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'H NMR of DSC product tetrakis(i..-2-methylbenzoato) copper(l1) 6
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'H NMR of DSC product tetrakis(pi,-2-methylbenzoato) copper(Il) 6
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'H NMR of 3-methylphenyl 2-methylbenzoate 4
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3C NMR of 3-methylphenyl 2-methylbenzoate 4
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HSQC of 3-methylphenyl 2-methylbenzoate 4
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HMBC of 3-methylphenyl 2-methylbenzoate 4
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'H NMR of 2-methyl-6-{[(2-methylphenyl)carbonyl]oxy}benzoic acid 3
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13C NMR of 2-methyl-6-{[(2-methylphenyl)carbonyl]Joxy}benzoic acid 3
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IR of tetrakis(u,-2-methylbenzoato)bis(2-methylbenzoic acid)copper(ll) 5
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IR of 2-methyl-6-{[(2-methylphenyl)carbonyl]oxy}benzoic acid 3
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Mass spectrum of 3-methylphenyl 2-methylbenzoate 4



Electronic Supplementary Material (ESI) for Catalysis Science & Technology
This journal is © The Royal Society of Chemistry 2013

Specirum

e Tame: 1000 Scank: 1155y
MassTeaks: 18
100

'|'. i o

" I A
T T T T T T T T T T T T T T T T T T T T
50 60 70 80 90 100 110 120 130 140 150 160 170 180 150 200 10 M 230 M0 150 260 T

mf
Mz Tahie
B Times 1L Scan®:1195)
Mz Frake T8
¥ mi Abs Imt  Rel Ini
1 5h0S 1545 0.ES
2 5L ST 156
- 5030 1.12
4 5305 1TE12 aT7
5 6205 12501 0.54
6 6300 SIEE 220
T 6l 15T .84
B 6R0F  MaXTe 1065
9 eals 1705 074
1 ET.05 oM .40
11 TI.O0S 0TS 163
12 TROS I5TIE 1.54
13 TROS 15EES 073
14 A005 S ELA]]
15 o0l ToMT 342
6 GLID T30S 3.3
1T 0L SEGET 155
1B 10505 46TER 202
10 DS 1730 074
W s B4 164

21 1Rl BaMET 10000
22 1M M 031

Mass spectrum of 2-methyl-6-{[(2-methylphenyl)carbonyl]oxy}benzoic acid 3
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Elemental Composition Report Page 1

Single Mass Analyzsis

Tolerance = 5.0 PPM | DBE: min =-1.5, max =50.0
Element prediction: Off

Mumber of isctope peaks used for i-FIT =3

Monoisotopic Mass, Even Blectron lons

17 formulale) evaluated with 1 results within limits (all results {up to 1000) for each mass)

Blements Uised:

C:10-20 H: 10-20 Q010 MWa 01

UFS

50 3,2-Benznate BS 2 (0.017) Cm [2:59) TOF MS ES+
Z1Te+005

2490652

1

215.06807 14082 250,004 261.1363

2294 061 2251130 2T 10BS 20123 2350763

2150 2200 2250 2300 235.0 2400 2450 250.0 235.0 260.0

Mimdimm: -1.5

Maseimmom: 5.0 5.0 E0.0

Ma== Calc. Ha== mla PEM TEE i-FIT 1-FIT {Horm) EFormula

Zig QES2 2450851 0.1 0.4 8.5 ERZ. 4 a.o Cl5 Hi4 02 Ha

HR-MS of 3-methylphenyl 2-methylbenzoate 4
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM [ DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Blectron lons

T formulaie) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

G 1520 H:10-20 O:0-5 MNa: -1

Cherena Maraks

ChH1-4 12 (0.188)

1

2300 28210 2840 23610 2530 2300 29210 2840 206.10
Minimm: -1.5
Marimmam: 5.0 5.0 s0.0
Moma Calc. Ma== nDa =)= 2 LEE i-FIT i-FIT {(Horm) Formula
29307390 293 .0790 0.0 0.0 5.5 111.0 0.0 Cl€ HL4

HR-MS of 2-methyl-6-{[(2-methylphenyl)carbonyl]oxy}benzoic acid 3

arapess 89011 oo OB40008 2671289 peg yi7p — 2950912 oO70ER  299.0088 )

Page 1

TOF M3 ES+

1.55e+003
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MALDI-TOF MS (-ve) of 2-methyl-6-{[(2-methylphenyl)carbonyl]oxy}benzoic acid 3
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MALDI-TOF MS analysis (-ve) of the reaction mixture after the second DSC cycle on tetrakis(H2-2-methylbenzoato)bis(2-
methylbenzoic acid)copper(ll) 5



