Supplement Tables
Table S1 Accessions of low- and high-caffeine used in DNA bulking for XP-GWAS
	No
	Code
	Accession name
	Origin
	Type
	Content (%)

	18 accessions lowest in caffeine

	1
	2299
	Laurina 1
	Costa Rica
	Natural mutant
	0.82

	2
	4755
	E-232
	Ethiopia
	Wild
	0.93

	3
	4713
	E-190
	Ethiopia
	Wild
	0.98

	4
	4276
	Mibirizi  49-1848
	Congo Belga
	Natural mutant
	1.00

	5
	2676
	Laurina 2
	Cameroon
	Natural mutant
	1.00

	6
	3722
	Geisha Castañer,  Puerto Rico  X 54375
	Puerto Rico
	Hybrid
	1.01

	7
	2733
	S.L 34
	Kenia
	Selection
	1.02

	8
	2919
	Jackson 2
	Congo
	Selection
	1.03

	9
	978
	Maragogipe
	Guatemala
	Variety
	1.04

	10
	2743
	Series L
	Kenia
	Selection
	1.05

	11
	3871
	Zeghie Etiopia  X  62275
	Ethiopia
	Hybrid
	1.05

	12
	3845
	H-66 self tree 875
	Puerto Rico
	selection
	1.06

	13
	2722
	Geisha VC-496
	Tanzania
	Variety
	1.08

	14
	2249
	Dessie
	Ethiopia
	Variety
	1.09

	15
	4892
	E-524
	Ethiopia
	Wild
	1.09

	16
	4909
	E-540
	Ethiopia
	Wild
	1.10

	17
	4918
	E-549
	Ethiopia
	Wild
	1.10

	18
	6366
	C-68-1.7-33 Selección 31
	Costa Rica
	Selection
	1.10

	Average
	1.03

	18 accessions highest in caffeine

	1
	4629
	E-356
	Ethiopia
	Wild
	1.38

	2
	4631
	E-358
	Ethiopia
	Wild
	1.41

	3
	4712
	E-189
	Ethiopia
	Wild
	1.42

	4
	3494
	Lejeune 15 line 0144 Zona Strada Bandera ovest x 48849
	Ethiopia
	Hybrid
	1.42

	5
	5162
	Icatu, Mundo Novo X (Robusta X Bourbon rojo) x Caturra
	Brazil
	Hybrid
	1.42

	6
	4608
	Ennarea E-350
	Ethiopia
	Wild
	1.43

	7
	4533
	E-495
	Ethiopia
	Wild
	1.44

	8
	4877
	E-510
	Ethiopia
	Wild
	1.44

	9
	4494
	E-46
	Ethiopia
	Wild
	1.46

	10
	4555
	E-482
	Ethiopia
	Wild
	1.47

	11
	4133
	Seleccion  353  4/5  CRRC  35/9 
	Portugal
	Selection
	1.47

	12
	21315
	ET-59
	France
	Wild
	1.47

	13
	4569
	E-146
	Ethiopia
	Wild
	1.49

	14
	4837
	E-437
	Ethiopia
	Wild
	1.51

	15
	4875
	E-508
	Ethiopia
	Wild
	1.51

	16
	3956
	Babbaka
	Ethiopia
	Variety
	1.52

	17
	3545
	No. 31 Etiopia X 48989
	Ethiopia
	Hybrid
	1.55

	18
	3622
	Mibirizi No.49, Belgian Congo X 51149
	Congo Belga
	Hybrid
	1.76

	Average
	1.48


Table S2 Accessions of low- and high- trigonelline used in DNA bulking for XP-GWAS
	No
	Code
	Accession name
	Origin
	Type
	Content (%)

	18 accessions lowest in trigonelline

	1
	16729
	ET47
	Ethiopia
	Wild
	0.80

	2
	4755
	E-232
	Ethiopia
	Wild
	0.85

	3
	4685
	Limnu  E-171
	Ethiopia
	Wild
	0.85

	4
	4276
	Mibirizi  49-1848
	Congo Belga
	Natural mutant
	0.89

	5
	4483
	E-305
	Ethiopia
	Wild
	0.93

	6
	17232
	L-334 ET45 C7
	Camerun
	Wild
	0.94

	7
	16690
	ET02
	Ethiopia
	Wild
	0.94

	8
	16782
	Catuaí rojo UFV  2197/194 CH  2077/2  5-72
	Brasil
	Selection
	0.94

	9
	16769
	Catuaí amarillo ufv  1117/244 fepnch 2077
	Brasil
	Selection
	0.95

	10
	8655
	Catimor UFV 2326 19/1 caturra X 832/1 Hibrido de B-61813  Timor
	Brasil
	Hybrid
	0.96

	11
	3622
	Mibirizi No.49, Belgian Congo X 51149
	Congo Belga
	Hybrid
	0.96

	12
	5324
	Catuaí rojo
	Costa Rica
	Selection
	0.96

	13
	4897
	E-529
	Ethiopia
	Wild
	0.96

	14
	2743
	Series L
	Kenia
	Selection
	0.96

	15
	6366
	C-68-1.7-33 Selección 31
	Costa Rica
	Selection
	0.97

	16
	4319
	KP-228
	Malawi
	Selection
	0.97

	17
	4479
	E-301
	Ethiopia
	Wild
	0.97

	18
	3845
	H-66 self tree 875
	Puerto Rico
	Selection
	0.97

	Average
	0.93

	18 accessions highest in trigonelline

	1
	3682
	Seleccion Geisha (4-4)(205928),Castañer Puerto Rico X 53632
	Puerto Rico
	Hybrid
	1.27

	2
	3433
	Purpurascens Brazil X 47127
	Brasil
	Hybrid
	1.27

	3
	3520
	No. 4 Etiopia X 48989
	Ethiopia
	Hybrid
	1.28

	4
	2722
	Geisha VC-496
	Tanzania
	Variety
	1.28

	5
	2920
	Local Bronza 8
	Congo
	Selection
	1.28

	6
	4338
	M-7817
	Ethiopia
	Selection
	1.29

	7
	990
	Surinam
	El Salvador
	Variety
	1.33

	8
	4494
	E-46
	Ethiopia
	Wild
	1.29

	9
	3473
	Kents Ceylon X 48705
	Ceylan
	Hybrid
	1.29

	10
	4878
	E-511
	Ethiopia
	Wild
	1.29

	11
	4353
	Cubujuqui o San Joaquin
	Costa Rica
	Cultivar
	1.30

	12
	4497
	E-67
	Ethiopia
	Wild
	1.30

	13
	4569
	E-146
	Ethiopia
	Wild
	1.31

	14
	4712
	E-189
	Ethiopia
	Wild
	1.31

	15
	986
	Purpurascens
	Guatemala
	Variety
	1.32

	16
	4133
	Seleccion  353  4/5  CRRC  35/9 
	Portugal
	Selection
	1.35

	17
	3411
	Columnaris
	Panama
	Natural mutant
	1.38

	18
	4080
	Maragogipe amarillo
	Colombia
	Variety
	1.38

	Average
	1.31



Table S3 Number of mapped reads and coverage when aligned to the C. canephora genome reference using different settings
	Bulk 
	LF 0.5 and  SF 0.8 (Default)
	LS 1.0 and  SF 0.8
	LF 1.0 and  SF 0.9
	LF 1.0 and SF 0.95

	
	Mapped reads (%)
	Ave. coverage 
	Mapped reads (%)
	Ave. coverage
	Mapped reads (%)
	Ave. coverage
	Mapped reads (%)
	Ave. coverage

	1
	95.53
	50
	88.57
	46
	78.89
	44
	62.69
	35

	2
	95.17
	71
	88.27
	64
	78.68
	60
	62.68
	49

	3
	95.07
	67
	88.21
	61
	78.72
	57
	62.78
	46

	4
	95.24
	42
	88.30
	58
	78.66
	36
	62.54
	29

	Ave.
	95.25
	58
	88.34
	57
	78.74
	49
	62.67
	40



Table S4 Number of SNPs distinguishing the low- and high-caffeine bulks based on different settings of variant calling.
	Settings
	Type (*)
	No of variant
	Non-synonymous
	Di-allele
	Tri-
allele
	% tri-allele
	Filter (**)
	Check mapping
	Correct call (%)

	Setting 1
20-6-30-0.35
	HomB1-HetB2
	564
	8
	
	
	
	
	8
	

	
	HetB1-HomB2
	3,711
	57
	
	
	
	
	4
	

	
	HetB1-HetB2
	393,056
	6,036
	6,036
	0
	0
	339
	339
	

	
	Total
	397,331
	6,101
	
	
	
	
	351
	87

	Setting 2
20-6-30-0.0
	HomB1-HetB2
	765
	11
	
	
	
	
	11
	

	
	HetB1-HomB2
	9,443
	149
	
	
	
	
	17
	

	
	HetB1-HetB2
	921,335
	13,954
	13,954
	0
	0
	778
	778
	

	
	Total
	931,543
	14,114
	
	
	
	
	806
	86

	Setting 3
20-4-20-0.20
	HomB1-HetB2
	1,909
	40
	
	
	
	
	35
	

	
	HetB1-HomB2
	15,891
	182
	
	
	
	
	34
	

	
	HetB1-HetB2
	1,201,432
	18,408
	18,380
	28
	0.15
	1,282
	1,282
	

	
	Total
	1,219,232
	18,630 
	
	
	
	
	1,351
	90

	Setting 4
20-4-15-0.35
	HomB1-HetB2
	2,603
	68
	
	
	
	
	32
	

	
	HetB1-HomB2
	11,289
	91
	
	
	
	
	8
	

	
	HetB1-HetB2
	710,321
	10,577
	10,567
	10
	0.09
	624
	624
	

	
	Total
	724,213
	10,736
	
	
	
	
	664
	85

	Setting 5
20-4-15-0.0
	HomB1-HetB2
	3,458
	81
	
	
	
	
	42
	

	
	HetB1-HomB2
	39,496
	286
	
	
	
	
	38
	

	
	HetB1-HetB2
	2,037,081
	29,523
	29,451
	72
	0.24
	1,708
	1,708
	

	
	Total
	2,080,035
	29,890
	
	
	
	
	1,788
	86


[bookmark: _GoBack](*) Hom: Homozygous; Het: Heterozygous; B1: Bulk 1; B2: Bulk 2; (**) Filtered by using Chi-square test and If command to keep the SNPs that are significant difference in frequency between two bulks and being non-synonymous between two bulks; Number in each setting was minimum coverage - minimum count - % of minimum frequency - % of read direction frequency, respectively


Table S11 Number of SNPs distinguishing the low- and high-trigonelline bulks based on setting 3.
	Settings
	Type (*)
	Variant
	Non-synonymous
	Di-allele
	Tri-
allele
	% tri-allele
	Filter (**)
	Check mapping
	Correct call (%)

	Setting 3
20-4-20-0.20
	HomB1-HetB2
	664
	14
	
	
	
	
	9
	

	
	HetB1-HomB2
	10,815
	130
	
	
	
	
	5
	

	
	HetB1-HetB2
	1,088,441
	16,017
	15,990
	27
	0.17
	1,046
	1,046
	

	
	Total
	1,099,920
	16,161 
	
	
	
	
	1,060
	89


(*) Hom: Homozygous; Het: Heterozygous; B1: Bulk 1; B2: Bulk 2; (**) Filtered by using Chi-square test and If command to keep the SNPs that are significant difference in frequency between two bulks and being non-synonymous between two bulks.

