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 1

,

AASPhBF2

C11H11BF2O2S

256,07

, 0,71073 Å
2(1)/n

a, b, c, Å 8,9705(8), 13,0045(12), 11,0767(10)

, . 105,514(2)°

V, Å3, Z 1245,1(2),   4

, / 3 1,241

, –1 0,270

F (000) 480

, 0,25  0,35  0,35

2,47—24,16 ,

–10 < h < 10,  –13 < k < 14,  –12 < l < 12

8762

1986 [R(int) = 0,0322]

, % 99,8 %

F 2

S 1,020

R- I > 2 (I ) R1 = 0,0366,  wR2 = 0,0982

R- R1 = 0,0467, wR2 = 0,1083

0,0061(17)

 (max/min), /Å–3 0,241 / –0,202

 2

AASPhBF2

x y z U(eq) x y z U(eq)

S 0,13615(9) 0,72639(5) 0,53579(5) 0,0839(3) (4) –0,0308(3) 0,8924(2) 0,3435(3) 0,0974(9)

0,2149(4) 0,7804(2) 0,1495(3) 0,0744(7) (5) 0,3400(3) 0,5901(2) 0,4097(2) 0,0893(8)

F(1) 0,1492(2) 0,7495(2) 0,0309(1) 0,1151(6) (6) 0,2447(2) 0,8243(2) 0,6313(2) 0,0592(5)

F(2) 0,3341(2) 0,8467(1) 0,1589(2) 0,1140(6) (7) 0,3441(3) 0,8913(2) 0,5952(2) 0,0717(6)

O(1) 0,2718(2) 0,6897(1) 0,2285(1) 0,0702(4) (8) 0,4223(3) 0,9645(2) 0,6782(2) 0,0775(7)

O(2) 0,0953(2) 0,8346(1) 0,1961(1) 0,0729(4) (9) 0,4036(3) 0,9712(2) 0,7971(2) 0,0774(7)

C(1) 0,2570(2) 0,6797(2) 0,3403(2) 0,0592(5) (10) 0,3067(3) 0,9039(2) 0,8329(2) 0,0766(7)

(2) 0,1658(2) 0,7471(2) 0,3871(2) 0,0567(5) (11) 0,2265(3) 0,8313(2) 0,7515(2) 0,0677(6)

(3) 0,0810(2) 0,8214(2) 0,3079(2) 0,0622(5)

. 1,  — . 2,

. 3. SPh F2 -

. 1  2 .

. SPh F2

, - -
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 3

 d, Å , . AASPhBF2

d d d

F(1)—B 1,350(3) (1)— (5) 1,482(3) (7)— (8) 1,377(3)

F(2)—B 1,356(3) (2)— (1) 1,390(3) (8)— (9) 1,374(3)

O(1)— 1,476(3) (3)— (2) 1,387(3) (10)— (9) 1,365(3)

O(2)— 1,486(3) (3)— (4) 1,492(3) (11)— (10) 1,369(3)

O(1)— (1) 1,287(2) (6)— (7) 1,380(3) S—C(2) 1,758(2)

O(2)— (3) 1,291(2) (6)— (11) 1,388(3) S—C(6) 1,771(2)

F(1)—B—F(2) 113,2(2) O(1)—C(1)—C(5) 114,3(2) C(2)—C(3)—C(4) 123,9(2)

F(1)—B—O(1) 109,3(2) O(2)—C(3)—C(2) 121,4(2) C(3)—C(2)—C(1) 118,8(2)

F(2)—B—O(1) 108,8(2) O(2)—C(3)—C(4) 114,7(2) C(7)—C(6)—C(11) 119,1(2)

F(1)—B—O(2) 108,1(2) C(1)—C(2)—S 120,3(2) C(8)—C(7)—C(6) 119,8(2)

F(2)—B—O(2) 107,5(2) C(3)—C(2)—S 120,3(2) C(9)—C(8)—C(7) 120,8(2)

O(1)—B—O(2) 109,9(2) C(2)—S—C(6) 104,7(1) C(9)—C(10)—C(11) 120,9(2)

C(1)—O(1)—B 122,9(2) C(7)—C(6)—S 125,2(2) C(10)—C(9)—C(8) 119,3(2)

C(3)—O(2)—B 122,4(2) C(11)—C(6)—S 115,7(2) C(10)—C(11)—C(6) 120,1(2)

O(1)—C(1)—C(2) 121,1(2) C(2)—C(1)—C(5) 124,5(2)

.

SPh F2  [101] - - -

.

(010).

y .

SPh F2  C—  C—

( . . 3) -  [ 4, 5, 8, 9 ], -

—C—C—C— . -

SPh F2  ( -

 ( F2) [ 5 ] -

 ( Ph F2) [ 10 ]) , 3

 H < Ph < SPh —  1,36,

1,38, 1,39 Å .

-

SPh F2 -

, Ph F2 [ 10 ], (1) (2)SC(6)  108,4 .

(2)S -

SPh F2 - - -

-

.

 [ 5 ] , F2 -

,

Ph F2

, -

- - ,

. 1.  AASPhBF2
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. 2.

AASPhBF2

, Ph F2 F2  2,6

 450  467 . -

SPh F2

(  4 F2),

485  568 .

 ( F2, Ph F2) -

-

 [ 5, 10 ]. , SPh F2

 ( . . 2), - -

, -

 3,54 Å. ,

. , SPh F2

, -

 [ 11 ].

-

,  07-03-007-61.
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