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Extended Data Fig. 6 | See next page for caption.
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Extended DataFig. 6 | Platinonitrene-based radiosensitizer enhances
abscopal effect that is superior to that of oxaliplatin and has reliable
security. a-b, Average primary and secondary tumour growth curves showed1in
combination with low dose of RT and aPD-1suppress growth of bilateral tumours
(n=10). Tumour growth with the passage of time was compared by two-way
ANOVA (Tukey’s test). ¢, Representative TUNEL (TdT-mediated dUTP nick end
labelling) and H&E (Haematoxylin and Eosin staining) section of kidneys showed
1lin combination with low dose of RT and aPD-1would not cause the damage of

kidney. d-h, Analysis of BUN, CRE, TBil (total bilirubin), ALT (alanine transaminase)
and AST (aspartate aminotransferase) in serum showed 1 held a better biosecurity
than oxaliplatinin combination withimmunotherapy (n =10).1, Representative
TUNEL and H&E section of livers showed 1in combination with low dose of RT

and aPD-1would not cause the damage of livers. One-way ANOVA was used for
multiple comparisons (Tukey’s multiple comparisons test) when more than two
groups were compared. All the values in the present study are presented as the
mean +s.d., and all replicates are biological independent samples.
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Extended Data Fig. 7| Complex1sensitized RT effectively inhibits the growth
of orthotopic glioblastoma. a, Schemes of orthotopic glioblastoma inoculation
and therapies. b, Bioluminescence imaging suggested complex 1sensitized RT
effectively inhibited the growth of orthotopic glioblastoma (n = 8). ¢, Changes

of bioluminescence counts of brain tumour area of each mouse (n = 8).

d, Body weight change curve of each mouse (n = 8). e, Average bioluminescence
counts change curves showed 1sensitized RT effectively inhibited the growth of
orthotopic glioblastoma (n = 8). f, Average body weight change curve suggested

Days post tumor inoculation

Days post tumor inoculation

micein1+RT group had the slowest weight loss (n =8). g, Survival curves showed
1sensitized RT significantly prolonged survival time of mice in orthotopic
glioblastoma model (n = 8). Average bioluminescence counts change with the
passage of time was compared by two-way ANOVA (Tukey’s test). Differencesin
survival were determined for each group by the Kaplan-Meier method, and the
overall P value was calculated by the log-rank test. f, Body weight change curve of
mice (n=8). All the values in the present study are presented as the mean + s.d.,
and all replicates are biological independent samples.
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Extended Data Table 1| Parameters of bonded interactions for Platinum coordinated species of 1. Details of the atom labels
can be found in Extended Data Fig. 1

Bond

Label Bond d k RE

di Pt1-N2 2.03x 1071 1.7467 x 10° 2.96
d2 Pt1-N5 2.03x 1071 1.7467 x 10° 2.46
ds Pt1-N24 2.054 x 1071 1.3948 x 10° 2.14
d4 Pt1-N27 2.054 x 107! 1.3948 x 10° 1.17

Angle

Label Angle 0 k RE

ar Pt1-N2-N3 1.2169 x 102 1.8906 x 102 0.57
az Pt1-N5-N6 1.2169 x 102 1.8906 x 102 1.34
as Pt1-N24-C9 1.0920 x 102 5.6143 x 102 1.10
as Pt1-N24-H25 1.1119 x 102 2.5953 x 102 0.73
as Pt1-N24-H26 1.1119 x 102 2.5953 x 102 1.97
as Pt1-N27-C10 1.0920 x 102 5.6143 x 102 1.10
ar Pt1-N27-H28 1.1119 x 102 2.5953 x 102 1.63
as Pt1-N27-H29 1.1119 x 102 2.5953 x 102 1.07
ag N2-Pt1-N5 8.6584 x 10! 1.8694 x 103 0.67
aio N2-Pt1-N24 1.7827 x 102 1.6202 x 103 0.15
an N2-Pt1-N27 9.5102 x 10? 1.8534 x 103 0.11
an N5-Pt1-N24 9.5102 x 10? 1.8534 x 103 0.11
a N5-Pt1-N27 1.7827 x 102 1.6202 x 103 0.15

To directly compare the quantum calculated structure with the classical MD results, Relative error (RE) was obtained using the following formula: RE(%) = |

averagedMDvalue—quantumvalue

equantumvalue

The relatively low RE values demonstrated that the classical forced field can reliably reproduce the structural parameters obtained based on DFT calculations at a high level.

| X 100.
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Ethics oversight Doesn't applicable in this study as there's no human related research.
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Antibodies used

Validation

All antibodies used and their dilution in the manuscript are listed in the Methods part .

All antibodies for flow cytometric analysis were well-commercialized clones and already validated by manufacturers. They are
routinely used in our lab. We don't validated by ourselves.

Eukaryotic cell lines

Policy information about cell lines and Sex and Gender in Research

Cell line source(s)

Authentication

CT26 cell lines and 4T1 cell lines were purchased from Cell Bank of Chinese Academy of Sciences (Shanghai, China). GI261-luc
cell line was purchased from Yuanjing Biotechnology Co., Ltd (Guangzhou, China).

Cell lines were used as received and not authenticated.

Mycoplasma contamination All cell lines is usually tested for mycoplasma upon being received and cells in this study are negative for mycoplasma.

Commonly misidentified lines  No cell line used in the manuscript is listed in ICLAC database

(See ICLAC register)
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Wild animals
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Field-collected samples

Ethics oversight

Female BALB/c mice (6-8 weeks old, 20 gram) and C57BL/6J mice (female, 6-8 weeks) were purchased from Shanghai Slac Laboratory
Animal Co., Ltd. (Shanghai, China). C57BL/6-Foxp3tm1Flv/J mice were obtained from the gift of Prof. Shu Zhu from the University of
Science and Technology of China. They were raised in specific-pathogen-free animal rooms with light and dark shifts every 12 hours,
and were provided with adequate food and water sources.
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This study did not include any reporting on sex.

This study did not involve any field-collected samples.

Animal research was conducted in compliance with the procedures approved by the China Experimental Animal Care Commission at
the University of Science and Technology of China and complied with all relevant ethical regulations.

Note that full information on the approval of the study protocol must also be provided in the manuscript.
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Sample preparation Doesn't applicable in this study as there's no related research.
Instrument Doesn't applicable in this study as there's no related research.
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Gating strategy Doesn't applicable in this study as there's no related research.
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