Supplementary material


Fig. 3 GC/MS - UFs vs percentage of the considered compounds.
  


Fig. 4 HPLC-ESI-MS - UFs vs percentage of the considered compounds.



Table 10. Obtained results for different UF values.
Considered scenarios:
	A
	B
	C
	D

	No UF
	UF = 2
	UF = 4
	UF = 10



Threshold: Low
	
	Type I errors – false positive
	
	Type II errors – false negative

	Scenario
	A
	B
	C
	D
	
	A
	B
	C
	D

	Average
	2.3
	1.7
	1.2
	0.8
	
	6.9
	6.4
	4.7
	2.9

	St. dev.
	1.398
	1.262
	1.106
	0.869
	
	2.026
	1.969
	1.795
	1.553

	Perfect score/%
	7.3
	15.6
	29.0
	47.4
	
	0.0
	0.0
	0.4
	3.5

	 ≥ 90% score/%
	93.1
	97.2
	99.1
	100.0
	
	12.4
	16.5
	47.3
	85.2



Threshold: Medium-low
	
	Type I errors – false positive
	
	Type II errors – false negative

	Scenario
	A
	B
	C
	D
	
	A
	B
	C
	D

	Average
	4.2
	3.0
	2.0
	1.3
	
	5.1
	6.7
	6.7
	5.1

	St. dev.
	1.803
	1.546
	1.380
	1.082
	
	2.002
	2.081
	1.929
	1.839

	Perfect score/%
	1.1
	3.3
	12.3
	26.2
	
	0.4
	0.0
	0.0
	0.1

	 ≥ 90% score/%
	59.3
	84.6
	94.8
	99.1
	
	39.7
	12.9
	13.0
	38.2



Threshold: Medium
	
	Type I errors – false positive
	
	Type II errors – false negative

	Scenario
	A
	B
	C
	D
	
	A
	B
	C
	D

	Average
	3.1
	5.0
	3.5
	2.3
	
	2.1
	2.9
	6.1
	6.8

	St. dev.
	1.453
	1.848
	1.682
	1.413
	
	1.366
	1.587
	2.106
	2.103

	Perfect score/%
	2.2
	0.2
	1.6
	9.4
	
	11.9
	5.0
	0.1
	0.0

	≥ 90% score/%
	83.2
	39.0
	73.8
	94.3
	
	95.6
	85.9
	23.1
	14.0



Threshold: Medium-high
	
	Type I errors – false positive
	
	Type II errors – false negative

	Scenario
	A
	B
	C
	D
	
	A
	B
	C
	D

	Average
	1.5
	2.3
	3.9
	3.9
	
	1.8
	2.1
	1.9
	5.5

	St. dev.
	1.176
	1.270
	1.571
	1.764
	
	1.277
	1.325
	1.309
	2.028

	Perfect score/%
	18.9
	5.3
	1.0
	1.1
	
	16.1
	11.6
	12.8
	0.1

	≥ 90% score/%
	98.4
	94.3
	67.7
	63.9
	
	97.4
	95.5
	97.0
	33.0


Threshold: High
	
	Type I errors – false positive
	
	Type II errors – false negative

	Scenario
	A
	B
	C
	D
	
	A
	B
	C
	D

	Average
	1.1
	1.5
	1.7
	3.6
	
	0.9
	1.4
	2.0
	2.1

	St. dev.
	0.936
	1.114
	1.198
	1.519
	
	0.944
	1.144
	1.312
	1.362

	Perfect score/%
	31.6
	19.6
	15.1
	1.1
	
	41.1
	24.2
	12.7
	11.5

	≥ 90% score/%
	100.0
	99.4
	98.4
	74.8
	
	99.7
	99.3
	96.6
	95.8


Best to worst is ranked by colour gradient (from light colour to dark colour)


Table 11. Type I errors (indicated as % of total iterations with n errors)
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Table 12. Type II errors (indicated as % of total iterations with n errors)
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Table 13. Results obtained for different approaches at the same UF
Considered scenarios
	C
	E
	G
	D
	F
	H

	UF = 4
	UF = 4
Exp values x 4
	UF = 4
Exp values x RRF
(when < 0.5 or > 2)
	UF = 10
	UF = 10
Exp values x 10
	UF = 10
Exp values x RRF
(when < 0.5 or > 2)



Threshold: Low
	
	Type I errors - false positive
	
	Type II errors - false negative

	Scenario
	C
	E
	G
	D
	F
	H
	
	C
	E
	G
	D
	F
	H

	Average
	1.2
	3.6
	0.3
	0.8
	3.5
	0.2
	
	4.7
	0.9
	0.3
	2.9
	0.0
	0.2

	St.dev.
	1.106
	1.856
	0.588
	0.869
	1.682
	0.432
	
	1.795
	0.897
	0.577
	1.553
	0.216
	0.443

	Perfect score/%
	29.0
	2.3
	73.2
	47.4
	2.5
	83.6
	
	0.4
	38.2
	74.0
	3.5
	95.4
	82.0

	≥ 90% score/%
	99.1
	70.2
	100.0
	100.0
	73.9
	100.0
	
	47.3
	100.0
	100.0
	85.2
	100.0
	100.0



Threshold: Medium-low
	
	Type I errors - false positive
	
	Type II errors - false negative

	Scenario
	C
	E
	G
	D
	F
	H
	
	C
	E
	G
	D
	F
	H

	Average
	2.0
	6.0
	0.5
	1.3
	5.6
	0.3
	
	6.7
	1.5
	0.5
	5.1
	0.1
	0.3

	St.dev.
	1.380
	2.204
	0.712
	1.082
	2.084
	0.595
	
	1.929
	1.112
	0.689
	1.839
	0.266
	0.542

	Perfect score/%
	12.3
	0.0
	58.0
	26.2
	0.1
	71.8
	
	0.0
	18.7
	57.7
	0.1
	93.0
	72.8

	≥ 90% score/%
	94.8
	26.5
	99.9
	99.1
	32.6
	100.0
	
	13.0
	99.5
	100.0
	38.2
	100.0
	100.0



Threshold: Medium
	
	Type I errors - false positive
	
	Type II errors - false negative

	Scenario
	C
	E
	G
	D
	F
	H
	
	C
	E
	G
	D
	F
	H

	Average
	3.5
	10.4
	0.9
	2.3
	9.4
	0.6
	
	6.1
	2.1
	0.9
	6.8
	0.1
	0.6

	St.dev.
	1.682
	2.781
	0.913
	1.413
	2.642
	0.747
	
	2.106
	1.278
	0.879
	2.103
	0.329
	0.744

	Perfect score/%
	1.6
	0.0
	40.3
	9.4
	0.0
	57.5
	
	0.1
	8.9
	39.8
	0.0
	89.8
	54.3

	≥ 90% score/%
	73.8
	0.8
	99.9
	94.3
	2.2
	100.0
	
	23.1
	95.8
	99.9
	14.0
	100.0
	100.0



Threshold: Medium-high 
	
	Type I errors - false positive
	
	Type II errors - false negative

	Scenario
	C
	E
	G
	D
	F
	H
	
	C
	E
	G
	D
	F
	H

	Average
	3.9
	13.8
	0.5
	3.9
	16.1
	1.0
	
	1.9
	0.4
	0.1
	5.5
	0.2
	0.9

	St.dev.
	1.571
	2.803
	0.672
	1.764
	3.231
	0.949
	
	1.309
	0.657
	0.346
	2.028
	0.422
	0.897

	Perfect score/%
	1.0
	0.0
	60.7
	1.1
	0.0
	35.6
	
	12.8
	66.3
	87.6
	0.1
	82.6
	35.9

	≥ 90% score/%
	67.7
	0.0
	100.0
	63.9
	0.0
	99.7
	
	97.0
	100.0
	100.0
	33.0
	100.0
	99.8



Threshold: High
	
	Type I errors - false positive
	
	Type II errors - false negative

	Scenario
	C
	E
	G
	D
	F
	H
	
	C
	E
	G
	D
	F
	H

	Average
	1.7
	8.0
	0.2
	3.6
	20.0
	0.3
	
	2.0
	0.7
	0.2
	2.1
	0.0
	0.2

	St.dev.
	1.198
	2.216
	0.465
	1.519
	3.072
	0.567
	
	1.312
	0.830
	0.462
	1.362
	0.173
	0.395

	Perfect score/%
	15.1
	0.0
	79.6
	1.1
	0.0
	69.6
	
	12.7
	48.9
	78.1
	11.5
	96.9
	84.7

	≥ 90% score/%
	98.4
	5.2
	100.0
	74.8
	0.0
	100.0
	
	96.6
	99.9
	100.0
	95.8
	100.0
	100.0


Best to worst is ranked by colour gradient (from light colour to dark colour)



Table 14. Obtained results for different distribution of base values
	Type I errors - false positive

	Medium Threshold - standard distribution

	Scenario
	A
	B
	C
	D
	E
	F
	G
	H

	Average
	3.1
	5.0
	3.5
	2.3
	10.4
	9.4
	0.9
	0.6

	Standard dev.
	1.453
	1.848
	1.682
	1.413
	2.781
	2.642
	0.913
	0.747

	Perfect score/%
	2.2
	0.2
	1.6
	9.4
	0.0
	0.0
	40.3
	57.5

	≥ 90% score/%
	83.2
	39.0
	73.8
	94.3
	0.8
	2.2
	99.9
	100.0

	
	
	
	
	
	
	
	
	

	Medium Threshold - alternative distribution 1 (flat)

	Scenario
	A
	B
	C
	D
	E
	F
	G
	H

	Average
	2.5
	3.2
	2.4
	1.4
	6.7
	5.8
	0.6
	0.4

	Standard dev.
	1.425
	1.592
	1.434
	1.122
	2.291
	2.185
	0.776
	0.608

	Perfect score/%
	6.9
	2.8
	7.8
	22.0
	0.2
	0.0
	51.7
	67.5

	≥ 90% score/%
	91.0
	79.3
	91.9
	99.5
	17.5
	28.8
	100.0
	100.0

	
	
	
	
	
	
	
	
	

	Medium Threshold - alternative distribution 2 (high)

	Scenario
	A
	B
	C
	D
	E
	F
	G
	H

	Average
	2.0
	2.2
	1.5
	1.0
	4.6
	4.2
	0.4
	0.2

	Standard dev.
	1.321
	1.381
	1.173
	0.912
	1.972
	1.846
	0.607
	0.471

	Perfect score/%
	12.2
	10.6
	19.8
	36.1
	1.0
	1.1
	67.1
	78.0

	≥ 90% score/%
	95.8
	94.1
	98.5
	100.0
	51.5
	59.3
	100.0
	100.0

	Type II errors - false negative

	Medium Threshold - standard distribution

	Scenario
	A
	B
	C
	D
	E
	F
	G
	H

	Average
	2.1
	2.9
	6.1
	6.8
	2.1
	0.1
	0.9
	0.6

	Standard dev.
	1.366
	1.587
	2.106
	2.103
	1.278
	0.329
	0.879
	0.744

	Perfect score/%
	11.9
	5.0
	0.1
	0.0
	8.9
	89.8
	39.8
	54.3

	≥ 90% score/%
	95.6
	85.9
	23.1
	14.0
	95.8
	100.0
	99.9
	100.0

	
	
	
	
	
	
	
	
	

	Medium Threshold - alternative distribution 1 (flat)

	Scenario
	A
	B
	C
	D
	E
	F
	G
	H

	Average
	4.0
	4.0
	4.8
	4.5
	1.4
	0.1
	0.5
	0.4

	Standard dev.
	1.768
	1.728
	1.893
	1.767
	1.107
	0.276
	0.707
	0.572

	Perfect score/%
	0.8
	0.6
	0.5
	0.6
	23.2
	92.6
	56.5
	69.1

	≥ 90% score/%
	64.1
	63.0
	44.6
	50.5
	99.5
	100.0
	100.0
	100.0

	
	
	
	
	
	
	
	
	

	Medium Threshold - alternative distribution 2 (high)

	Scenario
	A
	B
	C
	D
	E
	F
	G
	H

	Average
	4.4
	4.0
	4.0
	3.4
	1.1
	0.0
	0.4
	0.3

	Standard dev.
	1.785
	1.748
	1.783
	1.641
	0.991
	0.212
	0.595
	0.486

	Perfect score/%
	0.4
	0.7
	1.1
	2.2
	33.8
	95.6
	66.0
	77.1

	≥ 90% score/%
	53.7
	63.5
	62.9
	76.1
	99.8
	100.0
	100.0
	100.0


Best to worst is ranked by colour gradient (from light colour to dark colour)
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