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Supplementary Section

Figure S1: 1H NMR (400 MHz, (DMSO4) spectrum of V2
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Figure S2: 13C NMR (400 MHz, (DMSO4) spectrum of V2
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Figure S3: 31P NMR (400 MHz, (DMSO4) spectrum of V2
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Figure S4: 1H NMR (400 MHz, (DMSO4) spectrum of W
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Figure S5: 13C NMR (400 MHz, (DMSO4) spectrum of W.

0102030405060708090100110120130140150160170180190
f1 (ppm)

-0.2

0.0

0.2

0.4

0.6

0.8

1.0

1.2

1.4

1.6

1.8

2.0

2.2

2.4

2.6

2.8

3.0

3.2

3.4

3.6
CARBON_01
W

12
9.

15
12

9.
19

12
9.

25
12

9.
43

13
1.

88
13

1.
95

13
2.

48
13

2.
50

13
2.

71
13

3.
52

13
3.

60
13

3.
75

13
5.

80
13

7.
02

13
7.

11
14

0.
12

15
9.

17
15

9.
21

16
5.

67
16

9.
36

136138140142144146148150152154156158160162164166168170172174176178
f1 (ppm)

-0.2

0.0

0.2

0.4

0.6

0.8

1.0

1.2

1.4

1.6

1.8

2.0

2.2

2.4

2.6CARBON_01
W

13
5.

80
13

7.
02

13
7.

11

14
0.

12

15
9.

17
15

9.
21

16
5.

67

16
9.

36



127128129130131132133134135136137138139140141
f1 (ppm)

-0.2

0.0

0.2

0.4

0.6

0.8

1.0

1.2

1.4

1.6

1.8

2.0

2.2

2.4

2.6CARBON_01
W

12
9.

15
12

9.
19

12
9.

25
12

9.
43

13
1.

88
13

1.
95

13
2.

48
13

2.
50

13
2.

71

13
3.

52
13

3.
60

13
3.

75

13
5.

80

13
7.

02
13

7.
11

14
0.

12

128.4128.8129.2129.6130.0130.4130.8131.2131.6132.0132.4132.8133.2133.6134.0
f1 (ppm)

-0.2

0.0

0.2

0.4

0.6

0.8

1.0

1.2

1.4

1.6

1.8

2.0

2.2

2.4

2.6CARBON_01
W

12
9.

15
12

9.
19

12
9.

25

12
9.

43

13
1.

88
13

1.
95

13
2.

48
13

2.
50

13
2.

71

13
3.

52
13

3.
60

13
3.

75



Figure S6: 31P NMR (400 MHz, (DMSO4) spectrum of W.
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Figure S7: 1H NMR (400 MHz, (DMSO4) spectrum of X.
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Figure S8: Aromatic region of 13C NMR (400 MHz, (DMSO4) spectrum of X.
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Figure S9: Expanded Aromatic region of 13C NMR 400 MHz, (DMSO4) spectrum of X.
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Figure S10: 31P NMR (400 MHz, (DMSO4) spectrum of X.
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Figure S11: Mass Spectrometry of complex V2.

Figure S12: Mass Spectrometry of complex W.



Figure S13: Mass Spectrometry of complex X

Figure S14: FT-IR Spectra of complexes (V2, W and X)
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Figure S15. 3D and 2D representation of the molecular interaction between ERα+ (8DU6) and 

(A) V2; (B) W; and (C) X.



Figure S16. 2D representation of the molecular interaction between ERα+ (8DU6) and (A) 
Crizotinib; (B) Doxorubicin; (C) Gemcitabine; (D) Lorlatinib.



Figure S17. 2D representation of the molecular interaction between WT-EGFR (8PO4) and (A) 
V2; (B) W; (C) X.



Figure S18. 2D representation of the molecular interaction between WT EGFR (8PO4) and (A) 
Crizotinib; (B) Doxorubicin; (C) Gemcitabine; (D) Lorlatinib.



Figure S19. 2D representation of the molecular interaction between ALK (9GBE) and (A) 
Crizotinib; (B) Doxorubicin; (C) Gemcitabine; (D) Lorlatinib.
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H         -1.15500       -3.87100        3.03800

H         -0.23500       -2.89700        5.15000

H          7.43600       -1.29300        0.30900

H          6.02500       -2.83000        1.68900

H          3.55900       -2.65800        1.61900

H          3.86600        0.60200       -1.21700

H          6.33800        0.42300       -1.14300

H          0.39100       -0.92000       -2.67000

H          2.17500       -3.89300       -0.07300

H          1.76700       -5.63200       -1.78300

H          0.67300       -5.03400       -3.95200

H         -0.00700       -2.66600       -4.38200

H         -3.53600        0.68400       -3.34900

H         -1.20200        1.98500       -2.84100

H         -1.58500       -0.94700        0.20000

H         -4.84800       -1.35200       -2.14400

H         -3.54400       -2.38800        0.46800

H         -6.02400       -2.96900       -2.05500



W Optimized XYZ Coordinates

Electronic Energy = -2173.053801 Hartree
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W

C         -1.59800        2.62500       -0.70600

C         -2.75200        3.39600       -0.84600

C         -3.93900        2.77300       -1.26800

C         -3.91000        1.38900       -1.49000

C         -2.71300        0.65700       -1.32000

N         -1.55300        1.27600       -0.94400

N         -2.12200       -1.35800       -2.56600

C         -2.79500       -0.82100       -1.52100

C         -3.63200       -1.57000       -0.66700

C         -3.75600       -2.95300       -0.88600

C         -3.05500       -3.52000       -1.97000

C         -2.25800       -2.69100       -2.77700

N          0.17100        1.05900        1.32800

C          5.61400        2.01800        2.23100

C          4.76200        1.01200        1.73600

C          4.02600        1.22200        0.54900

C          4.15500        2.45300       -0.13500

C          5.01000        3.45300        0.36300

C          5.74200        3.24100        1.54800

C          4.67500       -1.58300       -4.20200

C          3.41800       -2.03700       -3.75900

C          2.89400       -1.58800       -2.53400



C          3.63200       -0.68100       -1.73900

C          4.89200       -0.23000       -2.18200

C          5.41000       -0.68100       -3.41100

P          2.87300       -0.11700       -0.11600

C          2.42400       -1.62300        2.26600

C          3.16200       -1.55100        1.06500

C          4.12600       -2.53800        0.78000

C          4.35400       -3.58800        1.68900

C          3.62200       -3.65600        2.88900

C          2.65800       -2.67000        3.17500

Ru         0.51400        0.49800       -0.53200

Cl        -0.03800       -1.81800       -0.14200

C          0.19100        1.97500        3.40500

C          0.87600        1.91200        2.19900

C         -0.94600        0.59300        1.98900

C         -0.98400        1.12600        3.28800

Cl         1.25000        2.29300       -1.99100

C         -1.93000        0.77800        4.33600

C         -3.12300        0.11000        4.22900

O         -4.29300       -1.40500        2.74600

O         -3.93200        0.68100        1.97600

C         -3.79900       -0.28500        2.97100

C         -4.64500       -3.85800       -0.05800

O         -4.96700       -4.98100       -0.47800

O         -5.11300       -3.41000        1.14100

C         -5.18400        3.60800       -1.41200



O         -5.35900        4.66300       -0.79700

O         -6.15800        3.13900       -2.28100

H         -0.67200        3.08800       -0.39900

H         -2.73100        4.46000       -0.63500

H         -4.80100        0.83200       -1.76200

H         -4.15100       -1.06800        0.14300

H         -3.15100       -4.58100       -2.17300

H         -1.71000       -3.09700       -3.62200

H          6.17500        1.84100        3.14600

H          4.68000        0.07400        2.27500

H          3.58800        2.63500       -1.04100

H          5.10000        4.39400       -0.17400

H          6.40100        4.01600        1.93100

H          5.07600       -1.92700       -5.15300

H          2.84300       -2.73300       -4.36500

H          1.92600       -1.95100       -2.19700

H          5.46900        0.46700       -1.58200

H          6.38200       -0.32700       -3.74600

H          1.66200       -0.88300        2.48800

H          4.69400       -2.50000       -0.14600

H          5.09600       -4.34900        1.45700

H          3.79400       -4.47100        3.58900

H          2.07800       -2.72200        4.09300

H          0.47700        2.56000        4.26900

H          1.78000        2.41000        1.88700

H         -1.56800       -0.15700        1.53400



H         -1.61100        1.02100        5.35100

H         -3.61700       -0.25200        5.12600

H         -3.51800        1.53800        2.21900

H         -4.74000       -2.59800        1.58400

H         -5.87400        2.39000       -2.84800

X Optimized XYZ Coordinates

Electronic Energy = -2021.441324 Hartree

75

X

C         -2.32500        1.91500       -1.22600

C         -3.51600        2.56200       -1.60600

C         -4.74400        1.93600       -1.35800

C         -4.74500        0.65500       -0.76800

C         -3.51200        0.06700       -0.42000

N         -2.32000        0.70500       -0.61600

N         -2.18600       -1.79700        0.30900

C         -3.43800       -1.30300        0.08600

C         -4.59400       -2.09500        0.24600

C         -4.44600       -3.44400        0.62400

C         -3.15300       -3.95800        0.79400

C         -2.04500       -3.11000        0.62400

N          0.77500       -1.68700        0.86000

C          3.66900        3.10700        3.02500

C          2.92300        2.86800        1.85800

C          2.19400        1.66500        1.70700



C          2.22400        0.70800        2.73800

C          2.97200        0.95000        3.90700

C          3.69600        2.14600        4.05500

C          4.59900        0.56800       -3.09600

C          3.26000        0.73400       -3.49500

C          2.26100        0.99300       -2.54000

C          2.59400        1.10100       -1.17100

C          3.94000        0.93900       -0.77500

C          4.93400        0.67200       -1.73400

P          1.23300        1.37100        0.10600

C          0.97600        3.88300       -1.35100

C          0.61400        3.13100       -0.21500

C         -0.24700        3.70500        0.75100

C         -0.73700        5.01100        0.57700

C         -0.37800        5.75900       -0.56400

C          0.47900        5.19100       -1.52500

Ru        -0.62900       -0.39400        0.15700

Cl        -0.30800       -1.11000       -2.16200

C          1.81000       -3.19200        2.22100

C          0.68500       -2.39800        2.07200

C          1.96000       -2.05400        0.24700

C          2.64100       -2.99800        1.04700

Cl        -1.30500        0.47800        2.35200

C          3.94500       -3.63100        0.89300

C          4.79400       -3.79000       -0.16800

O          5.59600       -3.30300       -2.36900



O          3.34100       -3.35600       -2.12700

C          4.62900       -3.45100       -1.60300

C         -5.94600       -1.52000        0.00300

C         -6.02500       -0.06700       -0.53200

O         -6.99200       -2.16800        0.20400

O         -7.13500        0.45300       -0.76200

H         -1.36400        2.37300       -1.40800

H         -3.46100        3.53500       -2.08000

H         -5.69000        2.39800       -1.62200

H         -5.33200       -4.05800        0.75400

H         -2.98800       -4.99800        1.05300

H         -1.03200       -3.47000        0.74200

H          4.22400        4.03600        3.12700

H          2.90900        3.61900        1.07300

H          1.66300       -0.21300        2.65000

H          2.98200        0.20300        4.69700

H          4.27000        2.33100        4.96000

H          5.36400        0.33300       -3.83000

H          2.98400        0.62800       -4.54100

H          1.22600        1.05100       -2.86100

H          4.21600        1.00000        0.27200

H          5.96200        0.52500       -1.41300

H          1.65500        3.46900       -2.08900

H         -0.53200        3.13300        1.63100

H         -1.39100        5.44400        1.33000

H         -0.75300        6.77100       -0.69600



H          0.77200        5.76300       -2.40200

H          2.03900       -3.83600        3.06100

H         -0.13600       -2.22400        2.75200

H          2.25100       -1.60200       -0.68800

H          4.32300       -4.04000        1.83300

H          5.77500       -4.21600        0.03000

H          2.63100       -3.53200       -1.47000


