Supplementary materials 

Table S1. Structural features of the probable drug targets (receptors) retrieved from Protein Data Bank based on their functional role in the pathogenesis of MDR A. baumannii infections

	Receptor
	PDB ID
	Chain
	Sequence length
	Method
	Resolution

(Å)
	Molecular weight (Da)
	R-value (free)
	R-value (work)
	References

	KdsB
	3POL
	A
	276
	X-ray diffraction
	2.3
	31206.61
	0.223
	 0.176
	Minasov et al., 2010

	AmpC
	4QD4
	A, B
	361
	X-ray diffraction
	1.8
	82160.37
	0.236
	0.188
	Jeon et al., 2014

	DapF 
	5HA4
	A, B
	282
	X-ray diffraction
	1.85
	63092.55
	0.190
	0.164
	Mayclin et al., 2015

	FabI 
	4ZJU
	A
	275
	X-ray diffraction
	1.2
	30378.32
	0.142
	0.125
	Abendroth et al., 2015

	RstA
	5E3J
	A, B
	132
	X-ray diffraction
	2.1
	30056.73
	0.195
	0.163
	Russo et al., 2015

	AroK
	4Y0A
	A
	179
	X-ray diffraction
	1.91
	20826.79
	0.235
	0.191
	Sutton et al., 2015

	LpxA 
	4E6U
	A
	265
	X-ray diffraction
	1.41
	29223.25
	0.191
	0.175
	Badger et al., 2012

	HemE
	4ZR8
	A, B
	365
	X-ray diffraction
	1.5
	81431.77
	0.161
	0.129
	Abendroth et al., 2015

	MurA
	5U4H
	A, B
	421
	X-ray diffraction
	1.05
	90646.12
	0.176
	0.162
	Minasov et al., 2016


Table S2. Identification of the best homologous templates for selected probable drug targets of A. baumannii by similarity search against Protein Data Bank using BLASTp

	Target
	Template
	GenBank ID
	Organism
	PDB ID
	Chain
	Query coverage
	Sequence identity
	E-value
	Max. score
	References 

	Ribose-phosphate pyrophosphokinase
	Phosphorybosyl pyrophosphate synthetase
	ABO11267.1
	Escherichia coli
	4S2U
	A
	99%
	69%
	9e-166
	464
	Timofeev et. al., 2016

	Shikimate dehydrogenase
	Shikimate dehydrogenase
	ABO13506.2
	Escherichia coli
	1NYT
	A
	98%
	45%
	9e-69
	214
	Michel et al., 2003

	Aspartokinase
	Aspartokinase
	ABO11572.2
	Corynebacterium glutamicum
	3AAW
	A
	98%
	47%
	7e-119
	353
	Yoshida et. al., 2010

	Aspartate-semialdehyde dehydrogenase
	Aspartate beta-semialdehyde dehydrogenase
	ABO10882.1
	Escherichia coli
	1BRM
	A
	98%
	72%
	0.0
	548
	Hadfield et. al., 1999

	Aspartate aminotransferase A
	Aspartate Aminotransferase


	ABO12926.2
	Phormidium lapideum
	1J32
	A
	95%
	45%
	7e-118
	349
	Kim et al., 2003


Table S3. Computer-aided drug likeliness prediction of 104 molecules from herbal origin such as Zingiber officinale, Ocimum sanctum, Syzygium aromaticum, Elettaria cardamomum, Azadirachta indica etc using PreADMET web server
	Molecules
	Identifier
	Herbal source (common name)
	Molecular Weight (Da)
	Lipinski rule of five
	CMC like rule
	Lead like rule
	MDDR like rule
	WDI like rule

	Genistein
	CID 5280961
	Flemingia macrophylla (Hahapaan)
	270.24
	Suitable


	Qualified
	Suitable
	Mid-structure
	In 90% cut-off

	Eucalyptol
	CID 2758
	Zingiber officinale (Ginger)
	154.24
	Suitable
	Not qualified
	Suitable
	Mid-structure
	In 90% cut-off

	Eugenol
	CID 3314
	Ocimum sanctum (Tulsi)
	164.20
	Suitable
	Qualified
	Suitable
	Mid-structure
	Suitable

	Maslinic acid
	CID 73659
	Syzygium aromaticum (Clove)
	472.69
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut-off

	Palmatine
	CID 19009
	Tinospora cordifolia (Amrutha valli)
	352.40
	Suitable
	Failed
	Violated
	Mid-structure
	Failed

	Berberine
	CID 2353
	Tinospora cordifolia (Amrutha valli)
	336.36
	Suitable
	Failed
	Suitable
	Mid-structure
	Failed

	α-terpinyl acetate
	CID 111037
	Elettaria cardamomum (Cardamum)
	196.28
	Suitable
	Qualified
	Suitable
	Mid-structure
	in 90% cut-off

	Linalool
	CID 6549
	Elettaria cardamomum (Cardamum)
	154.24
	Suitable
	Not qualified
	Suitable
	Mid-structure
	Out of 90% cut-off

	Limonene
	CID 22311
	Elettaria cardamomum (Cardamum)
	136.23
	Suitable
	Not qualified
	Violated
	Mid-structure
	In 90% cut-off

	Anthrone
	CID 7018
	Aloe vera
	194.23
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut-off

	Aloe-emodin
	CID 10207
	Aloe vera
	270.23
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut-off

	Nimbin
	CID 108058
	Azadirachta indica (Neem)
	540.60
	Suitable
	Not qualified
	Violated
	Drug-like
	Out of 90% cut-off

	Kaempferol
	CID 5280863
	Phyllanthus emblica (Amla)
	286.23
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut-off

	Ellagic acid
	CID 5281855
	Phyllanthus emblica (Amla)
	302.19
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut-off

	Gallic acid
	CID 370
	Phyllanthus emblica (Amla)
	170.11
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut-off

	Allicin
	CID 65036
	Allium sativum (Garlic)
	162.27
	Suitable
	Not qualified
	Suitable
	Non drug like
	Out of 90% cut-off

	Curcumin
	CID 969516
	Curcuma longa (Turmeric)
	368.37
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut-off

	Demethoxycurcumin
	CID 5469424
	Curcuma longa (Turmeric)
	338.35
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut-off

	Bisdemethoxycurcumin
	CID 5315472
	Curcuma longa (Turmeric)
	308.32
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut-off

	Koenimbine
	CID 97487
	Murraya koenigii  (Curry tree)
	293.35
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut-off

	Mahanimbine
	CID 167963
	Murraya koenigii  (Curry tree)
	331.45
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut-off

	Girinimbine
	CID 96943
	Murraya koenigii  (Curry tree)
	263.33
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut-off

	Piperine
	CID 638024
	Piper nigrum (Black pepper)
	285.33
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut-off

	β-terpinene
	CSID 60205
	Coriandrum sativum (Coriander)
	136.12 


	Suitable
	Not qualified
	Violated
	Mid-structure
	In 90% cut-off

	Citral
	CID 638011
	Citrus limon (Lemon)
	152.23
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Carvacrol
	CID 10364
	Origanum vulgare (Oregano)
	150.21
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Thymol
	CSID 21105998
	Trachyspermum ammi (Ajwain)
	150.10
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut-off

	Bicornin
	CSID 28190824
	Syzygium aromaticum (Clove)
	1088.09
	Suitable
	Not qualified
	Violated
	Drug like
	Out of 90% cut-off

	Oleanolic acid
	CID 10494
	Syzygium aromaticum (Clove)
	456.70
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Campesterol
	CID 173183
	Syzygium aromaticum (Clove)
	400.68
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Maslinic acid
	CID 73659
	Syzygium aromaticum (Clove)
	472.69
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Vanillin
	CID 1183
	Syzygium aromaticum (Clove)
	152.14
	Suitable
	Not qualified
	Suitable
	Non drug like
	Out of 90% cut off

	β-sitosterol
	CID 222284
	Cassia fistula (Golden shower tree)
	414.70
	Suitable
	Not qualified
	Violated
	Drug like
	Out of 90% cut off

	Zingerone
	CID 31211
	Zingiber officinale (Ginger)
	194.22
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut off

	Shogaol
	CID 5281794
	Zingiber officinale (Ginger)
	276.37
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Gingerol
	CID 442793
	Zingiber officinale (Ginger)
	294.38
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Carveol
	CID 7438
	Tamarindus indica (Tamarind)
	152.23
	Suitable
	Not qualified
	Suitable
	Mid-structure
	In 90% cut off

	P-cymene
	CID 7463
	Tamarindus indica (Tamarind)
	134.21
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	γ-terpinene
	CID 7461
	Trachyspermum ammi (Ajwain)
	136.23
	Suitable
	Not qualified
	Violated
	Mid-structure
	In 90% cut off

	Glabrolide
	CID 90479675
	Glycyrrhiza Glabra (Jyeshta madhu)
	468.66
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Glycyrrhetol
	CID 12310283
	Glycyrrhiza Glabra (Jyeshta madhu)
	456.70
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Psoralen
	CSID 5964
	Ficus carica (Fig)
	186.03
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut-off

	Psoralidin
	CID 5281806
	Psoralea corylifolia (Babchi)
	336.33
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Asiatic acid
	CID 119034
	Centella asiatica (Gotu kola)
	488.69
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Madecassic acid
	CID 73412
	Centella asiatica (Gotu kola)
	504.69
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Oleanane
	CID 9548717
	Calendula officinalis (Calendula)
	412.73
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	α-humulene
	CID 5281520
	Salvia officinalis (Sage)
	204.35
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	α-thujone
	CID 261491
	Salvia officinalis (Sage)
	152.23
	Suitable
	Not qualified
	Suitable
	Mid-structure
	In 90% cut-off

	Borneol
	CID 6552009
	Salvia officinalis (Sage)
	154.24
	Suitable
	Not qualified
	Suitable
	Mid-structure
	In 90% cut off

	Salvianolic acid A
	CID 5281793
	Salvia officinalis (Sage)
	494.44
	Suitable
	Not qualified
	Violated
	Drug like
	Out of 90% cut off

	Viridiflorol
	CID 11996452
	Salvia officinalis (Sage)
	222.36
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut-off

	Pimaradiene
	CID 440909
	Salvia officinalis (Sage)
	272.46
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Carnosic acid
	CID 65126
	Salvia officinalis (Sage)
	332.43
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Ursolic acid
	CID 64945
	Salvia officinalis (Sage)
	456.70
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Camphor
	CID 2537
	Salvia officinalis (Sage)
	152.23
	Suitable
	Not qualified
	Suitable
	Mid-structure
	in 90% cut off

	Fenchyl acetate
	CID 107217
	Ocimum basilicum (Mint)
	196.28
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut off

	Methyl eugenol
	CID 7127
	Ocimum basilicum (Mint)
	178.22
	Suitable
	Qualified
	Suitable
	Mid-structure
	Out of 90% cut off

	Estragole
	CSID 13850247
	Ocimum basilicum (Mint)
	148.08
	Suitable
	Not qualified
	Suitable
	Mid-structure
	In 90% cut-off

	Linalyl acetate
	CID 8294
	Ocimum basilicum (Mint)
	196.28
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	α-ocimene
	CID 5320249
	Ocimum basilicum (Mint)
	136.23
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Casticin
	CID 5315263
	Vitex negundo (Five-leaved chaste tree )
	374.34
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Isoorientin
	CID 114776
	Vitex negundo (Five-leaved chaste tree )
	448.37
	Violated
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Chrysophanol
	CID 10208
	Vitex negundo (Five-leaved chaste tree )
	254.23
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut off

	Luteolin
	CID 5280445
	Vitex negundo (Five-leaved chaste tree )
	286.23
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut off

	Gentisic acid
	CID 3469
	Solanum nigrum (Manathakkali)
	154.12
	Suitable
	Not qualified
	Violated
	Non drug like
	Out of 90% cut off

	Trihydroxyflavone
	CID 5280443
	Solanum nigrum (Manathakkali)
	270.23
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut off

	M-coumaric acid
	CID 637541
	Solanum nigrum (Manathakkali)
	164.15
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut off

	Colchicine
	CID 6167
	Gloriosa superba (Lily)
	399.43
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Cornigerine
	CID 100188
	Gloriosa superba (Lily)
	383.39
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Rescinnamid-structureine
	CID 184180
	Rauvolfia serpentina (Sarpagandha)
	636.73
	Suitable
	Not qualified
	Violated
	Drug like
	Out of 90% cut off

	Serpentine
	CID 73073
	Rauvolfia serpentina (Sarpagandha)
	348.39
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Yohimbine
	CID 8969
	Rauvolfia serpentina (Sarpagandha)
	354.44
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Ajmalicine
	CID 251561
	Rauvolfia serpentina (Sarpagandha)
	352.42
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Reserpiline
	CID 67228
	Rauvolfia serpentina (Sarpagandha)
	412.47
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Ammid-structurein
	CID 10212
	Aegle marmelos (Wood apple)
	270.27
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	4-isopropylbenzaldehyde
	CID 326
	Aegle marmelos (Wood apple)
	148.21
	Suitable
	Not qualified
	Suitable
	Mid-structure
	Out of 90% cut off

	Epi-gallocatechin
	CID 72277
	Saraca asoca (Ashoka tree)
	306.26
	Suitable
	Qualified
	Suitable
	Mid-structure
	Out of 90% cut off

	Pyrocatechol
	CID 289
	Saraca asoca (Ashoka tree)
	110.11
	Suitable
	Not qualified
	Suitable
	Non drug like
	Out of 90% cut off

	Protopine
	CID 4970
	Hedyotis corymbosa (Diamond flower)
	353.36
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Asperuloside
	CID 84298
	Hedyotis corymbosa  (Diamond flower)
	414.36
	Suitable
	Not qualified
	Violated
	Drug like
	Out of 90% cut off

	Geniposide
	CID 107848
	Hedyotis corymbosa (Diamond flower)
	388.36
	Suitable
	Not qualified
	Violated
	Drug like
	Out of 90% cut off

	6α-hydroxygeniposide
	CSID 4884586
	Hedyotis corymbosa (Diamond flower)
	404.36
	Violated
	Not qualified
	Violated
	Drug like
	Out of 90% cut off

	Lunamarine
	CID 442922
	Boerhavia diffusa (Punarnava)
	309.31
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Lupeol
	CID 259846
	Hemidesmus indicus (Indian sarsaparilla)
	426.71
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	β-amyrin
	CID 73145
	Hemidesmus indicus (Indian sarsaparilla)
	426.71
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	α-amyrin
	CID 73170
	Hemidesmus indicus (Indian sarsaparilla)
	426.71
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Strictamin
	CID 6444325
	Alstonia scholaris (Saptaparna)
	322.40
	Suitable
	Qualified
	Suitable
	Mid-structure
	In 90% cut off

	α-asarone
	CID 636822
	Acorus calamus (Calamus)
	208.25
	Suitable
	Qualified
	Suitable
	Mid-structure
	Out of 90% cut off

	β-asarone
	CID 5281758
	Acorus calamus (Calamus)
	208.25
	Suitable
	Qualified
	Suitable
	Mid-structure
	Out of 90% cut off

	Prunasin
	CID 119033
	Carica papaya (Papaya)
	295.28
	Suitable
	Not qualified
	Violated
	Mid-structure
	In 90% cut off

	Umbelliferone
	CID 5281426
	Ferula asafoetida (Dried latex)
	162.14
	Suitable
	Not qualified
	Suitable
	Mid-structure
	In 90% cut off

	Ferulic acid
	CID 445858
	Ferula asafoetida (Dried latex)
	194.18
	Suitable
	Qualified
	Suitable
	Mid-structure
	Out of 90% cut off

	Cholestrol
	CID 5997
	Aloe vera
	386.65
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Meliantriol
	CID 185586
	Azadirachta indica (Neem)
	490.71
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Casuarinin
	CID 157395
	Psidium guajava (Guava)
	936.64
	Violated
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Rosmarinic acid
	CID 5281792
	Aloe vera
	360.31
	Suitable
	Qualified
	Violated
	Mid-structure
	In 90% cut off

	Chlorogenic acid


	CID 1794427
	Cymbopogon schoenanthus (Lemon Grass)
	354.30
	Suitable
	Not qualified
	Violated
	Mid-structure
	In 90% cut off

	Orientin
	CID 5281675
	Cymbopogon schoenanthus (Lemon Grass)
	448.37
	Violated
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Farnesol
	CID 445070
	Cymbopogon schoenanthus (Lemon Grass)
	222.36
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Epigallacatechin gallate
	CID 65064
	Camellia sinensis (Tea)
	458.37
	Violated
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Corilagin
	CID 73568
	Camellia sinensis (Tea)
	634.45
	Violated
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	α tocopherols
	CID 14985
	Vitis vinifera (Grape)
	430.70
	Suitable
	Not qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Limonin
	CID 179651
	Vitis vinifera (Grape)
	470.51
	Suitable
	Qualified
	Violated
	Mid-structure
	Out of 90% cut off

	Narangin
	CID 442428
	Vitis vinifera (Grape)
	580.53
	Violated
	Not qualified
	Violated
	Drug like
	Out of 90% cut off


CID- PubChem ID

CSID- ChemSpider ID

Table S4. Computer-aided ADME prediction results (using PreADMET web server) for phytoligands that qualified drug likeliness prediction
	Ligand
	Identifier
	BBB

(Cbrain/Cblood)a
	Buffer solubility

(mg/L)
	Caco2 (nm/s)b
	CYP 2C19
	HIAc

(%)
	MDCK (nm/s)d
	PPB (%)e
	Pure water solubility

(mg/L)
	Skin permeability (log kp, cm/h)f

	Genistein
	CID 5280961
	0.178
	19.24
	5.74
	Inhibitor
	88.12
	39.43
	89.73
	262.49
	-4.22

	Eucalyptol
	CID 2758
	1.46
	1339.31
	21.89
	Non inhibitor
	100
	233.71
	100
	2274.57
	-1.32

	Eugenol
	CID 3314
	2.25
	1036
	46.88
	Inhibitor
	96.77
	342.14
	100
	862.74
	-1.31

	Berberine
	CID 2353
	0.69
	8.01
	55.57
	Inhibitor
	97.88
	14.4
	58.54
	3.30
	-4.37

	α-terpinyl acetate
	CID 111037
	0.898
	495.62
	37.7
	Inhibitor
	100
	262.08
	98.53
	582.71
	-1.29

	Linalool
	CID 6549
	6.12
	63.41
	29.355
	Inhibitor
	100
	115.42
	100
	2521.39
	-0.89

	Limonene
	CID 22311
	8.27
	14.06
	23.63
	Inhibitor
	100
	238.43
	100
	100.69
	-0.83

	Anthrone
	CID 7018
	1.62
	14.38
	38.03
	Inhibitor
	100
	128.69
	96.38
	26.00
	-2.60

	Aloe-emodin
	CID 10207
	0.49
	28.13
	5.76
	Inhibitor
	90.64
	29.26
	91.11
	2.68
	-4.4

	Kaempferol
	CID 5280863
	0.28
	22.07
	9.57
	Inhibitor
	79.43
	29.61
	89.6
	127.3
	-4.32

	Ellagic acid
	CID 5281855
	0.32
	8382
	20.48
	Inhibitor
	61.39
	17.26
	88.4
	922.46
	-4.86

	Koenimbine
	CID 97487
	10.73
	2.76
	57.38
	Inhibitor
	94.13
	14.84
	89.61
	0.355
	-2.57

	Girinimbine
	CID 96943
	12.64
	4.784
	22.00
	Inhibitor
	95.55
	45.43
	87.89
	0.48
	-2.41

	Piperine
	CID 638024
	0.0503
	519.03
	52.38
	Non inhibitor
	98.18
	1.86
	90.44
	56.19
	-3.41

	β-terpinene
	CSID 60205
	8.27
	14.06
	23.63
	Inhibitor
	100
	238
	93.76
	100
	-0.82

	Zingerone
	CID 31211
	0.5871
	10826
	29.045
	Inhibitor
	94.25
	334.17
	79.00
	3514.68
	-1.80

	Shogaol
	CID 5281794
	4.25
	490.6
	51.85
	Inhibitor
	95.18
	95.3
	100
	18.88
	-1.06

	Gingerol
	CID 442793
	1.47
	780
	24.51
	Inhibitor
	91.96
	91.72
	100
	122.98
	-1.63

	Carveol
	CID 7438
	5.07
	33.44
	37.93
	Inhibitor
	100
	97.81
	57.94
	756.39
	-1.40

	γ-terpinene
	CID 7461
	8.03
	116.73
	23.64
	Inhibitor
	100
	244.9
	100
	118.03
	-0.88

	Psoralen
	CSID 5964
	2.37
	374
	37
	Inhibitor
	98.4
	67.7
	91.06
	38.08
	-3.51

	Psoralidin
	CID 5281806
	1.41
	4.54
	9.99
	Inhibitor
	94.29
	1.95
	100
	0.42
	-3.06

	α-humulene
	CID 5281520
	14.22
	44.16
	23.63
	Inhibitor
	100
	60.68
	100
	8.44
	-0.56

	α-thujone
	CID 261491
	0.82
	22759
	33.76
	Non Inhibitor
	100
	88.34
	66.7
	540.9
	-2.48

	Borneol
	CID 6552009
	3.80
	9139.02
	24.2323
	Non Inhibitor
	100
	91
	100
	574.03
	-1.88

	Viridiflorol
	CID 11996452
	7.566
	1494
	54.57
	Non Inhibitor
	100
	218
	100
	28.8
	-1.36

	Carnosic acid
	CID 65126
	4.10
	40923
	20.722
	Non Inhibitor
	92.5
	120.71
	96.6
	23.8
	-1.53

	Camphor
	CID 2537
	0.867
	20539
	26.81
	Non Inhibitor
	100
	90
	100
	483.11
	-1.84

	Fenchyl acetate
	CID 107217
	0.8215
	9574
	37.6
	Non Inhibitor
	100
	52
	82.91
	154.51
	-1.94

	Methyl eugenol
	CID 7127
	1.10
	424
	58
	Inhibitor
	100
	294.73
	100
	425
	-1.35

	Estragole
	CSID 13850247
	1.51
	680
	58
	Inhibitor
	100
	172
	100
	542
	-1.08

	Linalyl acetate
	CID 8294
	1.05
	97.37
	25.5
	Inhibitor
	100
	189
	100
	367
	-0.81

	Casticin
	CID 5315263
	0.01
	138
	3.83
	Inhibitor
	93.07
	2.77
	78.4
	49.99
	-3.78

	Isoorientin
	CID 114776
	0.03
	4782.87
	4.10
	Inhibitor
	14.98
	0.62
	63.45
	561.58
	-4.69

	Chrysophanol
	CID 10208
	0.710
	12.7
	16.33
	Inhibitor
	93.7
	43.05
	100
	0.57
	-3.46

	Luteolin
	CID 5280445
	0.36
	220
	4.5
	Inhibitor
	79.42
	36.52
	99
	121
	-4.28

	Trihydroxyflavone
	CID 5280443
	0.56
	75.32
	10.54
	Inhibitor
	88.122
	44.3
	97.25
	159
	-4.14

	M-coumaric acid
	CID 637541
	0.69
	39357
	20.62
	Non Inhibitor
	92.09
	75.05
	23.02
	6520
	-1.69

	Colchicine
	CID 6167
	0.01
	53.07
	37.44
	Non Inhibitor
	96.9
	119.15
	65.42
	735.99
	-3.96

	Cornigerine
	CID 100188
	0.011
	22.73
	28.1
	Non Inhibitor
	96.90
	49.83
	67.95
	247.39
	-4.28

	Serpentine
	CID 73073
	0.477
	352.37
	43.05
	Non Inhibitor
	97.45
	2.16
	53.81
	576
	-4.43

	Yohimbine
	CID 8969
	2.224
	2403
	15.67
	Non Inhibitor
	90.73
	26.7
	66.43
	220
	-4.77

	Ajmalicine
	CID 251561
	0.98
	413.32
	39.46
	Non Inhibitor
	93.31
	27.77
	55.5
	184
	-4.3

	Reserpiline
	CID 67228
	0.583
	130
	36
	Non Inhibitor
	93.6
	0.05
	46.80
	91.6
	-4.54

	Ammid-structurein
	CID 10212
	2.70
	11.9
	56.10
	Inhibitor
	97.72
	228.71
	94.717
	2.099
	-3.16

	4-isopropylbenzaldehyde
	CID 326
	1.128
	5.49
	23.5
	Inhibitor
	100
	197.38
	93.44
	112.99
	-1.20

	Epi-gallocatechin
	CID 72277
	0.222
	18230
	0.377
	Inhibitor
	45.95
	23.07
	100
	5499
	-4.40

	Protopine
	CID 4970
	0.01
	1.68
	44.77
	Inhibitor
	98.04
	31.04
	69.30
	11.79
	-4.3

	Lunamarine
	CID 442922
	0.03
	2.33
	52.04
	Non Inhibitor
	97.57
	33.19
	89.95
	1.48
	-3.21

	Strictamin
	CID 6444325
	0.003
	649
	28
	Non Inhibitor
	97.6
	185
	58.9
	416
	-4.01

	α-asarone
	CID 636822
	1.22
	263
	58.09
	Inhibitor
	100
	324
	93.39
	126
	-1.6

	β-asarone
	CID 5281758
	1.22
	263
	58.09
	Inhibitor
	100
	324
	93.39
	126
	-1.6

	Prunasin
	CID 119033
	0.11
	305057
	3.17
	Inhibitor
	53.34
	87
	38
	8408
	-4.5

	Umbelliferone
	CID 5281426
	0.58
	1111
	19.518
	Inhibitor
	94.17
	55.92
	42.39
	1483
	-2.51

	Ferulic acid
	CID 445858
	0.75
	81352.2
	21.11
	Non inhibitor
	90.60
	228.55
	50.41
	2387.53
	-1.87

	Cholestrol
	CID 5997
	19.4
	3.74
	51.013
	Non inhibitor
	100
	36.43
	100
	0.007
	-0.64

	Meliantriol
	CID 185586
	1.75
	102.85
	21.4
	Non inhibitor
	88.04
	0.044
	96.52
	2.66
	-3.05

	Rosmarinic acid
	CID 5281792
	0.10
	63626.5
	20.72
	Non inhibitor
	62.48
	0.20
	86.24
	347.24
	-3.3

	Chlorogenic acid
	CID 1794427
	0.033
	817291
	18.71
	Inhibitor
	20.42
	4.51
	41.96
	7919.12
	-3.89

	Orientin
	CID 5281675
	0.03
	562.67
	2.99
	Inhibitor
	14.98
	0.69
	63.12
	256.35
	-4.68

	Farnesol
	CID 445070
	13.68
	3.29
	31.99
	Inhibitor
	100
	85.68
	100
	27.78
	-0.62

	Epigallacatechin gallate
	CID 65064
	0.08
	17437.9
	12.04
	Inhibitor
	20.71
	0.044
	100
	552.79
	-3.99

	α tocopherols
	CID 14985
	19.9
	0.26
	29.11
	Inhibitor
	97.83
	38.9
	100
	0.0005
	-0.51

	Limonin
	CID 179651
	0.122
	804.42
	27.67
	Non inhibitor
	96.25
	0.788
	80.27
	7.16
	-3.73


CID- PubChem identifier

CSID- ChemSpider identifier

a In vivo blood brain–barrier penetration- (Cbrain/Cblood) for high absorption to CNS > 2.0; middle adsorption to CNS: 2.0 ≈ 0.1; low absorption to CNS < 0.1
b In vitro caco2 cell permeability-Low < 4; middle: 4-7; high > 7

c Human intestinal (HIA%) absorption- Poor: 0-20%; moderate: 20-70%; well: 70-100%

d In vitro MDCK cell permeability- Low <25; middle: 25-500; high > 500

e In vitro plasma protein binding- weakly bound: < 90%; strongly bound: > 90%
f In vitro skin permeability- Low < 1; middle: 1-2; high > 2.0

Table S5. Computer-aided toxicity prediction (using PreADMET web server) for lead molecules qualifying ADME tests
	Ligand
	PubChem ID (CID)
	Acute algae toxicity

(algae_at)
	Ames test
	Carcinogenicity test
	Acute daphnia toxicity

(daphnia_at)
	hERG inhibition

	
	
	
	
	Mouse
	Rat
	
	

	α-thujone
	261491
	0.0595
	Mutagen
	Negative
	Negative
	0.7639
	Low risk

	Fenchyl acetate
	107217
	0.0407
	Mutagen
	Positive
	Positive
	0.3326
	Low risk

	M-coumaric acid
	637541
	0.1038
	Mutagen
	Negative
	Positive
	0.4102
	Medium risk

	Colchicine
	6167
	0.0798
	Mutagen
	Negative
	Positive
	0.1931
	Low risk

	Cornigerine
	100188
	0.1039
	Mutagen
	Negative
	Positive
	0.2225
	Low risk

	Ajmalicine
	251561
	0.0484
	Mutagen
	Negative
	Negative
	0.1210
	Medium risk

	Lunamarine
	442922
	0.0603
	Mutagen
	Negative
	Positive
	0.0889
	Medium risk

	Strictamin
	6444325
	0.0954
	Mutagen
	Negative
	Negative
	0.2034
	Medium risk

	Umbelliferone
	5281426
	0.1302
	Mutagen
	Positive
	Positive
	0.4065
	Medium risk

	Ferulic acid
	445858
	0.0848
	Mutagen
	Negative
	Positive
	0.3979
	Medium risk

	Limonin
	179651
	0.1007
	Non mutagen
	Negative
	Positive
	0.5191
	Low risk


Table S6. The morphological, cultural and biochemical characteristics of  the collected clinical isolates of Acinetobacter baumannii 

	Isolate
	Morphology
	Cultural characteristics
	Biochemical characteristics
	
	

	
	GSa
	Motb
	HPc
	LAd
	MCe
	If
	Mrg
	VPh
	Ci
	Ctj
	Cfk
	Esq
	H2Sr
	LDs
	Nrt
	Ou
	Uv

	
	
	
	
	
	
	
	
	
	
	
	Mtl
	Sm
	Lan
	Go
	Mp
	
	
	
	
	
	

	IS1
	Gram-negative bacilli
	-
	α
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	+
	-
	-
	+
	-
	-
	-

	IS2
	Gram-negative bacilli
	-
	β
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	-
	-
	-
	+
	-
	-
	-

	IS3
	Gram-negative bacilli
	-
	α
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	-
	-
	-
	+
	-
	-
	-

	IS4
	Gram-negative bacilli
	-
	α
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	+
	-
	-
	+
	-
	-
	-

	IS5
	Gram-negative bacilli
	-
	α
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	-
	-
	-
	+
	-
	-
	-

	IS6
	Gram-negative bacilli
	-
	β
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	-
	-
	-
	+
	-
	-
	-

	IS7
	Gram-negative bacilli
	-
	α
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	+
	-
	-
	+
	-
	-
	-

	IS8
	Gram-negative bacilli
	-
	β
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	-
	-
	-
	+
	-
	-
	-

	IS9
	Gram-negative bacilli
	-
	α
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	-
	-
	-
	+
	-
	-
	-

	IS10
	Gram-negative bacilli
	-
	β
	+
	+
	-
	-
	-
	+
	+
	-
	-
	-
	-
	+
	-
	-
	+
	-
	-
	-


a Gram staining; b Motility; c Haemolysis on blood agar; d Growth on modified Leeds Acinetobacter agar; e Growth on MacConkey agar; f Indole; g Methyl red; h Vogues-Proskaeur; i Citrate utilization; j Catalase test; k Carbohydrate fermentation; l Mannitol; m Sucrose; n Lactose; o Glucose; p Maltose; q Esculin hydrolysis; r H2S production; s Lysine decarboxylation; t Nitrate reduction; uOxidase, vUrease
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