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559 B 1,179 = 28
References Reactions  Suppliers
5
-87- K
. 19999-87-2 .

() sk L

View: Partial =

N, B A saveAndAlerts
Clear All Filters
3
14126-37-5 L3 .
Q/TO
C3gH3pBraNiP2
Bis(triphenylphosphine) nickel
dibromide
534 B 2530 "= 60
References Reactions  Suppliers
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Absolute stereocchemistry shown

C15H2205
Qinghaosu

7,843 B 2,965 ® 95
References Reactions Suppliers
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© Substance Detail (101)

W References (7,843) B Reactions (2,965) ® Suppliers (95)

CAS Registry Number
63968-64-9

Ci5H2205

Absolute stereochemistry shown|

3,12-Epoxy-12H-pyranc[4,3+1-1.2-benzodioxepin-10(3H)-one, octahydro-3,6,9-trimethyl-, (38,5a5,6R,8a5,9R,125,12aR)- (9CI, ACl)

Key Physical Properties
Molecular Weight

Melting Paint (Experimental)
Boiling Point {Predicted)

Density (Experimental)

Value Condition

282.33 -

156-157 *C -

~ Experimental Properties
Biological Chemical Density Flow and Diffusion Lipinski Optical and Scattering

Property Value Condition
Median Lethal Dose 5576 mg/kg Organism: rat; Route: oral
Median Lethal Dose 5105 mg/kg Organism: mouse; Route: g
Median Lethal Dose 2800 mg/kg Organism: mouse; Route: |
Median Lethal Dose 2571 mg/lkg Organism: rat: Route: intra

Median Lethal Dose

1558 mg/'kg

Organism:

mouse; Route: i

Experimental Spectra

Predicted Properties

Predicted Spectra

Bioactivity Indicators

Target Indicators

Regulatory Information

Additional Details
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Filter Behavior

Filter by Exclude

~ Substance Role
~ Yield
~ Number of Steps

Non-Participating Functional
Groups

Acetal (2)
Ether (2)
Carboxylic acid (1)

~ Experimental Protocols

Synthetic Methods (66)

Experimental Procedure
(1.736)

~ Reaction Type

+ Stereochemistry

Scheme 2 (5 Reactions)

Absolute stereochemistry shown,

Rotation (-)

= Suppliers (42)

Reaction Summary

Steps: 1

= Suppliers (95)

Yield: 66%

1.1 Reagents: Trifluoroacetic acid, Carbon dioxide,

Oxygen

Catalysts: Tris(2.2'-bipyridyljruthenium(ll) chloride
Solvents: Tetrahydrofuran, Water; 8 h, 10 *C

View Reaction Detail

Reaction Summary

1.1 Reagents: Oxygen

Experimental Protocols

Steps: 1

Catalysts: Tetraphenylporphyrin
Solvents: Dichloromethane; 11.5 bar, rt; 2 min, 1 atm,

0°C

Yield: 50%

1.2 Reagents: Trifluoroacetic acid, Oxygen; 2 h, 1 atm, 0

°C

1.3 Reagents: Sodium bicarbonate
Solvents: Water:; rt

View Reaction Detail

Experimental Protocols

Absolute sterecchemistry shown

Steps: 1

Yield: 41-66%

Applying green chemistry
artemisinin

By: Amara, Zacharias; et al
Nature Chemistry (2015), 7

Full Text +

Continuous-Flow Synthesi
sinin

By: Levesque, Francois; et

Angewandte Chemie, Inter
1706-1709, 51706/1-51706

Full Text +

© 2022 American Chemical Society. All rights reserved.

Characterization Data

A Artemisinin

Proton NMR
Spectrum

Carbon-13 NMR

IR Absorption
Spectrum

Optical Rotatory
Power

HRMS

Mass Spectrum

Melting Point

State

(400 MHz, CDCl3) 6 5.86 (s, 1H), 3.40 (dq. / =7.3. 5.4 Hz, 1H), 2.47-2.39 (m, 1H). 2.08-1.98 (m.
2H), 1.91-1.86 (m, 1H), 1.81-1.74 (m, 2H), 1.51-1.34 (m, 3H), 1.45 (s, 3H), 1.21 (d. J=7.3 Hz, 3H).
1.11-1.04 (m, 2H), 1.00 (d. J = 6.0 Hz, 3H).

(101 MHz, CDCl3) 6 172.2, 105.5, 93.9, 79.6, 50.2, 45.1, 37.7. 36.1, 33.8, 33.0, 25.4, 25.0, 23.6,
19.9,12.7.

(film) 2960, 2933, 2860, 1731, 1112, 991 cm™".

[a] +66.3 ° (c 0.97, CHClz).

calcd for C15H2205 (M+) 282.1467, found 282.1463.
MS (EI) 282 (1) [M™], 250 (5), 192 (70), 150 (40), 55 (63), 43 (100).
153-154 °C.

yellow solid
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