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Table 1. Statistical indices used for model validation
	Acronym
	Description

	DMPSD
	Differences of the Measurements and Predictions Standard Deviations

	RMP
	R-square of correlation between Measurements and Predictions

	μARE
	Mean of Absolute Relative Error

	MARE
	Maximum of Absolute Relative Error

	SDARE
	Standard Deviation of Relative Error

	MRE
	Mean Relative Error

	SDRE
	Standard Deviation of Relative Error

	RMSE
	Root Mean Square Error

	SBLS
	Slope of the best least squares linear regression line

	IBLS
	Intercept of the best least squares linear regression line

	RMSE1
	Systematic Root Mean Square Error

	RMSE2
	Non-Systematic Root Mean Square Error

	CoD
	Coefficient of Determination

	CoD1
	Coefficient of Determination-D1

	CoD2
	Coefficient of Determination-D2











Table 2. Overall GWP model statistics for each regression tool (using P = 1000 randomly generated partitions)
	Statistical index
	MLR
	PCR
	PLS
	Kriging
	RBF
	RBF-PCA

	
	TR
	TE
	TR
	TE
	TR
	TE
	TR
	TE
	TR
	TE
	TR
	TE

	DMPSD
	0.50
	0.13
	2.58
	2.62
	0.62
	0.50
	0.16
	1.27
	0.50
	1.68
	2.54
	2.99

	RMP
	0.81
	0.37
	0.25
	0.28
	0.77
	0.43
	0.97
	0.18
	0.83
	0.31
	0.27
	0.31

	μARE
	0.40
	0.60
	0.82
	0.88
	0.46
	0.62
	0.32
	0.53
	0.47
	0.53
	0.79
	0.85

	MARE
	4.84
	4.19
	12.50
	8.44
	5.02
	4.00
	6.67
	7.01
	6.32
	4.41
	11.81
	8.14

	SDARE
	0.56
	0.71
	1.37
	1.40
	0.61
	0.75
	0.65
	0.95
	0.73
	0.73
	1.32
	1.36

	MRE
	0.17
	0.22
	0.54
	0.58
	0.18
	0.24
	0.18
	0.24
	0.25
	0.20
	0.53
	0.57

	SDRE
	0.67
	0.91
	1.51
	1.55
	0.74
	0.94
	0.71
	1.06
	0.84
	0.88
	1.45
	1.50

	RMSE
	2.19
	4.74
	4.48
	5.16
	2.42
	4.40
	0.90
	4.47
	2.28
	3.95
	4.44
	5.18

	SBLS
	0.81
	0.62
	0.25
	0.26
	0.77
	0.64
	0.96
	0.27
	0.83
	0.39
	0.27
	0.23

	IBLS
	0.81
	1.89
	3.21
	3.53
	0.98
	1.79
	0.18
	2.92
	0.75
	2.55
	3.17
	3.67

	RMSE1
	0.95
	3.01
	3.86
	4.39
	1.15
	2.78
	0.23
	3.30
	0.96
	3.16
	3.80
	4.59

	RMSE2
	1.97
	3.34
	2.25
	2.23
	2.12
	3.02
	0.87
	2.78
	2.07
	2.43
	2.26
	1.98

	CoD
	0.81
	0.18
	0.25
	0.19
	0.77
	0.26
	0.97
	0.10
	0.83
	0.22
	0.27
	0.19

	CoD1
	0.72
	0.49
	0.37
	0.37
	0.68
	0.51
	0.85
	0.48
	0.69
	0.49
	0.38
	0.36

	CoD2
	0.94
	0.64
	0.60
	0.47
	0.93
	0.69
	0.99
	0.50
	0.95
	0.64
	0.61
	0.47



Table 3. Derived coefficients for the GWP group contribution PLS model 
	intercept
	2.0466
	CH2-(C=O)-
	0.4930
	CH2-NH
	1.5872
	C-(Cl)4
	-0.2924
	AC-C
	0.4437

	CH3
	-0.4612
	H(C=O)
	-0.4959
	CH3-N
	0.4579
	CH#C
	1.7968
	AC-CH=CH2
	0.3227

	CH2
	0.1357
	CH3COO-
	0.0973
	CH2-N
	0.6213
	C#C
	3.6862
	ACOH
	2.7191

	CH
	1.1917
	CH2COO
	0.0845
	CH3-CN
	0.4261
	C(F)3
	4.8280
	AC-COOH
	3.0693

	C
	2.5979
	HCOO
	4.3487
	CH2-CN
	1.6837
	CH2=O
	-0.5774
	AC-CH2Cl
	-0.6700

	CH2=CH
	0.8424
	CH3O
	0.2036
	COOH
	0.8323
	C(Cl)F2
	2.4075
	AC-CH(Cl)2
	-0.6310

	CH=CH
	4.2134
	CH2O
	0.9263
	CH2-Cl
	-0.5877
	CH3-(Cl)
	0.4281
	AC-C(F)3
	1.2984

	CH2=C
	0.2188
	CHO
	3.7870
	CH-Cl
	1.1951
	C5H5N
	4.1135
	AC-NO2
	1.0399

	CH=C
	11.9104
	CH3-NH2
	0.4831
	CH2(CL)2
	0.6074
	ACH
	0.3328
	AC-NH2
	0.9158

	C=C
	11.4803
	CH2-NH2
	1.2437
	CH-Cl2
	0.3809
	AC-CH3
	-0.3884
	AC-Cl
	-0.5259

	OH
	0.0692
	CH-NH2
	-0.8121
	CH-Cl3
	0.6194
	AC-CH2
	-0.9861
	
	

	CH3-(C=O)-
	1.8205
	CH3-NH
	-0.4233
	C-Cl3
	0.4916
	AC-CH
	-0.8723
	
	






Table 4. Overall CED model statistics for each regression tool (using P = 1000 randomly generated partitions)
	Statistical index
	MLR 
	PCR
	PLS
	Kriging
	RBF
	RBF-PCA

	
	TR
	TE 
	TR 
	TE 
	TR
	TE 
	TR 
	TE 
	TR 
	TE 
	TR
	TE

	DMPSD
	5.19
	-4.41
	44.15
	47.04
	7.25
	5.46
	2.86
	4.11
	6.43
	8.02
	43.10
	56.48

	RMP
	0.90
	0.48
	0.34
	0.34
	0.86
	0.55
	0.97
	0.35
	0.89
	0.39
	0.36
	0.37

	μARE
	0.24
	0.39
	0.52
	0.56
	0.29
	0.40
	0.22
	0.35
	0.30
	0.38
	0.50
	0.53

	MARE
	5.40
	5.43
	10.76
	11.63
	5.16
	4.91
	6.98
	8.66
	6.08
	7.10
	10.31
	11.08

	SDARE
	0.47
	0.66
	0.93
	1.15
	0.46
	0.58
	0.57
	0.97
	0.53
	0.68
	0.89
	1.11

	MRE
	0.07
	0.12
	0.27
	0.30
	0.07
	0.11
	0.09
	0.11
	0.11
	0.09
	0.26
	0.29

	SDRE
	0.53
	0.74
	1.03
	1.17
	0.54
	0.68
	0.60
	0.96
	0.60
	0.74
	0.99
	1.12

	RMSE
	32.54
	85.82
	86.01
	101.74
	38.38
	77.66
	18.57
	68.98
	37.93
	61.32
	84.99
	102.26

	SBLS
	0.90
	0.77
	0.34
	0.37
	0.86
	0.80
	0.96
	0.50
	0.89
	0.56
	0.36
	0.33

	IBLS
	10.77
	20.99
	72.30
	77.41
	14.88
	20.50
	4.10
	50.22
	11.85
	44.85
	70.62
	82.55

	RMSE1
	10.08
	49.65
	69.49
	81.35
	13.93
	42.69
	4.31
	38.05
	12.47
	33.96
	67.95
	86.99

	RMSE2
	30.91
	61.00
	50.28
	49.23
	35.72
	54.19
	18.06
	53.11
	35.81
	48.01
	50.35
	43.99

	CoD
	0.90
	0.24
	0.34
	0.24
	0.86
	0.32
	0.97
	0.22
	0.89
	0.27
	0.36
	0.25

	CoD1
	0.77
	0.55
	0.42
	0.40
	0.73
	0.57
	0.85
	0.53
	0.73
	0.51
	0.43
	0.40

	CoD2
	0.97
	0.72
	0.69
	0.57
	0.96
	0.78
	0.99
	0.67
	0.97
	0.73
	0.70
	0.56




Table 5. Derived coefficients for the CED group contribution PLS model 
	intercept
	52.85421
	OH
	2.593484
	CH-NH2
	-7.1495
	CH-Cl3
	-5.95162
	AC-CH2
	-25.4013

	CH3
	-2.77852
	CH3-(C=O)-
	43.12575
	CH3-NH
	-10.1909
	C-Cl3
	2.544817
	AC-CH
	-16.4264

	CH2
	1.889988
	CH2-(C=O)-
	8.182889
	CH2-NH
	40.28392
	C-(Cl)4
	-11.454
	AC-C
	-11.2619

	CH
	28.24423
	H(C=O)
	-0.97537
	CH3-N
	11.22312
	CH#C
	27.96153
	AC-CH=CH2
	-2.83118

	C
	62.56416
	CH3COO-
	-2.90038
	CH2-N
	31.30442
	C#C
	80.3264
	ACOH
	82.28033

	CH2=CH
	27.65865
	CH2COO
	-10.8098
	CH3-CN
	14.45099
	C(F)3
	88.05004
	AC-COOH
	58.37113

	CH=CH
	102.5535
	HCOO
	61.2317
	CH2-CN
	54.44039
	CH2=O
	-5.98955
	AC-CH2Cl
	-13.0415

	CH2=C
	18.26084
	CH3O
	9.033357
	COOH
	-6.31128
	C(Cl)F2
	43.00181
	AC-CH(Cl)2
	-14.8865

	CH=C
	234.8367
	CH2O
	19.44491
	CH2-Cl
	-10.2689
	CH3-(Cl)
	-4.93345
	AC-C(F)3
	-14.9049

	C=C
	228.241
	CHO
	77.26282
	CH-Cl
	15.57513
	C5H5N
	73.85803
	AC-NO2
	6.728535

	CH3
	-2.77852
	CH3-NH2
	18.27821
	CH2(CL)2
	-8.46212
	ACH
	8.806068
	
	

	CH2
	1.889988
	CH2-NH2
	37.49566
	CH-Cl2
	2.09809
	AC-CH3
	-4.36892
	
	





Table 6. Overall EI99 model statistics for each regression tool (using P = 1000 randomly generated partitions)
	Statistical index
	MLR
	PCR
	PLS 
	Kriging
	RBF
	RBF-PCA

	
	TR 
	TE 
	TR 
	TE 
	TR 
	TE 
	TR 
	TE 
	TR 
	TE 
	TR
	TE

	DMPSD
	0.03
	0.02
	0.10
	0.10
	0.03
	0.03
	0.02
	0.04
	0.05
	0.08
	0.12
	0.12

	RMP
	0.70
	0.28
	0.22
	0.17
	0.68
	0.35
	0.92
	0.24
	0.53
	0.16
	0.16
	0.13

	μARE
	0.26
	0.40
	0.40
		0.43
	0.27
	0.38
	0.18
	0.34
	0.30
	0.34
	0.42
	0.44

	MARE
	3.12
	2.43
	4.68
	3.12
	3.15
	2.36
	3.25
	2.73
	3.83
	2.61
	5.21
	3.52

	SDARE
	0.36
	0.46
	0.48
	0.50
	0.36
	0.44
	0.32
	0.48
	0.44
	0.48
	0.53
	0.55

	MRE
	0.09
	0.15
	0.20
	0.22
	0.10
	0.15
	0.07
	0.12
	0.13
	0.13
	0.22
	0.24

	SDRE
	0.43
	0.59
	0.59
	0.62
	0.44
	0.56
	0.36
	0.57
	0.52
	0.57
	0.64
	0.67

	RMSE
	0.10
	0.18
	0.17
	0.18
	0.11
	0.17
	0.06
	0.15
	0.13
	0.16
	0.18
	0.19

	SBLS
	0.70
	0.46
	0.22
	0.18
	0.68
	0.50
	0.86
	0.37
	0.53
	0.21
	0.16
	0.11

	IBLS
	0.10
	0.19
	0.27
	0.29
	0.11
	0.18
	0.05
	0.22
	0.16
	0.26
	0.29
	0.32

	RMSE1
	0.06
	0.11
	0.15
	0.16
	0.06
	0.10
	0.03
	0.11
	0.09
	0.14
	0.16
	0.18

	RMSE2
	0.09
	0.14
	0.08
	0.08
	0.09
	0.13
	0.05
	0.11
	0.10
	0.08
	0.07
	0.06

	CoD
	0.70
	0.14
	0.22
		0.12
	0.68
	0.24
	0.91
	0.15
	0.53
	0.11
	0.16
	0.08

	CoD1
	0.70
	0.49
	0.40
	0.37
	0.68
	0.53
	0.83
	0.51
	0.63
	0.46
	0.32
	0.30

	CoD2
	0.91
	0.68
	0.58
	0.51
	0.90
	0.73
	0.98
	0.66
	0.83
	0.55
	0.48
	0.41



Table 7. Derived coefficients for the EI99 group contribution PLS model 
	intercept
	0.276611
	OH
	-0.0573
	CH-NH2
	0.066897
	CH-Cl3
	-0.03964
	AC-CH2
	-0.06419

	CH3
	-0.02918
	CH3-(C=O)-
	0.065938
	CH3-NH
	-0.05412
	C-Cl3
	-0.01664
	AC-CH
	0.005058

	CH2
	0.004616
	CH2-(C=O)-
	0.03032
	CH2-NH
	0.143882
	C-(Cl)4
	-0.07796
	AC-C
	0.013156

	CH
	0.108212
	H(C=O)
	0.012016
	CH3-N
	-0.03665
	CH#C
	-0.03214
	AC-CH=CH2
	-0.0079

	C
	0.196965
	CH3COO-
	-0.01647
	CH2-N
	0.128434
	C#C
	0.100223
	ACOH
	0.231174

	CH2=CH
	-0.02597
	CH2COO
	-4.45E-05
	CH3-CN
	0.017884
	C(F)3
	0.32843
	AC-COOH
	0.151013

	CH=CH
	-0.00603
	HCOO
	-0.03243
	CH2-CN
	0.171535
	CH2=O
	-0.06048
	AC-CH2Cl
	-0.05016

	CH2=C
	0.054951
	CH3O
	-0.00202
	COOH
	-0.03544
	C(Cl)F2
	0.162226
	AC-CH(Cl)2
	-0.05807

	CH=C
	0.212552
	CH2O
	0.01822
	CH2-Cl
	-0.05937
	CH3-(Cl)
	-0.02795
	AC-C(F)3
	-0.07785

	C=C
	0.030055
	CHO
	0.107561
	CH-Cl
	0.02029
	C5H5N
	0.202861
	AC-NO2
	-0.01564

	CH3
	-0.02918
	CH3-NH2
	-0.0255
	CH2(CL)2
	-0.04094
	ACH
	0.015071
	
	

	CH2
	0.004616
	CH2-NH2
	0.159812
	CH-Cl2
	-0.01323
	AC-CH3
	-0.02017
	
	





Table 8: Performance of estimation models (validation/test phase) for cradle-to-gate LCA metrics based on molecular descriptors of recent works and comparison with the models developed in this work.
	Estimation models
	GWP
	CED
	EI99

	
	μΑRE (%)
	CoD
	μΑRE (%)
	CoD
	μΑRE (%)
	CoD

	Wernet et al. (2008)
	N/A
	Neg-0.37
	22-29
	0.01-0.43
	N/A
	Neg-0.46

	Wernet et al. (2009)
	57-59
	0.18-0.64
	28-30
	0.45-0.71
	19-21
	0.57-0.81

	Song et al. (2017)
	50-88
	0.21-0.48 [1]
	40
	0.45-0.52 [1]
	30-50
	0.72-0.87 [1]

	Calvo-Serrano et al. (2018)
	35-44 [2]
	0.42-0.55 [3]
	16-23[2]
	0.53-0.59 [3]
	22-31[2]
	0.61-0.67 [3]

	Calvo-Serrano et al. (2018)
	30-50 [2]
	0.2-0.5 [3]
	20-31[2]
	0.5-0.6 [3]
	20-31[2]
	0.5-0.6 [3]

	Kleinekorte et al. (2019)
	N/A
	0.25-0.30 [2]
	N/A
	N/A
	N/A
	N/A

	This work (all models)
	53-85
	0.10-0.26
	35-53
	0.22-32
	38-44
	0.08-24

	
	
	0.18-0.43 [1]
	
	0.34-0.55 [1]
	
	0.13-0.35 [1]

	This work (selected model)
	62
	0.26
	40
	0.32
	38
	0.24

	
	
	0.43 [1]
	
	0.55 [1]
	
	0.35 [1]


[1]: R2 Pearson
[bookmark: _GoBack][2]: Leave One Out Validation
[3]: Leave One Out Validation and R2 Spearman



Table 9. Constraints for the solvent optimization case study
	Constraint
	Base case
	LCA1 case
	LCA2 case

	Ss,min
	7
	7
	7

	Mmin
	1
	1
	1

	Sl,max
	0.1
	0.1
	0.1

	Tb,min (K)
	320
	320
	320

	Τb,max (K)
	514.7
	514.7
	514.7

	ΔTb,min (K)
	50
		50
	50

	GWPmax (kg CO2-eq/kg)
	None
	10
	8

	CEDmax (MJ-eq/kg)
	None
	200
	150

	EI 99max
	None
	0.5
	0.4
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Table 10. Solvent optimization results – Group contribution vectors
	Solvent
	Group contribution vector
	Examples of SMILES’s
	ChemSpider

	S1
	[5xCH3, 2xC, 1xCH2-CN]
	CC(C)(C)C(C)(C)CC#N
	58123569

	
	
	CC(CC#N)(C)C(C)(C)C
	58123569

	S2
	[3xCH3, 3xCH2, 1xC, 1xCH2-CN]
	CCCC(C)(C)CCC#N
	57511056

	
	
	CC(CC)(CCC)CC#N
	--

	S3
	[4xCH3, 1xCH2, 1xCH, 1xC, 1xCH2-CN]
	CC(C)CC(C)(C)CC#N
	--

	
	
	CC(CC)(C)C(C)CC#N
	--

	S4
	[4xCH3, 1xC, 1xCH=C, 1xCH2-CN]
	CC(C)(C)C=C(C)CC#N
	61127719

	
	
	CC=C(C)C(C)(C)CC#N
	--

	S5
	[2xCH3, 1xCH2, 1xC, 1xCH2=CH, 1xCH2-CN]
	CCC(C)(C=C)CC#N
	--

	
	
	CC(C)(CC=C)CC#N
	--

	S6
	[3xCH3, 1xCH2, 1xCH, 1xCH=C, 1xCH2-CN]
	CCC(C)C=C(C)CC#N
	--

	
	
	N#CCC=C(CC)C(C)C
	--

	
	
	N#CCC(CC)C=C(C)C
	--

	S7
	[1xCH3, 2xCH2, 1xCH, 1xCH2=CH, 1xCH2-CN]
	C=CC(C)CCCC#N
	17240471

	
	
	C=CCC(CC)CC#N
	56701690, 61509725

	S8
	[2xCH3, 1xCH2, 1xCH2=C, 1xCH=C, 1xCH2-CN]
	C=C(C)CC=C(C)CC#N
	--

	
	
	C=C(CC#N)C=C(CC)C
	--

	S9
	[2xCH3, 4xACH, 1xACCH2, 1xAC->CHNH2]
	c1c(C(C)N)cc(CC)cc1
	32966762, 71103663

	
	
	c1(C(C)N)ccc(CC)cc1
	3072495

	
	
	c1c(C(C)N)c(CC)ccc1
	32972226

	S10
	[1xCH2-CN, 5xACH, 1xACCH2]
	c1c(CCC#N)cccc1
	12061

	S11
	[4xCH2, 1xCH2=CH, 1xCH2-CN]
	C=CCCCCCC#N
	9084819

	S12
	[1xCH3, 2xCH2, 1xCH=CH, 1xCH2=C, 1xCH2-CN]
	CCC=CCC(CC#N)=C
	--

	
	
	N#CCC(CC=CC)=C
	57451596, 57452268

	S13
	[3xCH2, 1xCH2=CH, 1xCH2=C, 1xCH2-CN]
	C=CCCCC(CC#N)=C
	--

	
	
	C=CCC(CCCC#N)=C
	--

	S14
	[1xCH3, 2xCH2, 1xCH, 1xCH2-CN, 1xCH2-Cl]
	CCC(CC#N)CCCl
	--

	S15
	[2xCH3, 1xCH2, 1xC, 2xCH2=CH, 1xCH-NH2]
	C=CCC(C=C)(C)C(C)N
	--

	
	
	CC(C)(C=C)CC(C=C)N
	72403001

	S16
	[3xCH3, 4xCH2, 1xCH, 1xCH-NH2]
	NC(C)CC(C)CCCC
	--

	
	
	NC(CC)C(CC)CCC
	56702049

	S17
	[3xCH3, 2xCH2, 1xCH, 1xCH=CH, 1xCH-NH2]
	NC(C)CCC(C)C=CC
	61861581, 76577964

	
	
	CC=CC(CC)CC(C)N
	32980498

	S18
	[2xCH3, 3xCH2, 1xCH, 1xCH2=CH, 1xCH-NH2]
	C=CCCCC(C)C(C)N
	35642365

	
	
	CCC(C=C)CC(CC)N
	61672993, 75067852

	S19
	[1xCH3, 1xCH2, 1xCH-NH2, 5ACH, 1xACCH2]
	c1c(CCC(C)N)cccc1
	28910

	S20
	[2xCH3, 1xCH-NH2, 4xACH, 2xACCH2]
	c1c(CC)cc(CC(C)N)cc1
	37185784

	
	
	c1c(CC)ccc(CC(C)N)c1
	16826008

	
	
	c1c(CC)c(CC(C)N)ccc1
	65335877



Table 11. Predicted properties for the solvents of Table 10 
	Solvent
	Objective
	M
	Ss
	Sl
	Tb(K)
	MW (g/mol)
	GWP[1]
	CED[2]
	EI99
	Base
	LCA1
	LCA2

	S1
	0.079
	12.72
	173.1
	0.048
	472.1
	139.2
	6.961
	208.6
	0.695
	x
	 
	 

	S2
	0.080
	12.56
	174.9
	0.044
	485.8
	139.2
	5.263
	156.8
	0.570
	x
	 
	 

	S3
	0.080
	12.55
	175.0
	0.044
	479.0
	139.2
	5.966
	179.8
	0.639
	x
	 
	 

	S4
	0.087
	11.55
	102.3
	0.054
	484.3
	137.2
	19.61
	434.8
	0.740
	x
	 
	 

	S5
	0.088
	11.42
	71.53
	0.096
	466.9
	123.2
	6.316
	182.6
	0.564
	x
	 
	 

	S6
	0.088
	11.38
	103.3
	0.049
	490.8
	137.2
	18.61
	405.9
	0.684
	x
	 
	 

	S7
	0.090
	11.11
	71.77
	0.087
	474.1
	123.2
	5.321
	153.7
	0.508
	x
	 
	 

	S8
	0.103
	9.756
	56.63
	0.051
	494.8
	135.2
	17.51
	387.1
	0.661
	x
	 
	 

	S9
	0.133
	7.496
	23.94
	0.059
	502.1
	149.2
	1.108
	45.10
	0.214
	x
	 
	 

	S10
	0.142
	7.067
	119.5
	0.041
	501.7
	131.2
	4.591
	114.5
	0.457
	x
	x
	 

	S11
	0.090
	11.13
	71.77
	0.088
	481.0
	123.2
	4.618
	133.7
	0.440
	 
	x
	 

	S12
	0.110
	9.116
	51.97
	0.041
	496.3
	135.2
	7.144
	195.4
	0.475
	 
	x
	 

	S13
	0.117
	8.562
	44.84
	0.036
	495.8
	135.2
	4.267
	139.8
	0.490
	 
	x
	 

	S14
	0.118
	8.489
	120.6
	0.097
	496.5
	145.6
	4.251
	123.7
	0.475
	 
	x
	 

	S15
	0.132
	7.564
	13.23
	0.096
	452.5
	139.2
	3.695
	148.5
	0.432
	 
	x
	 

	S16
	0.114
	8.811
	20.84
	0.083
	461.4
	143.3
	0.496
	64.23
	0.379
	 
	 
	x

	S17
	0.118
	8.496
	17.74
	0.096
	461.3
	141.2
	4.475
	147.5
	0.363
	 
	 
	x

	S18
	0.121
	8.251
	16.75
	0.089
	460.7
	141.3
	1.598
	91.95
	0.378
	 
	 
	x

	S19
	0.134
	7.491
	23.88
	0.062
	490.2
	149.2
	0.868
	52.71
	0.327
	 
	 
	x

	S20
	0.144
	6.925
	26.71
	0.018
	507.7
	163.3
	-1.478
	-5.437
	0.215
	 
	 
	x


[1]: kg CO2-eq/kg
[2]: MJ-eq/kg
