S—(5—{R—2—uLEMAE) —2,4— &
HEHER RS SHNE

T&F WEE waH #IFR KRR
(F EHFRHLH LI ) (1% 4)

5—Br—PADATRAEHBRIFORTF, REES, £REF. ZREBERMRE, &
HRERC2/c, 5L % a=18.993(6) i, b=5.728(3) &, c=24.207(7) A; #=108.89(4)",

BANRRE 8 /M5 F . APW—1100 79 ATH {_LWER T 21844037 AT R BOSRBE 80 . A
Patterson MERTFHRWERAELEH, HULEERNREBELKLE, R=0.0713.
FrAEMERFARMENEES TRER 53,

tHERBE, RBEZFAGRT —RFIMERE—@—FE RO M inzm
R —HEFERLEHD, MITHEHIEESHEATTLAFN K W EAR
R R BRI R G

EERBRUFECORETRAEZRNERTE, KRB TR I & 4 K 89 5-Br—

PADATGtk, RGEKIETZR, RINEZHDELEEER, kit &8 WIRE K
FIXGHREH I,

R U

M5—Br—PADATH B AMEEE M Weissenberg/ MR HNERL M BB
9 EhKIRIFTEP, h+k=2n+1, FEholBATH ™, =20+ LHRLGH K. BEFTU
WX, ZRETEEERBENC2/cHCe, RTifEPatterson WP EFE B, HHE
UOW HarkerT, HELTIMEEABEHNC2/c, &S K a = 18,993(6)8 , b =
5.728(3) R, ¢=24,207(7), 8=108,89(4)°, i RIRHhEF8ALTF.

FEPW—110024 U B /7 51 _E R MoK 4§ E Mk T 2184 iy AT 4, HohH

AX19834E3 8 q{s@u
BRULRG5—Br—PADATR &k -
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1740 M EGATST . S PattersoniE M TRETFHARLE, HERERT®
BERTEFLSIAE R EF AR E, XHEEEFR=0,3453,

FA SHELX-761 2 F B 4 EER/ N T RERE ®, HGHNETLFSK
MEERTERATSRBE. S—HBERALARLEERT, FRERAZAR
HEEET, SEERNREEFR=00007, ...

TERLMERE FETRABTFEEE, BRERETFEE L A LBEERARA=SS “4
g7, XREMTERFONBINSIREN,. —IMEHRLAEEF g, Bix12MER
Fm#EtEEMAT, ERETTED0.0772, XHEXIANATRATFRARD Rikis
E, RASHRAKRERT, —HBESRETFEN0.0713, HHRETFHF ZRFT
TR .

g R MW B

REHESEIRTRTFRAMCERRERTEEIITE L, SERTHRERSE
Fithe S THLEWERTEL, AXNEK, BAKBIITL2 K3,

£1 HERFHEFCARBART

R¥F x . 4 Sz u;q

Br 0.0691(1) 1.3000(2) —0.1638(1) 0.0651(7)
N1 0.1462(4)  0.5195(13) 0.0104(3) 0.0417(39)
N2 0.1181(4) 0.5224(13) 0.0518(3) 0.0407(39)
N3 ©0.1670(4) —0,2529(13) —0.0807(3)  0.0444(42)
N4 0.1898(6) —0.1227(18) 0.2316(5) 0.0701(57)
N5 0.2188(5)  0.1296(15) 0.0523(4) 0.0503(46)
Ci1 0.1505(5)  0.9224(17) —0.0983(4)  0.0442(48)
C2 0.0869(5) 1.0574(16) —0.1082(4) 0.0428(47)
Cs3 0.0392(5)  1.0128(19) —0.0768(5)  0.0538(53)
C4 0.0562(5) . 0.8350(17) —0.0372(4) 0.0485(49)
Cs 0.1225(5) 0.7059(1"/")' —0.0285(4)  0.0394(43)
Csé 0.0908(7)  0.2455(21) 0.2336(5)  0.0655(61)
C7 0.1392(4)  0.3500€14) 0.0935(4)  0.0371(43)
Cs 0.1098(5)  0.3685(16) 0.1397(4)  0.0427(46)
Co 0.1236(4) 0.2182(18) ©0.1851(4)  0.0449(46)
Ci10 0.1718(5)  0.0246(15) 0.1856(4)  0.0388(44)
Ci1 0.2012(5) 0.0010(17) 10.1412(4) 0.0431(47)
C12 0.1882(4)  0.1560(15) 0.0945(4)  0.0356(43)

® Ueq = 3(Un+ Uy+ Usy)

ERX-N=N-RBXXLSFHAMILARM &, mE20(1) R ADRFF
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e (1)RPN2FNLFTCs-NIZWRAME, (1)RPHON2FIN3 &LTFH KLE,
BAR5-Br-PADATH FARRXRWIE,

(D (1)

A1 5—Br—PADATH TR EKE Bz WMEXBRAGREE
: o : : (DArR, (IHRBER.

MNBRRBEEEE, FF s LnC-C2, C-N @Kk N1-N2 @ 1 2 K
AFRBARBZE, C2-Brig, C5-N1g, C7-N2g#, C12-N5 & % C6-Co 2 i
REHEHAE XEAFENELRTHSS T, HepCeT R & (- CHy) 1
LG,

B EARTERE, EIR, wFMARKEA | F (C5-N1-N2-C7) 441
BEBLE—AFE L, BR=ZFEHALE, HhEFRKCT-N2B@EHKTI.78°, HH:"JE
4eCs-N1 REMER G AT 26.26°, HELSMIEITEMMEETA30° A, X

SXN5H ?E@&%#%FE EHIE,

\

£2 5—Br—PADATY 4t K4t

g BE(R) g #;E(1) fexg gr(i)

Br—Cz  1.888(8) N2—C7 '1,375(10) Cz—Cl 1 388(12)
Cr—C8  1.407(12) C1—N3  '1.324(11) C8—Co 353(12)
N3—Cs5 1.342(10) Ce—Cg  1.505(12) . C5—C4  1,417(12)
C9—C10 1.437(12) C4—C3  1.364(13) . Clo~C11 1.368(12)
C‘s—Cz’ '1.383(13)  C11—Ciz 1.394(12) C5—N1 = 1.399(11)
'Ciz—Ns | 1.338(10) N1—Nz  1.278(9) _ Gr—Clz 1.445(11).
C1o—N4 1 351(13) o o '
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£3 5—Br—PADAT ¥ 4 fi %48

p (%) # 2a(°%) # 2AC°)

Br—C2—C3 122.0(7) Br—C2—C1 118.6(6) C1—C2—Cs3 119.4(8)
C2—C3—C4  118.5(8) C3—C4—Cs5 119.3(8) C4—C5—N3  121.3(8)
C5—N3—C1  118.7(7) N3—Ci1—C2 122.7(8) C4—C5—N1  125.1(8)
N3—C5—N1  113.6(7) C5—N1—N2  113.2(7) N1—N2—C7  118.0(7)
N2—C7—Cs8  115.7(7) Ci11—C12—N5 122.7(8) N2—C7—C12 126.7(7)
C7—C12—N5 120.6(8) C7—C12—C11 116.6(7) C10—C9—C8  116.9(7)
C9—C8—C7  125.2(8) C12—C11—C10 124.3(8) Ci1—C10—C9 119.4(8)
C11—C10—N4 121.9(8) N4—C10—Co 118.6(8) C10—Cs—C6 119.9(8)
C3—Cr—C12 117.8(7) Ce—Co—Cs  123.2(8)
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Determination of Crystal Structure of 5—Br—PADAT

Qian Jinzi Yao Jiaxing Fan Haifu
(Institute of Physics, Academia Sinica)

Shik Kailiang  Huang Shunhua
(Department of Chemistry, ZhongShan University)

Abstract

5-C(5~-Bromo-2-Pyridyl)azo]-2,4-diaminotoluene (5-Br-PADAT) is a highly
sensitive and selective reagent for cobalt, The single crystal belongs to space
group C2/c with lattice parameters a=18.993(6)X, b=5.728(3)3, ¢=24.207 (7)X,
#=108.89(4)° and 8 molecules in the unit cell. The intensities of 2184 independ-
ent reflections were collected using the PW—1100 four-circle diffractometer. The
strncture was solved with Patterson method and heavy-atom method and refined
to a final R=0.,0713 by full matrix least square method. Positions of all the
hydrogen atoms were obtained from the difference electron density map.



