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1. Compound’s SMILES.

Table S1. Compound’s SMILES.

ID n R SMILES

3a 3 4-H C(CNCc1cceec1)CNCe1ceccect

4a 4 4-H C(CNCc1cceec1)CCNCce1cececct

6a 6 4-H C(CCNCc1ccecec1)CCCNCe1cececct

8a 8 4-H C(CCCNCc1cceec1)CCCCNCe1ceccceet

10a 10 4-H C(CCCCNCc1cceec1)CCCCCNCce1ccecct

12a 12 4-H C(CCCCCNCc1cceec1)CCCCCCNCe1cecccect

3b 3 4-OMe COc1cee(cc1)CNCCCNCce1cec(cc1)0C

4b 4 4-OMe COc1cee(cc1)CNCCCCNCce1ccec(cc1)0C

6b 6 4-OMe COc1cec(cc1)CNCCCCCCNCe1cec(ce1)0C

8b 8 4-OMe COc1cee(cc1)CNCCCCCCCCNCce1ccec(cc1)0C
10b 10 4-OMe COc1cec(cc1)CNCCCCCCCCCCNCce1ccc(cc1)0C
12b 12 4-OMe COc1cee(cc1)CNCCCCCCCCCCCCNCce1cecce(cc1)0C

3c 3 4-OBn C(CNCc1cce(cec1)OCc1cecececc1)CNCe1cec(cc1)OCc1ccecct

4c 4 4-OBn C(CNCc1cce(cec1)OCc1cecececc1)CCNCe1cec(cc1)OCc1ccece

6¢c 6 4-OBn C(CCNCc1cece(cc1)OCc1ecececc1)CCCNCe1cec(cc1)OCc1ccece

8c 8 4-OBn C(CCCNCc1cce(cec1)OCc1cecec1)CCCCNCe1ecee(cc1)OCc1ccccct

10c 10 4-OBn C(CCCCNCc1cce(cec1)OCc1cececc1)CCCCCNCe1ccc(cc1)OCce1ccceet
12¢ 12 4-OBn C(CCCCCNCc1cec(cec1)OCc1ececec1)CCCCCCNCe1cec(ce1)OCcl1ceccect
3d 3 3-OH 4-OMe COc1ccc(cc1O)CNCCCNCce1cecc(c(c1)0)0C

4d 4 3-OH 4-OMe COc1cce(cc1O)CNCCCCNCce1cec(c(c1)0)0C

6d 6 3-OH 4-OMe COc1cce(cc1O)CNCCCCCCNCce1cecec(c(c1)0)0C

8d 8 3-OH 4-OMe COc1ccc(cc1O)CNCCCCCCCCNCce1ccec(c(c1)0)0C

10d 10 3-OH 4-OMe COc1ccc(cc1O)CNCCCCCCCCCCNCce1cec(c(c1)0)0C

12d 12 3-OH 4-OMe COc1cec(cc1O)CNCCCCCCCCCCCCNCce1cecce(c(c1)0)0C

3e 3 3-OMe 4-OBn | COc1cc(CNCCCNCc2ccc(c(c2)OC)OCc2cccec2)ccc10Cclccccc

4e 4 3-OMe 4-OBn | COc1cc(CNCCCCNCc2ccc(c(c2)OC)OCc2ccccc2)cecc10Cclceccect

6e 6 3-OMe 4-OBn | COc1cc(CNCCCCCCNCc2ccc(c(c2)OC)OCc2cccecc2)ccc10Ccicceec
8e 8 3-OMe 4-OBn | COc1cc(CNCCCCCCCCNCc2ccc(c(c2)OC)OCc2ccecc2)cecc10Cclceccect
10e 10 3-OMe 4-OBn 231001cc(CNCCCCCCCCCCNCc2ccc(c(02)OC)OCchccch)ccc1OCc1cccc
12e 12 3-OMe 4-OBn COc1cc(CNCCCCCCCCCCCCNCc2ccce(c(c2)OC)0Cc2ccecec2)ccc10Cceic

cccc




2. Compound’s LE and LLE

Table S2. Values of compound’s ligand efficiency (LE) and ligand lipophilic efficiency

(LLE).

ID n R LE LLE
3a 3 Benzyl 0.43323 3.6782
4a 4 Benzyl 0.32232 1.9228
6a 6 Benzyl 0.29302 1.014
8a 8 Benzyl 0.27746 0.26007
10a 10 Benzyl 0.24794 -0.80363
12a 12 Benzyl 0.23023 -1.7124
3b 3 4-Methoxy 0.28028 2.5172
4b 4 4-Methoxy 0.2686 2.0628
6b 6 4-Methoxy 0.35347 3.154
8b 8 4-Methoxy - -
10b 10 4-Methoxy 0.21488 -0.66363
12b 12 4-Methoxy 0.20145 -1.5724
3c 3 4-Benzyloxy 0.22945 0.83587
4c 4 4-Benzyloxy 0.23408 0.67027
6¢c 6 4-Benzyloxy 0.232630.062499
8c 8 4-Benzyloxy 0.16877 -2.3692
10c 10 4-Benzyloxy 0.15855 -3.3449
12¢ 12 4-Benzyloxy 0.14651 -4.4086
3d 3 3-OH,40Me 0.25786 3.2086
4d 4 3-OH,40Me 0.24794 2.7542
6d 6 3-OH,40Me 0.26922 2.6412
&d 8 3-OH,40Me 0.21488 0.93657
10d 10 3-OH,40Me 0.20947 0.21486
12d 12 3-OH,40Me 0.1896 -0.88103
3e 3 3-OMe.4-OBn  0.23726 1.8667
4e 4 3-OMe.4-OBn  0.17305-0.28664
6e 6 3-OMe.4-OBn  0.15349 -1.5422
8e 8 3-OMe.4-OBn  0.14651 -2.451
10e 10 3-OMe.4-OBn  0.14014 -3.3598
12¢ 12 3-OMe.4-OBn 0.1343 -4.2686




3. NMR spectra of fluorescent analog and intermediates.
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Figure S1. "H NMR of N'-(4-(benzyloxy)benzyl)butane-1,4-diamine (Int 1)



E
~o~_NH S
N 2 o
H s
BnO -
Int 1 =
o
j o
_.
02" L — S
990 — - 3 =1
o
€6 Th— _ =4
89" 8p — o o
n
6625 — _—_‘[
(=]
E 0w
20' 0L — - { o
3
) (=]
- w0
(=]
(=1]
3
i -
3 (=]
3 o
=
b
78 PTT—
E &
65" LTT : -
96°L7T
66 87T — =
LS 62T 3 2
9L'I€I/ 1
10" LET— S o
i 3
1!
f 8
3 ™
00°"8GT — o
w
™

Figure S2. *C NMR of N'-(4-(benzyloxy)benzyl)butane-1,4-diamine (Int 1)
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Figure S3. ESI-HRMS of N'-(4-(benzyloxy)benzyl)butane-1,4-diamine (Int 1)
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Figure S4. '"H NMR of N-(4-(4-
(benzyloxy)benzylamino)butyl)-7-nitrobenzo[c]
[1,2,5]oxadiazol-4-amine (4c-NBD)
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