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1. Complete validation data set: fuel composition, combustion conditions and
references of experimental data presented in thi®llowing figures and tables

1.1 Core Ci-Cs chemistry
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Fig. 1: Validation of ignition delay times of various hydrocarbons from G to Cs available in the core

mechanism.
Fuel Ref Conditions
H,-CO in-house G = 0. 53+ 1T74%/CO% 3.47% O+ 93.06% Ar, 1, 4, 16 atm
(Keromnes2013)
H,-CHa Zhang2012 G = 4100% CH ©H, mixtures, 10 bar
CH, Petersen1996 G 04, 0.5% CH+ 2.5% Q + 97% Ar, 60 atm
CoH2 Eiteneer2003 G = 0. 06 3H;+10% Q-5H58%75% Ar, 1.2 atm
G 0s125, 0.5% eH, + 10% Q + 89.5% Ar, 1.2 atm
G = 0. 4 H,+20% B %96R% Ar, 1.2 atm
G = 1. QH2+ 0.25% B+ @8.25% Ar, 1.2 atm
G = 1. 4H,+0.89% %+ €8.61% Ar, 1.2 atm
CoH, Brown1999 G = 1. B4+ 3% @+ 9B% Ar, 2.1atm
CoHs Burcat1971 0 150, 4.54% @Hs + 15.91% Q+ 79.55% Ar, 10.4 atm
CsH, Curran1996 G = 2. 2384+ 2% @+ IS Ar, 2.1atm
G = 2. 23Bl4,+ 2% @+ 97% Ar, 3.5 atm
CsHs Qin2001 G = 0. 5He+14.4% @+ &.0% Ar, 3.94 bar
G = 1. GHe+ 1.29%6Q% 9C2% Ar, 1.14 bar
G = 0B%&Hes+ 7.2% Q + 92% Ar, 3.85 bar
G = 2. OHe+ 3.6Y6Q 9€8% Ar, 4.1bar
CsHs Kim2001 G = 1.3Bs+ 1@PQ +B8% Ar, 1.04 atm
0 20, 4% GHs+ 10% Q + 86% Ar, 1.37 atm
G = 0. 3blg+2@P@ +T8% Ar, 1.06 atm
C4Hs Fournet1999 (1=1.38: 3% GHs + 12% Q + 85% Ar, 810 atm
0 1=38:1% GHs + 4% G + 95% Ar, 810 atm
G 0:69: 1% GHe+ 8% G + 91% Ar, 810 atm
N-CsHg Li2017 G 05:1.72% GHs + 20.64% Q+ 77.64% N, 10 atm
I-C4Hs Li2017 G = 0. 5Hs+120.642®B+ 17.64% N, 10 atm
G 150: 3.38% GHs + 20.29% Q@+ 76.33% N, 10 atm
G = 2. 0;Hsg+619.63% @B+ 13.83% N, 10 atm
N-CsHi0 | Horning2002 G 150:1.0% nGHyo+ 6.5% Q+ 92.5% Ar, 1.2 atm
Burcat1971 G = 1. 0jiH102162% G+ 81.25% Ar, 10 atm
Healy2010 G = 1. 0iHi1o2162%% G+ 81.25% Ar, 10 atm
Healy2010 G = 0. 5: HHb+22I% Qt+ #7.TL% Ar, 20 atm
N-CsHio | Cheng2016 G = 0. 535H1007.50%+8923% Ar, 10 atm
G = 1. 0:H10903.7%QNn95.75% Ar, 10atm
G = 2. 03:H1001.89% Qv+ G7.625% Ar, 10 atm
1-CsH1o Westbrook2015 a = 2. 0: 50110 12017898 73090+ 99 Ar, 1.7, 11, 31 atm
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Fig. 2: Validation of laminar flame speed of various hydrocarbons from Gto Cs present in the core

mechanism.



Fuel Ref Conditions

H,-CO MclLean1994 300K; 1 atm
CHs-H> In-house (Richter2016) 373K; 1 atm
CHy Lowry2011, Rozenchan2002, Gu2000, Kochar2011, 298K; 1, 5, 10 atm

Davis1998, Hassan1998, Vagelopoulos1998,
Vagelopoulos1994, Egolfopoulos1®9raylor1991

CH> Egolfopoulos190, Scholte1959, Gibbs1959, Shen2015, |298K; 1 atm
Jomaas2005, Ravi2015

CoH4 Jomaas2005, Hassan1994, Kochar2011, Egolfopoulos19300K; 1, 2, 5 atm

CoHs Kochar2010, Jomaas2005, Egolfopoulos1990, 300K; 1, 5, 10 atm

Vagelopoulos1998, Konnov2003, Aung1995, Davis1998,
Bosschaart2004, Dyakov2007

CsHa Davis1998 298 K; 1 atm
CsHs Saeed2007, Jomaas2005, Burke2015, Davis1998 298 K; 1 atm
CsHs Kochar2010, Jomaas2005, Razus2010, Tang2010, 298 K; 1,5 atm

Bosschaart2004, Law2004, Zhao2004, Davis1998,
Hassan1998, Vagelopoulos1998, Zhoul996,
VanMaaren1994, Tseng1993, Metghalchi1980, Gibbs19¢

Dugger1952
CsHs Davis1998 298 K; 1 atm
N-C4Hs Davis1998, Zhao2015 298 K; 1 atm
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Fig. 3: Validation of speciation data in laminar flame ofvarious hydrocarbons from Ci to Cs present in
the core mechanism.

Fuel Ref Conditions
CH, Castaldi1l995 G = 2. 6,4+23078% @6+ 46.8P6 Ar, 1 atm
CoH> Bierkandt2015 | (i 24, 24.5% @H, + 25.5% Q + 50.0% Ar, 0.04atm
CoHq4 Castaldi1l996 G = 31.3% 6&H,+ 20.9% Q+ 57.8% Ar, 1 atm
CsHq4 Hansen2007 G = 1. 8 ,3Hs% 80.837 3% 4@8% Ar; 0.0333 atm
CsHs Atakan1998 G = 2. 3 2ZHs+ 29%% B 9%25% Ar, 0.05 atm
CsHs Co0lI2005 G = 1. 8 ,3Hs? B2.32604 4Z.37% Ar, 0.04atm
n-C4Hs Schenk2013 1] 1. 7 ,,Hs% 88.5% @+ 25% Ar, 0.04 bar
i-C4Hs Schenk2013 G = 1. 7 sHs458.5% Qo+ 25% Ar, 0.04 bar
N-C4H1o Marinov1998 G 2. 6, sHbH39642P0 +d504% Ar, 1 atm
i-CsH1o Ruwe2017 G = 1. 8 sHio* 80.5% @ + P5&% Ar, 0.04 bar
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Fig. 4: Validation of ignition delay times of various hydrocarbons from nG-nCie-paraffins available in
the mechanism.

Fuel Ref Conditions
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Fig. 5: Model validation of laminar flame speed as function of fuel stoichiometry for fparaffins with
carbon number Cs to Cie.

Fuel Ref Conditions

N-CeH12 Fan2016 353 K;1,2,5,10 atm

N-CsH14 Kelley2010, Ji2010 353 K;1,2,5,10 atm
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Fig. 7: Validation of ignition delay times of various iseparaffins present in the mechanism.

Fuel Ref Conditions
1-CgH16 Hu2017 a = 1. Hie+ 2% Qi+ 7% Ar, 2,4,8 atm
G = 2. fHis+ @Y% 4 98% Ar, 10 atm
G = 0. #Hic+ 24% Qi T5% Ar, 2 atm
[-CgH1s Shen2008 G = 1. 0gH15106.5% @ + 93% Ar, 1 atm
Oehlschlaeger200:
[-CioH22 in-house 0 150, 0.64% iGoH» + 9.87Q + 89.5 N, 16 bar
(Slavinskaya2013)
[-C1iH24 in-house G = 1. 0 pH0+.98B9 +i8T53% N, 16 bar
(Richter2019a) G = 2. 0 1HA+. 9T B +i8T08 % N, 16 bar
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1-CysH32 in-house G 1=0,0.43% iGsHszo + 9.91% Q + 89.66% N, 16 bar
(Richter2018) G = 2. 0 15H30+.98BIM +i8L32 % N, 16 bar
I-C8H16,373 K
06 I-C8H18,473 K ! I-C10H22, 473 K
) Exp. .
£ Exp. Hu2018 W28 ®Richter2019 £ o8 Exp. ;'Cht:}: z:°19
3 © 1atm E xGalmiche 2012 3 O:ATS-SEK, 1 bar
H X 3atm = +Kumar2007 (470 K) & ¥ ATLOPK S bar
o 0.4 O5atm §D 6 1 bar /3 % ARichter2019 @ 086 O ATJ-SPK, 6 bar
% g o ©Richter2019 g
= =
E S04 § 04
§ 02 -E 3 bar, E
5 %e = 02 %
92 g balr b
° 0
05 1 15 2 ° 05 1 15 2
Equivalence ratio / ¢ 04 0.9 14 19 Equivalence ratio / ¢
Equivalence ratio / ¢
1 1-C11H24, 473 K ! 1-C15H32,473 K
w
£ 08 Exp. Richter2019 e 08
E B e i Exp. Richter2018
@ 3
g e + AU-SPK, 3 bar g 06 © 1 bar
] O At-SPK, 6 bar g
£ g
s = 04
g 04 g
E g
© -
4 02 0.2 <
0
0o.s 1 15 2 23 : 15 2

Equivalence ratio / ¢

Equivalence ratio / ¢

Fig. 8: Model validation of laminar flame speed as function of fuel stoichiometry for various iso

paraffins.
Fuel Ref Conditions
I-CgH16 2,4, 4trimethyl-1-penteneHu2018 373 K; 1, 3,5 atm
I-CgH1s Iso-octane, Irhouse (Richter2019), Kumar2007, 473 K; 1, 3, 6 bar
Galmiche2012
[-CioH22 ATJ-SPK, Inhouse (Richter2019a) 473 K; 1, 3, 6 bar
[-CuaH24 ATJ-SPK, Inhouse (Richter2019a) 473 K; 1,3, 6 bar
[-CisHa3o Farnesane, Hhouse (Richter2018) 473 K; 1, 3, 6 bar
I-C8H18 Exp. Zeng2017 Eioiiss Exp. Osswald2014
0.4 0.3
§ o3 5
g XX X K K K K X X X X X go.z
2 02| W oo PLooo0 k]
g g

0.1

0 0.01

0.02

distance from burner /m

©H2

Fig. 9: Validation of speciation data in laminar flame of iCsH1s (iso-octane) and +CioHz22 (exp.:1-methyl

©OCQ Al-C8H18 %02 xXH20 +C02

0.03

0.1

0 0.01
distance from burner /m

AO2 xXH2 +CO02*10 ©H20 XCO O I-C10H22*100

nonane, model: 2,7 dimethyloctane) present in the mechanism.

0.03

Fuel Ref Conditions
I-CgH1s Zeng2017a G = 1. 4 7gH15+44.25% % + b0% Ar; 0.04 bar
I-CiogH22 (1- | In-house G = 1. 5 10H8+.3298H6+ 14% Q + 49% Ar, 0.02 bar
methylnonane) (Osswald2014)
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1.4 Cyclo-paraffins

cy-C6H12 e cy-CoH18 cy-C10H18
1E+00
® » o 1E03 -
g E 5E-04 é
= 1E-02 by =
7 %“ > 1E-04
3 S ]
5 g SE-05 4 g
g 1504 = Exp. Dubois2009 2 . Exp. Com
k=] Exp. Richter2019 2 x$=0311am & ﬁ$ : 8% 19 b
0 ¢ =10, 16 bar 0 ¢=05,11atm X¢ =10 11 bar
1E-06 . +¢u—10 1 alm O =15, 10 bar
SE-06 1E-06 v
05 08 11 14 05 06 07 08 09 05 06 07 08
10°T1 / K 10T 1 K 10°T1 / K1 )
Fig. 10: Validation of ignition delay times of various cyparaffins available in the mechanism.
Fuel Ref Conditions
cy-CsHi2 in-house d = 1. 0 ,H12+9.8006 +89.106 N, 16 bar
(Richter2019)
cy-CoHis Dubois2009 d = 0. 3, oHhs+D.98%% +OPcAr, 11 atm
d = 0.5, gHR+ BIBRQ €£99% Ar, 11 atm
d = 1.0, HB+ (BI98SWQ £99% Ar, 11 atm
cy-CioH1s Comandini2014iG = 0. 2, 10Bl134001986% Qe 99& N, 10 bar
d = 0.5, 10B15400387% Q& 99& N, 11 bar
a 1:0 0.065% cy@His+ 0.935% Q+ 99% N, 11 bar
d = 1.5, 1B1540Dd6% Q& 99 N, 10 bar
17 cy-C6H12,473 K 1 cy-COH18, 473 K
cy-C10H18, 403K
E 0.8 é‘ 08 g 06
& o6 & os §
E E g o4 oo
5 04 L 04 g (s)
£ £ £
3 3 E o2
02 0z 3 Exp. Comandini2014
O 1atm
0 0 0
05 ! 1.5 2 05 1 15 2 05 1 15
Equivalence ratio / ¢ Equivalence ratio / ¢ Equivalence ratio / &

Fig. 11: Model validation of laminar flame speed as function of fuel stoichiometry for various cy

paraffins.
Fuel Ref Conditions
cy-CsHa1o Cyclohexane, Richter2019 473 K; 1, 3, 6 bar
cy-CoH1g n-Propylcyclohexane, Richter2019 473 K; 1, 3, 6 bar
cy-CioH1s Decalin, Comandini2014 403 K; 1 atm
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cy-C6H12

molefraction

Exp. Li2011

molefraction

distance from burner / m

AcyCBH12

xX02 +H20 ©CO2 OH2

cy-CoH18 Pousse2010 cy-C10H18 Exp. Zeng2017

molefraction

0.004

0 002
distance from burner / m

0 0.008 0.008

dlstance from burner.’ m
ADecalin x02 +CO AC02 OH20 xH2

AcyC8H18"20 XCH4 +CO XCO2 OQH20

Fig. 12: Validation of speciation data in laminar flame of cyclohexane, 4propylcyclohexane, and decalin
present in the mechanism.

Fuel Ref Conditions

cy-CgHi2 Li2011 d = 2.0, ¢H2+57.279% +S0dAr, 0.04 bar

cy-CoHis Pousse2010 | (i = 0. 6 8 ,oH1d0r.7.8% Ohf +3§.8% Q + 55.29% Ar, 0.07 atm
cy-CioH1s Zeng2017 a = 1.8, 5.52 % ,DB0&oA 0.0datm 44 . 484

1.5 Aromatics and PAH (including cyclo-aromatics)

CéH6

C8H8
(o]
2 1E-03 2 2 1E-03
o g 1E-02 u
E S E
= - =
5 i &
= 3 s
£ 1E-04 ] £ 1E-04
S +xxx Exp. Burcat198 = 1604 2
= % ¢ =0.25, 2.0 atm h=3 £ Exp. Pengloan2001
2 % x $ =05,2.3 atm Exp. Richter2013 2 p-Peng
+ ¢$=1.0,25atm = O $ =05, 1.43 atm
=1.0, 16 bar '
06=20 25atm o¢
1E-05 | 1E-06 T T 1E-05 T |
05 0.7 0.9 05 08 11 0.5 0.6 0.7 08
10T /K1 1037 1 K1 103T1 | K
C10H12 C11H10
C9H12
5E-02
g 1E-02
® o 1E-03 2% o 2
o 5E-03 E o &
£ = E
= > =
z = ZF1E03
3 5504 = z
g S 1E-04 c
2 -] 2
g 5 Exp. Wang2013 E 1E-04 4
D 5605 Exp. Richter2018 % 6= 05, 13 bar ) Exp. Pfahl1996
© $=1.0, 16 bar 0 ¢ =0.5, 37 bar O ¢=1.0, 13 bar
5E-06 + 1E-05 T ' 1E-05 T ]
0.5 0.7 0.9 1.1 1.3 07 08 0.8 1 141 06 08 1 1.2
10°T /K 103T / K1 10T / K1

Fig. 13: Validation of ignition delay times of various aromatics available irthe mechanism.

Fuel Ref Conditions
Benzene Burcat1986 G = 0. 25, ¢HO+ 002649 @+2%0.8701 Ar, 2.0 atm
G = 0.5, H3+02033% Q£®.7833 Ar, 2.3 atm
G = 1.0, ¢H3+®D1269% G 0.85635 Ar, 2.5 atm
G = 2.0, blet0@.053B80+P9365 Ar, 2.5 atm
Toluene Richter2019 1] 1. OHs+ 9.8%0Qs 8C1% N, 16 bar
Styrene Pengloan2001|G = 0 . 5 gHs HB% D5 %.76% Ar, 1.43 atm
n-CsHsC3H~ Richter2019 |G = 1. 04H1,9©9.88% @+ 89.34% N, 16 bar
Tetralin Wang2013 G 055, 0.8% GoH12+ 20.67% Q+ 78.36% N, 13, 37 bar
G = 1. OeH12#20.8980 +C77.7% N, 13 bar
Methylnaphthalend Pfahl1996 G = 1.0, 1.5%7M0%N;13D& . 7% O
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C6Hs, 298 K, 1 atm

X
£ "
- 04
@
@
-
@
£
=
802
£ Exp.
3 X Gibbs1959
% Heimel1957
+ Davis1998 (Linear extr.)
ODavis1998 (non-Linear extr.)
0+
05 1 15 2

Equivalence ratio / ¢

11 C7H8,473 K 1 C9H12, 473 K
; @
@ 08 Exp. Richter2019 t o8
E O 1bar =
i1 + 3bar 2
2 O 6 bar @
2
#7058 AHui2012 (470K) g 08
g Ty #Kumar2007 (470K) &
= 2 04
5 04 g
a2 £
E 3
5
02 02
o/ 0 : . .
05 1 15 2 05 08 11 14 17 2

Equivalence ratio / ¢ Equivalence ratio / ¢

Fig. 14: Model validation of laminar flame speed as function of fuel stoichiometry for various aromatics.

Fuel Molecule, Ref Conditions

CeHs Benzene, Davis1998, Heimel1957, Gibbsd95 298 K; 1 atm

C/Hs Toluene, Richter2019 473 K; 1, 3, 6 bar
Kumar2007, Hui2012 470 K; 1 bar

n-CsHsCsH7 | n-propylbenzene, Richter2019 473 K; 1, 3, 6 bar

CéHé

Exp. Bittner1981

molefraction

C8HB Exp. Yuan2015

C7H8

Exp. Detilleux2009

molefraction
molefraction

0.01 0.02 0.03
distance from burner /m

XC6H6 xX02 +CO ACO2 ©H20 OH2

0.08

C9H10 / CH4 Exp. Pousse2010

molefraction

0.004

0 0.008
distance from burner /m
Alndane*s  xCH4 ©OH2 ©02*01

Fig. 15: Validation of speciation

001

0.01

0.00 0.02 0.03 0.02 0.03
distance from burner /m distance from burner /' m
OCO xC7H8 xCO2 ©02 +H20 AH2 XA1C2H3 %02 OCO ©C02 +H20 xH2
C9H12 Exp. Wang2013

04 -

0.3
11
2
]
2
£ 02

o

0.02
distance from burner/ m

AA1C3HT %02 OCO ©C02 +H20 AH2

001

data in laminar flame of benzene, toluene, styrene, indane, and n

propylbenzene present in the mechanism.

Fuel Ref Conditions

Benzene Bittner1981 G = 1. 8gHs+158.5960Q4 3@b Ar, 0.026 atm

Toluene Detilleux2009| G = 2 . OHs+ 94.5% B+ 45.6% Ar, 0.05atm

Styrene Yuan2015 G = 1. 7gHs+742.23% @B+ TD% Ar, 0.04 bar

Indane Pousse2010al G = 0. 6 gHyo+ V1%LH+ &.8% Q + 55.2% Ar, 0.066 atm,
due to unclear input data of flow rate estimated rate of 0.5 gm/s is
taken for model simulation

n-CsHsCsH7 | Wang2013z G = 1. 7 Hio+ B.5B0@+6G0% Ar, 0.04 bar
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o
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Fig. 16: Model prediction of polyynes measured in (a) acetylene flame = 2.4, 40 mbar.
[Bierkandt2015], (b) benzene flame, = 1.8, 0.026 atm [Bittner1981], (c) styrene flame = 1.7, 0.0395
atm [Yuan2015], (d) Decalin flame, =1.8, 0.04 atm., [Zeng2017] and (é3o-octane flame. = 1.47, 0.04
bar [Zeng2017a].

Fuel Ref Conditions

CoH> Bierkandt2015 | 4 24, 24.5% @H, + 25.5% Q + 50.0% Ar, 0.04atm

CeHs Bittner1981 G = 1. 8¢gHs+158.596Q4 3@b Ar, 0.026 atm

CgHs Yuan2015 G = 1. 7 gHg+742.23% @+ %% Ar, 0.04 bar

CioH1s Zeng2017 G = 1.8, 5.52% ,DB0BA0.0datm 44. 48
[-CgH1s Zeng2017a G = 1. 4 7CgH1s5 44706 +150% Ar; 0.04bar
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1.6 Oxygenates' Alcohols and OME intermediates
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Fig. 17:Ignition delay times of oxygenates including alcohols, aldehydes and oxymetleyleethers.

Fuel Ref Conditions
CH3OH Noorani2010 d = 1. 0 zOH3 4.65%Q€932.25% Ar, 10 atm
Burke2016 d = 1. 0 zOH5 8.35%Q €8%.75% Ar, 50 atm

d = 2.0, -OHKF16B48%R+GH/1% N, 51 atm
CHs;CHO Yasunaga2008 d = 0. %CHOX %W6eACHD4% Ar, 2.0 atm

d = 1. GCHO2 %W6QCHD3% Ar, 2.1 atm

d = 2. 5CHO2 206QCHD6% Ar, 2.3 atm
CoHsOH Natarajan1981 d = 0. 5:HsOH + 8.57% Q €90% Ar, 1 bar

d = 25% GHsOH + 7.5% Q + 90% Ar, 1 bar
nCsH,CHO | Davidson2010 d = 1. GH/CHO %5.59430+ 93.7% Ar, 2 atm

d = 2. @H,CHO %2.46% Q@+ 96.3% Ar, 1.4 atm
nCsHsOH Black2010 G = 0. 54HO8 + B.2% Q+®2.2% Ar, 8 atm

a 1:0 0.6% nGHIOH +3.6% Q + 95.8% Ar, 8 atm

d = 2. 04HO8 + 6.8% Qr®7.6% Ar, 8 atm
DME in-house (Ngugi2020)] G = 1. 0, 1. 3 %+ 90.8%&N, 1,4, B6.b& % O
OME1 in-house (Ngugi2020)| G = 1. 0, 0. 95 %+ 95.REN, 1,4, 163ar8 %
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Fig. 18: Laminar flame speed of oxygenates including alcohols, aldehydes and oxy methyl ethers.

Fuel Ref Conditions
CHsCHO Christensen2015 298 K; 1 atm
CsH/CHO [ Velo02013 343 K; 1 atm
CHsOH Vancoillie2012, Egolfopoulos1992, Veloo2010 343 K; latm
C>HsOH Egolfopoulos1992a, Liao2007 298 K; 1 atm
CsHsOH Richter2019b 473 K; 1, 3, 6 bar
DME Vries2011, Wang2009, Daly2001, Qin2005 298 K; 1,5, 10 atm
OME1 Ngugi2020 473 K; 1, 3, 6 bar
OME3 Sun2017 408 K; 1 atm
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Fig. 19: Validation of speciation data in laminar flame of various oxygenates present in the mechanism.

Fuel Ref Conditions

CH;CHO Leplat2010 G = 1. 0 sCHO + BB%»% @4+73.8% Ar, 0.05 atm

DME Cool2007 G = 1.2, 8. 5%+00M®BAr0.0LbA. 2% O
Zeng2017a G = 1.84, 19. 0 3,%50MEQ0.04baB 0. 98 % O

OME1 Sun2017 G = 1.0, 15 % ,+2MWEAr, 003360 % O

OME3 Sun2017 G = 1.0, 7.15%,«50eEA;00338a82. 85% O

1.7 Speciation in laminar burner stabilized flames
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Fig. 20: Prediction of direct intermediate species formed from the fuel hydrocarbon in the stabilized

flames presented earlier. (a) f#C7H1s, a = 1.69, 40 miCedis, [Sed dle.l 27,1 540
[Zeng2017a], (c)cyCeH12, G =2. 0, 40 méHar 3 l=il2®B1L 1]2,6
CoH12, d =1.79, 40 mbawWCHiWadig20187]
=1.8, 40 mbar [Zeng2017].
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Fig. 21: Predictions of 4 and 5- ring aromatics in atmosphericlaminar burner stabilized flame CzHs-
O2-Ar (F = 3.06) Exp. [Castaldi1996].

1.8 Speciation in jetstirred reactors
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Fig. 22: Predictions of major species in jetstirred reactor

Fuel Ref Conditions
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2. Comparisonfor selected fuelgand conditions) validation of current model with

previous model version.

The conditions and the references are same as presented in the main paper. The data are presented
for selected conditions were deviation was found among previous models with respect to
measurements. The straight lines are calculations from current model and the previous model
prediction are shown as dashed lines.
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