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The Chemistry Add-In for Word, is an open source program that allows chemists to create, edit and manipulate
chemistry (labels and 2D structures) in the Word environment. The on screen representation is backed by
semantic data in Chemical Markup Language (CML). Combined with domain aware libraries we enable novel

functionality in data checking during the authoring process, chemistry-centric article reading support and data-
mining applications.
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The Add-In (.NET) links a semantic chemistry engine ((NUMBO) through a command interface (CID) to a

chemistry zone. Chemistry zones are textual or graphic renderings within a Word document (DOCX). All
content and relationships are bound to CML in the DOCX package.
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- <cml xmlns="http:/ /www.xml-cml.org/schema" xmlns:conventions="http:/ /www.xml-cml.org/convention/"

lution of butynl alcohol 154 in DCM 250 ml) at 0°C was added TBDMGCI (1.02 eq., 0.24 CO’We“ti‘3'“?"C'E'"‘"E"t'“"5"““'35“'?""'f:‘
mol, 36.18 g) and DMAR(MW=122.17, 200 nfle, 1.6 mmol). Et;N (MW=101.19,N=0.726, bp=89°C CaHeO - <molecule id="m1" formalCharge="-1">
0.25 mol, 25.29 g = 34.8 ml) was subseq ly added via syring d the tRn mixt tirred at <formula concise="C2H302-1"/>
0°C for 2 h, after which & was warmed to rt fnd stirred for a further 6 h, until confpletion asjudged - <atomArray>

_ gy g_m n _n_ ] _m n
by tlc. The mixture was fpured onto saturated NH,Cl solution (800 ml) and extracged with Et;0 (3 x <atom elementType- C" id="al" x2="-16.6 5"2_ 4.9" />

300 ml). The combined ofgganic extracts weff washed with brine (500 ml) and dried§MgSO,), p— <atom elementTy DE:::C‘; i.d:‘:.a 2‘; xz:‘:l_15-3‘:l 5"2=‘:l5-?‘:l /> Yo

filtered, and concentrated in vacuo, yieldinglan oil which was purified by filtration thfgugh a pad of - <atom elementType= 0" id="a3" x2="-13.9" y2="4.9" formalCharge="-1" />

SiO, (eluent PE:Et,0 10:} giving compourfi 170 (36.10 g, 19.6 mmol, 83%) as colourNss oil. <atom elementType="0" id="a4" ><27/ \
\ <atom elementType="H" id="a6" x2;

Sotom clementtype—i 11—ag 0. A complete record of the changes to the

</atomArray> . . .

- <bondArray> data is retained in the customXML.

<bond id="b1" atomRefs2="al a2" @

<bond id="b2" atomRefs2="a2 a3" c\cr /
<bond id="b3" atomRefs2="a2 a4" order="p~ 7=
<bond id="b4" atomRefs2="al ab" order="8" />

. <bond id="b5" atomRefs2="al a7" order="8" />
5‘% <bond id="b6" atomRefs2="al a8" order="8" />

Different representations of the same data —
e oo s s gl |linked to the same backing CML.

.05 </bondArray>
:. ; </molecule>
) RS % M B RI D - <cidCommand instruction="RemoveProton" xmlns="http://www.xml-cml.org/dictionary/cmlx">
2A) <arg class="atom" name="atomPointer">a3</arg>
X ( :1 \ ( ; l : </cidCommand>
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