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Figure S1: Full two-dimensional fingerprint plots depicting the interactions of the three compounds (3b, 4, and 5). The first row represents all interactions, while the second row illustrates H···H contacts, the third row displays H···C/C···H interactions, the fourth row showcases H···O/O···H interactions, and the fifth row exhibits C···C interactions. The di and de values correspond to the closest internal and external distances (in Å) from specific points on the Hirshfeld surface.

Table S1. Comparison of Selected Bond Lengths (Å) of compounds 3b, 4, and 5) by SC-XRD and DFT
	Bond length Å (for X1)
	Bond length Å (for X6)
	Bond length Å (for A6)

	Atoms
	SC-XRD
	DFT
	Absolute errors
	Atoms
	SC-XRD
	DFT
	Absolute errors
	Atoms
	Length/Å
	DFT
	Absolute errors

	O1─C9
	1.222
	1.2441
	0.0221
	O(1)─C(8)
	1.4094(19)
	1.43
	0.0206
	O1─C7
	1.2289(14)
	1.2289
	0

	O2─C16
	1.206
	1.2092
	0.0032
	O(2)─C(9)
	1.228(2)
	1.2584
	0.0304
	O2─C8
	1.4057(14)
	1.4058
	1E-04

	O3─C16
	1.3503
	1.3391
	0.0112
	N(1)─C(6)
	1.390(2)
	1.4708
	0.0808
	O2─C14
	1.4244(15)
	1.4244
	0

	O3─C17
	1.4497
	1.4546
	0.0049
	N(1)─C(7)
	1.444(2)
	1.4739
	0.0299
	N1─C6
	1.4331(14)
	1.4331
	0

	N1─C6
	1.4148
	1.4121
	0.0027
	N(2)─C(1)
	1.420(2)
	1.4666
	0.0466
	N1─C7
	1.3577(15)
	1.3578
	1E-04

	N1─C7
	1.4156
	1.4157
	1E-04
	N(2)─C(9)
	1.339(2)
	1.4697
	0.1307
	N1─C12
	1.4791(14)
	1.4791
	0

	N2─C1
	1.4068
	1.4105
	0.0037
	C(1)─C(2)
	1.396(2)
	1.3612
	0.0348
	N2─C1
	1.4127(14)
	1.4128
	1E-04

	N2─C9
	1.3768
	1.3566
	0.0202
	C(1)─C(6)
	1.408(2)
	1.5512
	0.1432
	N2─C9
	1.4757(15)
	1.4757
	0

	C1─C2
	1.3973
	1.3948
	0.0025
	C(2)─C(3)
	1.379(3)
	1.5333
	0.1543
	C1─C2
	1.3975(16)
	1.3974
	1E-04

	C1─C6
	1.4018
	1.398
	0.0038
	C(3)─C(4)
	1.412(3)
	1.3422
	0.0698
	C1─C6
	1.4019(15)
	1.4019
	0

	C2─C3
	1.3911
	1.3912
	1E-04
	C(3)─C(10)
	1.509(3)
	1.54
	0.031
	C2─C3
	1.3874(17)
	1.3874
	0

	C3─C4
	1.3921
	1.3906
	0.0015
	C(4)─C(5)
	1.384(3)
	1.5338
	0.1498
	C3─C4
	1.4059(17)
	1.4058
	1E-04

	C4─C5
	1.3917
	1.3895
	0.0022
	C(4)─C(11)
	1.502(3)
	1.525
	0.023
	C3─C10
	1.5108(16)
	1.5108
	0

	C5─C6
	1.3967
	1.3963
	0.0004
	C(5)─C(6)
	1.402(2)
	1.3816
	0.0204
	C4─C5
	1.3904(16)
	1.3904
	0

	C7─C8
	1.4063
	1.405
	0.0013
	C(7)─C(8)
	1.552(2)
	1.5399
	0.0121
	C4─C11
	1.5053(17)
	1.5053
	0

	C7─C10
	1.3993
	1.3949
	0.0044
	C(7)─C(12)
	1.524(2)
	1.54
	0.016
	C5─C6
	1.3933(16)
	1.3933
	0

	C8─C9
	1.5027
	1.491
	0.0117
	C(8)─C(9)
	1.521(2)
	1.541
	0.02
	C7─C8
	1.5370(16)
	1.537
	0

	C8─C13
	1.4144
	1.4109
	0.0035
	C(12)─C(13)
	1.395(2)
	1.4014
	0.0064
	C8─C9
	1.5341(15)
	1.5341
	0

	C10─C11
	1.3888
	1.3872
	0.0016
	C(12)─C(17)
	1.387(2)
	1.4014
	0.0144
	C9─C16
	1.5225(16)
	1.5225
	0

	C11─C12
	1.3973
	1.3934
	0.0039
	C(13)─C(14)
	1.391(3)
	1.4014
	0.0104
	C12─C13
	1.485(2)
	1.4853
	0.0003

	C11─C14
	1.5081
	1.5042
	0.0039
	C(14)─C(15)
	1.377(3)
	1.4014
	0.0244
	C14─C15
	1.5027(19)
	1.5027
	0

	C12─C13
	1.3925
	1.39
	0.0025
	C(15)─C(16)
	1.390(3)
	1.4014
	0.0114
	C16─C17
	1.3825(18)
	1.3826
	1E-04

	C13─C15
	1.5192
	1.5071
	0.0121
	C(16)─C(17)
	1.389(3)
	1.4014
	0.0124
	C16─C21
	1.3754(18)
	1.3753
	1E-04

	C15─C16
	1.5203
	1.5129
	0.0074
	MAE
	0.0475
	C17─C18
	1.3913(19)
	1.3913
	0

	C17─C18
	1.5197
	1.5048
	0.0149
	
	C18─C19
	1.372(2)
	1.3715
	0.0005

	MAE
	
	
	C19─C20
	1.375(2)
	1.3752
	0.0002

	
	
	
	C20─C21
	1.389(2)
	1.3889
	1E-04

	
	
	
	MAE
	6.66667E-05




Table S2. Comparison of Selected Bond Angles (°) of compounds (3b, 4, and 5) by SC-XRD and DFT
	Bond length Å (for X6)
	
	
	Bond length Å (for X1)
	
	
	Bond length Å (for A6)
	
	

	Atoms
	Angle/˚
	DFT
	Absolute errors
	Atoms
	Angle/˚
	DFT
	Absolute errors
	Atoms
	Angle/˚
	DFT
	Absolute errors

	C7─N1─C6
	128.26(14)
	125.24
	3.02
	C6─N1─C12
	119.88(5)
	118.69
	1.19
	C8─O2─C14
	114.40(9)
	114.39
	0.01

	C9─N2─C1
	128.35(14)
	126.6
	1.75
	C7─N1─C6
	121.72(6)
	123.18
	1.46
	C6─N1─C12
	117.18(9)
	117.18
	0

	C2─C1─N2
	116.48(15)
	119.05
	2.57
	C7─N1─C12
	117.57(6)
	117.8
	0.23
	C7─N1─C6
	122.35(9)
	122.34
	0.01

	C6─C1─N2
	124.56(15)
	121.19
	3.37
	C1─N2─C9
	123.16(5)
	120.81
	2.35
	C7─N1─C12
	118.56(9)
	118.56
	0

	C6─C1─C2
	118.91(16)
	119.72
	0.81
	C2─C1─N2
	119.45(6)
	117.56
	1.89
	C1─N2─C9
	118.01(9)
	118.01
	0

	C3─C2─C1
	123.75(16)
	122.59
	1.16
	C2─C1─C6
	117.60(6)
	118.05
	0.45
	C2─C1─N2
	121.61(10)
	121.6
	0.01

	C4─C3─C2
	117.88(16)
	118.2
	0.32
	C6─C1─N2
	122.67(6)
	124.24
	1.57
	C2─C1─C6
	117.95(10)
	117.96
	0.01

	C10─C3─C2
	120.68(17)
	120.38
	0.3
	C3─C2─C1
	122.95(6)
	122.57
	0.38
	C6─C1─N2
	120.33(10)
	120.33
	0

	C10─C3─C4
	121.43(17)
	121.41
	0.02
	C2─C3─C4
	119.03(6)
	119.06
	0.03
	C3─C2─C1
	122.64(11)
	122.64
	0

	C5─C4─C3
	118.44(16)
	118.99
	0.55
	C2─C3─C10
	119.80(7)
	119.44
	0.36
	C2─C3─C4
	119.08(10)
	119.08
	0

	C11─C4─C3
	120.99(17)
	121.07
	0.08
	C4─C3─C10
	121.16(7)
	121.51
	0.35
	C2─C3─C10
	119.83(11)
	119.83
	0

	C11─C4─C5
	120.55(17)
	119.94
	0.61
	C3─C4─C11
	120.95(6)
	121.73
	0.78
	C4─C3─C10
	121.07(11)
	121.08
	0.01

	C6─C5─C4
	124.12(16)
	123.19
	0.93
	C5─C4─C3
	118.50(6)
	118.87
	0.37
	C3─C4─C11
	121.52(11)
	121.51
	0.01

	C1─C6─N1
	125.29(16)
	122.54
	2.75
	C5─C4─C11
	120.56(7)
	119.39
	1.17
	C5─C4─C3
	118.48(11)
	118.49
	0.01

	C5─C6─N1
	117.78(15)
	119.91
	2.13
	C4─C5─C6
	122.30(6)
	122.14
	0.16
	C5─C4─C11
	119.99(11)
	119.99
	0

	C5─C6─C1
	116.82(16)
	117.25
	0.43
	C1─C6─N1
	120.90(6)
	122.15
	1.25
	C4─C5─C6
	122.19(11)
	122.19
	0

	C8─C7─N1
	110.63(14)
	111.05
	0.42
	C5─C6─N1
	119.53(6)
	118.56
	0.97
	C1─C6─N1
	120.85(10)
	120.85
	0

	C12─C7─N1
	113.76(14)
	111.51
	2.25
	C5─C6─C1
	119.49(6)
	119.22
	0.27
	C5─C6─N1
	119.43(10)
	119.43
	0

	C12─C7─C8
	111.82(14)
	112.77
	0.95
	O1─C7─N1
	122.27(7)
	123.14
	0.87
	C5─C6─C1
	119.49(10)
	119.49
	0

	C7─C8─O1
	110.56(13)
	110.35
	0.21
	O1─C7─C8
	120.08(6)
	118.88
	1.2
	O1─C7─N1
	122.65(11)
	122.64
	0.01

	C9─C8─O1
	108.13(13)
	109.13
	1
	N1─C7─C8
	117.66(6)
	117.83
	0.17
	O1─C7─C8
	121.61(10)
	121.62
	0.01

	C9─C8─C7
	110.28(13)
	111.9
	1.62
	O2─C8─C7
	110.71(5)
	107.48
	3.23
	N1─C7─C8
	115.56(9)
	115.55
	0.01

	N2─C9─O2
	124.27(15)
	123.1
	1.17
	O2─C8─C9
	112.28(5)
	111.33
	0.95
	O2─C8─C7
	111.78(9)
	111.78
	0

	C8─C9─O2
	119.20(14)
	120.52
	1.32
	C7─C8─C9
	107.81(5)
	107.59
	0.22
	O2─C8─C9
	105.96(9)
	105.96
	0

	C8─C9─N2
	116.51(14)
	116.38
	0.13
	N2─C9─C8
	108.95(5)
	115.83
	6.88
	C9─C8─C7
	110.90(9)
	110.89
	0.01

	C13─C12─C7
	121.07(15)
	121.71
	0.64
	N2─C9─C14
	114.62(5)
	110.28
	4.34
	N2─C9─C8
	109.66(9)
	109.67
	0.01

	C17─C12─C7
	120.19(15)
	119.01
	1.18
	C14─C9─C8
	110.80(5)
	111.55
	0.75
	N2─C9─C16
	114.69(9)
	114.69
	0

	C17─C12─C13
	118.73(17)
	119.01
	0.28
	N1─C12─C13
	113.00(6)
	113.08
	0.08
	C16─C9─C8
	111.06(9)
	111.06
	0

	C14─C13─C12
	120.46(17)
	120.48
	0.02
	C15─C14─C9
	118.86(6)
	119.14
	0.28
	N1─C12─C13
	112.93(11)
	112.92
	0.01

	C15─C14─C13
	120.35(17)
	120.23
	0.12
	C15─C14─C19
	119.05(6)
	118.13
	0.92
	O2─C14─C15
	107.68(11)
	107.68
	0

	C16─C15─C14
	119.63(18)
	119.61
	0.02
	C19─C14─C9
	122.02(6)
	122.7
	0.68
	C17─C16─C9
	122.15(11)
	122.15
	0

	C17─C16─C15
	120.11(18)
	120.13
	0.02
	C16─C15─C14
	120.73(7)
	121.03
	0.3
	C21─C16─C9
	119.82(11)
	119.82
	0

	C16─C17─C12
	120.71(16)
	120.55
	0.16
	C17─C16─C15
	119.98(7)
	120.01
	0.03
	C21─C16─C17
	118.02(12)
	118.02
	0

	MAE
	0.979
	C16─C17─C18
	119.74(7)
	119.99
	0.25
	C16─C17─C18
	121.12(13)
	121.12
	0

	
	
	
	
	C17─C18─C19
	120.32(7)
	119.85
	0.47
	C19─C18─C17
	120.21(14)
	120.2
	0.01

	
	
	
	
	C14─C19─C18
	120.18(7)
	120.2
	0.02
	C18─C19─C20
	119.02(13)
	119.03
	0.01

	
	
	
	
	MAE
	1.024167
	C19─C20─C21
	120.60(14)
	120.59
	0.01

	
	
	
	
	
	
	
	
	C16─C21─C20
	120.93(14)
	120.93
	0

	
	
	
	
	
	
	
	
	MAE
	0.004211




The deposition numbers for the 3 crystals in Inorganic Crystal Structure Database are as follows: 
---------------------------------------------------------------
Summary of Data - Deposition Number 2312034
---------------------------------------------------------------
Data Block Name: data_JTM1628_0m_a
Unit Cell Parameters: a 6.2187(2) b 9.8850(3) c 11.7626(3) P-1
Summary of Data - Deposition Number 2312035
---------------------------------------------------------------
Data Block Name: data_JTM1739_0m_a
Unit Cell Parameters: a 9.9993(4) b 18.0468(7) c 10.2148(4) P21/c
Summary of Data - Deposition Number 2312048
---------------------------------------------------------------
Data Block Name: data_JTM1656_0m_a
Unit Cell Parameters: a 8.0149(2) b 10.0579(3) c 10.7774(3) P-1








8


image3.png
All cor

) ac#: 1 5(0%

d;

(&)

1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8






image4.png
2.8
2.6
2.4
2.2
2.0
1.8
1.6

1.4

1.2

1.0

0.8

0.6

0.6

1.0

1.4






image5.png
2.8
2.6
2.4
2.2
2.0
1.8
1.6
1.4

53

1.2

1.0
0.8

0.6

0.6

1.0






image6.png
H-..

d;

(&)

1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8






image7.png
2.8
26
2.4
2.2
2.0
1.8
1.6
1.4
1.2
1.0
0.8
0.6

i
2
H---C/C-+-H: 22.8%
LY i i i &R

06 081012 1416 1820 222426 28 di





image8.png
2.8
2.6
2.4
2.2
2.0
1.8
1.6
1.4

%

1.2

1.0
0.8

0.6

-C/C---

0.6

1.0

1.4

1.8






image9.png
e

H-..

C/C--

-H: 14.39

(o]

d;

(&)

1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8





image10.png
2.8
2.6
2.4
2.2
2.0
1.8
1.6]
1.4]
1.2
1.0]
0.8,
0.6

v

H:--0/0-:-H: (13.5)

06 081.012 1416 1820222426 28di





image11.png
2.8
2.6
2.4
2.2
2.0
1.8
1.6
1.4

53

1.2

1.0
0.8

0.6

0.49

0.6

1.0

1.4

1.8

22

2.6






image12.png
e

' i
6 ﬁhl—-ﬂﬁ_
: ] ks - "

e

.4 ety

7
.2 T :'..

- :ﬂ.l
. O F L- [ P )
s
"-|-:!.|T.-°-":"'l

A
.0
H-+-0/0"--H: 8.0% d

() 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8




image13.png
e

e g

C--

C:

A4

D

(o]

d;

(&)

1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8





image14.png
d EREN T By ot
4| 2C : i
2 » T
" Ll
0 bl g
_,‘.':.
i
.8 -

als
% fap

C-C:0.6% ad;

() 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4




image15.png
e

Eals
il
o
R AN
. ey
- o
-I'l.
N E
el
-
fal
1 o
L5 ]
i
5-

C--

C:

s
G.19

(o]

d;

(&)

1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8





image1.png
2.8
2.6
2.4
2.2
2.0
1.8
1.6
1.4
1.2
1.0
0.8
0.6

All contact: 100%

0.6

1.0 1.4 1.8

22

2.6






image2.png
2.8
2.6
2.4
2.2
2.0
1.8
1.6
1.4
1.2
1.0
0.8
0.6

Alicontact: 100%

di

0.6

1.0

1.4

1.8 2.2 2.6





