Supplementary Materials

Title: Phytochemical profiling, in vitro and in silico anti-microbial and anti-cancer activity
evaluations, and Staph-GyraseB and h-TOP-IIf receptor-docking studies of major
constituents of Zygophyllum coccineum L. aqueous-ethanolic extract and its subsequent
fractions: An approach to validate traditional phytomedicinal knowledge

A. CHROMATOGRAMS:
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Figure S1: -ESI-TOF-MS negative ion mode mass analysis-LC Chromatogram of Z. coccineum mother

liquor, aq.-ethanolic extract
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BPC from IDA-FOS-CMO0T4 wif (sample 1) - IDA-POS CMODT2. Experiment 1. +TOF MS (50 - 1000). Gauss:
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Figure S2: ESI-TOF-MS positive ion mode mass analysis-LC Chromatogram of Z. coccineum mother

liquor, aq.-ethanolic extract
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Figure S3: LC chromatogram of negative ion mode mass analysis for major constituents in Z. coccineum
ag.-ethanolic extract
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Figure S4: LC chromatogram of positive ion mode mass analysis for major constituents in Z. coccineum
aq.-ethanolic extract



B. MASS SPECTRA:
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 6.682 to 6.707 min
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 7, -TOF MS"2 (50 - 1000) from 6.638 min
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Figure 5S: Negative ion mode mass fragmentation of Isorhamnetin-3-O-rutinoside
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 6.621 to 6.646 min
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 9, -TOF MS"2 (50 - 1000) from 6.483 min
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Figure 6S: Negative ion mode mass fragmentation of Kaempferol-3-O-(6""-p-coumaroyl)-glucoside




Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 5.841 to 5.866 min
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 12, -TOF MS"2 (50 - 1000) from 5.836 min
Precursor: 609.1 Da CE=-35
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Figure 7S: Negative ion mode mass fragmentation of Delphinidin-3-O-(6"-O-a-rhamnopyranosyl-{3-
glucopyranoside)

Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 6.902 to 6.927 min
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 9, -TOF MS"2 (50 - 1000) from 6.846 min
Precursor: 577.2 Da CE=-35
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Figure 8S: Negative ion mode mass fragmentation of Kaempferol-3,7-O-bis-a-L-rhamnoside



Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 7.023 to 7.047 min
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 2, -TOF MS"2 (50 - 1000) from 7.025 min
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Figure 9S: Negative ion mode mass fragmentation of Quercetin

Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 5.980 to 6.005 min
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 2, -TOF MS"2 (50 - 1000) from 5.944 min
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Figure 10S: Negative ion mode mass fragmentation of Caffeic acid




Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 6.242 to 6.268 min
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 5, -TOF MS"2 (50 - 1000) from 6.060 min
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Figure 11S: Negative ion mode mass fragmentation of Gibberellin-A4

Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 6.950 to 6.974 min
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Figure 12S: Negative ion mode mass fragmentation of Kaempferol-3-O-glucoside




Spectrum from IDA-NEG-CM0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 10.150 to 10.175 min
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Figure 13S: Negative ion mode mass fragmentation of 3-O-[(3-D-glucopyranosyl] quinovic acid

Spectrum from IDA-NEG-CM0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 9.251 to 9.276 min
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Figure 14S: Negative ion mode mass fragmentation of 3-O-[(3-D-quinovopyranosyl] quinovic acid-28-
-D-glucopyranosyl ester



18000
16000
14000
12000
10000

Intensity

8000
6000
4000
2000
[

— N, I

Spectrum from IDA-NEG-CM0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 7.914 to 7.939 min
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Spectrum from 200112IDA-NEG-SM0048.wiff (sample 1) - 200112IDA-NEG-SM0048, Experiment 10, -TOF MS*2 (50 - 1000) from 8.401 min
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Figure 15S: Negative ion mode mass fragmentation of Zygophyloside-F
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Spectrum from IDA-NEG-CMO0014.wiff (sample 1) - IDA-NEG-CM0014, Experiment 1, -TOF MS (50 - 1000) from 7.353 to 7.377 min
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Figure 16S: Negative ion mode mass fragmentation of Zygophyloside-G
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Spectrum from IDA-POS-CM0014.wiff (sample 1) - IDA-POS-CM0014, Experiment 1, +TOF MS (50 - 1000) from 1.146 to 1.171 min
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Figure 17S: Positive ion mode mass fragmentation of Spermine
Spectrum from IDA-POS-CM0014.wiff (sample 1) - IDA-POS-CM0014, Experiment 1, +TOF MS (50 - 1000) from 7.127 to 7.152 min
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Figure 18S: Positive ion mode mass fragmentation of Luteolin



Spectrum from IDA-POS-CM0014.wiff (sample 1) - IDA-POS-CM0014, Experiment 1, +TOF MS (50 - 1000) from 7.326 to 7.351 mi
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Spectrum from IDA-POS-CM0014.wiff (sample 1) - IDA-POS-CM0014, Experiment 7, +TOF MS*2 (50 - 1000) from 7.231 min
Precursor: 479.1 Da, CE: 35.0 CE=35
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Figure 19S: Positive ion mode mass fragmentation of Isorhamnetin-3-O-glucoside

Spectrum from IDA-POS-CM0014.wiff (sample 1) - IDA-POS-CM0014, Experiment 1, +TOF MS (50 - 1000) from 6.869 to 6.896 min
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Figure 20S: Positive ion mode mass fragmentation of Kaempferol 3,7-di-O-a-L-rhamnoside
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C. UV-CALIBRATION CURVES:
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Figure 21S: Standard calibration curve of gallic acid used in the calculation of total phenolic contents
of Z. coccineum
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Figure 22S: Standard calibration curve of rutin used in the calculation of total flavonoid contents of Z.
coccineum
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D. IN SILICO BINDINGS:
Table S1: 3D structures, binding domains, and energies of the major constituents of Z. coccineum.

Compound Relative AG 3D Structure and binding domains AG 3D Structure and binding
percent of (Kcal (Kcal/mol | domains
abundance /mol) at at 3QX3
4URO
Tiliroside 19.80 -6.46 -6.63

.
cd.@
pon 8

Zygophyloside-F | 12.78 -6.06 -6.22
Isorhamnetin-3- | 4.75% -6.37 -5.75
O-glucoside

Kaempferol 3,7- 1.61 -6.47 -5.65
di-O-a-L-

rhamnoside
Luteolin 1.48 -5.19 -5.08
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Spermine 0.94 -4.91 -5.10
@ R
©

Gibberellin-A4 0.58 -3.81 -4.23
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