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1.
Determination of n-Octanol/Water partition coefficients (LogP)
The logP values of salinomycin 1, analogs 5w, 12, 14, 24, and 35 have been measured following shake-flask method. The compound was dissolved in n-octanol previously saturated with water. Then a certain volume of n-octanol solution of the compound was added the same volume of water previously saturated with n-octanol and mixed on a vortex device, n-octanol phase was separated by centrifugation. Next, the n-octanol solution of the compound and the n-octanol phase were diluted in same way and the absorbances of n-octanol solution of the compound (Abs) and the n-octanol phase (Abo) were read at 220 nm and compared with calibration curve to obtain the concentration. LogP values were determined from: Log[Co/(Cs-Co)], where Co and Cs are the concentrations of the n-octanol phase and the n-octanol solution of the compound, respectively. LogP of the selected compounds were listed in Table S1.

Table S1.  LogP values of salinomycin 1, analogs 5w, 12, 14, 24, and 35.
	Compound no.
	1
	5w
	12
	14
	24
	35

	LogP
	2.21
	1.95
	1.77
	1.95
	1.91
	1.77


2.
IC50 of salinomycin 1, triazol 5w, and C20-(s)-N-acyl 8, 24, 35, 36 on HEK 293 cell

Table S2.  IC50 of salinomycin 1, triazol 5w, and C20-(S)-N-acyl 8, 24, 35, 36 on HEK293.

	Compound no.
	1
	5w
	8
	24
	35
	36

	IC50 (K-ras off, nM)
	195.0
	17.1
	17.12
	8.55
	10.37
	15.82

	IC50 (K-ras on, nM)
	329.5
	17.2
	51.48
	6.83
	35.46
	50.44


3. Single-crystal X-ray structural data of compound 44
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Figure S1.  Single-crystal X-ray structural of compound 44 complexed with Na+
Table S3.  Important geometric parameters (Å, °) of single-crystal
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Figure S2.  Oxygen atoms coordinate with Na+ of compound 44
4. IC50 of Salinomycin 1, triazol 5w, and selected analogs on BEAS-2B 
Table S4.  IC50 of Salinomycin 1, triazol 5w, and C20-(S)-N-acyl 5-8, 12, 14, 18, 24, 30, and 34-39 on BEAS-2B.
	Compd no.
	IC50 (μM)

	
	BEAS-2B

	1
	13.07±0.43

	5w
	4.58±0.22

	5
	11.09±0.65

	6
	8.02±0.19

	7
	8.26±0.25

	8
	9.25±0.11

	12
	13.06±0.33

	14
	10.32±0.64

	18
	18.26±0.41

	24
	5.58±0.53

	30
	10.62±0.03

	34
	12.35±0.36

	35
	6.27±0.50

	36
	7.29±0.04

	37
	8.38±0.59

	38
	6.97±0.72

	39
	8.52±0.29


5.
Copies of 1H NMR, 13C NMR, 19F NMR, and HRMS spectra of compounds
1H NMR of compound 2
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1H NMR of compound 3
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1H NMR of compound 4
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13C NMR of compound 4
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HRMS of compound 4
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1H NMR of compound 5
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13C NMR of compound 5
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HRMS of compound 5
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1H NMR of compound 6
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13C NMR of compound 6
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HRMS of compound 6
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1H NMR of compound 7
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13C NMR of compound 7
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HRMS of compound 7
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1H NMR of compound 8
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13C NMR of compound 8
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HRMS of compound 8
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1H NMR of compound 9
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13C NMR of compound 9
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HRMS of compound 9
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1H NMR of compound 10

[image: image23.jpg]/
THNMR (CDCly,

400 MHz)

K

00°L
90°L

10 05 00

15

1 (ppm)

95 90 85 80 75 70 65 60 55 50 45 4.0 35 3.0 25 20

10.5




13C NMR of compound 10
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HRMS of compound 10
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1H NMR of compound 11
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13C NMR of compound 11
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HRMS of compound 11
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1H NMR of compound 12
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13C NMR of compound 12
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HRMS of compound 12
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1H NMR of compound 13
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13C NMR of compound 13
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HRMS of compound 13
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1H NMR of compound 14
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13C NMR of compound 14
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HRMS of compound 14
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1H NMR of compound 15
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13C NMR of compound 15
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HRMS of compound 15
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1H NMR of compound 16
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13C NMR of compound 16

[image: image42.jpg]-1

9L
20k
€0ZL
Wek
SEEL

SLYL
2:34%
[153°1%
8Z'8L
[1%:74
29'9e—
888y
mm.me
805
g%
oL _‘h/
v8'9L
9| :L.W
8V'LL

61'L8—

S0'66—

62°80L—

on.mmr
98'6Z1 v.

(471
veLLL—

9'LbT—

20160909njiangzx-27

0

10

90 80 70 60 50 40 30 20

190 170 150

210




HRMS of compound 16
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1H NMR of compound 17
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13C NMR of compound 17

[image: image45.jpg]_———
o
SPoL
[¥4%
S6TL
A48
€691
0€'L| _‘V
vesT
mw.mNV
69'LT
£6'8Z
29'6T
STTE
oL'SE
99'6€

8LkL

L8EL
S9'SL

deh
w _‘.E.W
8y'LL
v9'68—
19'86—
S6°20L—

B6LYZI~
£09ZL"

60°GLL—

zLv8l—

=

Sl —

Irjiangzx:

2016092;

13G NMR (CDCly, 100 MHz)

0

10

90 80 70 60 50 40 30 20

190 170 150

210




HRMS of compound 17
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1H NMR of compound 18
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13C NMR of compound 18
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HRMS of compound 18
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1H NMR of compound 19
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13C NMR of compound 19
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HRMS of compound 19
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1H NMR of compound 20
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13C NMR of compound 20
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HRMS of compound 20
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1H NMR of compound 21
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13C NMR of compound 21
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HRMS of compound 21
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1H NMR of compound 22
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13C NMR of compound 22
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19F NMR of compound 22
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HRMS of compound 22
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1H NMR of compound 23
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13C NMR of compound 23
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HRMS of compound 23
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1H NMR of compound 24
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13C NMR of compound 24
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19F NMR of compound 24
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HRMS of compound 24
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1H NMR of compound 25
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13C NMR of compound 25
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HRMS of compound 25
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1H NMR of compound 26
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13C NMR of compound 26
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HRMS of compound 26
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1H NMR of compound 27
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13C NMR of compound 27
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HRMS of compound 27
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1H NMR of compound 28
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13C NMR of compound 28
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HRMS of compound 28
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1H NMR of compound 29
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13C NMR of compound 29
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HRMS of compound 29
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1H NMR of compound 30
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13C NMR of compound 30
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HRMS of compound 30
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1H NMR of compound 31
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13C NMR of compound 31
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HRMS of compound 31
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1H NMR of compound 32
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13C NMR of compound 32
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HRMS of compound 32
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1H NMR of compound 33
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13C NMR of compound 33
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19F NMR of compound 33
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HRMS of compound 33
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1H NMR of compound 34
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13C NMR of compound 34
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19F NMR of compound 34
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HRMS of compound 34
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1H NMR of compound 35
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13C NMR of compound 35
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19F NMR of compound 35
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HRMS of compound 35
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1H NMR of compound 36
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13C NMR of compound 36
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19F NMR of compound 36
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HRMS of compound 36
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1H NMR of compound 37
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13C NMR of compound 37
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HRMS of compound 37
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1H NMR of compound 38
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13C NMR of compound 38
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HRMS of compound 38
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1H NMR of compound 39
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13C NMR of compound 39
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HRMS of compound 39
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1H NMR of compound 40
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13C NMR of compound 40
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HRMS of compound 40
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1H NMR of compound 41
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13C NMR of compound 41
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HRMS of compound 41
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1H NMR of compound 42
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13C NMR of compound 42
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HRMS of compound 42
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1H NMR of compound 43
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13C NMR of compound 43
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19F NMR of compound 43

[image: image130.jpg]2MERTUL—imeeeT

—-60.97

19F NMR (CDCly, 376 MHz)

—-164.90

180 130 80 50 20 -10 50
f1 (ppm)

-150




HRMS of compound 43
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1H NMR of compound 44
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13C NMR of compound 44
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HRMS of compound 44
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1H NMR of compound 45
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13C NMR of compound 45
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HRMS of compound 45
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1H NMR of compound 46
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13C NMR of compound 46
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HRMS of compound 46
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1H NMR of compound 47
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13C NMR of compound 47
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HRMS of compound 47
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1H NMR of compound 48
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13C NMR of compound 48
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HRMS of compound 48
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1H NMR of compound 49
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13C NMR of compound 49
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HRMS of compound 49
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1H NMR of compound 50
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13C NMR of compound 50
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HRMS of compound 50
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1H NMR of compound 51
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13C NMR of compound 51
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HRMS of compound 51
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1H NMR of compound 52
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13C NMR of compound 52
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HRMS of compound 52
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1H NMR of compound 53
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13C NMR of compound 53
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HRMS of compound 53
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1H NMR of compound 54
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13C NMR of compound 54
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HRMS of compound 54
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