMS 01-2010 IV -24

* Accessing patent references
* Viewing the results in DWPI

The processing of threearchllist in DWPI gives 34 results.

A small segment of CNs from MMS were not enterea ittie bibliographic
DWPI records. The command *MDARCLIST can be usethwi saved Markush
Darc CN list in DWPI to detect these missing CNs.DNRCLIST will list CN
numbers with 0 postings. If any of these are detbdhey should be reported to
Questel or to Thomson. *MDARCLIST should only leed in DWPI. Use *MD
in PHARM.
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Viewing DWPI results

MMS 01-2010 IvV-25

* Accessing patent references
* Viewing results in DWPI

This slide shows the first answer.
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SUMMARY STEPS FOR TRANSFERRING RESULTS

FROM MMS TO Questel

Procedure

1.

MMS 01-2010

Type..BI to enter Questel Orbit bibliographic filesklr to end
MMS session and log onto QWEB.

TypeFILE PHARM to enter PHARM database.

Type*MD <namel> /CNto search your MMS compound
numbers saved set (hamel) in PHARM

TypePRT MAX IMG SET to view records with images.

TypeMEM <name2> /XPN to extract standard publication
numbers to a named MEM list.

IV - 26
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SUMMARY STEPS FOR TRANSFERRING RESULTS

FROM MMS TO Questel

Procedure

6. TypeFILE DWPI to enter Derwent World Patent Index

7. Type*MDARCLIST <namel>/CN to search your MMS
compound numbers saved set in the DWPI.

8. Type*MEM <name2> /XPN to transfer and search the standard
publication numbers retrieved from the PHARM datzba

9. Combine search sets numbers from the *MD and M#igts; e.g.,
10R2

10. TypePRT MMSF IMG SET to combine and display all records in

MMS 01-2010

DWPI format (back to 1963).

v -27
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