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2-nitro-5,10,15,20-tetrakis(2,6-dichlorophenyl)porphyrin (2a)
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Figure 1. 'H NMR spectrum of product 2a.
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Figure 2. 'H NMR spectrum of product 2a (range: 7.60—9.00 ppm).
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Figure 3. UV-vis spectrum of product 2a.
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Figure 4. MS spectrum of product 2a (ESI technique; positive ions mode).
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x,y-dinitro-5,10,15,20-tetrakis(2,6-dichlorophenyl)porphyrin (mixture of isomers; 3)

~-8.893

7.B11
7 .B04

N

N

i

(3)

AI sdidh) n

S L e e B sy B B s s e B s Bt S S s By s B
9 8 7 13 5 4 3 2 1 -0 -1 -2

s . I
22932 sads 2 g2
Aedds Heoo I oo

PULSE SEQUENCE OBSERVE H1, 389.6053328 DATA FROCEZSING =M1_05_3
Ralax. delay 0.500 sec FT size 65536 w CDCl3

Pulse 48.6 degrees
Rog. time 4.797 see
Wideh £410.3 Hz
180 repeticions

Tetal tima 15 minutes

gample Mame:
ZH1l_09_3

Data Collected cn:
400MR-~mmrs400

Figure 5. 'H NMR spectrum of product 3.
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Figure 6. 'H NMR spectra of product 3 (range: 7.65-8.95 ppm and (-3.00)—(-1.30) ppm).
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Figure 7. MS spectrum of product 3 (ESI technique; positive ions mode).
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Figure 8. MS spectrum of product 3 (HR data; ESI technique, positive ions mode).
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2-nitro-5,10,15,20-tetrakis(4-cyanophenyl)porphyrin (2b)
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Figure 9. 'H NMR spectrum of product 2b.
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Figure 10. 'H NMR spectra of product 2b (range: 7.30-9.40 ppm and 8.00—-9.00 ppm).
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Figure 11. UV-vis spectrum of product 2b.

Elemental Composition Report Page 1
ZM1-24-2 Single Mass Analysis )
uph_so0832_neg 13 (0.277) Cm (9:21-1:8) Telerance - 5.0 mDa | DBE: min = 1.6, max = 300 0

Fharent pragiction: OFf

758.20 Hunibu o oioze peaks ised for |FIT = 7
100-’ &

Moncisstopia Maes, Odd and Fvi Flcdron lons

556 formulace) evaluatod will 7 resulle wilhi1 imits (all resuls 1up to 11000) ©r &ich mass)
Elnmants Used:
G 0-100 H: 0200 N 072 O D-d

Minimum: -1.5
Haxdmam 5.0 3 2000
Mass Cale. waws wba ¥ D d-F20  Nexm  Coaf(y) Forrula
760.2040  763.2040 3.0 0.3  42.0 2096.3 1.834 14.45 4R W
52,2035 3.5 0.7 49.0 1103.2 8.782 .07  CE1 W36
/ . 2

283.2053 =1.3  =i.v 41,8 beTR 874 3.LL CAB d@a by or of
753.2066  -3,6 -2.4  41.0 109.4 4 D31 1 76 CS0 H2e NE 03
283 2055 7 3.5 37.8  2094.6 0.240 77.30 (43 Hzd D1l tw
253.2080  -4.0 -5.3 40.5 1099.5 5 NRN 5 A7 G52 Hae ¥a o4
51399, 4.6 6L 43,0 2a0a.@ 6,769 9,11 (56 HZ6 NZ 07

759.21

53
712.21
711.20 S
713.21
| 675.45691.46 |(714.22 730.62 780.19 858.09
PO 761.20 | 792.21 811.11 821.64
- WAL AR AR WA AAMAALAMAMALUASALALLLLL ik A A J A (L J

FENY) m/z
680 690 700 710 720 730 740 750 760 770 780 790 800 810 820 830 840 850 860

Figure 12. MS spectrum of product 2b (ESI technique; negative ions mode).
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Figure 13. 'H NMR spectrum of product 2d.
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2-nitro-5,10,15,20-tetrakis(3-methyl-4-nitrophenyl)porphyrin (2e)
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Figure 15. 'H NMR spectra of product 2e (range: 2.80—-3.00 ppm and 8.00-9.10 ppm).
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Figure 16. UV-vis spectrum of product 2e.

14 | Organic Chemistry Frontiers This journal is © The Royal Society of Chemistry



Organic Chemistry Frontiers RESEARCH ARTICLE

RM2-124-1
uph_so1065 25 (0.519) Cm (14:29-1:12) 1: TOF MS ES+
3.49¢e4-
oot 896.24
897.25
aﬁ_
i 918.23
496.10
1 222.86 P
; 919.23
895.24
236.83 :
S8 i 950.16
: 497.10599.12 951.17
l. ool [ n J ) 4 3 i | 1LL
'y T ) L W O L L I ¥l LR L L ST K PO T L L L 1 5 LA BT U ] A JU T ) THT P e m/z
200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900
RM2-124-1
uph_so01065 25 (0.519) Cm (14:29-1:12) 1: TOF MS ES+
100- 896.24 ! 3.49e4.
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5, max = 300.0
Element prediction: Off e
Number of isotope peaks used for i-FIT = 3 :
Monoisotopic Mass, Even Electron lons
1125 formula(e) evaluated with 6 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-100 H:0-110 N:0-10 0O:0-10
RM2-124-1 :
uph_so1065 25 (0.519) AM2 (Ar,30000.0,0.00,0.00); Cm (14:29-1:12) 1: TOF MS ES+
1.67e+005
Minimum: <A
Maxirmum: 5.0 3.0 300.0
Mass Calc. Mass mDa PPM DBE 1=FIT Norm Conf (%) Formula
896.2436  896.2437 -0.1  -0.,1 48.5 401.6 9.841 0.01 C64 H34 N Q5
'896.2429 0.7 0.8 36.5 391.7 0.001 99.94 C48 H34 N9 010 V
896.2450 -1.4 -1.6 53.5 402.4 10.653 0.00 C65 H30 N5 ©
896.2410 2.6 2.9 49.5 401.6 9.825 0.01 C60 H30 N7 03
896.2469 -3.3 -3.7 40:5 399.5 7.759 0.04 €53 H34 N7 08
897.25 896.2397 3.9 4.4 44.5 402.1  10.393 0.00 €59 H34 N3 O7
Bl
918.23
898.25 916:2
895.24 e
; 950.16
899.25 912.24 920.23 934.20 949.15 | 951.17
Ol -.,,.J.l.‘l.'..-,,.i iR e B ll ; L) [ 2 4

s . ; L Lt ;
880 885 890 895 900 905 910 915 920 925 930 935 940 945 950 955 960 o%5  0v0

Figure 17. MS spectra of product 2e (ESI technique; positive ions mode).
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