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6-Fluoro-3-(2,3,6,7,8,9-hexahydronaphtho[2,3-
b][1,4]dioxin-2-yl)-2,3-dihydrobenzo[b][1,4]dioxine-5-
carboxamide (threo and erythro isomers)
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Summary
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6-Fluoro-3-(2,3,6,7,8,9-hexahydronaphtho(2,3-b][1,4]dioxin-2-yl)-2,3-
dihydrobenzo[b][1,4]dioxine-5-carboxamide (1b erythro)
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Figure S1. *H-NMR spectrum of Compound 1b erythro in DMSO-d6.
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Figure S2. copy of 13 C-NMR spectrum of Compound 1b erythro in DMSO-ds
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HIGH-RESOLUTION MASS ANALYSIS

STV16_2 2(0.070) AM2 (Ar,40000.0,0.00,0.00); Cm (1:50)
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Figure S3. copy of HRMS spectrum of Compound 1b erythro
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-5.0, max = 300.0
Element prediction: Off
Number of isotope peaks used for i-FIT =5
Monoisotopic Mass, Even Electron lons
3 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:21-21 H:20-21 N:1-1 0O:55 Na:04 F:1-1
STV16_2 2 (0.070) AM2 (Ar,40000.0,0.00,0.00); Cm (1:50) 1: TOF MS ES+
3.44e+007

100 408.1229

ﬁ 404.9353.405.2469  406.2503 _ 407.2043 409.1263 4401289 411.1317  412.0348 4149825

e e S B e S e e e o B e e
405.0 406.0 407.0 408.0 409.0 410.0 411.0 412.0 414.0 415.0

Minimum: —~9% 0
Maximum: 5.0 9.0 300.0
Mass Calc. Mass mDa PPM DBE =P [T Norm Conf (%) Formula
408.1229  408.1223 0.6 1.5 11.5 2502.2 n/a n/a C21 H20 N 05 Na F

Figure S4. copy of Elemental Composition Report of Compound 1b erythro
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6-Fluoro-3-(2,3,6,7,8,9-hexahydronaphtho(2,3-b][1,4]dioxin-2-yl)-2,3-
dihydrobenzo[b][1,4]dioxine-5-carboxamide (1b threo)
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Figure S5. copy of *H-NMR spectrum of Compound 1b threo in DMSO-ds
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Figure S6. copy of 1*C-NMR spectrum of Compound 1b threo in DMSO-ds
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HIGH-RESOLUTION MASS ANALYSIS

CC1_2 36 (0.724) AM2 (Ar,40000.0,0.00,0.00); Cm (1:50) 1: TOF MS ES+
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Figure S7. copy of HRMS spectrum of Compound 1b threo in DMSO-dg

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -5.0, max = 300.0
Element prediction; Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:21-21 H:20-21 N:1-1 O:5-5 Na:04 F:1-1

CC1_2 36 (0.724) AM2 (Ar,40000.0,0.00,0.00); Cm (1:50) 1: TOF MS ES+
5.72e+007
100 408.1222
0,
/5% T T s e 1012774100504 410,9841,411,1304411.2474 411.5820
407.00 407.50 408.00 408.50 409.00 409.50 410.00 410.50 411.00 411.50
Minimum: -5.0
Maximum: 5.0 5.0 300.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
408.1222 408.1223 -0.1 -0.2 11.5 2001.8 n/a n/a C21 H20 N O5 Na F

Figure S8. copy of Elemental Composition Report of Compound 1b threo
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