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Enter organic synthesis procedure

added to the reaction flask. After stirring for 10 min at ambien

reaction mixture is héated to reflux for 2 h.

e Tox) T2 dlme(hox benzene (1). A 560-mL one-necked round-bottomed flask equ)pped With a Teflon-coated magnetic
stJr ah"argon gas inlet is charged with 3,4-dimethoxyphenol (8.32 g, 54.0 mmol), potassium
carbonate (5.2 q Ceor0’ mol, 111 equiv), and is fitted with a reflux condenser with b argon gas inlet. MeCN (95 mL) is
enperature, benzyl bromide (6.54 mL, 55.0 mmol, 1702
equiv) is added. The reflux condenser is washed with MeC (5 mL) and the resulting mixture is stirred for 20 min.'Thén, the

OSPAR file name: [va3p0063 | [‘annotate text

&=+ bt

Generate XDL |

XDL from OSPAR format with rules

Generate XDL from text with CLAIRify
Generate XDL from textbox || Generate XDL from brat text

<Procedure>
A <Add

4-Benzyloxy-1,2-dimethoxybenzene (1)

[ENTTTY)
/A500-mL one-necked round-bottomed flask equipped with a Teflon-coated magnetic stir bar (3.5 x 1.0 em),

mass="8.32

~{REACTION_ STEP| e T

with an argon gas inletis  charged  with 3,4-dimethoxyphenol (8.32 g, 54.0 mmol) nass="8.29

<Add
potassium carbonate (8.29 g, 60.0 mmol, 1.11 equiv). and is fitted with a reflux condenser with an argon gas vessel="reactor"
inlet. reagent="MeCN"
volume="95 mL" />
(B " {ReACTION sTep " BTN <HeatChillToTemp

MeCN (95 mL) is added to the reaction flask.

<Stir

RECTO STER | ™ [ENTITY]
After  stiing

for 10 min at ambient temperature, benzyl bromide (6.54 mL, 55.0 mmol, 1.02 equiv) is

1 {REACTION STEP]

vessel="reactor"
reagent="3,4-dinethoxyphenol "

amount="54.8 mmol" />
Add

vessel="reactor"
reagent="potassiun carbonate"

g"
amount="60.0 mmol" />

vessel="reactor”
temp="25 °C* />
vessel="reactor"
time="18 min" />
dd

vessel="reactor"
added. reagent="benzyl bromide"
volume="6.54 mL"

- <XDL>
<Synthesis>
<Hardware>
<Component id="v1" type="round-bottomed flask" volume="560 mL" />
<Component id="v2" type="reflux condenser® />
</Hardware>

<Reagents>
<Reagent name="3,4-dimethoxyphenol” />
<Reagent name="potassium carbonate® />
<Reagent name="HMeCN" />
<Reagent name="benzyl bromide" />

</Reagents>
<Procedure>
<Add vessel="v1" reagent="3,4-dimethoxyphenol" amount="8.32 g" />
<Add vessel="v1" reagent="potassium carbonate amount="8.29 g" />

<Add vessel=" reagent="MeCN" volume="95 mL" />

<StartStir vessel="vl" />

<Wait time="16 min" />

<Add vessel="v1" reagent="benzyl bromide” volume="6.54 nL" />
<Add vessel="v2" reagent="MeCN" volume="5 mL" />

<Transfer from vessel="v2" to vessel="v1" />

<Wait time="20 min" />

<HeatChill vessel="v1" temp="reflux" time="2 h" />

[REACTION STEP | [ENTIY " ~{ReACTION sTep| "'~ amount="55.8 mmol" /> <StopStir vessel="v1" />
The reflux condenser is washed with MeCN (5 mL) and the resulting mixture is stired for <Stir </Procedure>
fa—— vessel="reactor" </Synthesis>
- time="20 min" /> </XDL>
20min <Heatchill
vessel="reactor"
time="2 h*
W o g e tommorefluxt />
Then, the reaction mixture is refiux for 2h. </Procedure>
</Synthesis> co o
v »
XDL file name: [<flename= xdl [ save as file | XDL file name: [<flename= xdl |[ save as file
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Gold data

<Add vessel="reactor"
reagent="water"
volume="1.0 mL" />

Exact recall Action recall

<Add vessel="reactor"
reagent="water" O O
volume="1.0 mL" />

<Add vessel="reactor" X

-~ 3 o O
reagent="water" /> | (missing parameter)
<Add vessel="reactor" %
reagent="water" O

(wrong parameter)

volume="2.0 mL" />

E 3 exact recall ¥ action recall 1T X % FFili D ] CSCHR [4]
X O5H)

o DBIEIMENELR S0, Thehn T TEF
{ﬂﬁ%??o f:o

42 HER-E8

4.2.1 BAREIBIRE
£ 1 ICHA/REY %2 XDL action DBREBZ/RT, %

F1 HHRHYZZ XDL action D FHIRR

CLAIR CLAIR | _

CLAIR pipe +02x | Pipe 02X
exact | 38/65  48/65  49/65 | 28/65 31/65
action | 60/65  60/65  60/65 | 41/65 50/65
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CLAIR CLAIR | _
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exact | 6/12 6/12 6/12 | 0/12 0/12
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