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Data Express Report Page 2 of 2

Spectrum RT 1.07 - 1.25 {15 scans} - Background Subtracted 0.00 - 1.07
SMK-8A0 2021.11.12 14:15:33 ;
Intensity APCI + Max: 1.8E9
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Spectrum RT 1.08 - 1.26 {13 scans} - Background Subtracted 0.00 - 1.08

SMK-ROP-64-8A4_APCI_inj1 2021.11.12 15:53:49 ;
Intensity APCI + Max: 1.6E9
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Background RT 1.06 - 1.22{29 scans}

PT-83-4_8C4_inj3.datx 2021.10.29 11:46:57 ;

Intensity ESI + Max: 2E8
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Background RT 0.99 - 1.17 {24 scans}

ZTS-W-7.2_4primeAO0_APCI_inj1.datx 2021.11.30 17:43:36 ;
Intensity APCI + Max: 1.1E9
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Background RT 1.20 - 1.51{34 scans}

SMK-T-9ML_4_A1_inj1.datx 2021.11.11 12:14:05 ;

Intensity ESI + Max: 6.8E8
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Spectrum RT 1.07 - 1.30 {17 scans} - Background Subtracted 0.00 - 1.07

KeMIS_188A_ACPI_inj1 2021.11.12 13:59:30 ;
Intensity APCI + Max: 1.9E9
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Background RT 0.90 - 1.03 {25 scans}

OTB-C-45P_APCI3.datx 2021.11.11 14:57:41 ;
Intensity APCI +

cls, 237.2;,44.3%
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Background RT 1.05 - 1.21 {29 scans}

PT80-2-4_C3_inj1.datx 2021.10.26 17:33:08 ;
Intensity ESI+

clA 303.6;58.2%
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OTB-C-49PP//1H; CDC13//17JUL2016

Sample Name:
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Data Collected on:
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Archive directory:
/home/space/data
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Pulse Sequence: PROTON (s2pul)
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Background RT 1.07 - 1.28 {36 scans}

SMK-4primeC5_ESIpos_inj1.datx 2021.12.09 14:10:11 ;
Intensity ESI +
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transmitier freq.: 100.541530 Mz

time domain size: 63750 points

widih: 24509.80 Mz = 243 777908 ppm » 0.384468 Haipt
number of scans: 512

processed se: 65536 complex points

Hzlom: 748071 ppmicm: 7.45006
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x105 +ES| Scan (0.187-0.230 min, 3 Scans) Frag=220.0V MSF13—1SIZ_ MKD111cpT_hrESIpos2.d Subtract
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Intensity

Background RT 1.03 - 1.40 {90 scans}

SMK-4A1_APCI_inj1.datx 2021.11.19 13:03:54 ;
APCI + Max: 1.5E9
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Background RT 1.10 - 1.24 {25 scans}

OTB-C-96p-4B4_inj1.datx 2021.10.26 17:24:37 ;
Intensity ESI+
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Background RT 1.04 - 1.25 {32 scans}

SMK-4C3_new_inj5.datx 2021.11.11 14:05:46 ;
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Background RT 1.14 - 1.29 {52 scans}

SMK-ACS_ESI%os_inﬂ .datx 2021.12.07 17:00:54 ;
Intensity ESI + Max: 5.8E7
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Background RT 1.02 - 1.14 {13 scans}

KeMIS-194A_1_A1_inj3.datx 2021.10.28 17:27:24 ;
Intensity ESI - Max: 2.3E6
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Background RT 1.14 - 1.34 {18 scans}
RC-ROP-6_1_A4_inj1.datx 2021.10.29 09:56:30 ;
Intensity ESI - Max: 1.4E6
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Intensity

Spectrum RT 1.05 - 1.15 {8 scans}

RC-ROP-5_1_C5_APCI_inj1.datx 2021.11.12 14:37:08 ;
APCI + Max: 1E7
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User Spectra

Fragmentor Voltage Collision Energy Tonization Mode
150 0
x10 5 |-ESI Scan (0.2-0.2 min, 3 Scans) Frag=150.0V MSF0612-0027-hrESIneg1.d Subtract
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Background RT 0.97 - 1.13 {13 scans}
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nj1
Intensity ESI - Max: 3E

%A
50—

el TR
50

gatx 2021.07.27 15:27:19 ;

230.8; 46.2%
i e 274.6;15.4%
| 231.8{9.5% e
116.9; 6.8% 160.7; 6.1% I
e s Y NSV SRS L WS W S
100 150 200 250 300 350

L
P miz



HO™ "y OTBS

OTBS 7C




Background RT 1.63 - 1.91 {22 scans}
KeM|S-1BOA7i‘rE\ia1 .datx 2021.07.26 15:46:12 ;

Intensity ESI - Max: 2.
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Intensity
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Background RT 1.09 - 1.25 {13 scans}

OTB-C-71_inj1.datx 2021.08.03 16:04:08 ;
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Background RT 0.97 - 1.14 {14 scans}

SMK-PT-94X1_inj1.datx 2021.07.26 17:33:03 ;

Intensity ESI - Max: 3.6E7
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Background RT 0.80 - 0.94 {12 scans}

OTB-C-54_inj4.dax 2021.08.05 12:47:15 ;
Intensity ESI - Max: 7.7E7
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User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
220 0 ESI
x10 4 | *ESI Scan (0.5-0.5 min, 6 Scans) Frag=220.0V/MSF0612—0028—hrESIpos1 .d Subtract
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Background RT 0.88 - 0.99 {14 scans}

SMK-T60_ESIpos_inj2.datx 2021.12.08 12:13:24 ;
Intensity ESI + Max: 3E6
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Background RT 0.87 - 1.12{31 scans}

SMK-T-82cc2_ESIpos_inj1.datx 2021.12.09 10:38:29 ;
Intensity ESI + Max: 4.2E6
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Background RT 1.06 - 1.26 {60 scans}
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Supplemental Figure 1. Dose-dependent cytotoxicity of rooperol and analogs in cancer
cell lines. Cells were treated with a serial of dilutions of each compound in three replicates in
96-well plates for 96 h, and cell viability was measured using MTT assay. Shown in each
figure is dose-dependent response of the indicated cells to the indicated compound, with the

dotted line signifying the ICs,.
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