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Abstract
CHy MO, monoclinic, P2/c (no. 14), o = 1919037 A,
b - 18.4555(8) A, ¢ - 9.2197(3) A, B - 95.879(1F,

V = 3247.6109) &', Z = 16)0R.(F) = 0.0495 wliy

(Fhr=01194,T=1T3 K
CCOC no.: 1974921

The asymmetric unit (four molecules) of the tiide crystal
structure is shown in the figure. Takle 1 containg crystal-
lographic data and Table 2 contains the list of the

—
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Wengiang Tang, Collaboralive Innovation Center of Green
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Shaanxl Frovinge, School of Fharmacy, Shaanxl Institute of
Imlernational Trade & Commerce, Kifan, China. hitps://arcid.org/
C00-D-5150-4549

Table 1: Data collection and handling.

Crystal: Calowrless block

Slze: 019 0,12 = 0,08 mm
Wavelength: Maoko radiation (0.71073 .li]
o 011 mm

Diffractometer, scan mode;
P0s COMpleteness:
MR D pasureds MR niq e Riniz
Criterian far foe,, Mbkiy:
Mparamh .unea

Programs:

D& VENTURE, @ and w

5.7, 499 %

J4DE2, 6176, 0065

oty > 2 0 [l 8192

409

Bruker [1], Olex2 |21 SHELX [3, £]

atoms including atomic coordinates and displacement
parampmrs.

Source of material

A mixture of methyl 4-methyl-4-nitropentanoate (13.6 g,
77.7 mmol), H0 (20 mL), and sodium hydroxide (6.2 g,
155.0 mmol) was stirred in methanol (200 mL) at 25 °C for
4 I, The reaction was monitored by thin-layer chromatog-
raphy. The solution was concentrated and diluted with
water, and the pH was adjusted to two by adding hydro-
chloric acid solution {4 mol/L). Then the mixture was

aUpen Access, £ 2027 Hongjuan Teng and Wengeasg Tang, published by Da Gruyter. [=TESNN This work is Boensad under the Crestive Caommans

Altribetion 4.0 iersational License,
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PO HRE ( DLV, ECy = 0057 pmobl | M [, fE5H 31 ( ECy < 0009 pmol’L ) i 9800 B Clade A
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M HATIERRYE, MCEEIRIREL (510 857 25000, WIGS T DLV (81 = 12093 ) BHERBE ( BEY. 81= 3200 1
af i G e b S il T B AR

SR MR, TR HIV-D I R Sl BRI

RS, TOa60.1 FRGFRE: A SCHERS 100035214 2002) 034942409

&

Synthesis and anti-HIV-1 activities of indole Schifl base derivatives

TANG Wengiang'>, GAD Yanrong', TONG Honejuan', ZHU Zﬁhuuj]ng"{ LU Bin'?, ZHANG Yi'
UL School of Pharmocy, Skaonxi Testitute af fndermnosal Toode & Commerce, Xiampamg 7120486, Shearnd, Ching;

2. Kianyang Key Laboratory of Melecular fmaging wwsd Diag Semphesis, Vionpamg TI2046, Sheomed, Chimag 3. Xi'an
Hirwfang Pharmacentical Co,, Lid, Xi'w TI0119, Staamd, Chra )

Abstract: To discover highly effective, low-toxicity mhitsitors of human immumodeficiency virus type |
(HIV-1), thiny-four indole Schiff base derivatives were synthesized by condensation between
J-mdole-formaldehyde depvatives with aromatic amines umder the catalvsis of base. The structures of
targeted compounds were chamcterized by FTIR, "HNME, "'CNMR and HRMS. The anti-HIV-1 activity of
the tarpet compounds i MT-4 cells was evaluated by thiazolyl blue (MTT) assay. The preliminary
hiological test resulty showed tha these synthesized indole Schill base derivatives had good inhibitory
effect on HIV-1 prowth Especiafly, 1-(5-bromo-1ifindol-3-vi)-N-(2-methoxyphenylimethanimine  [31,
concentration for 50% of maximal effect (ECs) = 0.06 pmol/L] exhibited the strongest anti-HIV-1 B
activity, which was equipotent o reference drug delavirding (DLY, ECs = D057 pmol/L). Moreover,
compound 31 (ECs; < 0,08 pmol'L) also showed mhibitory sctivities against Clade A (920G029), Clade B
{92US65T), Clade C (93IN101) and Clade E (93THO51). Furthermore, the toxicity of compound 3 was
low, and !Hﬂx:la;tiuily index {S1) was higher 250000, which was significantly higher than those of DLV (51
= 12003} and cfavirene (EFV, 51 = 321.0), so compound 31 could be used as lead compound for further
rescarch.

Key words: indole; Schiff base derivatives; HIV-1 inhibitors; aromatic amines; synthesis; drug materials
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Abstract
CioH1004 monoclinic, P2,/ (no. 14), a = 9.464(6) A,
b = 10302(7) A, ¢ = 10.589(7) A, B = 14.174011),
V=941.8(10) A%, Z = 4, Ry (F) = 0.0453, wR,(F) = 0.1394,
T=173K

CCDC no.: 1888828
The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list

of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

Table 1: Data collection and handling.

Crystal: Colorless block

Size: 0.25x0,15x 0.12 mm
Wavelength: Mo Ka radiation (0.71073 A)
o 0.11 mm*

Diffractometer, scan mode:
Byaxe COMpleteness:

NOKD measuredr MK unigues Rint
Criterion for fops, N(hk)g:
Nparam),esineq:

Programs:

Bruker APEX-Il, ¢ and w

25.5%, »99%

6747, 1745, 0.077

logs > 2 0fl,p2), 1430

130

Bruker [1], Olex2 [2], SHELX [3, 4]

N; atmosphere. The 4-dimethylaminopyridine (8.0 g,
51.91 mmol) was added and the solution was stirred at 0 °C
for 1 h. The inixture was kept at room temperature for 16 h.
After the reaction completion (monitored by thin-layer
chromatography), the mixture was diluted with saturated
NaHCO, solution: and extracted with ethyl acetate. The
organic layer was dried and concentrated under reduced
pressure. The title compound was separated by silica-gel
column chromatography using ethyl acetate/petroleum
ether (10%). The target product was obtained as a white
solid. The crystals were obtained by slow evaporation of
mixed solution of petroleum ether and ethyl acetate (10:1,
v/v) at room temperature after one week.

Experimental details
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