
/us r /b in /py thon
Total  samples:  1461
Focus ing  on:  1461
Dropped  nodes  wi th  <=  7  abs ( samples )
Dropped  edges  w i th  <=  1  s ample s

PyEval_EvalCodeEx
1 (0.1%)

of  1423 (97.4%)

PyEva l_Eva lF rameEx
5  ( 0 . 3 % )

o f  1 4 2 3  ( 9 7 . 4 % )

1 5 6 0 3 5 6 4 5

2 7 9 9

PyObjec t_Cal l
0  ( 0 . 0 % )

o f  1 4 2 3  ( 9 7 . 4 % )

8 7 5 3
_ w r a p _ O p t i m i z e r _ o p t i m i z e

0  ( 0 . 0 % )
o f  1 3 5 7  ( 9 2 . 9 % )

1 3 5 7

_PyObject_LookupSpecial
1 (0 .1%)

of  1216 (83.2%)

2

P y A S T _ F r o m N o d e
0  ( 0 . 0 % )

of  49  (3 .4%)

4 5

PyEva l_Ca l lOb jec tWi thKeywords
0  ( 0 . 0 % )

of  44  (3 .0%)

1 1 0

P y F u n c t i o n _ S e t D e f a u l t s
0  ( 0 . 0 % )

o f  1 3 9 9  ( 9 5 . 8 % )

9 6 4 4

P y I n s t a n c e _ N e w R a w
0  ( 0 . 0 % )

o f  1 3 9 4  ( 9 5 . 4 % )

5 4 4 9

P y T y p e _ C l e a r C a c h e
0  ( 0 . 0 % )

o f  1 3 7 5  ( 9 4 . 1 % )

4 1 1 5

_PyType_Lookup
1 (0.1%)

of  958 (65.6%)

7 4 0 1 1 6

9 6 5 4

5 4 9 3 4 1 1 6

IMP
O p t i m i z e r
o p t i m i z e

0  ( 0 . 0 % )
o f  1 3 5 8  ( 9 3 . 0 % )

IMP
a t o m

Simula to r
do_s imula te

2 (0.1%)
of 1358 (93.0%)

1 3 5 8

IMP
a t o m

BrownianDynamics
do_step

10 (0.7%)
of 864 (59.1%)

8 6 4

I M P
O p t i m i z e r

u p d a t e _ s t a t e s
5  ( 0 . 3 % )

o f  4 9 2  ( 3 3 . 7 % )

4 9 2

1 3 5 7

1 2 1 7

9 5 4
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IMP
Scor ingFunct ion

e v a l u a t e
2 (0.1%)

of 675 (46.2%)

5 9 5

I M P
n p c t r a n s p o r t

B r o w n i a n D y n a m i c s T A M D W i t h S l a b S u p p o r t
d o _ a d v a n c e _ c h u n k

5  ( 0 . 3 % )
o f  2 5 2  ( 1 7 . 2 % )

2 5 2

IMP
in te rna l

p ro tec ted_eva lua te
7  (0 .5%)

of  651  (44 .6%)

6 5 1

IMP
Res t r a in t

add_score_and_derivat ives
4 (0.3%)

of 321 (22.0%)

3 2 1

I M P
i n t e r n a l

b e f o r e _ p r o t e c t e d _ e v a l u a t e
20  (1 .4%)

of  237  (16 .2%)

2 3 7

I M P
Mode l

a f t e r_eva lua t e
21  (1 .4%)

of  83 (5.7%)

8 3

IMP
O p t i m i z e r S t a t e
u p d a t e _ a l w a y s

0  ( 0 . 0 % )
o f  4 7 2  ( 3 2 . 3 % )

4 7 2

IMP
n p c t r a n s p o r t

B ipa r t i t ePa i r sS ta t i s t i c sOpt imize rS ta t e
d o _ u p d a t e

27  (1 .8%)
of  342  (23 .4%)

3 4 2

IMP
n p c t r a n s p o r t

G l o b a l S t a t i s t i c s O p t i m i z e r S t a t e
d o _ u p d a t e

0  ( 0 . 0 % )
of  80  (5 .5%)

8 0

IMP
n p c t r a n s p o r t

BodySta t i s t i c sOpt imize rS ta t e
d o _ u p d a t e

13  (0 .9%)
of 28 (1.9%)

2 8

IMP
n p c t r a n s p o r t

ChainSta t i s t icsOpt imizerSta te
do_upda te

4 (0.3%)
of 22 (1.5%)

2 2

IMP
n p c t r a n s p o r t

S c o r i n g
ge t_s i te_ in te rac t ions_s ta t i s t i cs

26  (1 .8%)
of  136  (9 .3%)

1 3 6

IMP
con ta ine r
in te rna l

CloseBipar t i tePai rConta iner
do_score_sta te_before_evaluate

10 (0.7%)
of 62 (4.2%)

3 3

_int_free
52 (3 .6%)

1 5

s t d
_Rb_tree
_M_erase

4 (0.3%)
of 33 (2.3%)

3 1

_init@98fb8

29 (2 .0%)

6

s t d
_Rb_tree
_M_copy
15 (1.0%)

of 27 (1.8%)

1 9

s t d
vec to r

o p e r a t o r =
10 (0.7%)

of 26 (1.8%)

4

IMP
n p c t r a n s p o r t

accumulate_bound_si tes_by_pi
9 (0.6%)

of 23 (1.6%)

2 3

IMP
c o n t a i n e r

P r e d i c a t e P a i r s R e s t r a i n t
do_add_score_and_der iva t ives

17 (1 .2%)
of 248 (17.0%)

2 4 8

IMP
ModelObject

g e t _ h a s _ d e p e n d e n c i e s
7  (0 .5%)

of  35 (2 .4%)

3

IMP
Sing l e tonCon ta ine r

app ly
3 (0.2%)

of 32 (2.2%)

3 2

IMP
in te rna l

Conta ine rRes t ra in t
do_add_score_and_der ivat ives

7  (0 .5%)
of  25 (1 .7%)

2 5

I M P
a t o m

BrownianDynamicsTAMD
do_advance_chunk

44 (3.0%)
of 245 (16.8%)

2 4 5

IMP
n p c t r a n s p o r t

S i tesPa i rScore
evalua te_ indexes

54 (3.7%)
of 187 (12.8%)

1 8 7

IMP
con ta ine r

Pred ica tePa i r sRes t ra in t
update_l i s t s_ i f_necessary

2 (0.1%)
of 27 (1.8%)

2 7

IMP
a t o m

BrownianDynamicsTAMD
advance_coord ina te s_0

36 (2.5%)
of 68 (4.7%)

6 8

IMP
a lgeb ra
in te rna l

get_random_vector_on_unit_sphere
60 (4.1%)

of 63 (4.3%)

3 5

__sincos
40  (2 .7%)

of  41 (2 .8%)

4 1

IMP
a t o m

BrownianDynamics
rese t_ random_pool

3 (0.2%)
of 36 (2.5%)

3 2

IMP
Model

before_evaluate
15 (1.0%)

of 217 (14.9%)

2 1 7

2 9

IMP
c o r e

in t e rna l
MovedSing le tonConta ine r

do_score_s ta te_before_eva lua te
13  (0 .9%)

of 53 (3.6%)

5 3

IMP
in te rna l

Conta inerCons t ra in t
do_upda te_a t t r ibu te s

7  (0 .5%)
of  45 (3 .1%)

4 5

IMP
c o n t a i n e r
i n t e r n a l

C l o s e P a i r C o n t a i n e r
do_sco re_s t a t e_be fo re_eva lua t e

17 (1 .2%)
of 40 (2.7%)

4 0

IMP
n p c t r a n s p o r t

S i t e sPa i rScore
evaluate_s i te_contr ibut ions_with_internal_tables

123  (8 .4%)
of  131 (9 .0%)

1 3 1

2

4

s t d

v e c t o r

v e c t o r

16  (1 .1%)

of  42  (2 .9%)

2 0

IMP
n p c t r a n s p o r t

S c o r i n g
ge t_p red i ca t e_pa i r_ sco re

6  (0 .4%)
of  31  (2 .1%)

3 1

3

1 5

2

__memcpy_sse2_unal igned
24 (1.6%)

4

2

1 0

IMP
S c o r e S t a t e

a f t e r_eva lua t e
2 (0.1%)

of 23 (1.6%)

2 3

8 0

2 64

o p e r a t o r
new@93700

10 (0.7%)
of 67 (4.6%)

__GI___libc_malloc
45 (3.1%)

of 56 (3.8%)

5 6

IMP
c o r e

in te rna l
get_if_moved

24 (1.6%)
of 29 (2.0%)

2 9

IMP
c o r e

in te rna l
fill_list

2 (0.1%)
of 21 (1.4%)

2 1

P y E v a l _ E v a l C o d e
0  ( 0 . 0 % )

of  58  (4 .0%)

1 7 1

IMP
core

in terna l
XYZRMovedSingletonContainer

do_get_moved
25 (1.7%)

of 39 (2.7%)

3 9

2

P y I m p o r t _ I m p o r t M o d u l e L e v e l
0  ( 0 . 0 % )

of  48  (3 .3%)

1 5 4

_ P y I m p o r t _ F i n d E x t e n s i o n
0  ( 0 . 0 % )

of  48  (3 .3%)

5 9
_PyImpor t_Acqui reLock

0  ( 0 . 0 % )
of  46  (3 .1%)

8 0

9 8

P y I m p o r t _ E x e c C o d e M o d u l e E x
0  ( 0 . 0 % )

of  47  (3 .2%)

1 3 3

1 3 5

8 5

IMP
c o r e

Norma l i zeRo ta t ion
apply_indexes

28  (1 .9%)
of  32 (2 .2%)

3 2

1 1 6

2 23

boos t

r a n d o m

detail

unit_normal_distribution

o p e r a t o r

11 (0.8%)

of 32 (2.2%)

3 2

b o o s t
u n o r d e r e d

de t a i l
mix64_pol icy
a p p l y _ h a s h

[c lone
. i s r a .1966]

33 (2 .3%)

2 8

__GI___clone
0  ( 0 . 0 % )

of  34  (2 .3%)

s t a r t _ t h r e a d
0  ( 0 . 0 % )

of  34  (2 .3%)

3 4

o p e n b l a s _ r e a d _ e n v
0  ( 0 . 0 % )

of  31  (2 .1%)

3 1

2 3

1 5

IMP
in te rna l

AccumulatorScoreModif ier
apply_indexes

7 (0 .5%)
of  27 (1 .8%)

2 7

2

__GI___sched_yield
30 (2 .1%)

3 0

4

P y R u n _ F i l e E x F l a g s
0  ( 0 . 0 % )

of  29  (2 .0%)

2 9

2 5

2

IMP
con ta ine r

PairContainerSet
do_get_contents_hash

1 (0.1%)
of 24 (1.6%)

2 4

IMP
c o r e

Gene r i cBound ingBox3DSing l e tonSco re
eva lua te_ index

8 (0 .5%)
of  20 (1 .4%)

2 0

P y _ M a i n
0  ( 0 . 0 % )

of  27  (1 .8%)

P y R u n _ S i m p l e F i l e E x F l a g s
0  ( 0 . 0 % )

of  23  (1 .6%)

2 3

1 1

1 8

IMP
core

in te rna l
H e l p e r

fill_close_pairs
7  (0 .5%)

of  26 (1 .8%)

4

_ _ l i b c _ s t a r t _ m a i n
0  ( 0 . 0 % )

of  26  (1 .8%)

2 6

_ s t a r t
0  ( 0 . 0 % )

of  26  (1 .8%)

2 6

1 5

2
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