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1. % Cell viabilities data
2. Spectral copies



Cell Viability Data

Table S1. % Cell viability of MCF-7 cell upon treatment of 7a-1.

Entry Conc. in pM
2 4 8 16 32 64 128
7a 9536726 | 86.23+10.26 | 71.34+6.55 | 52.34+6.05 | 42.03+5.34 | 3524+3.96 | 31.07 £2.69
7b 96.54 +£10.15 | 91.35+10.14 | 82.34+6.92 | 75.14£6.94 | 6535+5.68 | 59.24+6.04 | 47.12 £3.54
7c 89.36 £8.31 7524 +824 | 63.21+5.28 | 4836+5.07 | 40.08 +£3.57 | 3526 +£2.96 | 29.33 +£3.82
7d 88.26 £ 9.25 7832+£7.12 | 6542+£589 | 56.39+5.12 | 48.28 £4.71 | 41.05+3.48 | 38.33 +4.01
7e 93.25+8.41 80.36 +£ 6.35 62.14£6.39 | 5526+4.86 | 46.29+4.93 | 39.58+4.15 | 33.21+£3.72
7f 92.04 +8.39 8235698 | 63.58£5.84 | 52.04+£4.33 | 41.06 £3.88 | 33.05+4.63 | 24.18 £2.66
7g 86.91 £9.25 65.34+£539 | 3954+4.12 | 15.06+2.04 | 8.04+527 3.69+0.69 | 2.15+2.41
7h 85.97 £ 8.54 64.36 +6.08 | 33.06+3.58 | 13.57+1.87 | 7.86+8.27 2.77 +0.38 1.67 £0.26
7i 86.91£10.04 | 69.35+5.87 | 49.25+3.74 | 36.27+1.92 | 30.05+£2.64 | 22.15+1.69 | 18.34+1.89
7j 86.33 £ 9.87 67.34 +6.93 32.07+3.08 | 12.59+1.35 | 7.66+1.03 2.74+0.39 1.81 £0.29
7k 92.35+£7.66 8536+7.14 | 6935+5.27 | 51.34+5.87 | 32.15+3.65 | 24.18+2.97 | 1522+ 1.63
71 93.58 £ 8.18 | 8534+£6.48 | 69.84+£6.27 | 5527+4.76 | 46.25+3.41 | 41.08+3.74 | 35.27+4.08
Doxorubicin | 86.23 +8.74 63.48+7.04 | 34.07+3.11 | 1496+1.22 | 8.15+1.36 1.52+0.25 0.98 +0.08
Table S2. % Cell viability of MDA-MB-231 cells upon treatment of 7a-1
Conc. in pM
Entry 2 1 8 6 32 64 128
7a 95.66+9.15 | 89.35+9.23 | 73.25+6.89 | 56.35+4.86 | 45.12+4.15 | 39.36 +3.59 | 3421 £3.17
7b 92.35+10.33 | 8426 £8.29 | 74.12£8.22 | 65.39+593 | 58.24+5.23 | 43.12+4.58 | 35.69 +2.98
7c 90.36 £8.56 | 79.35+8.56 | 62.55+7.35 | 51.38+6.23 | 42.15+5.07 | 30.48 +3.61 | 21.33 +1.89
7d 9536 £10.71 | 82.35+£9.47 | 62.14+7.17 | 52.39+6.17 | 42.17+4.69 | 32.15+3.48 | 2298 +2.11
Te 91.25+924 | 83.26+8.61 | 66.35+7.59 | 53.26+4.82 | 42.18+4.22 | 36.25+3.27 | 25.15+2.47
7f 93.55+899 | 83.45+9.48 | 65.24+6.78 | 56.29+4.66 | 41.05+3.75 | 32.08+2.95 | 21.36 +1.96
7g 87.24+7.25 | 68.25+6.88 | 3524 +4.12 | 1534+231 | 935+1.31 524+£093 | 347+0.53
7h 88.62+8.18 | 6538 +£7.15 | 3428+3.86 | 11.39+1.54 | 8.16+1.24 | 2.23+£0.35 1.39 £ 0.26
7i 87.86+8.63 | 65.23+£6.35 | 33.47+344 | 13.48+1.69 | 8.65+1.32 | 428+0.69 | 2.11+0.34
7i 87.91+9.51 | 68.24+598 | 42.15+4.28 | 25.98+3.05 | 13.69+1.59 | 7.96+0.95 | 3.15+0.51
7k 92.35+824 | 86.25+6.17 | 69.35+593 | 52.39+4.78 | 39.41+4.14 | 27.45+2.11 | 21.06 +1.94
71 93.58 £7.92 | 82.36+7.49 | 6547428 | 52.49+4.92 | 41.09+3.62 | 33.27+3.17 | 28.41 +£2.54
Doxorubicin | 85.22+9.26 | 61.35+7.35 | 33.01+£3.54 | 1239+ 1.65 | 827+1.09 | 2.69+0.59 1.23 +0.31




Speetral Copies

1-(2,4-dihydroxy-5-nitrophenyl)-2-(4-isobutylphenyl) propan-1-one (4)
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1-(6-hydroxy-2-mercaptobenzo[d]oxazol-5-yl)-2-(4-isobutyl phenyl)propan-1-one (5)
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1-(2-(butylthio)-6-hydroxybenzo[d]oxazol-5-yl)-2-(4-isobutylphenyl)propan-1-one (7a)
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1-(2-(benzylthio)-6-hydroxybenzo[d]oxazol-5-yl)-2-(4-isobutylphenyl)propan-1-one (7b)

'H NMR
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1-(6-hydroxy-2-((2-methylbenzyl)thio)benzo[d]oxazol-5-yl)-2-(4-isobutylphenyl)propan-1-

one (7¢c)
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1-(6-hydroxy-2-((4-methylbenzyl)thio)benzo[d]oxazol-5-yl)-2-(4-isobutylphenyl)propan-1-

one (7e)



1-(2-((/1,1'-biphenyl]-4-ylmethyl)thio)-6-hydroxybenzo/d]oxazol-5-yl)-2-(4-

isobutylphenyl)propan-1-one (7f)
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1-(6-hydroxy-2-((2-(trifluoromethyl) benzyl)thio) benzold]oxazol-5-yl)-2-(4-isobutylphenyl)

propan-1-one (7g)
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1-(6-hydroxy-2-((3-(trifluoromethyl) benzyl)thio) benzold]oxazol-5-yl)-2-(4-isobutyl

phenyl)propan-1-one (7h)
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1-(6-hydroxy-2-((4-(trifluoromethyl) benzyl)thio) benzold]oxazol-5-yl)-2-(4-isobutyl

)

Pphenyl)propan-1-one (7

o j=] o
= S o o o = o =] o o —
B T o P TIFE R S G D T 2 !
]
=
| )
980~ _ — =909
J
—= =E
.= EZITT
|
Wt ) "
" ) w0
J70a S
T15'7)
25"t
mmm,wuw == TFL1T
T —— E/0'T
8L ¢ﬂ
e b
2904
T
(=]
6569
804
101
LAy )
€T e ——
2] LT AN —————— 5 S0
\f 5952 | ‘roz
X 7y — - 80
2 665L |
O Hs—— = =101
Q
T
509°21—— =00'T

'H NMR

25 20 15 1.0 05 0.0

60 55 50 45 40 35 3.0

6.5

7.0
f1 (ppm)

8.0 75

11.5 10.5 9.5 9.0 85

12.5

13.5

56T —
05T

¥e0E——

!

TTSh~——

9 —

13C NMR

60'9TT~,
6BIBTT
00T
S8\
69521,
ELU— —

8E'66

86— =
00'0ET~
ZSHET-"
TEBET-—
YOOKI—F
£6°0b1-

CF3

Lhd
i i

05'95T——

627291~

LEPAT— —

€590 —— —

200 190 180 170 160 150 140 130 120 " %10 100 90 80 70 60 50 40 30 20 10
1 (ppm)

210

1-(2-((4-chlorobenzyl)thio)-6-hydroxybenzold]oxazol-5-yl)-2-(4-isobutylphenyl) propan-1-

one (7
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1-(6-hydroxy-2-((4-nitrobenzyl)thio)benzold]oxazol-5-yl)-2-(4-isobutylphenyl) propan-1-

one (7k)
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1-(2-((2,4-difluorobenzyl)thio)-6-hydroxybenzo[d]oxazol-5-yl)-2-(4-isobutylphenyl) propan-

1-one (71)
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Mass spectrum of 1-(2,4-dihydroxy-5-nitrophenyl)-2-(4-isobutylphenyl) propan-1-one (4):

Mass spectrum of 1-(2-(butylthio)-4-hydroxybenzo/d]oxazol-5-yl)-2-(4-isobutylphenyl)
propan-1-one (7a):
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Mass spectrum of 1-(6-hydroxy-2-((4-(trifluoromethyl) benzyl)thio)benzo/d]oxazol-5-yl)-2-
(4-isobutyl phenyl)propan-1-one (7i):




Mass spectrum of 1-(2-((2,4-difluorobenzyl)thio)-6-hydroxybenzo[d]oxazol-5-yl)-2-(4-
isobutylphenyl) propan-1-one (71):




