Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2016

Supplementary Information for

Highly Selective Ratiometric Fluorescent Recognition
of Histidine by Tetraphenylethene-Terpyridine-Zn(ll)
Complexes

Jiao Du,? Shanshan Yu,*® Zeng Huang,? Liming Chen,? Yimang Xu,® Guanyu Zhang,?
Qi Chen,? Xiaoqi Yu,** and Lin Pu*®P

aKey Laboratory of Green Chemistry and Technology, Ministry of Education, College
of Chemistry, Sichuan University, Chengdu, China 610064. ®Department of
Chemistry, University of Virginia, Charlottesville, Virginia 22904-4319.

Email Address: yushanshan@scu.edu.cn, xqyu@scu.edu.cn, Ip6n@yvirginia.edu

Preparation of the HEPES buffer solution

HEPES powder (5.958 g, 25 mmmol) was added to a 1L volumetric flask and water
(900 mL) was added to dissolve the HEPES powder. NaOH solution (2.0 M) was
added dropwise to the mixture until the pH was adjusted to 7.35. Then the
volumeric flask was filled with water to obtain the HEPES buffer solution (25 mM,
pH =7.35).
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NMR Spectra of Compound 3
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NMR Spectra of Compound 10
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NMR spectra of compound 4
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HRMS of compound 3

Chemical Formula: Cy44HagN3Na*
Exact Mass: 586.2254

Chemical Formula: C41HzoN3*
Exact Mass: 564.2434

13:17:02 28-Mar-2014
140328_TPE_TPY 6 (0.103) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (2:35) TOF MS ES+
586.2272 1.27e3
1004
564.2430
“
587.2301
566.2460
563.2343
562.2323 588.2324
566.2500
5431496 5451624 561.2126 567.2472 585.2136 580.2335
olbzenn | T sepsaroo ST N [ L L e BT T ssaoragrezrrz L8 Ll
540 542 544 546 548 550 552 554 556 558 560 562 564 566 568 570 572 574 576 578 580 582 584 586 588 590
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HRMS of compound 4

Chemical Formula: CsgHagNg" Chemical Formula: CsgHagNgNa*
Exact Mass: 795.3231 Exact Mass: 817.3050
Inten.(x10,000,000)
795.3218(1)
1.004
817.2998(1)
0.75
0.50
0.25
754.2983 811.3173 833.2967(1
0.00 7683225 793 ‘ ‘.fn ( L 1.?1 M 8512490(1) 878.2403 _910.3745(1) __937.2486(1)
750.0 775.0 800.0 825.0 850.0 875.0 900.0 925.0 miz
Inten.(x10,000,000)
1.254
795.3218(1)
1.004
817.2998(1)
0.75
0.50
0.25 97.3293(1)
0.00 . 7o15078  Judud 4 . ?1‘1'327%(1) . 8 12‘1 3100(1)825 3134 . ?33.'2?67(1‘)
785.0 790.0 795.0 800.0 805.0 810.0 815.0 820.0 825.0 830.0 835.0 miz
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HRMS spectra of complex 4+Zn?* (1.5 equiv) in CH;CN:H,0 (4:1)

13:10:10 28-Mar-2014
140328_ZN 8 (0.137) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (3:34) TOF MS ES+
827.2794 1.60e4
1004
826.779
1827.7793
9202392
826.2776.
795.3254
922.2371
499.1868
l828.7800
<
924.2381
9.2805] 1095.3462
1097.3455
737.2897 925.2373 1099.3457
429.1162 J29.7828)
156.0749 394.1746 1100.3473
1014.3016
1716.5765
. . 1335.4540
261.0878 830.2827] 11013425 145737 1r105730
1109.2185 17804807 1216674
1895.6473
0+ miz
100 200 300 400 500 600 700 800 900 1000 1100 1200 ~ 1300 1400 1500 1600 ~ 1700 ~ 1800 1900

HRMS spectra of complex 4+Zn?* (1.5 equiv) with 5.0 equiv of histidine in

CH;CN:H,O (4:1)

28-Mar-2014
TOF MS ES+
3.33e4
3519
1097.3523
1099.3518
11003516
13354573 1716,5852
[1101.3462 1718.5834
13574414 1714.5817.
17205782 1891 6952

13:00:47
140328_5EQ_HIS 27 (0.464) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (3:35)
827.2838
100+
826.7832.
795.3307
1827.7839.920.2432
l628.2833]
499.1895
922.2427
<
924.2419
1095
l829.2845
737.2926
925.2429
719.7401 1012,3182
820.7866|
30.2867]
100 200 300 400 500 600 700 800 900 1000
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HRMS spectra of complex 4+Zn?* (1.5 equiv) with 10.0 equiv of histidine in

CH;CN:H,O (4:1)

12:57:35 28-Mar-2014
140328_10EQ_HIS 4 (0.068) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (3:35) TOF MS ES+
795.3329 2.23e4
1004
499.1909
827.2860
827.7847
828.2856
394.1776 920.2460
156.0763
<
922.2446
737.2947
9.2856 9242441 1012.3060
1095.3547
1097.3535
1099.3522
261.0893 I829.7881
1100.3522
30.2891
1101.3485 1335.4646
1715.5901
317.2235 l 1207.4181 l 1357.4430
sl il PRV A 1 USRS S S —
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900

HRMS spectra of complex 4+Zn?* (1.5 equiv) with 15.0 equiv of histidine in

CH;CN:H,O (4:1)

13:03:57 28-Mar-2014
140328_15EQ_HIS 6 (0.103) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (3:35) TOF MS ES+
7953284 1.02e4
1004
827.2798
27.7795
1828.2799
9202397
= 499.1877
156.0748 922.2402
10123146
394.1751
1014.3100
829.2823|
521.1677 1095.3455
1097.3459
1099.3446
261.0876 624.8427 820.7849)
1100.3464
373.0607
30.288! 11072289 17165754
1719.5806
{ { 1892.6754
L LA, VPRV TR SRURTY Y O
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