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Figure S.1. Structures and atom types of other nitroxides considered in the present work
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Figure S.2. RESP charges of other nitroxides considered in the present work.
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Table S.1. Structural features and nitrogen hyperfine coupling constants of 3-Oxo-PROXYL and NITNO.

3-0x0-PROXYL NITNO

QM MM QM MM
Bond lengths (A)
N-O 1.260 1.260 1.259 1.256
N-C, 1.486 1.483 1.345 1.345
Bond Angles (deg.)
Cy-N-Cy4 115.6 115.7 110.5 110.9
O-N-C, 121.5 121.0 121.5 121.0
Regular torsions (deg.)
O-N-C»-Cs 174.1 171.2 180.0 179.0
C;5-N-C,-C5 8.3 8.1 - -
Improper torsions (deg.)
C,-C4-N-O 165.8 163.1 180.0 179.6

An (G) 13.0 13.0 6.8 6.9
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frcmod. NITROXIDES.dat

Nitroxides parameters update of ££99SB (2009)

MASS

ON 16.00

NN 14.01

HN 1.008

CI 12.01

CE 12.01

CF 12.01

CX 12.01

CP 12.01

LP 9.00

BOND

ON-NN 360.00 1.258
CT-NN 370.00 1.477
CI-NN 370.00 1.485
CX-NN 370.00 1.340
CP-NN 370.00 1.477
CF-NN 428.00 1.390
CT-HN 340.00 1.090

C -CI 317.00 1.550

c -CP 317.00 1.522
CI-CA 317.00 1.510
CX-CT 317.00 1.455
CI-CT 310.00 1.526
CP-CT 310.00 1.526

C -CE 447.00 1.460
CF-CE 447.00 1.400
CF-CA 469.00 1.400
CE-CA 469.00 1.404
LP-ON 325.00 0.450
ANGLE

ON-NN-CT 82.00 117.50
ON-NN-CP 82.00 117.50
ON-NN-CF 82.00 121.50
ON-NN-CI 82.00 118.50
ON-NN-CX 82.00 120.00
CI-C -O 80.00 120.40
Cp-C -O 80.00 120.40
CE-C -0 80.00 128.80
NN-CF-CA 70.00 132.80
C -CT-NN 70.00 108.70
CE-CF-NN 70.00 111.40
C -CI-NN 70.00 107.00
C -CP-NN 70.00 108.70
CA-CA-CI 70.00 120.00
C -CE-CA 63.00 134.90
NN-CT-CA 63.00 114.00
C -CI-CcA 63.00 109.40
CT-CI-CA 63.00 112.00
CT-CI-C 63.00 111.10
CE-C -CT 63.00 106.40
CE-C -CI 63.00 106.40
C -CE-CF 63.00 108.00
NN-CI-CA 63.00 109.00

CF-CE-CA 63.00 116.20
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CF-CA-CA 63.00 120.00

CE-CA-CA 63.00 120.00

CE-CF-CA 63.00 122.70

CT-CP-C 63.00 111.10

CP-C -CT 63.00 106.40

NN-CT-H1 61.12 106.30

CT-CT-NN 60.00 107.50

CT-CI-NN 60.00 107.50

CT-CP-NN 60.00 107.50

CT-NN-CT 52.60 120.80

CF-NN-CT 52.60 120.80

CP-NN-CT 52.60 120.80

CF-NN-CI 52.60 110.00

HN-CT-CT 50.00 109.50

HN-CT-CP 50.00 109.50

HC-CT-CI 50.00 109.50

CT-NN-CX 50.00 109.50

NN-CX-NN 50.00 109.00

NN-CX-CT 50.00 109.50

NT-CT-HP 50.00 109.50

CX-CT-HC 50.00 109.50

CE-CA-HA 50.00 120.00

CF-CA-HA 50.00 120.00

HN-CT-HN 35.00 109.50

CT-CP-CT 40.00 109.50

LP-ON-NN 600.0 120.00

LP-ON-LP 600.0 120.00

DIHEDRAL

X -CX-NN-X 4 14.50 180.0 2
X -CF-NN-X 4 6.00 180.0 2
X -CI-CT-X 9 1.40 0.0 3
X -CP-CT-X 9 1.40 0.0 3
X -CI-CA-X 6 0.00 0.0 2
X -C -CI-X 6 0.00 0.0 2
X -C -CP-X 6 0.00 0.0 2
X -NN-CI-X 6 0.00 0.0 3
X -NN-CP-X 6 0.204 0.0 3
X -NN-CT-X 6 0.204 0.0 3
X -CA-CE-X 4 14.00 180.0 2
X -C -CE-X 4 12.00 180.0 2
X -CA-CF-X 4 14.50 180.0 2
X -CE-CF-X 4 12.00 180.0 2
X -NN-ON-LP 2 0.000 180.0 2
ON-NN-CT-CT 1 0.260 0.0 3
ON-NN-CP-C 1 0.260 0.0 3
ON-NN-CP-CT 1 0.260 0.0 3
ON-NN-CT-H1 1 0.260 0.0 3
CT-NN-CT-H1 1 0.000 0.0 3
CT-NN-CT-CX 1 0.000 0.0 3
CT-NN-CP-C 1 0.000 0.0 3
CX-NN-CT-H1 1 0.100 0.0 3
NN-CT-CT-HN 1 0.100 0.0 3
NN-CT-CT-HC 1 0.100 0.0 3
NN-CX-CT-HC 1 0.100 0.0 3
NN-CI-CT-HC 1 0.100 0.0 3
NN-CT-CT-CT 1 0.143 0.0 3
NN-CP -C-CT 1 0.000 0.0 2
HN-CT-CT-CT 1 0.160 0.0 3
CF-NN-CI-C 1 1.500 180.0 2
CE-C -CI-NN 1 1.500 180.0 2
C -CI-NN-ON 1 1.500 180.0 2
O -C -CI-NN 1 1.500 180.0 2
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IMPROPER TORSIONS

X -CT-NN-CX 1.10 180. 2.
CE-CI-C-0O 1.10 180 2.
CA-CA-CA-CI 1.10 180. 2.
CF-CA-CE-C 1.10 180. 2.
CA-CE-CF-NN 1.10 180. 2.
LP-LP-ON-NN 10.10 180. 2.
NN-NN-CX-CT 10.10 180. 2.
NONBON

HN 1.43 0.0157

NN 1.90 0.2627

ON 1.6750 0.2445

CF 1.9080 0.0860

CE 1.9080 0.0860

CI 1.9080 0.0860

CX 1.9080 0.0860

CPp 1.9080 0.1094

LP 0.00 0.0000



Supplementary Material (ESI) for PCCP
This journal is © the Owner Societies 2010

NITROXIDESO09.lib
! lindex array str
n CPH n
n CPR n
n CTH n
n CTM n
n DMN n
n DTB n
n IND n
n NI T n
n OPR n
n OTM n
n PRX n
n TMP n
"TNN"
n TNO n
lentry.CPH.unit.atoms table str name
int elmnt dbl chg
"ci1" "CT" 0 1 131074 1 6 0.287000
"N2" "NN" 0 1 131074 2 7 0.080000
"C3" "CT" 0 1 131074 3 6 0.287000
"c4" "CT" 0 1 131074 4 6 0.102000
"Cs5" "CT" 0 1 131074 5 6 -0.064300
"O6" "ON" 0 1 131074 6 8 -0.184000
"c7" o"CcT" 0 1 131074 7 6 -0.106000
"cg" "CT" 0 1 131074 8 6 -0.106000
"com "CT" 0 1 131074 9 6 -0.106000
"cio" "CT" 0 1 131074 10 6 -0.106000
"H11" "HN" O 1 131074 11 1 0.022000
"H12" "HN" O 1 131074 12 1 0.022000
"H13"™ "HN" O 1 131074 13 1 0.022000
"H14" "HN" O 1 131074 14 1 0.022000
"H15" "HN" O 1 131074 15 1 0.022000
"Hle" "HN" O 1 131074 16 1 0.022000
"H17" "HN" O 1 131074 17 1 0.022000
"H18" "HN" O 1 131074 18 1 0.022000
"H19" "HN" O 1 131074 19 1 0.022000
"H20" "HN" 0 1 131074 20 1 0.022000
"H21" "HN" 0 1 131074 21 1 0.022000
"H22" "HN" 0 1 131074 22 1 0.022000
"H23" "HC" 0 1 131074 23 1 -0.032000
"H24" "HC" 0 1 131074 24 1 -0.032000
"H25" "HC" 0 1 131074 25 1 0.027000
"C2e6" "C" 0 1 131074 26 6 0.680100
"o27" "O" 0 1 131074 27 8 -0.583800
"o28" "OH" 0 1 131074 28 8 -0.651100
"H29" "HO" 0 1 131074 29 1 0.464100
"Lpl" "LP" O 1 131074 30 0 -0.110000
"Lp2" "LP" 0 1 131074 31 0 -0.110000
lentry.CPH.unit.atomspertinfo table
pchg
"ci" "CcT" 0 -1 0.0
"N2" "NN" 0 -1 0.0
"c3m® "CcT" 0 -1 0.0
"Cc4" "CT" 0 -1 0.0
"¢s5m o "CcT" 0 -1 0.0
"O06" "ON" 0 -1 0.0
"¢yt o"CcT" 0 -1 0.0
"cg" "CT" 0 -1 0.0

str type

str pname

int typex

str ptype

int resx

int ptypex

int flags

int pelmnt

int seq

dbl



"com "CT" 0 -1 0.0
"cio" "CT" 0 -1 0.0
"H11"™ "HN" O -1 0.0
"H12" "HN" 0 -1 0.0
"H13" "HN" 0 -1 0.0
"H14"™ "HN" O -1 0.0
"H15" "HN" O -1 0.0
"Hle" "HN" O -1 0.0
"H17" "HN" O -1 0.0
"H18" "HN" O -1 0.0
"H19" "HN" O -1 0.0
"H20" "HN" O -1 0.0
"H21"™ "HN" O -1 0.0
"H22" "HN" 0 -1 0.0
"H23" "HC" 0 -1 0.0
"H24" "HC" 0 -1 0.0
"H25" "HC" 0 -1 0.0
"c2e" "C" 0 -1 0.0
"oz27" "O" 0 -1 0.0
"028" "OH" 0 -1 0.0
"H29" "HO" 0 -1 0.0
"Lpl" "LP" 0 -1 0.0
"Lp2" "LP" 0 -1 0.0
entry.CPH.unit.boundbox array dbl
-1.000000

0.0

0.0

0.0

0.
entry.CPH.unit.childsequence single int
2
entry.CPH.unit.connect array int
0

0
entry.CPH.unit.connectivity table int atomlx int atom2x
191

110 1

151

121

2 31

2 6 1

341

371

381

4 51

4 24 1

4 23 1

5261

5251

6 31 1

6 30 1

7 12 1

7 11 1

7 13 1

8 16 1

8 14 1

8 15 1

9 17 1

9 18 1

9 191

10 20 1

10 21 1
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10 22 1

int flags
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26 28
26 27
28 29
entry.CPH.unit.hierarchy table str abovetype int abovex str belowtype int belowx

PR

"Ull O "Rll 1
"Rll 1 "All 1
IIRII l IIAII 2
IIRII l IIAII 3
IIRII l llAII 4
IIRII l llAII 5
IIRII l llAII 6
IIRII 1 "AII ’7
IIRII 1 "AII 8
"RII 1 "AII 9
"RII 1 "AII lo
"RII 1 "AII 11
"RII 1 "AII 12
"RII 1 "AII 13
IIRII l llAII 14
IIRII l llAII 15
IIRII l llAII 16
IIRII l llAII 17
IIRII 1 "AII 18
"RII 1 "AII 19
"RII 1 "AII 20
"RII 1 "AII 21
"RII 1 "AII 22
"RII 1 "AII 23
IIRII l llAII 24
IIRII l llAII 25
IIRII l llAII 26
IIRII l llAII 27
IIRII l "AII 28
"RII 1 "AII 29
"RII 1 "AII 30

IIRII 1 llAll 31
entry.CPH.unit.name single str

"3 -CPROXYLH"

entry.CPH.unit.positions table dbl x dbl y dbl z
0.0 0.0 0.0

0.0 0.0 1.479000

1.331000 0.0 2.125000

2.254000 -0.210000 0.920000

1.486000 0.352000 -0.277000

-1.070000 -0.057000 2.140000
1.546000 1.354000 2.807000
1.407000 -1.129000 3.145000
-0.976000 1.050000 -0.512000
-0.399000 -1.394000 -0.492000
.503000 1.364000 3.341000
.549000 2.173000 2.079000
.742000 1.538000 3.526000
.398000 -1.148000 3.612000
.653000 -0.985000 3.925000
.228000 -2.099000 2.669000
-0.962000 1.078000 -1.606000
-1.987000 0.809000 -0.172000
-0.715000 2.044000 -0.132000
-0.499000 -1.409000 -1.583000
0.333000 -2.154000 -0.200000
-1.366000 -1.658000 -0.053000
3.222000 0.282000 1.053000
2.447000 -1.275000 0.758000

RPobMNMORDN
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.565000 1.445000 -0.312000
.9895000 -0.173000 -1.598000
.712000 -1.124000 -1.751000
.524000 0.553000 -2.634000
.878000 0.144000 -3.436000
-1.466000 -0.078000 1.926000
-1.057000 -0.057000 2.590000

I S SIS

lentry.CPH.unit.residueconnect table int clx int c2x

c6x
00 O0OODO
lentry.CPH.unit.residues table str name int seq
restype int imagingx
"CPH" 1 32 1 "?" O
lentry.CPH.unit.residuesPdbSequenceNumber array int
1
lentry.CPH.unit.solventcap array dbl
-1.000000

O O O o

eNeNeoNolNolNeolNolNolNolNolNoNolNolNoNolNolNoNolNoNoNoloNolNolNoNolNolNolNolNolN(olNolNolNo)
B
1=
Ly

OO0 0000000000000 0000000OO000O0 OO O
e eNeoNoNeNoNoNeoNeoNolNeoNeoNolNoNeoNoNolNeoNeoNoNoNeoNolNolNeoNolNolNeoNoNolNeold
OO0 OO0 O00O0O0000O000000O0000O0O00O0O OO
[eNeoNeoNeolNeoNoNoNoBoNoNoNoNoNoloNoloNoNohoNoRoNoNoNoNo oo oo Ne)
C 0000000000000 000000000O0000O OO

0.0

int childseq

.CPH.unit.velocities table dbl x dbl y dbl z

int ¢3x int c4x int c5x

lentry.CPR.unit.atoms table str name str type int typex int resx

int elmnt dbl chg

"ci" "CT" 0 1 131074 1 6 0.287000
"N2" "NN" O 1 131074 2 7 0.080000
"C3" "CT" 0 1 131074 3 6 0.287000
"C4" "CT" O 1 131074 4 6 -0.182000
"C5" "CT" 0 1 131074 5 6 0.022000
"O6" "ON" 0 1 131074 6 8 -0.184000
"c7" "CT" 0 1 131074 7 6 -0.106000
"cg" "CT" 0 1 131074 8 6 -0.106000

int startatomx

int flags

int

str

int seq
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"co" "CT" 0 1 131074 9 6 -0.106000

"Ccio" "CT" O 1 131074 10 6 -0.106000
"H11" "HN" O 1 131074 11 1 0.022000
"Hi2" "HN" 0 1 131074 12 1 0.022000
"H13" "HN" 0 1 131074 13 1 0.022000
"H14" "HN" O 1 131074 14 1 0.022000
"H15" "HN" 0 1 131074 15 1 0.022000
"Hlé" "HN" 0 1 131074 16 1 0.022000
"H17" "HN" O 1 131074 17 1 0.022000
"H18" "HN" O 1 131074 18 1 0.022000
"H19" "HN" O 1 131074 19 1 0.022000
"H20" "HN" 0 1 131074 20 1 0.022000
"H21" "HN" 0 1 131074 21 1 0.022000
"H22" "HN" 0 1 131074 22 1 0.022000
"H23" "HC" 0 1 131074 23 1 0.010000
"H24" "HC" 0 1 131074 24 1 0.010000
"H25" "HC" 0 1 131074 25 1 -0.026000

"c2e" "C" 0 1 131074 26 6 0.720000

"o27" "O2" 0 1 131074 27 8 -0.822000

"o28" "O2" 0 1 131074 28 8 -0.822000

"Lpl" "LP" O 1 131074 29 0 -0.110000

"Lp2" "LP" 0 1 131074 30 0 -0.110000

lentry.CPR.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl

pchg
"C1m "CT" 0 -1 0.0
"N2" "NN" 0 -1 0.0
"C3m o nCT" 0 -1 0.0
"Q4m "CT" 0 -1 0.0
"Q5" nCT" 0 -1 0.0
"O6" "ON" 0 -1 0.0
nQ7m nCT" 0 -1 0.0
mCgm "CT" 0 -1 0.0
"C9m nCT" 0 -1 0.0
"C10" "CT" 0 -1 0.0
"H11"™ "HN" O -1 0.0
"H12" "HN" O -1 0.0
"H13" "HN" O -1 0.0
"H14" "HN" 0 -1 0.0
"H15" "HN" 0 -1 0.0
"H16" "HN" 0 -1 0.0
"H17" "HN" 0 -1 0.0
"H18" "HN" 0 -1 0.0
"H19" "HN" 0 -1 0.0
"H20" "HN" 0 -1 0.0
"H21" "HN" O -1 0.0
"H22" "HN" 0 -1 0.0
"H23" "HC" 0 -1 0.0
"H24" "HC" 0 -1 0.0
"H25" "HC" 0 -1 0.0

"cz2e" "C" 0 -1 0.0

"o27" "O02" 0 -1 0.0

"o28" "O2" 0 -1 0.0

"Lpl" "LP" 0 -1 0.0

"Lp2" "LP" 0 -1 0.0
lentry.CPR.unit.boundbox array dbl
-1.000000

O O O o

ntry.CPR.unit.childsequence single int

N D O o oo

lentry.CPR.unit.connect array int



0
0

Supplementary Material (ESI) for PCCP
This journal is © the Owner Societies 2010

lentry.CPR.unit.connectivity table int atomlx int atom2x int flags

19

1

WWWwWowoIIJoaooanuwmubdkdPwWWWDNDDNDRERELBRE
N =

o

=

NN BB RV
oo oo
[

HFR R R RERRRR

RFRPRRPRPRPERRPRRRERRRRPRRPRRPRR

entry.

"UII
"RII
"RII
"Rll
IIRII
IIRII
IIRII
IIRII
IIRII
"RII
"RII
"RII
"RII
"RII
"Rll
IIRII
IIRII
IIRII
IIRII
IIRII
"RII
"RII
"RII
"RII
"Rll
IIRII
IIRII
IIRII
IIRII

o

PR RPRPRPRPRRERPRRPRPRPERPRPREPERPRPRRERERRERRERRERERRE R

el

CPR
"RII
"AII
"AII
"AII
IIAII
IIAII
IIAII
IIAII
IIAII
"AII
"AII
"AII
"AII
"AII
"All
IIAII
IIAII
IIAII
IIAII
"AII
"AII
"AII
"AII
"AII
"All
IIAII
IIAII
IIAII
IIAII

.unit.hierarchy table str abovetype int abovex str belowtype int belowx

W JO0O Uk WNhPR R

MNMNMNNMDMNMMNMMNMNMNNMNRFRFRARPRRPRPRPERERRPRREO
O JO U WNRFEF OWOJIOUTPd WNREOo
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IIRII l llAII 29

IIRII l llAII 30
entry.CPR.unit.name single str
"3-CPROXYL"
entry.CPR.unit.positions table dbl x dbl y dbl z
0.0 0.0 0.0

0.0 0.0 1.483000
1.342000 0.0 2.104000
2.253000 -0.146000 0.880000
1.459000 0.393000 -0.309000
-1.055000 -0.076000 2.175000
1.538000 1.334000 2.832000
1.448000 -1.1595000 3.091000
-1.012000 1.006000 -0.527000
-0.351000 -1.409000 -0.489000
.499000 1.342000 3.361000
.528000 2.168000 2.122000
.733000 1.487000 3.560000
.445000 -1.172000 3.547000
.695000 -1.061000 3.880000
.291000 -2.114000 2.578000
-0.880000 1.071000 -1.611000
-2.034000 0.699000 -0.280000
-0.832000 1.996000 -0.091000
-0.397000 -1.410000 -1.582000
0.408000 -2.137000 -0.183000
-1.321000 -1.710000 -0.076000
.203000 0.383000 1.012000
.501000 -1.195000 0.683000
.504000 1.491000 -0.326000
.942000 -0.093000 -1.714000
.865000 -0.934000 -1.725000
.324000 0.420000 -2.674000
-1.456000 -0.105000 1.972000
-1.030000 -0.074000 2.624000
lentry.CPR.unit.residueconnect table int clx int c2x
c6x

00 O0OODO

RPoMNMORrRDN

PR R NDW

int ¢3x

lentry.CPR.unit.residues table str name int seq int childseq

restype 1int imagingx
"CPR" 1 31 1 "?" O
lentry.CPR.unit.residuesbPdbSequenceNumber array int
1
lentry.CPR.unit.solventcap array dbl
-1.000000

O O O o

[eNelNeoNolNolNoNolNolNoNolNolNolNolN(NolNolNolNo)
B
=
=

.CPR.unit.velocities table dbl x dbl y dbl =z

coocooooooooo0oO
[eNeNeolNoNeNoNoNoNoNolNoNolNolY
coocoooooooooo
O OO O OO0 O0OO0OOoOoOOoOo
coocoooooooooo

int c4x

int c5x

int startatomx

int

str
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0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0

lentry.CTH.unit.atoms table str name str type int typex int resx 1int flags int seq
int elmnt dbl chg

"N1" "NN" O 1 131074 1 7 0.037000
"c2" "CT" 0 1 131074 2 6 0.189000
"C3" "CT" 0 1 131074 3 6 -0.063000
"c4" "CT" 0 1 131074 4 6 -0.054000
"Cs5" "CT" 0 1 131074 5 6 -0.063000
"Cceé" "CT" O 1 131074 6 6 0.189000
"c7" "CT" 0 1 131074 7 6 -0.089000
"cg" "CT" 0 1 131074 8 6 -0.089000
"com "CT" 0 1 131074 9 6 -0.089000
"Cio" "CT" 0 1 131074 10 6 -0.089000
"Oll" "ON" O 1 131074 11 8 -0.118000
"H12" "HC" 0 1 131074 12 1 0.038000
"H13" "HC" 0 1 131074 13 1 0.024000
"H14" "HC" 0 1 131074 14 1 0.024000
"H15" "HC" 0 1 131074 15 1 0.024000
"Hleé" "HC" 0 1 131074 16 1 0.024000
"H17" "HN" O 1 131074 17 1 0.027000
"H18" "HN" O 1 131074 18 1 0.027000
"H19" "HN" 0 1 131074 19 1 0.027000
"H20" "HN" O 1 131074 20 1 0.027000
"H21" "HN" 0 1 131074 21 1 0.027000
"H22" "HN" 0 1 131074 22 1 0.027000
"H23" "HN" 0 1 131074 23 1 0.027000
"H24" "HN" O 1 131074 24 1 0.027000
"H25" "HN" 0 1 131074 25 1 0.027000
"H26" "HN" 0 1 131074 26 1 0.027000
"H27" "HN" O 1 131074 27 1 0.027000
"H28" "HN" 0 1 131074 28 1 0.027000

"c29" "C" 0 1 131074 29 6 0.680100

"O30"™ "O" 0 1 131074 30 8 -0.542100

"O31" "OH" 0 1 131074 31 8 -0.621100

"H32" "HO" 0 1 131074 32 1 0.484100

"Lpl" "LP" O 1 131074 33 0 -0.110000

"Lp2" "LP" 0 1 131074 34 0 -0.110000

lentry.CTH.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl

pchg

"N1" "NN" 0 -1 0.0
mC2m "CT" 0 -1 0.0
"C3m "CT" 0 -1 0.0
"C4m wCT" 0 -1 0.0
"Qst nCT" 0 -1 0.0
"Ce" "CT" 0 -1 0.0
nQ7m nCT" 0 -1 0.0
mCgm nCT" 0 -1 0.0



"com "CT" 0 -1 0.0
"cio" "CT" 0 -1 0.0
"Oo11" "ON" O -1 0.0
"Hi2" "HC" 0 -1 0.0
"H13" "HC" 0 -1 0.0
"H1l4" "HC" 0 -1 0.0
"H15" "HC" 0 -1 0.0
"Hle" "HC" 0 -1 0.0
"H17" "HN" 0 -1 0.0
"H18" "HN" 0 -1 0.0
"H19" "HN" 0 -1 0.0
"H20" "HN" O -1 0.0
"H21" "HN" 0 -1 0.0
"H22" "HN" 0 -1 0.0
"H23" "HN" 0 -1 0.0
"H24" "HN" O -1 0.0
"H25" "HN" 0 -1 0.0
"H26" "HN" 0 -1 0.0
"H27" "HN" 0 -1 0.0
"H28" "HN" 0 -1 0.0
"cz29" "C" 0 -1 0.0
"o30" "O" 0 -1 0.0
"O031" "OH" 0 -1 0.0
"H32" "HO" 0 -1 0.0
"Lpl" "LP" 0 -1 0.0
"Lp2" "LP" 0 -1 0.0
entry.CTH.unit.boundbox array dbl
-1.000000

0.0

0.0

0.0

0.
entry.CTH.unit.childsequence single int
2
entry.CTH.unit.connect array int
0

0
entry.CTH.unit.connectivity table int atomlx int atom2x
161

1111

121

2 81

2 71

2 31

341

314 1

3131

4 5 1

4 12 1

4 29 1

561

5151

516 1

6 91

6 10 1

7 24 1

7 23 1

7 25 1

8 27 1

8 26 1

8 28 1

9 19 1

9 18 1
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int flags



9 17 1

10 22 1

10 20 1

10 21 1

11 33 1

11 34 1

29 30 1

29 31 1

31 32 1
entry.CTH.unit.hierarchy table
IIUII O llRII 1
IIRII l llAII 1
IIRII l llAII 2
IIRII 1 llAll 3
IIRII 1 llAll 4
IIRII 1 llAll 5
IIRII 1 llAll 6
IIRII 1 "AII '7
IIRII l llAII 8
IIRII l llAII 9
IIRII l llAII 10
IIRII l llAII 11
IIRII l llAII 12
IIRII 1 llAll 13
IIRII 1 llAll 14
IIRII 1 llAll 15
IIRII 1 llAll 16
IIRII 1 "AII 17
IIRII l llAII 18
IIRII l llAII 19
IIRII l llAII 20
IIRII l llAII 21
IIRII l llAII 22
IIRII 1 llAll 23
IIRII 1 llAll 24
IIRII 1 llAll 25
IIRII 1 llAll 26
IIRII 1 "AII 27
IIRII l IIAII 28
IIRII l IIAII 29
IIRII l IIAII 30
IIRII l IIAII 31
IIRII l IIAII 32
IIRII l llAII 33
IIRII l llAII 34
entry.CTH.unit.name single str
"4 -CTEMPOH"

entry.CTH.unit.positions table
0.0 0.0 0.0

0.0 0.0 1.489000

1.436000 0.0 2.023000
2.343000 1.011000 1.323000
2.386000 0.659000 -0.163000
1.011000 0.702000 -0.838000
-0.792000 1.213000 1.996000

-0.698000 -1.282000 1.943000
1.090000 -0.042000 -2.172000
0.549000 2.144000 -1.090000

-1.119000 -0.222000 -0.553000

1.973000 2.032000 1.470000
1.394000 0.192000 3.102000
1.879000 -0.995000 1.893000
3.050000 1.341000 -0.709000
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str abovetype int abovex

dbl x dbl y dbl z

str belowtype int belowx
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.813000 -0.347000 -0.258000
.349000 -1.094000 -2.013000
.132000 0.002000 -2.695000

1.861000 0.417000 -2.800000

-0.477000 2.137000 -1.469000

0.580000 2.759000 -0.186000

1.195000 2.614000 -1.840000

-0.282000 2.161000 1.798000

-1.772000 1.239000 1.510000

-0.942000 1.132000 3.079000

-1.737000 -1.295000 1.607000

-0.193000 -2.163000 1.534000

-0.675000 -1.343000 3.036000

3.734000 0.934000 1.904000

4.427000 -0.053000 1.908000

4.140000 2.104000 2.433000

5.033000 1.954000 2.776000

-1.485000 -0.295000 -0.301000

-1.151000 -0.229000 -1.002000
lentry.CTH.unit.residueconnect table int clx i1int c2x int c¢3x int c4x int c5x int
c6x

00 O0OODO

lentry.CTH.unit.residues table str name int seq int childseq int startatomx str
restype int imagingx

"CTH" 1 35 1 "?" O
lentry.CTH.unit.residuesPdbSequenceNumber array int
1

lentry.CTH.unit.solventcap array dbl

-1.000000

o N

= 0

el elNeolNeoNelNelNeolNelNeolNeoNeNeNe e Ne Ne e oo NeoNoNoNoNoNeoNeo NoNeoNoNie lNo N ool
=

el eNeoNoNeNolNoNeNeoNolNeoNeoNolNeoNeNoNoNeoNoNoNeNoNolNoNoNolNolNolNolL Y

.CTH.unit.velocities table dbl x dbl y dbl z

[eNeolNeolNoNolNoNolNolNolNolNolNoNolNolNoNolNoNolNolNoNolNolNoNolNolNolNolNolNolN(MolNolNolNo]

[eNelNeoNeolNolNoNolNeoNoNolNeolNolNolNolNolNolNoNolNoNolNololNolNolNolNolNolNolNo)
[eNelNeolNeolNelNeolNeolNeolNeoNeNeoNeolNelNeNe e lNe Ne e Neo e e Neo Neo oo e e Ne)
[eNeNeoNolNolNoNolNoNoNolNoNolNolNoNolNolNoNolNoNoNoloNoNolNolNolNolNolNo)
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0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0

lentry.CTM.unit.atoms table str name str type int typex int resx int flags int seq
int elmnt dbl chg

"N1" "NN" O 1 131074 1 7 0.037000
"c2" "CT" 0 1 131074 2 6 0.189000
"C3" "CT" 0 1 131074 3 6 -0.073000
"C4" "CT" O 1 131074 4 6 -0.105000
"¢s5" "CT" 0 1 131074 5 6 -0.073000
"Ce" "CT"™ 0 1 131074 6 6 0.189000
"c7" "CT" 0 1 131074 7 6 -0.089000
"cg" "CT" 0 1 131074 8 6 -0.089000
"com "CT" 0 1 131074 9 6 -0.089000
"cio" "CT" 0 1 131074 10 6 -0.089000
"Oll" "ON" O 1 131074 11 8 -0.118000
"H1l2" "HC" 0 1 131074 12 1 0.034000
"H13" "HC" 0 1 131074 13 1 0.024000
"H14" "HC" 0 1 131074 14 1 0.024000
"H15" "HC" 0 1 131074 15 1 0.024000
"Hle" "HC" 0 1 131074 16 1 0.024000
"H17" "HN" O 1 131074 17 1 0.027000
"H18" "HN" O 1 131074 18 1 0.027000
"H19" "HN" 0 1 131074 19 1 0.027000
"H20" "HN" O 1 131074 20 1 0.027000
"H21" "HN" 0 1 131074 21 1 0.027000
"H22" "HN" 0 1 131074 22 1 0.027000
"H23" "HN" 0 1 131074 23 1 0.027000
"H24" "HN" O 1 131074 24 1 0.027000
"H25" "HN" 0 1 131074 25 1 0.027000
"H26" "HN" 0 1 131074 26 1 0.027000
"H27" "HN" 0 1 131074 27 1 0.027000
"H28" "HN" 0 1 131074 28 1 0.027000

"c29" "C" 0 1 131074 29 6 0.720000

"O30" "O2" 0 1 131074 30 8 -0.822000

"o31" "O2" 0 1 131074 31 8 -0.822000

"Lpl" "LP" O 1 131074 32 0 -0.110000

"Lp2" "LP" 0 1 131074 33 0 -0.110000

lentry.CTM.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl

pchg
"N1" "NN" 0 -1 0.0
mg2n "CT" 0 -1 0.0
mC3m "CT" 0 -1 0.0
mC4n "CT" 0 -1 0.0
mCs" o MCT" 0 -1 0.0
"Ce" "CT" 0 -1 0.0
"c7m o "CT" 0 -1 0.0
"cg" "CT" 0 -1 0.0
"comr "CT" 0 -1 0.0
"cio"™ "CT" 0 -1 0.0
"Oo11" "ON" O -1 0.0
"Hi2"™ "HC" 0 -1 0.0
"H13" "HC" 0 -1 0.0
"H14"™ "HC" O -1 0.0
"H15" "HC" 0 -1 0.0
"H16" "HC" 0 -1 0.0
"H17" "HN" O -1 0.0
"H18" "HN" O -1 0.0
"H19" "HN" O -1 0.0
"H20" "HN" O -1 0.0
"H21" "HN" O -1 0.0
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"H22" "HN" 0 -1 0.0
"H23" "HN" 0 -1 0.0
"H24" "HN" 0 -1 0.0
"H25" "HN" 0 -1 0.0
"H26" "HN" 0 -1 0.0
"H27" "HN" 0 -1 0.0
"H28" "HN" 0 -1 0.0

"cz29" "C" 0 -1 0.0

"o30" "O2" 0 -1 0.0

"o31" "O2" 0 -1 0.0

"Lpl" "LP" 0 -1 0.0

"Lp2" "LP" 0 -1 0.0
entry.CTM.unit .boundbox array dbl
-1.000000

o O o
o O O

0.

entry.CTM.unit.childsequence single int

2

entry.CTM.unit.connect array int

0

0

entry.CTM.unit.connectivity table int atomlx int atom2x int flags

=
=
=
=

W WOWoWOoOwIIJoaoonuutuldbdbdhWWwWwNDDNDDNDBRE
=
ul
=

N)
N
e

IR N SRV
ooo

o
NN
R oN

'_I
[
w
w

N R P
Ry
w w
o wN
PR RERR PR

N
o)
w
=

entry.CTM.unit.hierarchy table str abovetype int abovex str belowtype int belowx

"Ull O "Rll 1
IIRII l IIAII 1
IIRII l IIAII 2
IIRII l IIAII 3
IIRII l IIAII 4



IIRII l llAII 5
IIRII l llAII 6
IIRII l llAII ’7
IIRII 1 llAll 8
IIRII 1 llAll 9
IIRII 1 llAll 10
IIRII l IIAII 11
IIRII l IIAII 12
IIRII l llAII 13
IIRII l llAII 14
IIRII l llAII 15
IIRII l llAII 16
IIRII l llAII 1'7
IIRII 1 llAll 18
IIRII 1 llAll 19
IIRII 1 llAll 20
IIRII 1 llAll 21
IIRII 1 "AII 22
IIRII l llAII 23
IIRII l llAII 24
IIRII l llAII 25
IIRII l llAII 26
IIRII l llAII 2'7
IIRII 1 llAll 28
IIRII 1 llAll 29
IIRII 1 llAll 30
IIRII 1 llAll 31
IIRII 1 "AII 32
IIRII l llAII 33
entry.CTM.unit.name single str
"4 -CTEMPO"

entry.CTM.unit.positions table
0.0 0.0 0.0

0.0 0.0 1.4950000

1.433000 0.0 2.033000
2.377000 0.975000 1.346000
2.408000 0.610000 -0.131000
1.047000 0.655000 -0.834000
-0.784000 1.226000 1.980000

-0.722000 -1.271000 1.940000
1.121000 -0.118000 -2.152000
0.612000 2.099000 -1.121000
-1.122000 -0.207000 -0.563000
2.046000 2.011000 1.488000
1.381000 0.208000 3.111000
1.874000 -1.000000 1.928000
3.088000 1.276000 -0.679000
2.834000 -0.400000 -0.202000
1.357000 -1.171000 -1.963000
0.174000 -0.065000 -2.696000
1.919000 0.308000 -2.771000
-0.414000 2.113000 -1.504000
0.667000 2.723000 -0.224000
1.277000 2.539000 -1.874000
-0.240000 2.156000 1.791000
-1.758000 1.272000 1.480000
-0.946000 1.148000 3.062000
-1.762000 -1.276000 1.603000
-0.220000 -2.157000 1.537000
-0.696000 -1.328000 3.034000

3.814000 0.868000 1.962000
4.338000 -0.267000 1.879000
4.270000 1.918000 2.463000
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dbl x dbl y dbl z



-1.184000
-1.456000

lentry

c6x
000

lentry

restype

n CTM n

1
lentry

= Y

[eNeNeNeoNelNeolNeolNeolNeoNelNeo e NelNeNeolNeNeo e Neo e Neo Moo Ne e e e e oo NoNoNule oo o)
>

eNeolNeNoNolNolNoNolNoNolNolNolNolNoNolNolNoNoNolNoNolNolNoNoloNolNolNolNolNolNoNolN( Mo lNolNolNo)
[eNeNeolNeoNeNeoNoNeNoNolNeoNeoNolNeoNeoNoNoNeNoNolNeoNeololNeoNeoNolNoNolNolNolNeoNolNol Y

.CTM.

00
.CTM.

-0.083000
-0.403000

0
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-0.992000
-0.335000
unit.residueconnect table

unit.residues table str nam

1 34 1
lentry.CTM.unit.residuesPdbSequenceNumber array int

int imagingx
ll?ll 0

.CTM.unit.solventcap array dbl
-1.000000

[eNeNeNeoNeolNeoNoNolNoNolNolNolNolNolNolNolNoNolNolNoNolNolNolNolNolNolNolNolNolNolNolNolNo)
[eNeNeNeolNelNeoNeoNelNeolNeolNeolNolNeolNeNeolNelNeoNeolNelNeoNeolNeolNeolNeoNeNeo Ne e e e lNeo Neo Neo)

0.0
!entry.DMN.
int elmnt

llNl n IINNII

||o2 n IIONII
||C3 n IICTII
||C4 n IICTII

||H5 n IIHl n

||H6 n IIHl n

||H7 n IlHl n

IIH8 n IIHl n

IIH9 n IIHl n

IIHlO n llHl n

n Lplll IILPII

(el elNeolNeolNeolNolNolNoNolNolNolNoNolNoNoNoNoNoNoRoNoNoNoNoNoNoNoNolo e Ne e Nel

unit.atoms

dbl

[

O OO OO oo oo
HF R RERRRRPR

chg

131074
131074
131074
131074
131074
131074
131074
131074
131074

.CTM.unit.velocities table dbl x

table str name

W oo Jo Ul WwWwNKE

7

H R B RF OO ®

1

0 1 131074 10
0 1 131074 11

0.110000
-0.110000
-0.115000
-0.115000
.075000
.075000
.075000
.075000
.075000
0.075000
-0.110000

Ok OO OO Oo

int clx

e 1int seq

int c2x

int childseq

dbl y dbl z

str type

int typex

int ¢3x

int resx

int c4x

int startatomx

int flags

int ¢5x

int

str

int seq
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"Lp2" "LP" 0 1 131074 12 0 -0.110000
lentry.DMN.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl

pchg

"N1" "NN" 0 -1 0.0
"o2" "ON" 0 -1 0.0
"c3" "CT" 0 -1 0.0
"C4" "CT" 0 -1 0.0
"H5" "H1" 0 -1 0.0
"Hé" "H1" 0 -1 0.0
"H7" "H1" 0 -1 0.0
"H8" "H1" 0 -1 0.0
"HO9" "H1" 0 -1 0.0

"H10" "H1" O -1 0.0

"Lpl" "LP" 0 -1 0.0

"Lp2" "LP" 0 -1 0.0
entry.DMN.unit.boundbox array dbl
-1.000000

o O O
o O O

0.

entry.DMN.unit.childsequence single int

2

entry.DMN.unit.connect array int

0

0

entry.DMN.unit.connectivity table int atomlx int atom2x int flags
141

131

121

211 1

2 12 1

381

391

3 101

4 51

4 7 1

4 6 1
lentry.DMN.unit.hierarchy table str abovetype int abovex str belowtype int belowx
IIUII O IIRII 1

IIRII l IIAII 1

IIRII l IIAII 2

IIRII l IIAII 3

IIRII l llAII 4

IIRII l llAII 5

IIRII l llAII 6

IIRII l llAII ’7

IIRII l llAII 8

IIRII l llAll 9

IIRII l IIAII 10

IIRII l IIAII 11

IIRII l IIAII 12
lentry.DMN.unit.name single str
IIDMNOII
lentry.DMN.unit.positions table dbl x dbl y dbl z
0.0 0.0 0.0

0.0 0.0 1.268000

1.277000 0.0 -0.686000
-1.161000 0.531000 -0.686000
-1.231000 0.105000 -1.692000
-2.044000 0.262000 -0.104000
-1.102000 1.628000 -0.765000
1.163000 -0.416000 -1.692000
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1.680000 1.021000 -0.765000

1.968000 -0.612000 -0.104000

0.390000 0.0 1.493000

-0.390000 0.0 1.493000

lentry.DMN.unit.residueconnect table int clx 1int c2x int c¢3x int c4x int c5x int
c6x

00 O0OODO

lentry.DMN.unit.residues table str name int seq int childseq int startatomx str
restype int imagingx

"DMN" 1 13 1 "?" O

lentry.DMN.unit.residuesPdbSequenceNumber array int

1

lentry.DMN.unit.solventcap array dbl
-1.000000

0.0

0.0

0.0

0.0

lentry.DMN.unit.velocities table dbl x dbl y dbl z
0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

lentry.DTB.unit.atoms table str name str type int typex int resx int flags int seq
int elmnt dbl chg

"N1" "NN" O 1 131074 1 7 -0.022000
"o2" "ON" 0 1 131074 2 8 -0.060000
"C3" "CT" 0 1 131074 3 6 0.187000
"C4" "CT" O 1 131074 4 6 0.187000
"C5" "CT" 0 1 131074 5 6 -0.114000
"Hé" "HN" 0 1 131074 6 1 0.034000
"H7" "HN" 0 1 131074 7 1 0.034000
"H8" "HN" O 1 131074 8 1 0.034000
"com "CT" 0 1 131074 9 6 -0.114000
"H10" "HN" O 1 131074 10 1 0.034000
"H11" "HN" O 1 131074 11 1 0.034000
"Hi2" "HN" O 1 131074 12 1 0.034000
"Ci3" "CT" 0 1 131074 13 6 -0.114000
"H14" "HN" O 1 131074 14 1 0.034000
"H15" "HN" O 1 131074 15 1 0.034000
"H1lé" "HN" O 1 131074 16 1 0.034000
"C1i7" "CT" 0 1 131074 17 6 -0.114000
"H18" "HN" O 1 131074 18 1 0.034000
"H19" "HN" 0 1 131074 19 1 0.034000
"H20" "HN" O 1 131074 20 1 0.034000
"c21" "CT" 0 1 131074 21 6 -0.114000
"H22" "HN" 0 1 131074 22 1 0.034000
"H23" "HN" 0 1 131074 23 1 0.034000
"H24" "HN" O 1 131074 24 1 0.034000
"Cc25" "CT" 0 1 131074 25 6 -0.114000
"H26" "HN" O 1 131074 26 1 0.034000
"H27" "HN" 0 1 131074 27 1 0.034000
"H28" "HN" O 1 131074 28 1 0.034000
"Lpl" "LP" O 1 131074 29 0 -0.110000
"Lp2" "LP" 0 1 131074 30 0 -0.110000
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lentry.DTB.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl
pchg
"N1" "NN" 0 -1 0.0
"o2" "ON" 0 -1 0.0
"c3m o "CcT" 0 -1 0.0
"c4" "CcT" 0 -1 0.0
"¢cs5" o "CT" 0 -1 0.0
"He" "HN" O -1 0.0
"H7" "HN" 0 -1 0.0
"H8" "HN" O -1 0.0
"conm "CT" 0 -1 0.0
"H10"™ "HN" O -1 0.0
"H11"™ "HN" O -1 0.0
"H12" "HN" 0 -1 0.0
"ci3" "CT" 0 -1 0.0
"H14"™ "HN" O -1 0.0
"H15" "HN" O -1 0.0
"Hle" "HN" O -1 0.0
"ci7" "CT" 0 -1 0.0
"H18" "HN" O -1 0.0
"H19" "HN" O -1 0.0
"H20" "HN" O -1 0.0
"cz21it "CcT" 0 -1 0.0
"H22" "HN" 0 -1 0.0
"H23" "HN" 0 -1 0.0
"H24" "HN" O -1 0.0
"c25" "CT" 0 -1 0.0
"H26" "HN" O -1 0.0
"H27" "HN" O -1 0.0
"H28" "HN" O -1 0.0
"Lpl" "LP" 0 -1 0.0

"Lp2" "LP" 0 -1 0.0
entry.DTB.unit .boundbox array dbl
-1.000000

o O O
o O O

0.

entry.DTB.unit.childsequence single int

2

entry.DTB.unit.connect array int

0

0

entry.DTB.unit.connectivity table int atomlx int atom2x int flags
21
31
4 1
30
29
25

e e

COUUTUTU D ERAWWWNDNR R R
©
[
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13 16
17 20
17 18
17 19
21 23
21 24
21 22
25 27
25 28
25 26
entry.DTB.unit.hierarchy table str abovetype int abovex str belowtype int belowx

HFHRRRRRRPRPRR

IIUII O llRII 1
IIRII l llAII 1
IIRII 1 llAll 2
IIRII 1 llAll 3
IIRII 1 llAll 4
IIRII 1 llAll 5
IIRII 1 "AII 6
IIRII l llAII '7
IIRII l llAII 8
IIRII l llAII 9
IIRII l llAII 10
IIRII l llAII 11
IIRII 1 llAll 12
IIRII 1 llAll 13
IIRII 1 llAll 14
IIRII 1 llAll 15
IIRII 1 "AII 16
IIRII l llAII 17
IIRII l llAII 18
IIRII l llAII 19
IIRII l llAII 20
IIRII l llAII 21
IIRII 1 llAll 22
IIRII 1 llAll 23
IIRII 1 llAll 24
IIRII 1 llAll 25
IIRII 1 "AII 26
IIRII l IIAII 27
IIRII l IIAII 28
IIRII l IIAII 29
IIRII l IIAII 30
entry.DTB.unit.name single str
IIDTBNII

entry.DTB.unit.positions table dbl x dbl y dbl =z
0.003000 -0.482000 -0.186000
-0.035000 -1.755000 -0.092000
1.352000 0.157000 -0.013000
-1.342000 0.163000 -0.012000
-1.821000 -0.0995000 1.423000
-2.862000 0.222000 1.532000
-1.759000 -1.168000 1.644000
-1.220000 0.448000 2.156000
-2.284000 -0.534000 -1.000000
-2.322000 -1.607000 -0.806000
-3.291000 -0.116000 -0.901000
-1.945000 -0.380000 -2.030000
-1.369000 1.661000 -0.306000
-2.395000 2.009000 -0.152000
-1.100000 1.880000 -1.342000
-0.731000 2.246000 0.361000
1.500000 0.743000 1.398000
0.814000 1.573000 1.584000
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.327000 -0.029000 2.153000
.519000 1.124000 1.527000
.397000 -0.946000 -0.195000
.290000 -1.730000 0.555000
.311000 -1.412000 -1.180000
.390000 -0.496000 -0.104000
.607000 1.226000 -1.084000
.041000 2.144000 -0.926000
.374000 0.836000 -2.079000
.669000 1.493000 -1.068000
.348000 -1.990000 -0.074000
-0.432000 -1.967000 -0.075000

ONREFRPREWNMDNDNNLERE

lentry.DTB.unit.residueconnect table int clx

c6x

00O0O0O0DO

lentry.DTB.unit.residues table str name
restype int imagingx

"DTB" 1 31 1 "?" O

int seq int childseq

lentry.DTB.unit.residuesPdbSequenceNumber array int

1
lentry.DTB.unit.solventcap array dbl
-1.000000

.DTB.unit.velocities table dbl x
0.

= Y

el elNeolNeolNelNeolNeolNeolNolNolNeolNeolNeolNeoNeolNeolNolNeolNeNeolNeolNeoNeolNeoNeoNe Neo ool o NeoNeo Neo)
=

[elNeolNeoNoNeolNoNolNolNolNolNoNolNolNolNolNolNolNolNoNoNolNoNoNolNolNolNolNolNolN(eolNolNolNo)
[eNeNeNoNeNeNoNoNeNolNolNeoNoNoNeoNeoNoNolNeoNoNoNeNeoNolNoNolNolNoNolNolL Y

[eleNeolNeolNeolNoNeolNoNolNolNeolNolNolNolNolNolNolNolNoNolNolNoNolNolNolNololNolNolNo]
[eNeNelNeoNeolNeolNeolNeolNeolNeolNeoNeolNeNeoNe e e Ne e Neo e o Neo e oo e NoNeo)
[elNeNeoNolNoNoNolNoNolNolNolNolNoNoNolNolNolNolNoNolNolNoNolNoNolNololNolNolNo]

o
o

lentry.IND.unit.atoms table str name str type

int elmnt dbl chg

"Cl" "CF" 0 1 131074 1 6 0.069100

"c2" "CE" 0 1 131074 2 6 -0.002200
"C3" "CA"™ 0 1 131072 3 6 -0.147100
"C4" "CA"™ 0 1 131072 4 6 -0.119700

dbl y dbl z

int c2x

int ¢3x int c4x int cb5x

int typex int resx

int startatomx

int flags

int

str

int seq



IICS n n CAII
||C6 n IICAII
IIC'7 n IICI n
||C8 n IICH O
llHl n IIHAII
||H2 n IIHAII
IIH3 n IIHAII
||H4 n IIHAII
llol n IIOII O
"02 n IIONII
IINl n IINNII
||C9 n n CAII
IIClOII llCAll
Ilcllll llCAll
"C12" llCAll
||H5 n IIHAII
||C13 n llCAll
||H6 n IIHAII
"Cl4“ llCAll
||H7 n IIHAII
||H8 n IIHAII
||H9 n IIHAII
||C15|I llCTll
llHlo n lch n
IlHlllI lch n
||H12 n lch n
n Lplll llLPll
n Lpz n "LP"
!entry.IND
pchg
IICl n n CNII
||C2 n n CBII
||C3 n n CAII
||C4 n IICAII
||C5 n IICAII
||C6 n IICAII
IIC'7 n IICI n
||C8 n IICII O
llHl n IIHAII
||H2 n IIHAII
IIH3 n IIHAII
||H4 n IIHAII
"Ol n IIOII O
||02 n IIONII
llNl n IINNII
||C9 n IICAII
IIC:LOII llCAll
IIC:L:LII llCAll
||C12ll llCAll
IIH5 n IIHAII
IIC13 n IICAII
IIH6 n IIHAII
"Cl4“ IICAII
||H7 n IIHAII
||H8 n IIHAII
||H9 n IIHAII
||C15|I llCTll
llHlo n lch n
IlHllll lch n
IIH12 n IIHC n
n Lplll IILPII
n Lp2 n IILPII

lentry.
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0 1 131072 5 6 -0.154500
0 1 131072 6 6 -0.101600
0 1 131072 7 6 0.150700
1 131072 8 6 0.400900
0 1 131072 9 1 0.151900
0 1 131072 10 1 0.137300
0 1 131072 11 1 0.145900
0 1 131072 12 1 0.142100
1 131072 13 8 -0.467400
0 1 131072 14 8 -0.127800
0 1 131072 15 7 0.091200
0 1 131072 16 6 -0.015600
0 1 131072 17 6 -0.131600
0 1 131072 18 6 -0.131600
0 1 131072 19 6 -0.156700
0 1 131072 20 1 0.148700
0 1 131072 21 6 -0.156700
0 1 131072 22 1 0.148700
0 1 131072 23 6 -0.123900
0 1 131072 24 1 0.140200
0 1 131072 25 1 0.140200
0 1 131072 26 1 0.136500

0 1 131072 27 6 -0.081800
0 1 131072 28 1 0.044800
0 1 131072 29 1 0.044800
0 1 131072 30 1 0.044800
0 1 131072 31 0 -0.109800
0 1 131072 32 0 -0.109800

.unit.atomspertinfo table

0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
-1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
-1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -10.0
0 -1 0.0
0 -10.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -10.0
0 -10.0
0 -10.0

IND.unit.boundbox array dbl

str pname str ptype

int ptypex

int pelmnt

dbl
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entry.IND.unit.childsequence single int

entry.IND.unit.connect array int

entry.IND.unit.connectivity table int atomlx int atom2x int flags

-1.000000
0.0

0.0

0.0

0.

2

0

0

161
121
1151
231
281
341
391

4 51

4 10 1
56 1
5111

6 12 1

7 81

7 15 1

7 27 1

7 16 1

8 13 1

14 15 1
14 32 1
14 31 1
16 17 1
16 18 1
17 19 1
17 20 1
18 21 1
18 22 1
19 23 1
19 24 1
21 23 1
21 25 1
23 26 1
27 30 1
27 28 1
27 29 1
entry.IND
IIUII O llRII
IIRII 1 llAII
IIRII l llAll
IIRII l IIAII
IIRII l IIAII
IIRII l IIAII
IIRII l IIAII
IIRII l llAII
IIRII 1 llAII
IIRII 1 llAII
IIRII 1 llAII
IIRII 1 llAII
IIRII 1 llAll
IIRII l IIAII
IIRII l IIAII
IIRII l IIAII
IIRII l IIAII

.unit.hierarchy table str abovetype int abovex str belowtype int belowx

W JO0O Ul WNhRELBRP
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IIRII l "AII 17
IIRII 1 "AII 18
IIRII 1 "AII 19
IIRII 1 "All 20
IIRII 1 "All 21
IIRII 1 "All 22
IIRII l IIAII 23
IIRII l IIAII 24
IIRII l llAII 25
IIRII l llAII 26
IIRII l llAII 27
IIRII 1 "AII 28
IIRII 1 "AII 29
IIRII 1 "AII 30
IIRII 1 "AII 31
IIRII 1 "AII 32
lentry.IND.unit.name single str
"INDCO"

entry.IND.unit.positions table dbl x dbl y dbl
0.0 0.0 0.0

0.0 0.0 1.402000

1.199000 0.0 2.109000
2.388000 0.007000 1.386000
2.371000 0.001000 -0.020000
1.183000 -0.006000 -0.741000
-2.295000 0.037000 0.608000
-1.392000 -0.047000 1.866000
1.189000 -0.006000 3.196000
3.341000 0.012000 1.908000
3.316000 0.001000 -0.559000
1.157000 -0.017000 -1.826000
-1.800000 -0.156000 2.998000
-1.604000 -0.120000 -1.700000
-1.296000 -0.015000 -0.486000

-3.054000 1.361000 0.607000
-3.931000 1.634000 1.663000
-2.904000 2.305000 -0.412000
-4.646000 2.827000 1.696000
-4.034000 0.920000 2.476000
-3.624000 3.498000 -0.375000
-2.242000 2.107000 -1.249000
-4.497000 3.764000 0.676000
-5.320000 3.025000 2.527000
-3.500000 4.221000 -1.178000
-5.057000 4.696000 0.701000
-3.223000 -1.170000 0.511000
-3.908000 -1.170000 1.362000
-3.795000 -1.116000 -0.419000
-2.649000 -2.103000 0.524000
-1.281000 -0.157000 -2.011000

-2.037000 -0.121000 -1.823000
lentry.IND.unit.residueconnect table int clx int
c6x

0 0O0OODPO
lentry.IND.unit.residues table str name int seq
restype int imagingx

"IND" 1 33 1 "?" O
lentry.IND.unit.residuesPdbSequenceNumber array int

1
lentry.IND.unit.solventcap array dbl

-1.000000

0.0

0.0

Z

c2x int c3x

int childseq

int c4x int c¢5x

int startatomx

int

str



= Y

e elNeolNeoNelNolNeolNeolNolNeolNeoNeolNelNeNeo e lNeoNeolNe e Ne e NeoNe e Ne Neo e Neo e e e o Neol
=

[eNelNeolNoNoNoNolNolNolNolNoNoNolNolNolNolNoNolNoNoNolNoNoNolNolNolNolNolNolNolNolN( ool
[eNeNeNolNeoNeNoNoNeNoNoNeNoNolNeoNeoNolNeoNeoNolNoNeoNolNoNeoNolNolNoNoNolNolelly

0.0
lentry.NIT.unit
int elmnt dbl

"Cl n n CTII 0 1

IIC2 n n CTII O 1

IIC3 n n CXII O 1

llHl n IIHl n O 1

IIH2 n IIHl n O 1

IIH3 n IIHl n O 1

||H4 n IIHl n 0 l

llNl n IINNII 0 l

||N2 n IINNII 0 l

"Ol n IIONII 0 l

"02 n IIONII 0 l

||C4 n IICTII 0 1

IIH5 n IIHCII O 1

IIH6 n IIHCII O 1

||H7 n IIHCII O 1

n Lplll IILPII 0 1

n Lp2 n llLPll O 1

n Lp3 n llLPll O l

n Lp4 n llLPll O l
lentry.NIT.unit.
pchg

llclll IICTII O _1

IIC2 n n CTII O _1

IIC3 n n CXII O _1

llHlll IIHlII O _1

IIH2 n IIHlII O _1

.IND

[eeNeoNeolNeoNoNolNolNolNolNoNolNolNoNolNolNolNolNolNolNolNoNolNolNoNolNolNolNolNolNolNo)

[eeNeoNeoNeNeoNeolNeolNeolNeolNeNelNeolNeNeo e lNeoNelNe Neo e e Neo e e Ne Neo o Neo o o Ne)

.unit.velocities table

el elNeolNeolNeolNeolNelNeolNolNeoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNeoNe)

.atoms
chg

131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072

table str name
1 6 -0.040000
2 6 -0.040000
3 6 0.260000

4 1 0.096000

5 1 0.096000

6 1 0.096000

7 1 0.096000

8 7 0.145000

9 7 0.145000
10 8 -0.230000
11 8 -0.230000
12 6 -0.242000
13 1 0.096000
14 1 0.096000
15 1 0.096000
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131072 16 0 -0.110000
131072 17 0 -0.110000
131072 18 0 -0.110000
131072 19 0 -0.110000

O O O o o
O O O o o

atomspertinfo table

dbl x

dbl y dbl z

str type

str pname

int typex

str ptype

int resx

int ptypex

int flags

int pelmnt

int seq

dbl



||H3 n IIHl n
||H4 n IIHl n
IINl n IINNII
||N2 n IINNII
"Ol n IIONII
||02 n IIONII
||C4 n n CTII
||H5 n IIHCII
||H6 n IIHCII
||H7 n IIHCII
n Lplll llLP
n Lp2 n llLP
n Lp3 n llLP
n Lp4 n llLP
entry .NIT
-1.000000
0.0

0.0

0.0

0.0

entry .NIT
2

entry .NIT
0

0

entry .NIT
151
141
181
121
271
261
291
391
381
312 1

8 10 1

9 11 1

10 17 1
10 16 1
11 19 1
11 18 1
12 15 1
12 13 1
12 14 1
entry .NIT
IIUII O llRII
IIRII 1 llAII
IIRII l llAII
IIRII l IIAII
IIRII l IIAII
IIRII l IIAII
IIRII l IIAII
IIRII l llAII
IIRII 1 llAII
IIRII 1 llAII
IIRII 1 llAII
IIRII 1 llAII
IIRII l llAII
IIRII l IIAII
IIRII l IIAII
IIRII l IIAII
IIRII l IIAII
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0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0
0 -1 0.0

"0 -10.0
.unit.boundbox array dbl

.unit.childsequence single int

.unit.connect array int

.unit.connectivity table int atomlx int atom2x int flags

.unit.hierarchy table str abovetype int abovex str belowtype int belowx
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IIRII l llAII 17
IIRII 1 llAII 18
IIRII 1 llAII 19
entry.NIT.unit.name single str
"NITNO"
entry.NIT.unit.positions table dbl x dbl y dbl z
0.0 0.0 0.0
0.0 0.0 1.529000
2.201000 0.0 0.767000
-0.454000 -0.890000 -0.444000
-0.455000 0.8950000 -0.444000
-0.454000 -0.890000 1.973000
-0.455000 0.8950000 1.973000
.435000 0.0 -0.338000
.435000 0.001000 1.872000
.841000 0.0 -1.530000
.826000 0.002000 3.069000
.673000 -0.003000 0.758000
.052000 -0.600000 1.593000
.048000 -0.457000 -0.166000
.029000 1.027000 0.834000
.282000 0.0 -1.618000
.544000 0.0 -1.869000
.266000 0.002000 3.161000
1.526000 0.001000 3.404000
lentry.NIT.unit.residueconnect table int clx i1int c2x int c¢3x int c4x int c5x int
c6x
00 O0OODO
lentry.NIT.unit.residues table str name int seq int childseq int startatomx str
restype 1int imagingx
"NIT" 1 21 1 "?" O
lentry.NIT.unit.residuesPdbSequenceNumber array int

NERENB DR DWRRRP PR

1
lentry.NIT.unit.solventcap array dbl
-1.000000
0.0

0.0

0.0

0.0
lentry.NIT.unit.velocities table dbl x dbl y dbl z
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0

lentry.OPR.unit.atoms table str name str type int typex int resx int flags int seq
int elmnt dbl chg

"ci" "CT" 0 1 131072 1 6 -0.136000

"cz2" "CcT" 0 1 131072 2 6 0.287000
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"C3" "CP" 0 1 131072 3 6 0.287000
"H1" "HC" 0 1 131072 4 1 0.060000
"H3" "HC" 0 1 131072 5 1 0.060000
"N1" "NN" O 1 131072 6 7 0.080000
"Ol" "ON" 0 1 131072 7 8 -0.184000
"C4" "CT" O 1 131072 8 6 -0.106000
"H4" "HN" 0 1 131072 9 1 0.022000
"H5" "HN" 0 1 131072 10 1 0.022000
"Hé" "HN" 0 1 131072 11 1 0.022000
"Cs5" "CT" 0 1 131072 12 6 -0.106000
"H7" "HN" 0 1 131072 13 1 0.022000
"H8" "HN" 0 1 131072 14 1 0.022000
"HO9" "HN" 0 1 131072 15 1 0.022000
"ce" "CT" 0 1 131072 16 6 -0.106000

"H10" "HN" O 1 131072 17 1 0.022000
"H11" "HN" O 1 131072 18 1 0.022000
"Hi2" "HN" 0 1 131072 19 1 0.022000

"c7" "CT" 0 1 131072 20 6 -0.106000
"H13" "HN" 0 1 131072 21 1 0.022000
"H14" "HN" O 1 131072 22 1 0.022000
"H15" "HN" 0 1 131072 23 1 0.022000
"cg" "C" 0 1 131072 24 6 0.444000
"o2" "O" 0 1 131072 25 8 -0.518000
"Lpl" "LP" 0 1 131072 26 0 -0.110000

"Lp2" "LP" 0 1 131072 27 0 -0.110000
lentry.OPR.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl

pchg

"Qlm "CT" 0 -1 0.0
mC2m "CT" 0 -1 0.0
"C3m nCP" 0 -1 0.0
"H1" "HC" 0 -1 0.0
"H3" "HC" 0 -1 0.0
"N1" "NN" 0 -1 0.0
"O1" "ON" 0 -1 0.0
"C4nm nCT" 0 -1 0.0
"H4" "HN" 0 -1 0.0
"H5" "HN" 0 -1 0.0
"He" "HN" 0 -1 0.0
"Qs" nCT" 0 -1 0.0
"H7" "HN" 0 -1 0.0
"H8" "HN" 0 -1 0.0
"H9" "HN" 0 -1 0.0
"Ce" "CT" 0 -1 0.0

"H10" "HN" O -1 0.0
"H11" "HN" 0 -1 0.0
"H12" "HN" 0 -1 0.0
"c7m o "CcT" 0 -1 0.0

"H13" "HN" 0 -1 0.0
"H14" "HN" O -1 0.0
"H15" "HN" 0 -1 0.0
||C8ll IICII O _1 0.0
"02" IIOII O _1 0.0
"LpP1" "LP" O -1 0.0

"Lp2" "LP" 0 -1 0.0
entry.OPR.unit.boundbox array dbl
-1.000000

O O O o

ntry.OPR.unit.childsequence single int

N D O o oo

lentry.OPR.unit.connect array int



0
0
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lentry.OPR.unit.connectivity table int atomlx int atom2x int flags

12

=
NN

12
16
16
16
20
20
20
24

IIUII
IIRII
"RII
"RII
"RII
"RII
"RII
IIRII
IIRII
IIRII
IIRII
IIRII
"RII
"RII
"RII
"RII
"RII
"Rll
IIRII
IIRII
IIRII
IIRII
IIRII
"RII
"RII
"RII
"RII
"Rll

0 000 J~JO0OWWwwwdNDNMDMNDNEKERERE
N
N
B

13
15
18
17
19
23
22
21
25

0

FRRPRPREPREPRPRPRPRPERPRPRPRPRERERRPRPRERRERERRERRERR R

entry.

entry.

HFHRHRERRRRRRPRR

OPR
llRII
"AII
"AII
"AII
"AII
"AII
"AII
IIAII
IIAII
IIAII
IIAII
IIAII
"AII
"AII
"AII
"AII
"AII
"AII
IIAII
IIAII
IIAII
IIAII
"AII
"AII
"AII
"AII
"AII
"AII
OPR

.unit.hierarchy table str abovetype int abovex str belowtype int belowx

0 JO0O Uk W NP R

\\e]

10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27

.unit.name single str

"3 -0xo-PROXYL"
lentry.OPR.unit.positions table dbl x dbl y dbl z
0.0 0.0 0.0
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0.0 0.0 1.532000

2.374000 0.0 0.740000
-0.685000 -0.725000 -0.447000
-0.264000 0.991000 -0.394000

1.429000 0.270000 1.835000
1.824000 0.446000 3.018000
3.221000 1.242000 0.459000
3.801000 1.488000 1.354000
3.902000 1.044000 -0.374000
2.595000 2.104000 0.205000
3.258000 -1.207000 1.052000
3.910000 -1.411000 0.198000
3.866000 -0.989000 1.935000
2.661000 -2.101000 1.255000
-0.856000 1.101000 2.145000
-1.913000 0.924000 1.920000
-0.725000 1.119000 3.230000
-0.573000 2.082000 1.748000

-0.385000 -1.367000 2.104000

-0.185000 -1.387000 3.180000

-1.451000 -1.560000 1.940000

0.183000 -2.176000 1.630000

1.428000 -0.283000 -0.422000

1.779000 -0.662000 -1.510000

2.259000 0.528000 3.100000

1.530000 0.428000 3.359000

lentry.OPR.unit.residueconnect table int clx int c2x int c¢3x int c4x int c5x int
c6x

00 O0OODO

lentry.OPR.unit.residues table str name int seq int childseq int startatomx str
restype 1int imagingx

"OPR"™ 1 28 1 "?" O

lentry.OPR.unit.residuesPdbSequenceNumber array int

1
lentry.OPR.unit.solventcap array dbl
-1.000000
.0
.0
.0
.0
lentry.OPR.unit.velocities table dbl x dbl y dbl z

[eNelNeolNolNolNoNolNolNoNolNoNolNolNolNolNolNolNolNolNoNolNolN(lNololNolNo)

[eNelNeolNeolNelNeolNeolNeolNeoNelNeoNeolNe e NeoNe e NeoNeo o o Neo)
el eNeoNoNeNoNoNeoNoNolNeoNeoNolNoNeoNolNolNeoNoNoNolNolY
[eNelNeolNeolNeNeolNeoNeolNeoNeNeNeoNe e NeoNe o NeoNeo o NoNeo)
[eNelNeoNolNolNoNoNolNolNolNolNolNolNolNoNolNoNolNolNolNolNo

[eNelNeoNeolNolNoNolNolNoNolNolNolNolNolNoNolNolNolNolNolNolNo
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0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0

lentry.OTM.unit.atoms table str name str type int typex int resx int flags int seq
int elmnt dbl chg

"N1" "NN" O 1 131074 1 7 0.037000
"c2" "CT" 0 1 131074 2 6 0.189000
"C3" "CT" 0 1 131074 3 6 -0.055000
"C4" "CT" O 1 131074 4 6 -0.055000
"¢s5" "CT" 0 1 131074 5 6 0.189000
"Ce" "CT"™ O 1 131074 6 6 -0.089000
"c7" "CT" 0 1 131074 7 6 -0.089000
"cg" "CT" 0 1 131074 8 6 -0.089000
"com "CT" 0 1 131074 9 6 -0.089000
"O1l0" "ON" O 1 131074 10 8 -0.118000
"H1l" "HC" 0 1 131074 11 1 0.034000
"H1l2" "HC" 0 1 131074 12 1 0.034000
"H13" "HC" 0 1 131074 13 1 0.034000
"H14" "HC" 0 1 131074 14 1 0.034000
"H15" "HN" O 1 131074 15 1 0.027000
"Hle" "HN" O 1 131074 16 1 0.027000
"H17" "HN" O 1 131074 17 1 0.027000
"H18" "HN" O 1 131074 18 1 0.027000
"H19" "HN" 0 1 131074 19 1 0.027000
"H20" "HN" O 1 131074 20 1 0.027000
"H21" "HN" 0 1 131074 21 1 0.027000
"H22" "HN" 0 1 131074 22 1 0.027000
"H23" "HN" 0 1 131074 23 1 0.027000
"H24" "HN" O 1 131074 24 1 0.027000
"H25" "HN" 0 1 131074 25 1 0.027000
"H26" "HN" 0 1 131074 26 1 0.027000

"c27" "C" 0 1 131074 27 6 0.420000

"o28" "O" 0 1 131074 28 8 -0.491000

"Lpl" "LP" 0 1 131074 29 0 -0.110000

"Lp2" "LP" 0 1 131074 30 0 -0.110000

lentry.OTM.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl

pchg
"N1" "NN" 0 -1 0.0
Tcz2m "CcT" 0 -1 0.0
"c3" "CT" 0 -1 0.0
"c4m" "CT" 0 -1 0.0
mgs" o MCT" 0 -1 0.0
"Ce" "CT" 0 -1 0.0
mg7" o MCT" 0 -1 0.0
mcg" "CT" 0 -1 0.0
mCom "CT" 0 -1 0.0
"O10" "ON" O -1 0.0
"H11"™ "HC" 0 -1 0.0
"H1i2" "HC" 0 -1 0.0
"H13"™ "HC" 0 -1 0.0
"H14"™ "HC" 0 -1 0.0
"H15" "HN" O -1 0.0
"Hle" "HN" O -1 0.0
"H17" "HN" O -1 0.0
"H18" "HN" O -1 0.0
"H19" "HN" O -1 0.0
"H20" "HN" 0 -1 0.0
"H21" "HN" O -1 0.0
"H22" "HN" O -1 0.0
"H23" "HN" O -1 0.0
"H24" "HN" O -1 0.0
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"H25" "HN" 0 -1 0.0

"H26" "HN" 0 -1 0.0

"cz27" "Cc" 0 -1 0.0

"o28" "O" 0 -1 0.0

"Lpl" "LP" 0 -1 0.0

"Lp2" "LP" 0 -1 0.0
entry.OTM.unit .boundbox array dbl
-1.000000

o O O
o O O

0.

entry.OTM.unit.childsequence single int

2

entry.OTM.unit.connect array int

0

0

entry.OTM.unit.connectivity table int atomlx int atom2x int flags

1101
121

151

2 71

2 6 1

231

312 1
3111
3271

4 5 1

4 13 1

4 14 1

4 27 1
591

581

6 22 1

6 23 1

6 21 1

7 24 1

7 25 1

7 26 1

8 16 1

8 17 1

8 15 1

9 18 1

9 19 1

9 20 1

10 29 1

10 30 1

27 28 1
entry.OTM.unit.hierarchy table str abovetype int abovex str belowtype int belowx
IIUII 0 llRII 1
IIRII l llAII 1
IIRII l llAII 2
IIRII l llAII 3
"RII l "AII 4
"RII 1 "AII 5
"RII 1 "AII 6
"RII 1 "AII ’7
"RII 1 "AII 8
"Rll l "All 9
IIRII l llAII 10
IIRII l llAII 11
IIRII l llAII 12
IIRII l llAII 13
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IIRII l "AII 14
"RII 1 "AII 15
"RII 1 "AII 16
"Rll 1 "All 17
"Rll 1 "All 18
"Rll 1 "All 19
IIRII l IIAII 20
IIRII l IIAII 21
IIRII l llAII 22
IIRII l llAII 23
IIRII l llAII 24
"RII 1 "AII 25
"RII 1 "AII 26
"RII 1 "AII 27
"RII 1 "AII 28
"RII 1 "AII 29
"RII 1 "AII 30

entry.OTM.unit.name single str
"4 -Oxo-TEMPO"
entry.OTM.unit.positions table dbl x dbl y dbl z
0.0 0.0 -1.011000

-1.311000 0.003000 -0.313000
-1.142000 -0.578000 1.095000
1.142000 0.578000 1.095000
1.311000 -0.003000 -0.313000
-1.840000 1.443000 -0.264000
-2.280000 -0.872000 -1.106000
1.840000 -1.443000 -0.264000
2.280000 0.872000 -1.106000
0.0 0.0 -2.277000

-2.066000 -0.460000 1.670000
-0.958000 -1.660000 1.024000

0.958000 1.660000 1.024000
2.066000 0.460000 1.670000
1.211000 -2.094000 0.353000
1.873000 -1.854000 -1.277000
2.853000 -1.460000 0.153000
2.447000 0.463000 -2.102000
1.888000 1.888000 -1.213000
3.239000 0.922000 -0.574000
-1.211000 2.094000 0.353000
-1.873000 1.854000 -1.277000
-2.853000 1.460000 0.153000
-2.447000 -0.463000 -2.102000
-1.888000 -1.888000 -1.213000

-3.239000 -0.922000 -0.574000

0.0 0.0 1.898000

0.0 0.0 3.107000

-0.389000 0.002000 -2.502000

0.389000 -0.002000 -2.502000
lentry.OTM.unit.residueconnect table int clx 1int c2x
c6x

00O0O0O0DO

int ¢3x

lentry.OTM.unit.residues table str name int seq int childseq

restype int imagingx
"OoTM" 1 31 1 "?" O
lentry.OTM.unit.residuesPdbSequenceNumber array int
1
lentry.OTM.unit.solventcap array dbl
-1.000000

o O O
o O O

int c4x int c¢5x

int startatomx

int

str



o
o

lentry.

o
o

(el eolNeolNeolNeolNolNolNeoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNeoNeoNe)
(el eolNeolNeolNeolNolNoNololoNoNooNooNolololoBoNoloNoNoNeo oo Ne)

[eNeNeleoNelNeoNeNeNeNeoNeoNoNoNeoNoNoNoNoNoloNoNoNoNoNoNeoNoNe Ne)

[eNelNeolNeolNolNolNolNeoNoNolNeolNolNolNolNolNolNoNolNoNolNolNoNolNolNolNolNolNolNolNo]
[eNelNeolNeolNeolNeolNeolNeNeolNeNeoNeolNelNeoNe e lNeo Neo e oo Neo NoNeo oo Neo o NoNeo]

0.0 O.
!lentry.PRX
int elmnt

"Cl n IICTII

IIN:L n IINNII

||C2 n IICTII

||C3 n n CTII
||C4 n n CTII

"Ol n IIONII

IICS n n CTII

||C6 n n CTII

||C7 n n CTII
||C8 n IICTII

IlHl n IIHNII

||H2 n IIHNII

||H3 n IIHNII
||H4 n IIHNII
||H5 n IIHNII
||H6 n IIHNII
||H7 n IIHNII
||H8 n IIHNII
||H9 n IIHNII

IIHlO n llHNll

IlHlllI llHNll

||H12 n llHNll

||H13 n lch n

||H14 n lch n

||H15ll lch n

||H16 n IIHC n

n Lplll IILPII

n Lp2 n IILPII

[elelNelNeolNeoNeolNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNeo e NeNe)

dbl

=)

O OO O OO0 0O0O0O00O0O0O00O0O0O0OoOoOoOo oo
HFHRRRRRPRPRRPRRERERERRRERRRPRRR

O O O OO OO OoOOo

PR RRRRPRPR

.unit.atoms

chg
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072
131072

table

0.
0.
0.
-0
-0
-0
-0
-0
-0

W JO0 Ul WN R
O O O 00 O O O J O\

e e SRR
D WN R o

e
g o0

= =
© ul
FHERRPRRERRERPRREO

O OO OO OO oo

=
NN NN O
W N P o

NN NN
g0 Uk
COoORRRERRRR

N
[ee]
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OTM.unit.velocities table dbl x

str name

287000
080000
287000
.055000
.055000
.184000
.106000
.106000
.106000
0.106000
.022000
.022000
.022000
.022000
.022000
.022000
.022000
.022000
.022000
.022000
.022000
.022000
.005000
.005000
.005000
.005000
-0.110000
-0.110000

O O O oo oo

dbl y dbl z

str type

int typex

int resx

int flags

int seq
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lentry.PRX.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl

pchg
"ci" "CcT" 0 -1 0.0
"N1" "NN" O -1 0.0
"¢z "CcT" 0 -1 0.0
"c3" "CT" 0 -1 0.0
"c4" "CT" 0 -1 0.0
"Oo1" "ON" 0 -1 0.0
"¢s5" "CT" 0 -1 0.0
"Ce" "CT" 0 -1 0.0
"¢yt "CcT" 0 -1 0.0
"cg" "CT" 0 -1 0.0
"H1" "HN" 0 -1 0.0
"H2" "HN" 0 -1 0.0
"H3" "HN" 0 -1 0.0
"H4" "HN" O -1 0.0
"H5" "HN" 0 -1 0.0
"H6" "HN" O -1 0.0
"H7" "HN" O -1 0.0
"H8" "HN" 0 -1 0.0
"HO9" "HN" O -1 0.0
"H10" "HN" 0 -1 0.0
"H11" "HN" O -1 0.0
"H12" "HN" 0 -1 0.0
"H13" "HC" 0 -1 0.0
"H14" "HC" 0 -1 0.0
"H15" "HC" 0 -1 0.0
"Hle" "HC" 0 -1 0.0
"LP1" "LP" O -1 0.0
"Lp2" "LP" 0 -1 0.0
lentry.PRX.unit.boundbox array dbl
-1.000000
0.0
0.0
0.0
0.
lentry.PRX.unit.childsequence single int
2
lentry.PRX.unit.connect array int
0
0

entry.PRX.unit.connectivity table int atomlx int atom2x int flags
121

=
ul

o
=

=

NN JoB WO R
R

WO NITITOATTUA DD WWWNNR R
ol
I

[
N)
FRERRPRRREPR PP



8 14 1

9 18 1

9 17 1

9 19 1

10 22 1

10 20 1

10 21 1
entry.PRX.unit.hierarchy table
IIUII O llRII 1
IIRII l llAII 1
IIRII l llAII 2
IIRII 1 "AII 3
IIRII 1 "AII 4
"RII 1 "AII 5
"RII 1 "AII 6
"RII 1 "AII '7
"RII 1 "AII 8
"RII 1 "AII 9
IIRII l llAII 10
IIRII l llAII 11
IIRII l llAII 12
IIRII l llAII 13
IIRII 1 "AII 14
"RII 1 "AII 15
"RII 1 "AII 16
"RII 1 "AII 1'7
"RII 1 "AII 18
"RII 1 "AII 19
IIRII l llAII 20
IIRII l llAII 21
IIRII l llAII 22
IIRII l llAII 23
IIRII l "AII 24
"RII 1 "AII 25
"RII 1 "AII 26
"RII 1 "AII 2'7
"RII 1 "AII 28
entry.PRX.unit.name single str
"PROXYL"
entry.PRX.unit.positions table

1.250000 0.013000 0.126000

0.0 0.0 -0.666000
-1.250000 -0.013000 0.126000
-0.709000 -0.291000 1.534000

0.709000 0.291000 1.534000
0.0 0.0 -1.932000

-1.921000 1.360000 0.016000
-2.179000 -1.102000 -0.397000
2.179000 1.102000 -0.397000
1.921000 -1.360000 0.016000
-2.879000 1.359000 0.547000
-1.292000 2.148000 0.441000
-2.105000 1.598000 -1.036000
-3.095000 -1.135000 0.202000
-2.446000 -0.903000 -1.439000
-1.695000 -2.083000 -0.350000
.095000 1.135000 0.202000
.446000 0.903000 -1.439000
.695000 2.083000 -0.350000
.879000 -1.359000 0.547000
.292000 -2.148000 0.441000
.105000 -1.598000 -1.036000
-1.344000 0.148000 2.309000

NEFEFNMNREPEDNDW
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str abovetype int abovex

dbl x dbl y dbl z

str belowtype int belowx
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-0.676000 -1.373000 1.710000

0.676000 1.373000 1.710000

1.344000 -0.148000 2.309000

0.311000 0.003000 -2.183000

-0.311000 -0.003000 -2.183000

lentry.PRX.unit.residueconnect table int clx i1int c2x int c3x int c4x int c5x int
c6X

00 O0OODO

lentry.PRX.unit.residues table str name int seq int childseq int startatomx str
restype int imagingx

"PRX" 1 32 1 "?" O

lentry.PRX.unit.residuesPdbSequenceNumber array int

1
lentry.PRX.unit.solventcap array dbl
-1.000000
.0
.0
.0
.0
lentry.PRX.unit.velocities table dbl x dbl y dbl z

0.

[eNeNeoNeoNeoNoNoNoNolNolNoNolNolNoNolNolNoNolNolNoNolNoNolNolNoNolNolN( ol olNolNo)
el eNeolNeNeolNeolNeolNeolNeolNeolNeoNeolNeNeolNeolNeolNeolNe e Neo oo Neo e e Neo NeoJ
el eNeNolNoNeNoNeoNeNeoNoNeoNeolNolNeoNoNolNeoNeoNoNoNeoNolNolNeoNo ool d

[eNeNeolNeolNeoNoNolNolNolNolNoNolNolNolNolNolNoNolNolNolNolNolNolNolNolNolNolNo]
[eleNeolNeolNeolNeolNeolNeolNeolNeolNeoNeolNeoNeolNeolNeolNeolNeolNeNeolNeoNeoNeo e NeoNeo Mo
[eNeNeoNolNoNoNolNoNolNolNolNolNolNolNolNolNoNolNolNolNolNolNolNolNolNolNolNo]

o
o

lentry.TMP.unit.atoms table str name str type int typex int resx int flags int seq
int elmnt dbl chg

"N1" "NN" O 1 196608 1 7 0.037000
"c2" "CT" 0 1 196608 2 6 0.189000
"C3" "CT" 0 1 196608 3 6 -0.073000
"C4" "CT" O 1 196608 4 6 -0.063000
"C5" "CT"™ 0 1 196608 5 6 -0.073000
"Ce" "CT" 0 1 196608 6 6 0.189000
"c7" "CT" 0 1 196608 7 6 -0.089000
"cg" "CT"™ 0 1 196608 8 6 -0.089000
"co" "CT"™ 0 1 196608 9 6 -0.089000

"Cl0" "CT" 0 1 196608 10 6 -0.089000
"Ol" "ON" 0 1 196608 11 8 -0.118000
"H1" "HC" 0 1 196608 12 1 0.034000
"H2" "HC" 0 1 196608 13 1 0.034000



14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
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31
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.024000
.024000
.024000
.024000
.027000
.027000
.027000
.027000
.027000
.027000
.027000
.027000
.027000
.027000
.027000
.027000
-0.110000
-0.110000

O OO O OO O oo

.atomspertinfo table

TMP.unit.boundbox array dbl

"H3" "HC" 0 1 196608
"H4" "HC" 0 1 196608
"H5" "HC" 0 1 196608
"Hé" "HC" 0 1 196608
"H7" "HN" 0 1 196608
"H8" "HN" 0 1 196608
"HO" "HN" 0 1 196608
"H10" "HN" 0 1 196608
"H11" "HN" 0 1 196608
"H12" "HN" 0 1 196608
"H13" "HN" 0 1 196608
"H14"™ "HN" O 1 196608
"H15" "HN" 0 1 196608
"H1é" "HN" 0 1 196608
"H17" "HN" 0 1 196608
"H18" "HN" 0 1 196608
"Lpl" "LP" 0 1 196608
"Lp2" "LP" 0 1 196608
lentry.TMP.unit

pchg
"N1" "NN" 0 -1 0.0
"cz2" "CT" 0 -1 0.0
"¢3" "CT" 0 -1 0.0
"C4" "CT" 0 -1 0.0
"cs" "CT" 0 -1 0.0
"ceé" "CT" 0 -1 0.0
"c7m o "CcT" 0 -1 0.0
"cg" "CcT" 0 -1 0.0
"com "CT" 0 -1 0.0
"cio" "CT" 0 -1 0.0
"Oo1" "ON" 0 -1 0.0
"H1" "HC" 0 -1 0.0
"H2" "HC" 0 -1 0.0
"H3" "HC" 0 -1 0.0
"H4" "HC" 0 -1 0.0
"H5" "HC" 0 -1 0.0
"Hé" "HC" 0 -1 0.0
"H7" "HN" O -1 0.0
"H8" "HN" 0 -1 0.0
"HO9" "HN" O -1 0.0
"H10" "HN" O -1 0.0
"H11" "HN" 0 -1 0.0
"H12" "HN" 0 -1 0.0
"H13" "HN" O -1 0.0
"H14" "HN" O -1 0.0
"H15" "HN" 0 -1 0.0
"Hle" "HN" O -1 0.0
"H17" "HN" O -1 0.0
"H18" "HN" O -1 0.0
"Lpl" "LP" 0 -1 0.0
"Lp2" "LP" 0 -1 0.0
lentry.

-1.000000

0.0

0.0

0.0

0.0

le

2
lentry.TMP.unit.connect array int
0

0

lentry.TMP.unit.connectivity table

str pname

ntry.TMP.unit.childsequence single int

int atomlx

str ptype

int atom2x

int ptypex

int flags

int pelmnt

dbl
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.unit.hierarchy table str abovetype int abovex str belowtype int belowx
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IIRII l llAII 31
entry.TMP.unit.name single str
"TEMPO"
entry.TMP.unit.positions table dbl x dbl y dbl z
0.694000 0.206000 0.0
0.022000 0.025000 1.318000
-1.434000 0.500000 1.238000
-2.166000 0.006000 0.0
-1.434000 0.500000 -1.238000
.022000 0.025000 -1.318000
.108000 -1.451000 1.733000
.780000 0.877000 2.336000
.780000 0.877000 -2.336000
.108000 -1.451000 -1.733000
.961000 0.067000 0.0
-2.238000 -1.089000 0.0
-3.196000 0.380000 0.0
-1.944000 .182000 2.155000
-1.445000 .599000 1.237000
-1.944000 .182000 -2.155000
-1.445000 .599000 -1.237000
0.798000 1.926000 -2.025000
1.811000 0.533000 -2.441000
0.280000 0.810000 -3.308000
1.145000 -1.793000 -1.662000
-0.514000 -2.098000 -1.109000
-0.224000 -1.563000 -2.771000
-0.514000 -2.098000 1.109000
1.145000 -1.793000 1.662000
-0.224000 -1.563000 2.771000
.811000 0.533000 2.441000
.798000 1.926000 2.025000
.280000 0.810000 3.308000
.180000 0.043000 0.272000
2.180000 0.043000 -0.272000
lentry.TMP.unit.residueconnect table int clx int c2x
c6x

00 O0OODO

R O OOOoOOo

P ORKL OO

N O o R

int ¢3x

lentry.TMP.unit.residues table str name int seq int childseq

restype 1int imagingx
"TMP" 1 32 1 "?" O
lentry.TMP.unit.residuesbPdbSequenceNumber array int
1
lentry.TMP.unit.solventcap array dbl
-1.000000

O O O o

B
&

ry.TMP.unit.velocities table dbl x dbl y dbl z
0.0 O.

[eNelNeoNolNolNoNolNolNoNolNolNolNolN(NolNolNolNo)

coocooooooooo0oO
O OO OO0 O0OO0OO0oOoOoOo
coocoooooooooo
O OO OO0 O0OO0OO0oOOoOOoOo
coocoooooooooo

int c4x

int c5x

int startatomx

int

str
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0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0

lentry.TNN.unit.atoms table str name str type int typex int resx int flags int seq
int elmnt dbl chg

"N1" "NN" O 1 131074 1 7 0.037000
"c2" "CT" 0 1 131074 2 6 0.160000
"c3" "CT" 0 1 131074 3 6 -0.063000
"C4" "CT" O 1 131074 4 6 0.098000
"Cs5" "CT" 0 1 131074 5 6 -0.063000
"cé" "CT" O 1 131074 6 6 0.160000
"c7" "CT" 0 1 131074 7 6 -0.089000
"cg" "CT" 0 1 131074 8 6 -0.089000
"com "CT" 0 1 131074 9 6 -0.089000
"Cio" "CT" 0 1 131074 10 6 -0.089000
"Oll" "ON" O 1 131074 11 8 -0.118000
"H1l2" "HP" 0 1 131074 12 1 0.057000
"H13" "HC" 0 1 131074 13 1 0.057000
"H14" "HC" 0 1 131074 14 1 0.057000
"H15" "HC" 0 1 131074 15 1 0.057000
"Hleé" "HC" 0 1 131074 16 1 0.057000
"H17" "HN" O 1 131074 17 1 0.027000
"H18" "HN" 0 1 131074 18 1 0.027000
"H19" "HN" 0 1 131074 19 1 0.027000
"H20" "HN" O 1 131074 20 1 0.027000
"H21" "HN" 0 1 131074 21 1 0.027000
"H22" "HN" 0 1 131074 22 1 0.027000
"H23" "HN" 0 1 131074 23 1 0.027000
"H24" "HN" O 1 131074 24 1 0.027000
"H25" "HN" 0 1 131074 25 1 0.027000
"H26" "HN" 0 1 131074 26 1 0.027000
"H27" "HN" 0 1 131074 27 1 0.027000
"H28" "HN" 0 1 131074 28 1 0.027000
"N29" "NT" O 1 131074 29 7 -1.010000

"H30" "H" 0 1 131074 30 1 0.383000

"H31" "H" 0 1 131074 31 1 0.383000

"Lpl" "LP" O 1 131074 32 0 -0.110000

"Lp2" "LP" 0 1 131074 33 0 -0.110000

lentry.TNN.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl

pchg

"N1" "NN" 0 -1 0.0
mC2m "CT" 0 -1 0.0
"C3m "CT" 0 -1 0.0
"C4m wCT" 0 -1 0.0
"Qst nCT" 0 -1 0.0
"Ce" "CT" 0 -1 0.0
nQ7m nCT" 0 -1 0.0
mCgm nCT" 0 -1 0.0



"com "CT" 0 -1 0.0
"cio" "CT" 0 -1 0.0
"Oo11" "ON" O -1 0.0
"H12" "HP" 0 -1 0.0
"H13" "HC" 0 -1 0.0
"H14" "HC" 0 -1 0.0
"H15" "HC" 0 -1 0.0
"Hle" "HC" 0 -1 0.0
"H17" "HN" 0 -1 0.0
"H18" "HN" 0 -1 0.0
"H19" "HN" 0 -1 0.0
"H20" "HN" O -1 0.0
"H21" "HN" 0 -1 0.0
"H22" "HN" 0 -1 0.0
"H23" "HN" 0 -1 0.0
"H24" "HN" O -1 0.0
"H25" "HN" 0 -1 0.0
"H26" "HN" 0 -1 0.0
"H27" "HN" 0 -1 0.0
"H28" "HN" 0 -1 0.0
"N29" "NT" 0 -1 0.0
"H30" "H" 0 -1 0.0
"H31" "H" 0 -1 0.0
"Lpl" "LP" 0 -1 0.0
"Lp2" "LP" 0 -1 0.0
entry.TNN.unit.boundbox array dbl
-1.000000

0.0

0.0

0.0

0.
entry.TNN.unit.childsequence single int
2
entry.TNN.unit.connect array int
0

0
entry.TNN.unit.connectivity table int atomlx int atom2x
161

1111

121

2 81

2 71

2 31

341

314 1

3131

4 5 1

4 12 1

4 29 1

561

515 1

516 1

6 91

6 10 1

7 24 1

7 23 1

7 25 1

8 27 1

8 26 1

8 28 1

9 19 1

9 18 1

9 17 1
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int flags



10 22 1

10 20 1

10 21 1

11 33 1

11 32 1

29 30 1

29 31 1
entry.TNN.unit.hierarchy table
IIUII O llRII 1
IIRII l llAII 1
IIRII l llAII 2
IIRII 1 llAII 3
IIRII 1 llAII 4
IIRII 1 llAll 5
IIRII 1 llAll 6
IIRII 1 llAll '7
IIRII 1 llAll 8
IIRII 1 "AII 9
IIRII l llAII 10
IIRII l llAII 11
IIRII l llAII 12
IIRII l llAII 13
IIRII 1 llAII 14
IIRII 1 llAll 15
IIRII 1 llAll 16
IIRII 1 llAll 1'7
IIRII 1 llAll 18
IIRII 1 "AII 19
IIRII l llAII 20
IIRII l llAII 21
IIRII l llAII 22
IIRII l llAII 23
IIRII l llAII 24
IIRII 1 llAll 25
IIRII 1 llAll 26
IIRII 1 llAll 2'7
IIRII 1 llAll 28
IIRII 1 "AII 29
IIRII l IIAII 30
IIRII l IIAII 31
IIRII l IIAII 32
IIRII l IIAII 33
entry.TNN.unit.name single str
"TANINE"
entry.TNN.unit.positions table

0.0 0.0 0.0

0.0 0.0 1.490000

1.437000 0.0 2.021000
2.356000 0.992000 1.326000
2.392000 0.636000 -0.152000
1.024000 0.682000 -0.840000
-0.794000 1.214000 1.993000

-0.705000 -1.279000 1.942000
1.101000 -0.077000 -2.165000
0.571000 2.124000 -1.113000
-1.120000 -0.214000 -0.555000
1.944000 2.010000 1.443000
1.397000 0.200000 3.100000
1.878000 -0.998000 1.899000
3.065000 1.311000 -0.697000
2.816000 -0.373000 -0.237000
1.354000 -1.128000 -1.994000
0.145000 -0.034000 -2.691000
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str abovetype int abovex

dbl x dbl y dbl z

str belowtype int belowx



1.877000 0.370000

-0.448000

2.118000

0.588000 2.745000 -

1.233000 2.586000

-0.289000
-1.778000
-0.935000
-1.742000
-0.198000
-0.687000

3.699000 0.874000 1.
4.335000 1.522000 1.
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-2.796000

-1.512000
0.213000

-1.855000

2.161000 1.781000
1.232000 1.515000
1.142000 3.077000

-1.291000
-2.162000
-1.338000

3.700000 1.100000 2

-1.189000
-1.449000

-0.086000
-0.419000

1.601000
1.538000
3.036000
881000
428000
.871000
-0.981000
-0.326000

lentry.TNN.unit.residueconnect table int clx int c2x

c6X
00O0O00O0

0

int ¢3x

lentry.TNN.unit.residues table str name int seq int childseq
restype 1int imagingx

"TNN" 1 34 1 "?" O
lentry.TNN.unit.residuesPdbSequenceNumber array int

1

lentry.TNN.unit.solventcap array dbl

-1.000000

O O O o

eNeolNeolNolNolNoNoNolNoNoNolNolNolNoNolNolNoNolNoNoNolNolNoNolNoNoNolNoNolNolNoNolNolN( ol olNolNo)
B
=
3]
[eNeNeNeoNeNolNoNeNeoNolNeoNeoNoNoNeNoNoNeNeoNolNeoNolNolNoNeNolNoNoNoNolNeoNolN ol Y

[eNelNelNeolNelNeolNeolNeolNolNolNeolNolNolNeolNolNeolNolNolNeolNolNolNolNolNolNeolNolNolNolNolNolNolNolNe)
[eNelNeoNeolNeolNoNolNeolNolNolNolNolNolNoNoNolNolNolNoNoNolNolNolNolNolNolNolNolNolNolNolNolNol

.TNN.

[eNelNeolNeolNelNeolNeolNeolNolNeolNeolNolNeolNeoNeoNeolNeolNeolNeolNeolNeolNeolNeolNe e Neo Ne e Neo e e No Neo)

unit.velocities table dbl x dbl y dbl z

(el elNelNeolNeNolNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNeoNoNoNoNoNoNoNoNoNe e Ne)

int c4x

int ¢5x

int startatomx

int

str
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lentry.TNO.unit.atoms table str name str type int typex int resx int flags int seq
int elmnt dbl chg

"N1" "NN" 0 1 131074 1 7 0.037000
"cz2" "CT" 0 1 131074 2 6 0.160000
"C3" "CT" 0 1 131074 3 6 -0.063000
"C4" "CT" O 1 131074 4 6 0.098000
"C5" "CT" 0 1 131074 5 6 -0.063000
"Cé" "CT" 0 1 131074 6 6 0.160000
"c7"™ "CT" 0 1 131074 7 6 -0.089000
"cg" "CT" 0 1 131074 8 6 -0.089000
"com "CT" 0 1 131074 9 6 -0.089000
"cio"™ "CT" 0 1 131074 10 6 -0.089000
"Ol1l" "ON" 0 1 131074 11 8 -0.118000
"Hi2" "H1" 0 1 131074 12 1 0.057000
"H13" "HC" 0 1 131074 13 1 0.057000
"H14" "HC" O 1 131074 14 1 0.057000
"H15" "HC" 0 1 131074 15 1 0.057000
"Hlé" "HC" 0 1 131074 16 1 0.057000
"H17" "HN" O 1 131074 17 1 0.027000
"H18" "HN" O 1 131074 18 1 0.027000
"H19" "HN" 0 1 131074 19 1 0.027000
"H20" "HN" O 1 131074 20 1 0.027000
"H21" "HN" O 1 131074 21 1 0.027000
"H22" "HN" 0 1 131074 22 1 0.027000
"H23" "HN" 0 1 131074 23 1 0.027000
"H24" "HN" O 1 131074 24 1 0.027000
"H25" "HN" 0 1 131074 25 1 0.027000
"H26" "HN" 0 1 131074 26 1 0.027000
"H27" "HN" 0 1 131074 27 1 0.027000
"H28" "HN" O 1 131074 28 1 0.027000
"O29" "OH" 0 1 131074 29 8 -0.674000
"H30" "HO" 0 1 131074 30 1 0.430000
"Lpl" "LP" O 1 131074 31 0 -0.110000
"Lp2" "LP" 0 1 131074 32 0 -0.110000

lentry.TNO.unit.atomspertinfo table str pname str ptype int ptypex int pelmnt dbl

pchg
"N1" "NN" 0 -1 0.0
mg2m nCT" 0 -1 0.0
"Q3m nCT" 0 -1 0.0
"Q4m nCT" 0 -1 0.0
"Qst o nCT" 0 -1 0.0
"Ce"™ "CT" 0 -1 0.0
nQ7m wCT" 0 -1 0.0
mCcgm "CT" 0 -1 0.0
"C9m "CT" 0 -1 0.0
"C10" "CT" 0 -1 0.0
"011" "ON" 0 -1 0.0
"H12" "H1" O -1 0.0
"H13" "HC" 0 -1 0.0
"H14" "HC" 0 -1 0.0
"H15" "HC" 0 -1 0.0
"H1e" "HC" 0 -1 0.0
"H17" "HN" 0 -1 0.0
"H18" "HN" 0 -1 0.0
"H19" "HN" O -1 0.0
"H20" "HN" 0 -1 0.0
"H21" "HN" O -1 0.0
"H22" "HN" 0 -1 0.0
"H23" "HN" 0 -1 0.0
"H24" "HN" 0 -1 0.0
"H25" "HN" 0 -1 0.0
"H26" "HN" 0 -1 0.0
"H27" "HN" 0 -1 0.0
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"H28" "HN" 0 -1 0.0
"029" "OH" 0 -1 0.0
"H30" "HO" 0 -1 0.0
"Lpl" "LP" 0 -1 0.0

"Lp2" "LP" 0 -1 0.0
entry.TNO.unit.boundbox array dbl
-1.000000

o O O
o O O

0.

entry.TNO.unit.childsequence single int

2

entry.TNO.unit.connect array int

0

0

entry.TNO.unit.connectivity table int atomlx int atom2x int flags
161
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entry.TNO.unit.hierarchy table str abovetype int abovex str belowtype int belowx

IIUII 0 IIRII 1
IIRII l IIAII 1
IIRII l IIAII 2
IIRII l "AII 3
"RII 1 "AII 4
"RII 1 "AII 5
"RII 1 "AII 6
"RII 1 "AII ’7
"Rll 1 "All 8
IIRII l IIAII 9
IIRII l IIAII 10
IIRII l IIAII 11
IIRII l IIAII 12
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IIRII l llAII 13
IIRII l llAII 14
IIRII l llAII 15
IIRII 1 llAll 16
IIRII 1 llAll 1’7
IIRII 1 llAll 18
IIRII l IIAII 19
IIRII l IIAII 20
IIRII l llAII 21
IIRII l llAII 22
IIRII l llAII 23
IIRII l llAII 24
IIRII l llAII 25
IIRII 1 llAll 26
IIRII 1 llAll 2’7
IIRII 1 llAll 28
IIRII 1 llAll 29
IIRII 1 "AII 30
IIRII l llAII 31
IIRII l llAII 32
lentry.TNO.unit.name single str
"TANOL"
lentry.TNO.unit.positions table dbl x dbl y dbl =z

0.0 0.0 0.0
0.0 0.0 1.490000
1.437000 0.0 2.023000
2.358000 0.983000 1.324000
2.389000 0.652000 -0.157000
1.017000 0.696000 -0.838000
-0.790000 1.217000 1.995000
-0.707000 -1.277000 1.943000
1.090000 -0.048000 -2.172000
0.559000 2.139000 -1.093000
-1.119000 -0.220000 -0.555000
.999000 2.012000 1.474000
.410000 0.208000 3.100000
.875000 -1.000000 1.903000
.063000 1.338000 -0.684000
.818000 -0.354000 -0.257000
.344000 -1.101000 -2.013000
.133000 0.001000 -2.695000
1.865000 0.407000 -2.799000
-0.465000 2.136000 -1.479000
0.584000 2.754000 -0.188000
1.211000 2.609000 -1.837000
-0.280000 2.163000 1.790000
-1.771000 1.242000 1.512000
-0.936000 1.140000 3.078000
-1.746000 -1.284000 1.607000
-0.206000 -2.161000 1.536000
-0.685000 -1.337000 3.037000
3.671000 0.855000 1.859000
3.945000 1.6595000 2.230000
-1.189000 -0.0895000 -0.980000
-1.446000 -0.428000 -0.326000
lentry.TNO.unit.residueconnect table int clx int c2x int ¢3x int c4x int c¢5x int
c6x
00O0O0O0DO
lentry.TNO.unit.residues table str name int seq int childseq int startatomx str
restype 1int imagingx
"TNO"™ 1 34 1 "?" O
lentry.TNO.unit.residuesbPdbSequenceNumber array int
1

ORNWRRPR
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lentry.TNO.unit.solventcap array dbl

-1.000000

o O O o

o O o o

dbl y dbl z

dbl x

lentry.TNO.unit.velocities table

0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0

0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0
0.0 0.0 0.0




<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles false
  /AutoRotatePages /None
  /Binding /Left
  /CalGrayProfile (Gray Gamma 2.2)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Warning
  /CompatibilityLevel 1.4
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJDFFile false
  /CreateJobTicket false
  /DefaultRenderingIntent /Default
  /DetectBlends false
  /DetectCurves 0.0000
  /ColorConversionStrategy /LeaveColorUnchanged
  /DoThumbnails false
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams false
  /MaxSubsetPct 100
  /Optimize false
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage false
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts false
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Remove
  /UsePrologue false
  /ColorSettingsFile (Color Management Off)
  /AlwaysEmbed [ true
    /MyriadPro-Regular
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages true
  /ColorImageMinResolution 150
  /ColorImageMinResolutionPolicy /OK
  /DownsampleColorImages false
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 150
  /ColorImageDepth 8
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /FlateEncode
  /AutoFilterColorImages false
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /ColorImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasGrayImages false
  /CropGrayImages true
  /GrayImageMinResolution 150
  /GrayImageMinResolutionPolicy /OK
  /DownsampleGrayImages false
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 150
  /GrayImageDepth 8
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /FlateEncode
  /AutoFilterGrayImages false
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /GrayImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasMonoImages false
  /CropMonoImages true
  /MonoImageMinResolution 1200
  /MonoImageMinResolutionPolicy /OK
  /DownsampleMonoImages false
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 1200
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /FlateEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile ()
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /Description <<
    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e55464e1a65876863768467e5770b548c62535370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>
    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc666e901a554652d965874ef6768467e5770b548c52175370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>
    /DAN <>
    /DEU <>
    /ESP <>
    /FRA <>
    /ITA (Utilizzare queste impostazioni per creare documenti Adobe PDF adatti per visualizzare e stampare documenti aziendali in modo affidabile. I documenti PDF creati possono essere aperti con Acrobat e Adobe Reader 5.0 e versioni successive.)
    /JPN <>
    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020be44c988b2c8c2a40020bb38c11cb97c0020c548c815c801c73cb85c0020bcf4ace00020c778c1c4d558b2940020b3700020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>
    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken waarmee zakelijke documenten betrouwbaar kunnen worden weergegeven en afgedrukt. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)
    /NOR <>
    /PTB <>
    /SUO <>
    /SVE <>
    /ENU (Use these settings to create Adobe PDF documents suitable for reliable viewing and printing of business documents.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)
    /ENG ()
  >>
>> setdistillerparams
<<
  /HWResolution [600 600]
  /PageSize [595.276 779.528]
>> setpagedevice


