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1. Structural Characterisation of 1-4
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Figure S1. Ortep–like representations of the independent part of the crystal structure of complex 1
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Figure S2. Ortep–like representations of the independent part of the crystal structure of complex 2
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Figure S3. Ortep–like representations of the independent part of the crystal structure of complex 3
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Figure S4. Ortep–like representations of the independent part of the crystal structure of complex 4
[bookmark: _Ref190946551]Table S1. Selected hydrogen bonds in complexes 1-4
	D–H–A
	d(D–H)/Å
	d(H–A)/Å
	d(D–A)/Å
	D–H–A/°

	1

	O7–H7c–O2
	0.94(4)
	1.91(4)
	2.796(3)
	157(3)

	N4–H4a–O31
	1.0090(10)
	2.42(2)
	3.126(2)
	126(2)

	N4–H4a–O62
	1.0090(10)
	2.29(2)
	3.002(4)
	127(2)

	N4–H4b–O11
	1.0090(10)
	2.353(19)
	3.130(2)
	133.0(19)

	N9–H9–O41
	1.0090(10)
	2.46(2)
	3.197(5)
	129.1(19)

	N7–H7a–O31
	0.98(3)
	2.06(3)
	3.028(2)
	169(2)

	N7–H7b–O22
	0.99(3)
	2.23(3)
	3.212(3)
	171(2)

	N1–H1a–O62
	1.0090(10)
	2.003(14)
	2.909(4)
	148(2)

	N1–H1a–O6a2
	1.0090(10)
	2.056(13)
	3.023(9)
	160(2)

	N1–H1b–O73
	1.0090(10)
	2.022(7)
	3.006(3)
	164(2)

	N6–H6–O7
	1.0090(10)
	1.827(4)
	2.831(2)
	173(2)

	N3–H3–O53
	0.99(3)
	1.91(3)
	2.861(3)
	161(2)

	N3–H3–O5a3
	0.99(3)
	2.11(3)
	3.024(8)
	153(2)

	2

	N1–H1a–O6
	1.0090(10)
	2.31(2)
	2.955(5)
	120.4(17)

	N1–H1b–O7a1
	0.94(2)
	2.44(4)
	3.10(3)
	127.1(19)

	N3–H3–O92
	1.00(3)
	1.89(3)
	2.854(3)
	160(2)

	N4–H4a–O43
	1.0090(10)
	2.63(2)
	3.263(3)
	120.9(17)

	N4–H4a–O6
	1.0090(10)
	2.259(16)
	3.110(5)
	141.1(19)

	N4–H4a–O5a
	1.0090(10)
	2.29(6)
	3.15(5)
	142(3)

	N4–H4b–O2
	0.98(3)
	2.30(3)
	3.095(3)
	137.7(19)

	N6–H6–O14
	0.95(2)
	1.90(2)
	2.837(2)
	167(2)

	N7–H7a–O5
	1.0090(10)
	2.220(10)
	3.175(3)
	157.2(19)

	N7–H7a–O8a
	1.0090(10)
	2.34(2)
	3.23(2)
	146.7(19)

	N7–H7b–O7–2
	1.0090(10)
	2.186(17)
	2.947(3)
	130.9(17)

	N9–H9–O25
	1.0090(10)
	2.337(15)
	3.193(3)
	142.0(19)

	N9–H9–O10
	1.0090(10)
	2.313(19)
	3.0190(18)
	126.1(17)

	O9–H9c–O5
	0.99(5)
	2.63(5)
	3.255(3)
	122(3)

	O9–H9c–O8
	0.99(5)
	2.08(5)
	2.923(3)
	142(3)

	O9–H9c–O6a
	0.99(5)
	2.22(5)
	2.91(2)
	125(3)

	O10–H10a–O3
	0.9600(10)
	2.24(9)
	3.026(2)
	139(11)

	O10–H10b–O36
	0.9600(10)
	2.16(7)
	3.026(2)
	149(11)

	3

	N1–H1a–O61
	0.83(5)
	2.28(5)
	3.017(5)
	148(4)

	N1–H1b–O2
	0.91(5)
	2.23(5)
	3.040(5)
	149(4)

	N3–H3–O42
	1.0089(10)
	2.09(2)
	2.952(5)
	142(3)

	N3–H3–O62
	1.0089(10)
	2.16(3)
	2.935(4)
	132(3)

	N3–H3–N112
	1.0089(10)
	2.43(3)
	3.284(4)
	142(3)

	N4–H4a–O43
	1.0090(10)
	2.13(2)
	3.043(5)
	150(3)

	N4–H4b–O2
	1.0089(10)
	2.27(2)
	3.160(4)
	147(3)

	N4–H4b–O5
	1.0089(10)
	2.31(3)
	3.039(4)
	128(3)

	N6–H6–O13
	0.94(5)
	2.18(5)
	3.033(5)
	151(4)

	N6–H6–O23
	0.94(5)
	2.08(5)
	2.902(5)
	146(4)

	N7–H7a–O14
	0.84(5)
	2.20(5)
	2.983(4)
	155(4)

	N7–H7b–O5
	1.0090(10)
	2.105(15)
	3.066(4)
	158(3)

	N9–H9–O11
	0.90(5)
	2.37(5)
	3.068(4)
	134(4)

	4

	N1–H1a–O21
	0.99(2)
	2.16(2)
	3.098(2)
	157.2(19)

	N1–H1b–O51
	0.94(2)
	1.92(2)
	2.851(2)
	173(2)

	N3–H3–O12
	0.96(2)
	2.43(2)
	3.224(2)
	140.1(18)

	N3–H3–O32
	0.96(2)
	2.06(2)
	2.911(2)
	147.8(19)

	N4–H4a–O31
	0.95(2)
	2.31(2)
	3.106(2)
	140.4(19)

	N4–H4b–O63
	1.009(2)
	2.031(14)
	2.927(2)
	146.6(19)

	N6–H6–O14
	1.009(2)
	2.43(2)
	3.135(2)
	126.6(17)

	N6–H6–O24
	1.009(2)
	2.033(11)
	2.966(2)
	152.7(19)

	N7–H7a–O21
	1.009(2)
	2.383(16)
	3.165(2)
	133.6(17)

	N7–H7a–O63
	1.009(2)
	2.373(19)
	3.044(2)
	123.2(16)

	N7–H7b–O42
	0.96(2)
	2.07(2)
	3.036(2)
	178.3(19)

	N9–H9–O75
	0.90(2)
	1.91(2)
	2.777(2)
	159(2)

	N10–H10b–O56
	1.009(2)
	2.126(15)
	2.977(2)
	140.8(19)

	N11–H11a–O27
	1.010(2)
	2.320(10)
	3.274(2)
	157(2)

	N11–H11b–O38
	1.010(2)
	2.120(12)
	3.053(2)
	153(2)

	O7–H7c–O42
	0.984(5)
	1.995(9)
	2.963(2)
	167(3)

	O7–H7d–O12
	0.983(5)
	1.852(6)
	2.833(2)
	175(3)
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[bookmark: _Ref191024988]Figure S5. Hirshfeld surface of complex 1 mapped oved shape index (left) and curvedness (right)
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Figure S6. Hirshfeld surface of complex 2 mapped oved shape index (left) and curvedness (right)
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Figure S7. Hirshfeld surface of complex 3 mapped oved shape index (left) and curvedness (right)
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Figure S8. Hirshfeld surface of complex 4 mapped oved shape index (left) and curvedness (right)
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[bookmark: _Ref191036978]Figure S9. The full two-dimensional fingerprint plots of complex 1, showing a) O···H/H···O, b) C···H/H···C, c) H···H, d) C···C close contacts and e) all interactions
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Figure S10. The full two-dimensional fingerprint plots of complex 2, showing a) O···H/H···O, b) C···H/H···C, c) H···H, d) C···C close contacts and e) all interactions
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AI-generated content may be incorrect.]

	
	e)[image: A blue explosion in space
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Figure S11. The full two-dimensional fingerprint plots of complex 3, showing a) O···H/H···O, b) C···H/H···C, c) H···H, d) C···C close contacts and e) all interactions
	a)[image: A blue and white feather

AI-generated content may be incorrect.]
	b)[image: A blue and white bird

AI-generated content may be incorrect.]

	c)[image: A blue and white blob

AI-generated content may be incorrect.]
	d)[image: A white and blue blot

AI-generated content may be incorrect.]

	
	e)[image: A blue spot on a black background

AI-generated content may be incorrect.]
	


[bookmark: _Ref191036986]Figure S12. The full two-dimensional fingerprint plots of complex 4, showing a) O···H/H···O, b) C···H/H···C, c) H···H, d) C···C close contacts and e) all interactions
2. Spectral Characterisation of 1-4
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Figure S13. The FTIR spectrum of the complex 1
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Figure S14. The FTIR spectrum of the complex 2
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Figure S15. The FTIR spectrum of the complex 3
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Figure S16. The FTIR spectrum of the complex 4
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Figure S17. The Uv-Vis spectrum of complex 1
[image: A black background with a black square
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Figure S18. The Uv-Vis spectrum of complex 2
[image: A black background with a black square
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Figure S19. The Uv-Vis spectrum of complex 3
[image: A black background with a black square
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Figure S20. The Uv-Vis spectrum of complex 4
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