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Experimental Part:

The EAct of 1-17 were determined from the energies of the in sifu generated Charge
Transfer Complexes (CTC) resulting from the interaction between the heterocycles 1-17,
used as acceptors and five donors of known Ionization Potential (IP) [Hexamethylbenzene
(IP =7.85 eV), Pyrene (IP =7.41 e¢V), Anthracene (IP = 7.33 eV), 9-Chloroanthracene (IP =
7.39 eV), 9-Methylanthracene (IP = 7.17 eV) and 9,10-Dimethyl-anthracene (IP = 7.04
eV)]. The two equations 1 and 2 describe the relation between the energy of the CTCs and
the electron affinity of the acceptor for an unknown acceptor and the energy of a CTC for a
known acceptor such as DNBF or TCNQ, respectively. Assuming that P is constant and
insensitive to the structure of the donor, the difference between the two equations 1 and 2
(for a same donor) leads to the equation 3 and allows the determination of the EAcr of
heterocycles.

ECT =1IP - EACT -P €q. 1
Eo, =IP-EAY% —P eq. 2
EAcr (1-17) = EAY; (DNBF, 10) + E2, (DNBF 10) — Ecr(1-17) eq. 3

In the table are collected, the wavelengths of the CTC in nm, their corresponding energies (in
eV) and the EAcr values of each acceptor. Finally, in the last line are reported the average
EAcr for each heterocycle with an accuracy of £0.05eV .

S2



Supplementary Material (ESI) for PCCP
This journal is © the Owner Societies 2011

0S¢

15°¢C
15°¢C
1G8°¢C
6t7°'C
[A“N4
[A“N4
[ASN4

Ly
99§
LSS
645
019
159

S€9°¢

11¢°¢

€ece

8Y1°C

6€0°¢

0T6'T
L

S9°¢C

S9°¢C
S9°¢C
59°¢C
S9°¢C
S9'¢
S9°¢
S9°¢C

661
109
009
919
099
00L

4374
0£0°¢
€L0°¢C
0c¢o'¢
€16l
LLLT

§G°¢C

§G°¢C
S9°¢C
(44
14K
17254
LSC
99°¢

08%
S99
04§
58S
S¢9
S99

06S°¢
10¢°¢
8T'¢
9C1'¢
066°1T
0481

SC'¢C

Lc¢
6C'¢C
1¢¢
6C'¢C
8¢'¢
6C'¢
8¢'¢

9tY
Sév
T1S
0¢s
8¥S
08§

OT 4dNA 6 49N¥YNIO9 844N

0§88°'¢
0TS¢
vev'c
(4514
69¢°¢
144X4

OT 4dNd 6 49N¥NO9 8 49N

0T'¢

[44
ST°¢
80°¢
80°¢
60°¢
LTC
9T'¢

STy
0Ly
0LY
8y
0¢s
6vS

L66'C
vv9°¢
LV9°C
085°¢
[4S14
S9C°¢

S6'T

L6'T
S6'T
€6'T
66T
L6'T
[40N4
S6'1T

06¢€
Sy
SSy
09v
o6v
€0S

68T°€
S6L°¢C
€eL’¢
v0L°C
8€SC
YA 4

9T SAAN €T 419

SE'C

ve'e
Ge'¢
€EC
T€¢C
[4°N4
9¢'¢
Se¢

1747
0¢s
STS
0€S
S99
009

S6L°C
(4514
Siv'¢
LYEC
10C°¢
€L0°¢

€S

0T°€

oT'€
0oT'€
0oT'€
oT'€
(0] A3
(0] 93
(0] M3

009
09.
0LL
06L
098
Sv6

€L0°C
9€9'1
S19°1T
VLS'T
'l
9T€E'T

0L¢C

69°C
69°C
0LC
0L¢
89°¢
| WAY4
69°¢

L0S
S19
ST9
529
049
STL

€ar’e
ceo’e
ceo’e
066°T
9681
6€L'T

saxa|dwod 1) yoea 404 (AD) 193 sa1duaug

St'c

|47
LY'¢
6€°¢C
8€'¢C
Ev'e
6v°'¢C
8¥'¢

S9v
€es
0€S
5SS
009
0ov9

S/.9'C
€EL’C
LYEC
vee
€L0°¢
e'l

S0°¢

S0°¢
€0'¢
L6'T
c0'¢
S0°¢
[4AN4
80°¢

oov
13517
09v
SLY
0TS
0€S

9T SAAN €T 419 ST SINA TONDL TT 49NdAID 2T 4d9N SZaN
saxa|dwod | yoea 4o} (wu) 1\

60T'€
SvLC
v0L°C
819°¢C
6EV'C
LYEC

ST SANA TONDL TT 49NdAID ZT 4A9N S ZdN

09°¢

19°C
0L¢
LSC
LSC
S9°C
09°¢
LS'C

OT 4NA 6 4NYND9 849N 9T SAAN €T 419 ST SANA TONDL TT 49NAID T 4d9IN SZIN 9ZdNd
saxa|dwod | yoea J04(A3) Py3

(A2 500 ¥) Pv3

G8'/  auazuaqgjAylswexaH

L duaJAd
6€’L auadeJylueo0Jo|yd-6
€eL auadeIyuy

[T/  aduddeiyiuelAylow-6
¥0'/ duddesyiuelAydwIP-0T‘6
dl siouop

OIS GS8L  dudzudgjAyidwexsH
8LS 1V'L QuaJAd
LLS 6EL duddeJyjueolol|ys-6
ST9 €€L auldelyiuy
GE9 [T/  SuddeisyiuelAypw-g
1.9 ¥0'L duddesyiuejAylawip-0T‘6
974Na dl siouop
6EV'C G8'L  dudzudgjAyiowexsH
sTe 1L QuaJAd
GST'C 6€£L QUdJEeIYIULRO0IO|YD-6
cco'c egL auadeJyuy
096'T LTI'L  duddeiyluejAyisw-g
¥S8'T +0'L duddedyluejAyIswip-0T‘6
97dNA dI siouop




<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles false
  /AutoRotatePages /None
  /Binding /Left
  /CalGrayProfile (Gray Gamma 2.2)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Warning
  /CompatibilityLevel 1.4
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJDFFile false
  /CreateJobTicket false
  /DefaultRenderingIntent /Default
  /DetectBlends false
  /DetectCurves 0.0000
  /ColorConversionStrategy /LeaveColorUnchanged
  /DoThumbnails false
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams false
  /MaxSubsetPct 100
  /Optimize false
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage false
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts false
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Remove
  /UsePrologue false
  /ColorSettingsFile (Color Management Off)
  /AlwaysEmbed [ true
    /MyriadPro-Regular
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages true
  /ColorImageMinResolution 150
  /ColorImageMinResolutionPolicy /OK
  /DownsampleColorImages false
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 150
  /ColorImageDepth 8
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /FlateEncode
  /AutoFilterColorImages false
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /ColorImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasGrayImages false
  /CropGrayImages true
  /GrayImageMinResolution 150
  /GrayImageMinResolutionPolicy /OK
  /DownsampleGrayImages false
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 150
  /GrayImageDepth 8
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /FlateEncode
  /AutoFilterGrayImages false
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /GrayImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasMonoImages false
  /CropMonoImages true
  /MonoImageMinResolution 1200
  /MonoImageMinResolutionPolicy /OK
  /DownsampleMonoImages false
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 1200
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /FlateEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile ()
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /Description <<
    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e55464e1a65876863768467e5770b548c62535370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>
    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc666e901a554652d965874ef6768467e5770b548c52175370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>
    /DAN <>
    /DEU <>
    /ESP <>
    /FRA <>
    /ITA (Utilizzare queste impostazioni per creare documenti Adobe PDF adatti per visualizzare e stampare documenti aziendali in modo affidabile. I documenti PDF creati possono essere aperti con Acrobat e Adobe Reader 5.0 e versioni successive.)
    /JPN <>
    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020be44c988b2c8c2a40020bb38c11cb97c0020c548c815c801c73cb85c0020bcf4ace00020c778c1c4d558b2940020b3700020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>
    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken waarmee zakelijke documenten betrouwbaar kunnen worden weergegeven en afgedrukt. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)
    /NOR <>
    /PTB <>
    /SUO <>
    /SVE <>
    /ENU (Use these settings to create Adobe PDF documents suitable for reliable viewing and printing of business documents.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)
    /ENG ()
  >>
>> setdistillerparams
<<
  /HWResolution [600 600]
  /PageSize [595.276 779.528]
>> setpagedevice


