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[0041] Syt f5l3
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[0043] 43 AR E6mmol (1.1460g) 2,5~ S A HZ , 9mmol (2.4129g) 2— 515 Wy ik Pk -5 AN
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[0044] ¢ -3 szt 51 1 1) 4% 19 20 10 B bR 7= 90 5 53 R FAZ G (400MHz , "H NMR) . 41 4b
(FTIR) =43 # B (HRMS) 55T Bradb AT RAE , W45 R 7 2 W B 1L &2 &3,

[0045]  MIEI1RT LA H -

[0046]  H bR MR LS B 1R - 'H NMR (400MHz ,DMSO-de) 67.73 (dd,J=9.3,2.9Hz,
2H) ,7.58(d,J=8.3Hz,1H) ,7.52(dd,J=8.3,1.9Hz,1H) ,7.43(d,J=4.1Hz,1H) .'*C NMR
(75MHz ,DMSO-dg) 6164.4,139.9,136.3,135.1,132.3,131.4,131.3,130.7,129.6,127.6,
121.2,Hrp .

[0047]  'H NMR (400MHz ,DMSO—de) 87.73, % B %, I J& T4 38 L1 5 &R B 3 AR E R P4
Z;67.58, XWEHUE, & T A I b 584 BRIEA I F A B O 2 B ) — A5 67.52, X
I, )8 Ty 38 L SYRARH JEARER IR B —ANE 87,43, XUEIE, T & THEW) 31
b S PR R ) YR T L — AN A 13C NMR (75MHz , DMSO-de) 8164.4,139.9,136.3,135.1,
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R AT =B v WUl s 755em !, T J8 T C-CLEE HI4F HEMR YL s 67 Lem !, U & F-C-Br
TR AR U0

[0050] M PE3RTLAFE i, H bwr =i it (HRMS) 04 a0 F -

[0051]  HRMS (ESI)m/z:calcd.for CiiHsBrClaNOsSs[M+H] 413.8428,found:413.8449.H:
SR 2413.8428, ME(E 2413.8449, fFF A 23K .
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Elemental Composition Report Page 1

Multiple Mass Analysis: 2 mass(es) processed - displaying only valid results
Tolerance = 30.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons

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

C:0-11 H:07 N:0-1 160:0-3 S:0-2 35CI:0-2 79Br 0-1

DEFAULT
20180417-FY-YY 221 (3.683) Cm (221:225-(104:121+131 155)) TOF MS Ci+
1.17e+004
— 413 8449 43 33 4
1 0
¢\
\9
0%
1 | 414.8489
o_"1TY"—|—r—';—'—Y_|'"-'—-—v—'—'—'.ﬂ"P.rv"1'l!---|_v'1r"—rﬁ—-ﬂ'-r'l'—'r--'-l'!‘>|-vv|['rltr<-1|7---r‘-—v—'—|-o—q—.—r—--,'.[.,‘.‘r,.. miz
413.60 413.80 414.00 414.20 414 40 414860 414 B0 415.00 415.20
Minimum: 5.00
Maximum: 100.00 30.0 5:0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
413.8449 100.00 413.8428 ol . | 7.5 2779643.0 Cl11 H?7 N 1603 S2 35C12
79Br
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