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Sl 1a. IR spectrum of L.
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Sl 1b. IR spectrum of 1.
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Sl 1c. IR spectrum of 2.
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Sl 1d. IR spectrum of 3.
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Parameter Value

Comment Dr. Takjoo- code Z1
Origin Bruker BioSpin GmbH
Owner root

Spectrometer spect
Solvent DMSO

Temperature 297.7

Pulse Sequence 2930
Experiment iD
Probe S mm PABBO BB-1H/

g 71 3. 30 3 25 3. 20
2] (PP"I)

D Z-GRD 7104275/ 0252
Number of Scans 32
Receiver Gain 89
Relaxation Delay 1.0000
Pulse Width 15.0000
Acquisition Time 5.4526

Acquisition Date
2017-07-17T17:23:51
Modification Date

345 340 140 135 1.30 1.25 120 1.15 1.10 1.05 1.00

1
T o) (o) 2017-07-17T18:23:52
Spectrometer Frequency
300.81
Spectral Width 6009.6
| Lowest Frequency ~ -1147.2

" P o P b w Nucleus  1H

b-4 o ogesE 3 oz Acquired Size 32768

~ - NN N @~ 5 Spectral Size 65536
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SI 2a. 'HNMR spectrum of L in DMSO-ds.
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SI 2b. *HNMR spectrum of 1 in DMSO-ds.
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Parameter  Value

Origin Bruker BioSpin GmbH
Owner root

Spectrometer spect

Solvent DOMSO

Temperature 297.9
Pulse Sequence
Experiment 1D
Probe
GRD 2104275/ 0252
Number of Scans
Receiver Gain 144
Relaxation Delay

Pulse Width 15.0000
Acquisition Time
Acquisition Date
2017-07-17T17:43:37
Modification Date
2017-07-17T18:43:38
Spectrometer Frequency
Spectral Width

Lowest Frequency
Nucleus 1H
Acquired Size 32768
Spectral Size 65536

2930

5 mm PABBO BB-1H/ D Z-

16

1.0000

5.4526

300.81
6009.6
-1147.2
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Origin Bruker BioSpin GmbH
Owner root
Spectrometer spect
Solvent DMSO
Temperature 298.8
Pulse Sequence 2930
Experiment 1D
Probe 5 mm PABBO 8B-1H/ D Z-
GRD Z104275/ 0252
Number of Scans 16
Receiver Gain181
Relaxation Delay 1.0000
Pulse Width 15.0000
Acquisition Time 5.4526
Tt Tl T T T T T T T T T JESTE T T T T Acquisition Date
109 10.7 10.5 82 80 78 76 74 72 70 68 6.63.5 34 3.3 52 144  1.363017-07-17T19:09:28
1 (ppm) 1 (ppm) f1 (ppm) f(PPm)  Modification Date
2017-07-17720:09:28
Spectrometer Frequency  300.81
Spectral Width 6009.6
Lowest Frequency -1147.2
Nucleus 1H
Acquired Size 32768
Spectral Size 65536
| It
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SI 2c. 'HNMR spectrum of 4 in DMSO-d.
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Bruker BioSpin GmbH
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Spectrometer spect
Author

Solvent DMS0
Temperature 297.7
Pulse Sequence
Experiment 1D
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GRD Z104275/ 0252
Number of Scans
Receiver Gain 202
Relaxation Delay
Pulse Width 15.0000
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2017-07-23T14:56:00
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SI 2d. *HNMR spectrum of 5 in DMSO-ds.
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SI 3a. 3CNMR spectrum of L in DMSO-ds.
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File Name: TGAS0 961214 SAMPLE Z-Z.tad [Temp Program]
Sample Weight: 3.273[mg] Temp Rate Hold Temp Hold Time

TGA Cell: Platinum [Cimin] [C ] [ min ] DITGA
% Operator: A.Bakhtiari 10.00 950.0 0 mgfmin
4 1.00
Waight Loss -2.641mg
-B0.690%
100.0-
~ - 0.00
309.06C I
564.54C
0.0~
4 -1.00
i i i I i
0.0 200.0 400.0 600.0 800.0 1000.0
Temp [C]
S\/
HN

Sl 4a. TGA and DTG curves thermogram of 1.
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File Name:

TGAS0 961214— SAMPLE Z-3.tad

[Temp Program]
Sample Weight: 3.33_3[mg] Tam|_: Rate Hold Temp Hu-lr:i Time
TGA g;Illa-lalnr: :{aBi:;::i-lari '[lt':]frunc:n ] L:].U] {} min 1 DFTGA
% mg/min
4 2.00
Weight Loss -2.854mg
-B5.629%
100.0-
r < 0.00
-0.0-
4 -2.00
i ] I ] I
0.0 200.0 400.0 600.0 800.0 1000.0

N
HN ~x \(

Sl 4b. TGA and DTG curves thermogram of 2.
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File Marme: TGASD BE1214— SAMPLE Z-4.tad [Temp Program)]

Sample Weight: 3.155[mg] Temp Rate Hold Temp Hold Time

TGA Cell: Platinum [Chmin] [C ] [ min ] DrTGA
5% Operator: A Bakhtiar 10,00 950.0 ] ma/min
-1 4.00

Waight Loag -26%mg = 2.00

-B5.54T%
100.0-
w < 0.00
405.07C
0.9 1-2.00
321.73C = -4.00
00 2000  #00 8000 8000 1000.0
Temp [C]

N
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Sl 4c. TGA and DTG curves thermogram of 3.
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File Name: TGASD 961214 SAMPLE Z-5.tad [Temp Program]

Sample Weight: 3.457[mg] Temp Rate Hold Temp Hold Time
TGA Cell: Platinum [Cimin]  [C ] [ min | DITGA
% Operator: A_Bakhtiari 10.00 250.0 0 rngrrnin
150.0-
4 4.00
Weight Loss -Z491mg
L T2O5T%
100.0-
L =1 2.00
50.0 = 0.00
f
L 3B5.75C 4 .2.00
0.0-
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m_ L i i I L " n 1 1 i i n | i i i i i i &
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Sl 4d. TGA and DTG curves thermogram of 4.
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File Name: TGASD BE1214--- SAMPLE 7-6.tad [Temp Program]

Sample Weight: 3.183[mg] Temp Rate Hold Temp Hold Time
TGA Cell: Platinum [Cimin] [C ] [ min ] DrTGA
% Operator: A Bakhtiari 10.00 950.0 a mg.l'min
4 4.00
Weight Loss -2.55Tmg
-80.333% 1 2.00
100.0-
S | s34.65C 1000
271.66C
0.0 ||
|
04240 4 -2.00
0.0 200.0 400.0 600.0 800.0 1000.0
Temp [C]

N.
H SV
N N\(
S
/
/
S
N
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Sl 4e. TGA and DTG curves thermogram of 5.
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Sl 5a. the hydrogen bonds of NA—H4---02" (1.895 A) (symm. code ii: -x,-y,1-z) interaction along of [-1 -2 1] vector.
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Sl 5b. Chains expand through C5—H5---S41 (2.932 A) (symm. code iii: 2-x,1-y,-z) interaction in direction of [-1 1 O].
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SI 5¢. Form of third dimensional through hydrogen bond of C15—H15---03" (2.528 A) (symm. code iv: 1+x, y, 7).
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SI 5d. Form a one-dimensional chain in the direction of the a axis through the hydrogen bond N1—H1---01" (2.846 A)
(symm. code v: 1/2+x,-1/2-y,1-2).
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C1MH11B  of"

Sl 5e. Through C11—H11B---01" (3.845 A) (symm. code vi: 1-x,1-y,1-z) hydrogen bonds the second and third

dimensions' form along bc plane.
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Sl 5f. Formation one-dimensional chain for 1 in the direction of the ¢ axis through the hydrogen bondings
N1—H1---01" and C3—H3---N3" (1.999, and2.636 A) (symm. code vii: x,1-y,-1/2+2).
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SI 5g. N1—H1---0"" and C3—H3---N3" (2.009, and2.628 A) (symm. code viii: X,1.5-y,-1/2+z) interaction leads to

formation of one-dimensional chain through c direction for 2.
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SI 5h. Expanding the chains through N1—H1---01"" and C3—H3---N3" (1.999, and 2.004 A) (symm. code vii: x,1-y, -

1/2+7) interactions for 3.
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Sl 5i. Expanding of the second dimension for 1 along the ac plane C11—H11A.--C11* (2.799 A) (symm. code ix: -
1+x,y,2z) hydrogen bond.
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Sl 5j. Formation 2D sheets for 2 through C11—H11A.--C11* (2.829 A) (symm. code ix: -1+x,y,z) interactions.
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SI 5k. Formation the second dimension for 3 along the a axis through the hydrogen bonding of C11—H11A.--C11*
(2.927 A) (symm. code ix: -1+x,y,2)
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SI 51. The third dimension for 1 is formed through C5—H5---S1* (3.094 A) (symm. code x: 1-x,y,1/2-z) interactions

along the b axis.
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SI 5m. Expanding the planes by C5—H5---S1" (3.045 A) (symm. code vi: 1-x,1-y,1-z) interaction to construct the 3D

supramolecular network for 2.
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SI 5n. The third dimension for 3 occurs along the b axis through C5—H5---S1% (3.100 A) (symm. code xi: 1-x,y,-1/2-2)

hydrogen bonds.
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SI 50. Formation chains along the b axis for 4 according to the N1—H1---01*" (1.930 A) and C3—H3---52* (2.955 A)

(symm. code xii: 1/2-x,1/2+y,1/2+z) interactions
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Sl 5p. Formation chains along the ¢ axis for 5 according to the N1—H1---O1" (1.986 A) (symm. code vi: 1-x,1-y,1-2)

interactions
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Sl 5¢. formation the second dimension for 4 through hydrogen bonds of C21—H21B---02" (2.600 A) and
Cl1—HI11A---S4" (2.976 A) (symm. code vi: 1-x,1-y,1-2).
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Sl 5r. formation the second dimension for 5 through hydrogen bonds of C22—H22B---O1
(2.478 A), CO—H9B---S3*" (2.966 A), C4—H4---S1V (2.762 A) (symm. code xiii: x,1/2-
y,1/2+z, xiv: 1-x,1/2+y,1/2-2)
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Sl 5s. Expanding of the third dimension for 4 via C4—H4---S1* (2.926 A) and C5—HS5---C16/17* (2.787/2.701 A)
(symm. Code xv: 1/2+X, y,1.5-z, xvi: 1.5-x,1-y,1/2+z) interaction.
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S| 5t. Expanding of the third dimension for 5 along ¢ axis via C22—H22A.--S2x (2.743 A) (symm. code xvii: -1+x,y,-

1+7) interaction.
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Sl 6a. Graph of cytotoxicity test against normal cell of CHO.
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Sl 6b. Graph of cytotoxicity test against cancer cell of Hela.
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Sl 6c¢. Graph of cytotoxicity test against cancer cell of MCF-7.
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Sl 6d. The pictures of the color change of compounds during the MTT experiment against normal cell of CHO.
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Sl 6e. The pictures of the color change of compounds during the MTT experiment against cancer cell of Hela.
45



Sl 6f. The pictures of the color change of compounds during the MTT experiment against cancer cell of MCF-7.
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Sl 7a. Fluorescence quenching spectra of HSA in the presence of increasing concentration of 1. [HSA] =15 uM, [1] = 0-
16 UM, Aex = 280 nm, T = 298 K.
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Sl 7b. Fluorescence quenching spectra of HSA in the presence of increasing concentration of 2. [HSA] = 15 uM, [2] = 0-
16 uM, Aex = 280 nm, T = 298 K.

48



1000

Intensity

490

Wavelength (nm)

Sl 7c. Fluorescence quenching spectra of HSA in the presence of increasing concentration of 3. [HSA] = 15 uM, [3] = 0-
16 uM, Aex = 280 nm, T = 298 K.
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Sl 7d. Fluorescence quenching spectra of HSA in the presence of increasing concentration of 4. [HSA] = 15 uM, [4] = 0-
16 uM, Aex = 280 nm, T = 298 K.
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Sl 7e. Fluorescence quenching spectra of HSA in the presence of increasing concentration of 5. [HSA] = 15 uM, [5] = 0-
16 uM, Aex = 280 nm, T = 298 K.
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SI 7f. Stern-Volmer plot for quenching of HSA (15 uM) fluorescence by 1 at different concentrations (1ex = 280 nm, Aem
= 344 nm).
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Sl 7g. Stern-Volmer plot for quenching of HSA (15 uM) fluorescence by 2 at different concentrations (dex = 280 nm, Aem
= 347 nm).
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SI 7h. Stern-Volmer plot for quenching of HSA (15 uM) fluorescence by 3 at different concentrations (dex = 280 nm, Aem
= 345 nm).
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Sl 7i. Stern-Volmer plot for quenching of HSA (15 uM) fluorescence by 4 at different concentrations (Zex = 280 nm, Aem
= 344 nm).
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Sl 7j. Stern-Volmer plot for quenching of HSA (15 uM) fluorescence by 5 at different concentrations (Zex = 280 nm, Aem
= 344 nm).
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SI 7k. Plot of —— vs 1/[L] for HSA in the presence of increasing concentrations of 1 at T =298 K (lex = 280 nm, Aem =
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SI 71. Plot of

vs 1/[L7] for HSA in the presence of increasing concentrations of 2 at T = 298 K (dex = 280 nm, Jem =

347 nm).
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SI 7m. Plot of vs 1/[L7] for HSA in the presence of increasing concentrations of 3 at T =298 K (lex =280 nm, Aem =

345 nm).
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SI 7n. Plot of

vs 1/[L7] for HSA in the presence of increasing concentrations of 4 at T = 298 K (dex = 280 nm, Jem =

344 nm).
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Sl 70. Plot of

vs 1/[L7] for HSA in the presence of increasing concentrations of 5 at T = 298 K (1ex = 280 nm, Jem =

344 nm).
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Sl 7p. Double-log plots for the fluorescence quenching of the HSA by 1.
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SI 7qg. Double-log plots for the fluorescence quenching of the HSA by 2.
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Sl 7r. Double-log plots for the fluorescence quenching of the HSA by 3.
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Sl 7t. Double-log plots for the fluorescence quenching of the HSA by 5.
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