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X-Ray Data 
 

Identification 
code 

mo_216rom14 
_0m _4 

mo_178ROM1 
7_0m_6a 

cu_140ROM17 
_0m_6b 

mo_273ROM16 
_0m_6c 

mo_272ROM1 
6_0m_6d 

mo_275ROM1 
6_0m_6f 136ROM17_6g 

 4a 6a 6b 6c 6d 6f 6g 
Empirical 
formula C10 H11 N O S C20 H21 N O3 

S 
C22 H25 N O5 

S 
C20 H19 Cl2 N 

O3 S 
C20 H20 Cl N 

O3 S 
C20 H20 N2 

O5 S 
C20 H20 Cl N 

O3 S 

Formula 
weight 193.26 355.44 415.49 424.32 389.88 400.44 389.88 

Temperature 
(K) 293(2) 100(2) K 100(2) K 100(2) K 100(2) K 100(2) K 100(2) K 

Wavelength 
Å 0.71073 0.71073 Å 1.54178 Å 0.71073 Å 0.71073 Å 0.71073 Å 0.71073 Å 

Crystal 
system Orthorhombic Monoclinic Monoclinic Monoclinic Monoclinic Orthorhombic Orthorhombic 

Space group P212121 P21 P21 P21 P21 P212121 P21212 

Unit cell dimensions 
a = Å 5.5498(3) 10.9442(10) 7.22990(10) 9.8146(2) 10.4978(2) 6.98980(10) 18.1093(4) 

b = Å 7.6381(4) 7.7512(7) 25.4480(5) 7.8153(2) 8.6477(2) 14.3699(2) 8.5175(2) 
c = Å 23.4350(14) 11.4475(11) 11.2565(2) 12.8894(3) 10.7352(2) 19.0942(3) 12.1366(2) 
=° 90. 116.4377(15). 93.6254(11) 93.9823(4) 109.7581(4)° 90°. 90°. 

Volume Å3 993.41(10) 869.54(14) 2066.90(6) 986.28(4) 917.19(3) 1917.87(5) 1872.02(7) 
Z 4 2 4 2 2 4 4 

Density (calculated) 
mg/m3 1.292 1.358 1.335 1.429 1.412 1.387 1.383 

Absorption 
coefficient mm-1 0.284 0.205 1.675 0.456 0.342 0.204 0.335 

F(000) 408 376 880 440 408 840 816 
Crystal size 

mm 
0.324 x 0.268 x 

0.116 
0.402 x 0.369 x 

0.120 
0.241 x 0.157 x 

0.145 
0.336 x 0.183 x 

0.134 
0.427 x 0.249 x 

0.218 
0.278 x 0.260 x 

0.242 
0.349 x 0.247 x 

0.194 
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Theta range for 
data 

collection° 

1.738 to 
26.739. 

1.987 to 
33.084°. 

3.473 to 
70.065°. 

2.080 to 
27.501°. 

2.016 to 
27.438°. 

1.774 to 
27.501°. 

1.678 to 
27.497°. 

Index ranges 
-7<=h<=7, - 
9<=k<=9, - 
29<=l<=29 

-16<=h<=16, - 
11<=k<=11, - 

17<=l<=17 

-8<=h<=8, - 
31<=k<=30, - 

13<=l<=13 

-12<=h<=12, - 
10<=k<=10, - 

16<=l<=16 

-13<=h<=13, - 
11<=k<=11, - 

13<=l<=13 

-9<=h<=9, - 
18<=k<=18, - 

24<=l<=19 

-23<=h<=23, 
- 

11<=k<=11, 
- 

15<=l<=15 

Reflections 
collected 11805 29878 25766 12801 13585 16496 55375 

Independent 
reflections 

2090 
[R(int)=0.0163] 

6606 
[R(int)=0.0181] 

7569 
[R(int)=0.0282] 4518 [R(int)=0.0215] 4197 [R(int)=0.0212 

] 
4391 [R(int)=0.0232 

] 

4296 
[R(int)=0.02

77 
] 

Completenes s 
to theta = 
25.242° 

99.5 % 99.9 % 99.2 % 99.8 % 99.9 % 99.7 % 99.7 % 

Data / restraints 
/ 

parameters 
2090 / 1 / 121 6606 / 438 / 

288 
7569 / 769 / 

645 4518 / 2 / 248 4197 / 2 / 239 4391 / 1 / 257 4296 / 1 / 
239 

Goodness-of- 
fit on F2 1.039 1.085 1.049 1.048 1.045 1.055 1.103 

Final R 
indices 

[I>2sigma(I)] 

R1 = 0.0383, 
wR2 = 0.1002 

R1 = 0.0229, 
wR2 = 0.0616 

R1 = 0.0284, 
wR2 = 0.0738 

R1 = 0.0235, 
wR2 = 0.0592 

R1 = 0.0227, 
wR2 = 0.0590 

R1 = 0.0274, 
wR2 = 0.0709 

R1 = 0.0242, 
wR2 = 
0.0641 

R indices (all 
data) 

R1 = 0.0402, 
wR2 = 0.1020 

R1 = 0.0237, 
wR2 = 0.0623 

R1 = 0.0287, 
wR2 = 0.0741 

R1 = 0.0243, 
wR2 = 0.0597 

R1 = 0.0231, 
wR2 = 0.0593 

R1 = 0.0288, 
wR2 = 0.0718 

R1 = 0.0246, 
wR2 = 
0.0644 

Absolute 
structure 

parameter 
0.053(17) 0.026(9) 0.005(4) 0.009(17) 0.039(15) -0.03(2) 0.005(9) 

Largest diff. 
peak and 

hole e.Å-3 

0.311 and - 
0.248 

0.338 and - 
0.155 

0.329 and - 
0.251 

0.284 and - 
0.155 

0.261 and - 
0.147 

0.232 and - 
0.167 

0.354 and - 
0.394 

 
 

Absorption correction multi-scan, Refinement method Full-matrix least-squares on F 
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