tNRG IIT: Thermal and Dynamical Quantities NRG-IIL1

1. Thermodynamic observables [Wilson1975, Sec. IX], [Krishna-murthy1980a, Sec. I.E]

Thermal expectation values:
A

~bH A
"'[cf’ O] - %CFFEN <ol o laY u

AN 2 e-bEs

(0); = Telp Bl -

Trace is over a complete set of many-body states, i [ Z A complete set was not available in
Wilson's formulation of NRG (it was found only in 2005 by Anders & Schiller in 2005, to be discussed
later). However, Wilson argued that dominant contribution comes from states with & o= T . Reason:

(2)
For E > T, we have e~ FEQ ¢ | ("thermal suppression') (3)
Pa . (will be shown explicitly later)
For &=y << T ,wehave e - PR [, but there are much fewer such states than (&)
states with =, 2 T, hence their weight in the trace is negligibly small (‘counting suppression')
L
Wilson's iteration scheme vyields, for each chain length 2 , a 'shell' of eigenstates of | *
o), = EL14) X =i, D
l - o L 7 | k(et L{)

He thus proposed to compute the expectation value using only a single shell (single-shell approximation),
namely the one, say shell B-r , Whose characteristic energy matches the temperature:

Al o1 e gy = 2 AU an ey

(o), = 2 e - )ox\olx)

X € shell Ly by (#)

( L

> ~pEL - &)

X & shell by €

To compute (7) explicitly, express it in terms of rescaled energies and temperature: .
Wilson's choice; often the -1 is ommitted
—
wp (NRGILA4) (g %Y/ ~ - (L-1)/,

B, = A tleL-E),  f o= ¢ U
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Thermodynamic observables of physical interest [Krishna-murthy1980a]

—TI'/U =3.00 x 1072, T = 3.862 x 1077

H il fey |- /U =250 x 1072, T = 2.548 x 1078
Spin susceptibility: ( ) I/U = 175 % 102, Tt — 2,505 x 101

- i D, 10"
X n (Sl >le=°
~RH-4S o
i E(K Tr[c % E) 5%1 (1) 10t \
M e bH-4S5)) SRR .
FT«[c“Y%H | Frr[c-jm ALk | D
] — e T |
e[ e PH] Tele M) sl
e P =
T/Tx

In NRG context: approximate < >T by ( >.€ of (9). /Xiuf

Impurity contribution: 'X = X - )(sa d
w

(,;r ot
total system 't— only conduction band,
without impurity

img

Specific heat

_ H -@GF
Partition function: Z = (re "(5 = e ? with free energy - = - T/Z—‘- Z (s)

F Tele )] 1
Entropy: S = ~ = = AT +T r[c 2( )] (;;Er\ T
~ T T2
= /&\_2‘ + M._/s, with N = <H7T U})

Specific heat:

O
n

M. g__r[Trc"‘“H]= £ (<, - )

)
v C’(SK

K (t8)
expensive numerically

2. [t(s -] “

alternatively: C
Impurity contribution: C fwp = C{-,,(- -C b (z9)

C":“"'P/C(ou\d-

(universal number, independent of T, )
(2v

Wilson ratio:

T=0o

For Kondo model and symmetric Anderson model: R =2
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2. Lehmann representation of spectral functions

NRG-III.2
Goal: to compute dynamical quantities such as
BC - st . -
oy %f"’ <&(HC>T ) <n_)_‘_ = TJ[PX 0
el
Let i[ p() 75 be a complete set of many-body eigenstates of H,
N
Hlad = g 1) 2 VD<) = :ﬂ_du N (2)
4 & xd
Then
°° ‘wi (e c e
6 dt A ;o A
A(w) = {’L—IC ¢ ;‘3<K\ ’0 e Ae IF><F¢"C ‘D‘) @)
- o0
with density matrix {3 = 9——[5 H/ 7 and partition function A = > e~ PEx (%)
«

}4&(2)\ = ngf’“ (xlé\ﬁ)!dgeié(“*eu~gﬁ)<{;\£lo¢7 ()

e(F. z =
— Y I
8w ~ Epu) Epy = B~ Ey
C ~bE A A
455 = Z L_P_x(.,(\ts\p 5(”"515"‘) cplcled | )
F z representation’
Spectral sum rule:
(3 - A
Jes 8" < T PEGIBIR pItley = <) @
«p 2 T

1

Zero temperature

}4&(2)\

) A A
= %(g\&\pS(w—Em) <plelgd 8

T=-o



3. Single-shell and patching schemes [Bulla2008, Sec. II1.B]
NRG-III.3

NRG gives energy shells, Y A (L NLTI,_-\'(O(()
(H1a), = €14y, 0 — LB
eigenenergies on

- bsolut |
but they don't form a complete set, due to truncation. an absolute scaie

£ T o

= 2

iy

Choose shell £ for which A~ (L= =2 4) =3
C ) A £ “ £,
A&[w\\_r; %fﬁ‘“ﬂ S(W“E%g)é{“dﬁ% AT /
i (Z) \l\( ( “((I(ll‘“-(u

[Sometimes one can average this over several shells.]

Bc

Broaden: ,d_shw«»[aﬂ = f,{,\,t /((cu,u') ,4“““ (w') ®)

[Weichselbaum2007, supplementary information (Ref. 13)]

( 2
Log-Gaussian kernel: K (s ») — Ol o ( _ﬁl“’,{f’_" 3 9‘_) e A’"z )
' (@ ol ”~ “
Plotted on log scale: K (cu,«*) peak width is set by:
ot D (eofel = o
long tails /<~ [
4 =S W ~o e
!&«(w' XK(W

Plotted on linear scale: K (
w, ‘V long tail generates
Rapid fall-off at W < &' ozfrbroadening
ensures that when averaging atlarge ()

over several shells, broadening of
high-energy shells does not spoil
resolution obtained from lower-lying shells.

Nonzero temperature

£ ja i}
A[w\ ZCP “(X\&\F)S W~ C(,u> {;\Clu) L: ? .
o —_=fgl-°
Typical 'initial state' () hasenergy E, < T . (o
~(€-1)/2
So we have to average over a range of shells around the one with /\ ~ T

To combine their contributions, interpolation schemes ('patching rules') have been devised [Bulla2001]:

Aﬁ# (W) = Al(w) Pl + )4[‘( (o) (1 - P(:.J)) (©) \?{w)\:

But this is rather ad hoc, and does not satisfy sum rules precisely. | : =
A" ot‘l /z
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4. Graphical notation for basis change

It will be useful below to have a graphical depiction for basis changes.

Consider a unitary transformation defined on chain of length Y , spanned by basis { \ g ')i

X t—x )

—

- 6,
fe> = !6}7u Zb(

G,
L
Unitarity guarantees resolution of identity on this subspace: -

) %e Fo.

— 6:&’ ‘(-“ S $ 3—‘ 3 ’
%lb(><0(‘, =lo, YU ull &‘e(%‘ = Z[@)j}_";@(ﬁ}b\ 3, * = o1

(———w)—'_/ o'k'
& el ) -
1% 5, O o
v)
Transformation of an operator defined on this subspace:

I% = |6-’¢'>.'&é;‘6~.;(6~’,] = X o S B o)<l = 'y 8%, Ll 0l
xXo

_ . o' . =\ _ 5 + 1 a! G
Matrix elements: ~ R* = <« \oz') g EL<6,,\0() = (1~ &, B 'g-'l we,
4
X
6.'9_ y & R [ "—_2_}" x
3 x 2% 4 2 e
R L LI LR
P o = # &' —G-’
% oL % L Z «!
xT*‘:
0,

If the states | ) are MPS:

XT—FT— «
(> = le, ). \e-,,;,J(ﬁG“"“... A%,

6.w'|v~ 0’94 (‘A
Oien 6‘ 6;{\:“ " 1‘ o 02
i = *ﬂ_ ® *ﬂ@ *ﬂ. = 1 = :l‘#j’“ shorthand for ()
; —‘ 4} ot! | unit matrix
G ¢ g’ ! ! =
Mon 2 om;m o:e 0.2

o>

]

= Breq @l
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5. MPS notation for discarded/kept states [Weichselbaum2007] NRG-IIL5

Key insight by F. Anders & A. Schiller (AS): discarded states can be used to construct a complete many-
body basis, suitable for use in Lehmann representation. This requires keeping track of 'environmental
states'. This section describes how to do this, the next section how to construct the complete basis.

Suppose a short chain of length /{ o has been diagonalized exactly (no truncation):

Then split its eigenstates into 'discarded' states (D) and 'kept' states (K).

b
D 0
o D o= (S o, e D, .., d 0
‘0(>° = K =: \u?zKo' K:ll.--':DK (7_)

(.41 P fo (( 6.3

For L>4, , iteratively use kept states as input, add one site at a time, diagonalize, and split again:

K
ld'> % D =:|w !
X Kk % K /. SPit ix \$>IM‘>K lﬂ[‘;] \”ﬂ
‘0(>£ = X o " K =.'\0¢>" Z—[ X «

]

6 6, - 'K o X
“t b 6 ff\,\ new site "’T""‘ @)
7]
. . .. e E - ” ]
Include environment When diagonalizing shell : H™ = H (tt' =0 ¥ o)
Every state | % >Z in shell £ has same 'environment', the rest of chain, with degeneracy o‘n-p_ :
product state
legd = (eN0.0leg,> = 1 L L L l l == lll ®)
(according to our ordering convention, state spaces 6?.4! 6‘” e 2,

are added in opposite order to that of sketch)
Combine shell states and environment states into states defined on entire length-N chain:

K ok koK g «=X

\O(Q)X ) ‘817[6(7,( = x
75 °A L « ts)
G FYTTTL

shorthand for e, =(€¢+',“‘; ) 6‘;‘? % € 5
D
At last iteration, declare all states to be 'discarded: [« e} = (ot)u (o)
system  environment
(9° ® lg) ® l6..2 165> =:lke)p
2, Lol Lot I® - .. ® l6n u—ﬂ,°"' e
B .
> 1/- degeneracy
¢ o \6- =: ! D
fac >,g,,,. ® l6t.2)6 .. ® oy N et ‘“:371.“

-/ \K"7?°-¥2® - @ ‘GAD =: ‘d:‘e730+z

I L — 12"y D

N 7P @loy 40
PO - _

{ :.‘“ 673

\ n\K P
of |ox > N LS |a'u(>:° ‘z at last iteration, call
N-t N all states 'discarded’
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Orthogonality of kept and discarded states

S1= (g
'shell-diagonal X', X : - —>
(¢=2)2 X x
LKk Kk x oex e, K xX
Y NN horthand y
wewof - TITT . W™= [
¢ e —,
K K K K xix! ¢y K &Y
=X e x e
- — £
- 1{. , }1‘ Sx(o,(g . (9)
(3¢ c:r. /1
Early D, late X < ;5,]5_—__-_ >
» =1 @)
K 0, x%x “ KK K
<¢xe|o<e7e |l M =2 = I -l
0'< ¢ K oalp e, K (D ?
4
Early K, late X: < :_:l""-_-_-_ >
® a——— x
K 0, k%y % oK Px YK Vxx &
(<o<eloce>¢ S/ HHG, “m( = ok 5 ““(
Kot M
149- oK ey 6’2
K 6%t K 6% x 9"
= Lﬂ[ﬂ‘“] K Afe) Dl x o e )
Rule of thumb: | shell-off-diagonal overlaps are non-zero only for 'early K with late X'
. K &, R 1677 . {
sommen BX'Khﬂ[duld " [AMJ l e I kel
K
. {
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