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Figure 1. FTIR spectrum of compound 4
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Figure 2. 1H-NMR spectrum of compound 4
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Figure 3. 13C-NMR spectrum of compound 4
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Figure 4. HRMS spectrum of compound 4
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Figure 5. FTIR spectrum of compound 5
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Figure 6. 1H-NMR spectrum of compound 5
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Figure 7. HRMS spectrum of compound 5
[image: ]
Figure 8. MTS assay result of compound 5 against MCF-7 cell line
a. Compound 5 absorbance
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b. Compound 5 well-plate documentation
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c. Compound 5 cell documentation
[bookmark: _GoBack][image: ]
image6.png
120
110

I eE—-

100

90

80

70

30
20
10

EPpa¢LCL
18¢°L
U0
L6CL
c0€L
90€"L
80€°L
1L
0ceL
LEEL
8YEL
(419
LSE°L
vLEL
68€"L
c6€L
o6tt’L
18P/
€Sh'L
SSP' LA =
SOY° LA
L9V [ _ -
69t°L ——
| VA V4
98/ =
8r8°L
1688°£
98,
t98°L
L9887,
611°8
[A4%:!
9¢1’8

-10

=/8'C

£6'0
Mmm.o

L0'T
Firs
AC0'T
=20'T
=£6°0

2.5 2.0 1.5 1.0 0.5 0.0 -0.5

3.0

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5

9.0

f1 (ppm)




image7.png
Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 5

Monoisotopic Mass, Even Electron lons

2519 formula(e) evaluated with 24 results within limits (up to 15 best isotopic matches for each mass)
Elements Used:

C:0-1000 H:0-1000 N:0-500 ©:0-500 Br:0-8

Page 1

standard
Noval_OZL-UR2_405-0603_pos 13 (0.460) Cm (12:13) TOF MS ES*
7.236+003
407.0646
100 405.0613,
%
413.2656 427.0399_429.0335
408.0687 4202132 4430266
o207 s01.1085 0 7020 ?142770 437.2120 g 4553072
382.3392 399.2042 425.3874 430.2506 446.0258 453 1741 463 2766
Doy e i e iy e e e e Lt et e
3800 3850 3900 3950 4000 4050 4100 4150 4200 4250 4300 4350 4400 4450 4500 4550 4600 4650
Minimum: -1.5
Maximum: 30.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
405.0613  405%0602 1.1 2.7 14.5 211.7 0.0 C22 HI18 N2 O Br
405.0648 -3.5 -8.6 1.5 218.5 6.8 cl2 H14 N12 Br
405.0634 -2.1 -5.2 6.5 219.9 8.1 cll H18 N8 O4 Br
405.0621 -0.8 -2.0 1.5 221.1 9.4 €10 H22 N4 08 Br
405.0608 0.5 1.2 7.5 221.7 10.0 C7 HI4 N14 02 Br
405.0594 1.9 4.7 2.5 222.9 11.1 C6 HI8 NIO 06 Br
405.0581 3.2 7.9 8.5 223.6 11.8 €3 EHIO N20 Br
405.0642 -2.9 -7.2 19.5 228.0 16.2 c9 H N2 O
405.0629 -1.6 -4.0 14.5 228.1 16.3 c8 H5 N16 05
405.0597 1.6 4.0 22.5 228.1 16.3 cl9 H5 N10 O2
405.0629 -1.6 -4.0 3.5 228.1 16.4 €10 H17 N2 O15
405.0615 -0.2 -0.5 9.5 228.2 16.5 c7 H9 NI2 09
405.0584 2.9 7.2 17.5 228.2 16.5 cl8 HY N6 06
405.0642 -2.9 -7.2 8.5 228.3 16.5 cll HI3 N6 Ol1
405.0602 1.1 2.7 4.5 228.3 16.5 c6 HI3 N8 013
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G:ﬂ,’::‘a},"ag,m Media "Tsdella Cisplatin llll‘(;lggn Konsentrasi Sampel (ug/mL)
/nm 4 1000,00 | 500,00 | 250,00 | 125,00 | 62,50 | 31,25 | 15,63 | 7,81
570 0,4162 | 0,6629 | 0,5504 | 0,6751 | 0,7559 | 0,7368 0,7031 | 0,6944 | 0,6818 | 0,6821 | 0,6008 | 0,6683
0,3980 | 0,6815 | 0,5504 | 0,6775 | 0,7833 | 0,7478 0,7071 | 0,7046 | 0,6989 | 0,6889 | 0,6739 | 0,6139
500 0,5141 | 0,2015 | 0,3868 | 0,1970 | 0,3933 | 0,3170 0,2422 | 0,2239 | 0,2210 | 0,1999 | 0,1683 | 0,1913
0,4870 | 0,1955 | 0,3904 | 0,1929 | 0,4153 | 0,3121 0,2500 | 0,2211 | 0,2046 | 0,2008 | 0,2188 | 0,1753
Comected | o o03s | 00049 | 0,2571 | 0,5716 | 0,4561 0,5131 0,5544 | 0,5639 | 0,5542 | 0,5756 | 0,5258 | 0,5705
Absorbance 4 0,5795 | 0,2625 | 0,5781 | 0,4615 | 0,5292 0,5506 | 0,5770 | 0,5878 | 0,5815 | 0,5485 | 0,5321
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
2564 formula(e) evaluated with 58 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-200 O:0-200 Br:0-8
DI-PF-3BR-20ME 9 (0.170)
TOF MS ES+
5.84e+001
100 407.0741
O/o_
o] 406.6174 406.7444 §°&809: | 407.2817 4074106 .
I|II|I|II||II||II||I||||II|I|||I|I|I|II|I|I|I||I T 1| r 11 1. [ 111 1. ] ©TrT1 Tt ] T T 717
406.40 406.60 406.80 407|.00 407.20 | 407|.40 | 407|.60 | 407|.80
Minimum: -1.5
Maximum: 10.0 3.0 50.0
Mass Calc. Mass mDa PPM DBE -FIT i-FIT (Norm) Formula
407.0741  407.0740 0.1 0.2 16.5 19.2 5.0 Cl8 HI1 N6 06
407.0737 0.4 1.0 7.5 20.9 6.7 C3 H12 N20 Br
407.0745 -0.4 -1.0 -1.5 16.3 2.1 C5 H19 N4 017
407.0745 -0.4 -1.0 9.5 17.2 2.9 C3 H7 N18 07
407.0732 0.9 2.2 4.5 16.2 2.0 C2 H11 N14 o011
407.0751 -1.0 -2.5 1.5 20.9 6.7 C6 H20 NI1O 06 Br
407.0753 -1.2 -2.9 21.5 19.4 5.2 Cl9 H7 N10 02
407.0727 1.4 3.4 11.5 19.0 4.8 Cl7 H1I5 N2 010
407.0727 1.4 3.4 22.5 19.3 5.1 Cl5 H3 N16
407.0724 1.7 4.2 2.5 20.9 6.7 C2 H16 N16 04 Br
407.0758 -1.7 -4.2 14.5 17.9 3.7 C4 H3 N22 03
407.0759 -1.8 -4.4 3.5 17.2 3.0 C6 HI1I5 N8 013
407.07%9 -1.8  -4.4  13.5  20.9 6.7  C22 H20 N2 O Br
407.0719 2.2 5.4 9.5 20.9 6.7 Cl7 H20 N4 03 Br
407.0718 2.3 5.7 -0.5 15.1 0.9 C H15 N10 015
407.0764 -2.3 -5.7 6.5 20.9 6.7 C7 H16 N14 02 Br
407.0767 -2.6 -6.4 15.5 19.5 5.3 C22 H15 08
407.0713 2.8 6.9 17.5 19.1 4.9 Cl4 H7 N12 04
407.0770 -2.9 -7.1 -1.5 21.4 7.1 Cl0 H29 N6 O Br2
407.0772 -3.1 -7.6 8.5 18.0 3.8 C7 H11 N12 09
407.0708 3.3 8.1 24.5 20.0 5.8 C29 H1I1 03
407.0705 3.6 8.8 4.5 21.1 6.8 Cl6 H24 07 Br
407.0778 -3.7 -9.1 0.5 21.1 6.9 Cl0 H24 N4 08 Br
407.0780 -3.9 -9.6 20.5 19.8 5.6 C23 H11 N4 04
407.0700 4.1 10.1 12.5 19.0 4.8 Cl3 H11 N8 08
407.0697 4.4 10.8 2.5 21.5 7.3 Cl6 H29 N2 Br2
407.0785 -4.4 -10.8 13.5 18.6 4.4 C8 H7 N16 05
407.0785 -4.4 -10.8 2.5 18.2 4.0 Cl0 H19 N2 015
407.0692 4.9 12.0 10.5 21.2 7.0 Cl3 H16 N10 O Br
407.0791 -5.0 -12.3 5.5 21.2 7.0 Cll H20 N8 04 Br
407.0794 -5.3 -13.0 25.5 20.1 5.9 c24 H7 N8
407.0686 5.5 13.5 18.5 19.2 5.0 Cl0 H3 N18 02
407.0686 5.5 13.5 7.5 18.9 4.7 Cl2 H1I5 N4 012
407.0799 -5.8 -14.2 18.5 19.2 5.0 C9 H3 N20 O
407.0799 -5.8 -14.2 7.5 18.8 4.6 Cll H1I5 N6 o011
407.0681 6.0 14.7 25.5 20.3 6.1 C25 H7 N6 O
407.0679 6.2 15.2 5.5 21.4 7.2 Cl2 H20 N6 05 Br
407.0804 -6.3 -15.5 10.5 21.4 7.2 Cl2 H16 N12 Br
407.0673 6.8 16.7 2.5 18.6 4.4 Cll H19 o016
407.0673 6.8 16.7 13.5 19.1 4.9 C9 H7 N14 06
407.0812 -7.1 -17.4 12.5 19.4 5.2 Cl2 H11 N10 07
407.0668 7.3 17.9 20.5 20.4 6.2 C24 H1I1 N2 05
407.0665 7.6 18.7 0.5 21.7 7.5 Cll H24 N2 09 Br
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