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Representative NPS of clusters in super-clusters.
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Figure S1. Representative NPS of clusters in the super-cluster 1.
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Figure S2. Representative NPS of clusters in the super-cluster 2.
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Figure S3. Representative NPS of clusters in the super-cluster 3.
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Figure S4. Representative NPS of clusters in the super-cluster 4.
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Figure S5. Representative NPS of clusters in the super-cluster 5.
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Figure S6. Representative NPS of clusters in the super-cluster 6.
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Figure S7. Representative NPS of clusters in the super-cluster 7.



=N, N,

N N

5. N4 N-¢
! ‘3 ﬁS
=N Br =N
cl F
Etizelam (8.01) Flubromazolam (8.02)

Figure S8. Representative NPS of clusters in the super-cluster 8.
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Figure S9. Representative NPS of clusters in the super-cluster 9.
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Figure S10. Representative NPS of clusters in the super-cluster 10.
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Figure S11. Representative NPS of clusters in the super-cluster 11.
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Figure S12. Representative NPS of clusters in the super-cluster 12.
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Figure S13. Representative NPS of clusters in the super-cluster 13.
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Figure S14. Singleton NPS in the super-cluster 14.
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Figure S15. Singleton NPS in the super-cluster 15.
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Figure S16. Singleton NPS in the super-cluster 16.
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Figure S17. Singleton NPS in the super-cluster 17.
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Figure S18. Singleton NPS in the super-cluster 18.
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Figure S19. Singleton NPS in the super-cluster 19.
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Figure S20. Singleton NPS in the super-cluster 20.
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Figure S21. Singleton NPS in the super-cluster 21.



Table S1: The distribution of the NPS compounds in the dendrogram’s super-clusters and number of clusters in each super-cluster. Individual

clusters of super-cluster are labelled using the super-cluster number followed by full stop and sequential number.

‘Super’ Cluster No.

All 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21
Aminoindanes 5 4 1
Arylalkylamines 30 9 6 10 4 1
Arylcyclohexylami |9 9
nes
Benzodiazepins |11 7 4
Canabinoids 137 |4 22 57 38 4 1 7 1 1 1 1
Cathinones 79 10 51 1 17
Indolealkylamines |33 22 6 1 2 2
Phenethylamines |77 48 9 13 7
Piperazine 15 13 2
derivatives
Piperidines and |6 6
Pyrrolidines
Plants and |12 3 5 1 1 1 1
extracts
Opiods 15 13 2
Others 49 1 1 35 1 3 0 6 1 1
Total No. 478 |27 67 32 57 197 |6 26 4 5 3 28 15 3 1 1 1 1 1 1 1 1
Number of 11 10 11 5 18 3 4 2 2 2 1 1 1 1 1 1 1 1 1 1
clusters
Maximal
dissimilarity 0.31 [0.71 10.29 |0.55 (0.82 |0.19 |0.83 (0.22 |0.15 |0.64 |0.66 [0.80 |0.84
In super-clusters




Full range 'H-NMR spectra of selected NPS
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Figure S22. Full range 'H-NMR spectra of 5-APB and DOM.



