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Table 1: Single crystal diffraction data collection and refinement statistics for fiber knob crystal 

structures determined in this study. 

PDB Entry 6STU – HAdV-D30K 6QPN – HAdV-D49K 6QPO – HAdV-D49K.KO1 

Data Collection   

Diamond Beamline I03 I03 I03 

Date 18/04/2019 2017-02-27 2017-02-27 

Wavelength 0.95372 0.97628 0.97628 

Crystal Data   

Crystallisation Conditions 
0.1M SPG, 25% w/v PEG 

1500 

0.1M MMT [Malic acid, 

MES, Tris], pH8.0, 25% 

w/v PEG 1500 

0.1 M MMT [Malic acid, MES, 

Tris], pH 8.0, 25 % w/v PEG 

1500 

pH 6.0 8.0 8.0 

a,b,c (Å) 63.35, 87.36, 217.86 106.83, 56.28, 115.70 105.17, 55.99, 116.03 

 90, 90, 90 90.00, 112.95, 90.00 90.0, 112.47, 90.0 

Space group P 21 21 21 P 1 2 1 P 1 2 1 

Resolution (Å) 2.39 – 54.76 2.74 – 106.54 2.45 – 57.07 

Outer shell 2.39 – 2.45 2.74 – 2.81 2.45 - 2.51 

R-merge (%) 0.116 (1.376) 8.2 (163.3) 9.7 (127.4) 

R-meas (%) 0.134 (1.583) 9.7 (191.0) 11.4 (149.9) 

CC1/2 0.998 (0.623) 0.981 (0.400) 0.994 (0.491) 

I / σ(I) 11.2 (1.4) 6.8 (1.0) 9.2 (1.2) 

Completeness (%) 100.0 (100.0) 99.1 (98.9) 99.3 (99.3) 

Multiplicity 7.5 (7.8) 3.7 (3.7) 3.7 (3.7) 

Total Measurements 365,880 (28,110) 122,219 (9,179) 168,773 (12,231) 

Unique Reflections 48,897 (3,589) 33,350 (2,461) 45,958 (3,349) 

Wilson B-factor(Å2) 48.7 68.9 59.9 

Refinement Statistics   

Total number of refined 9,623 9,083 9,356 

R-work reflections 46,478 31,740 43,733 

R-free reflections 2,348 1,609 2,225 

R-work/R-free (%) 21.4 / 26.3 21.1 / 25.9 19.4 / 23.5 

rms deviations   

Bond lengths (Å) 0.009 0.009 0.012 

Bond Angles (°) 1.767 1.688 1.928 
1Coordinate error 0.288 0.369 0.264 

Mean B value (Å2) 60.2 94.3 80.5 

Ramachandran Statistics   

Favoured/allowed/Outliers 
1090 / 107 / 10 1004 / 104 / 35 1065 / 87 / 36 

% 90.3 / 8.9 / 0.8 87.8 / 9.1 / 3.1 89.7 / 7.3 / 3.0 
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Table 2: Comparison of transduction of various cancer cell lines by HAdV-C5 and HAdV-C5/D49K. *= 

P<0.05, **=P<0.01, ***=P<0.001, ****=P<0.0001, ns=not significant 

Cancer Type 

Cell 

Line 

Name 

Level of HAdV-C5 

Infection 

(RLU/mg total 

protein) 

Level of HAdV-

C5/D49K Infection 

(RLU/mg total 

protein) 

Change in infectivity 

(Fold change HAdV-

C5/D49K divided by 

HAdV-C5 RLU/mg) 

Statistical 

Significance 

(p value) 

Pancreatic 

Adenocarcinoma, 

derived from acitic 

metastasis 

ASPC1 3.9E+04 1.2E+06 30.7 ** 

Pancreatic 

Adenocarcinoma 
BXPC3 1.2E+04 2.5E+06 210.9 ** 

Pancreatic 

Adenocarcinoma 
Panc10 1.0E+05 7.2E+06 69.2 **** 

Pancreatic 

Adenocarcinoma, 

derived from splenic 

metastasis 

SW1990 9.6E+04 1.1E+06 11.3 **** 

Pancreatic 

Adenocarcinoma 

MIA 

PaCa2 
3.4E+05 1.4E+06 4.2 ** 

Pancreatic 

Adenocarcinoma, 

derived from liver 

metastasis 

Suit2 6.0E+04 1.3E+06 22.2 * 

Pancreatic Ductal 

Adenocarcinoma 

PANC 

0403 
1.2E+04 4.0E+05 33.0 * 

Pancreatic Ductal 

Adenocarcinoma, 

Derived from liver 

metastasis 

CFPAC-

1 
1.8E+04 1.1E+06 62.0 *** 

Pancreatic Ductal 

Adenocarcinoma 
PT45 3.9E+05 2.0E+06 5.1 ** 

Breast Carcinoma BT-20 1.8E+03 8.6E+05 481.2 * 
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Breast Ductal 

Carcinoma 
BT-474 6.5E+03 1.4E+05 21.8 * 

Breast 

Adenocarcinoma, 

derived from brain 

metastasis 

MDA-

MB-361 
2.2E+05 1.5E+06 6.7 ** 

Breast 

Adenocarcinoma, 

derived from plural 

effusion metastasis 

MDA-

MB-231 
3.3E+04 1.5E+05 4.6 * 

Breast 

Adenocarcinoma, 

derived from plural 

effusion metastasis 

MCF7 1.3E+04 6.6E+06 497.3 *** 

Large Lunge Cell 

Carcinoma 

NCI-

H460 
2.1E+05 3.9E+06 18.8 * 

Lung Carcinoma A427 1.2E+07 7.2E+06 0.6 * 

Lung Carcinoma A549 2.8E+06 6.9E+06 2.5 *** 

Esophageal Squamous 

Cell Carcinoma 
Kyse-30 6.3E+05 1.4E+07 22.4 *** 

Colorectal 

Adenocarcinoma, 

Duke's Type C 

DLD-1 6.0E+06 5.0E+06 0.8 ns 

Ovarian 

Adenocarcinoma 
SKOV-3 9.1E+05 7.7E+06 8.5 ** 

Gastric tubular 

adenocarcinoma 
MKN28 2.6E+05 2.0E+07 76.9 *** 

Gastric adenocarcinoma MKN45 3.1E+04 2.2E+06 71.0 *** 
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