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lonization

lonization is the process by which an atom or a molecule acquires a
negative or positive charge by gaining or losing electrons.

The interaction of atoms and molecules with sufficiently strong laser fields
leads to ionization.

In general, analytic solutions are not available, and the approximations
required for manageable numerical calculations do not provide accurate
enough results.

We solved mathematically a simple model used in physics, in which the
atom is represented by a delta-function.



General model

The Schrédinger equation: (units s.t. A = 2m = 1)

o0
Gy = Ho+ V(e

- Hy describes the time-independent system
- the laser field is modeled by a time periodic potential:

V(t,x) = V(t+21/w,x) (e.g. V(t,x) =E - x sinwt)
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General model

The Schrédinger equation: (units s.t. A = 2m = 1)

.0
20 o+ V(] m
- Hy describes the time-independent system
- the laser field is modeled by a time periodic potential:

V(t,x) = V(t+21/w,x) (e.g. V(t,x) =E - x sinwt)

The initial condition is a bound state ¥)(x,0) = up(x) of Hy, corresp. to the
energy —Ep,. Expanding in generalized eigenstates, assuming uj, is the only
effective bound state, the evolution is given by

Y(x, t) = 0(t)e™ up(x) + / O(k, t)u(k, x)e~*'t dk )
Rd

0] = the probability of finding the particle in the eigenstate u,(x)
|©(k, t)|? = the probability density of the ionized electron in “quasi-free”
states (continuous spectrum) with energies k?.
The evolution is unitary hence |0(t)]* + [g4 [©(k, t)|* dk =1
If 0(t) — 0 as t — oo, we say that ¢ the system ionizes completely.
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Our model

Reference Hamiltonian Hy (well understood, Cycon et. al. 1987)

92
H():—@—zd(x), x €R (3)
It has a single bound state
up(x) = e ¥
Its generalized eigenfunctions:
1 . ei|kx|
ulk,x) = — [ — —— |, x,keR 4
(k) Var < 1+ ik> @
We add a parametric harmonic perturbation: V(x, t) = —2asinwt §(x)

2

0 .
H= o 20(x) — 2asinwt §(x)

Assuming 1(x, 0) = up(x) we look for 6, © in the decomposition

(x,t) = 0() e up(x) + [ Ok, t)u(k, x)e~*t dk
Rd
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Our type of results
Schrédinger equation:
ie(t, x) = —thu(t, x) — 2(1 + asinwt)d(x)(t, x)

describing the ionization of a model atom by an oscillating potential.
Studied before by O. Costin, J.L. Lebowitz, A. Rokhlenko 2000, ’01, ’08.
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Studied before by O. Costin, J.L. Lebowitz, A. Rokhlenko 2000, ’01, ’08.

It has surprisingly many features in common with those observed in the
ionization of real atoms and emission by solids, subjected to microwave or
laser radiation.

We solve this model for all values of the parameters (non-perturbative).

To go beyond previous investigations we needed new mathematical
methods and we provide a complete and rigorous analysis.

We obtained a Borel-resummed transseries (multi-instanton expansion) for
1, for ionization probability, and energy distribution of the emitted
electrons, valid for all values of o, w, t.

The "photonic” picture shows up, e.g. strong peaks of |©(k, t)
andw € (1, 1)

n’ n—1

|2 for small «
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Previous results:

t t
g(t) = 1 + 2[/ (p(s)ds’ (9(k7 t) — \/? |k| SO(S) ei(]+k2)s dS
0

w1 —ilk| J,

where ¢ satisfies the integral equation

o(t) = asinwt <1 + /Otcp(s)n(t - s)ds)

: — is| ? je—is
with n(s) = 2 [> ”ZGT(;) du = \\77{3\/5 — ierfc (Vis)
oo

The Laplace transform of ¢, ®(p) := Ly(p) = / o(s)e Pds
0
is analytic in the right half plane and satisfies the functional equation
o(p) = ic  D(p—iw) ic  D(p+iw) 4w
P i iptw 141 2i/ip—w_1+1  wtp?
Why take L: the p-plane is the Borel re-summation plane.
17




New results: 1. Singularity structure for general o, w

Theorem 1. Foralla > 0and w > 0,

(i) In the closed right half plane ® is analytic except for an array of branch
points on iR at

—iBn, Bhn=14+nw, néeZ
®(p) is analytic in y/p + iB,. Also, (1+ |p|)?®(p) is bounded.
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New results: 1. Singularity structure for general o, w

Theorem 1. Foralla > 0and w > 0,
(i) In the closed right half plane ® is analytic except for an array of branch
points on iR at

—iBn, Bhn=14+nw, néeZ

®(p) is analytic in y/p + iB,. Also, (1+ |p|)?®(p) is bounded.
(ii) In the open left half plane ® is analytic except for an array of simple
poles at

pn = pn((y’w) = po(a./w) — inw, ne Z (5)

The residues R, = res(®, p,,) can be calculated using continued fractions,
and satisfy R, = O(|n!|="/?); |n| = oc.

Also, (1+ |p|)?®(p) is bounded (away from the poles).

pn and R, are analytic in « € [0, 00);

(iii) Rpo(a; w) < 0; py satisfies an equation of the form

A(p, a; w) = B(p, ; w) where A, B are meromorphic functions (given by
convergent continued fraction representations).
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Singularity structure of ®(p):

()=LT"d= R Plo(p) d

A Co2mi )i ¢ p)ap

|®(p)| < C/(1+ |p|)~2 ~~ can push the path of integration to the left

Branch points at —if3, = 1+ nw, n € Z ~~ path of int. hangs around them

Poles at p, = py + nw where Rpy < 0, n € Z ~ collect residues
~representation as a Borel summed transseries
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Summed transseries representation of 0(t):

Form of the decay of the bound state, non-perturbative (arbitrary coupling)

Theorem 2.
(i) The function 6 has a Borel summed transseries representation
(a multi-instanton expansion) convergent for all t > 0 :

I Zfepn +Ze'“/ SUE (5: ) ds (6)
nEZ n€Z

with 8, € R, p, € C, Rp, < 0, R, € C as before:
Pn = po — inw are the poles, R, are the residues of ¢
—if3, are the branch points of ¢
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Form of the decay of the bound state, non-perturbative (arbitrary coupling)
Theorem 2.

(i) The function 6 has a Borel summed transseries representation

(a multi-instanton expansion) convergent for all t > 0 :

=2 Z —ep” + Ze i‘/”t/ “SUE(s; ) ds (6)
nEZ n€Z

with 8, € R, p, € C, Rp, < 0, R, € C as before:
Pn = po — inw are the poles, R, are the residues of ¢
—if3, are the branch points of ¢

The F, are analytic in « in a neighborhood of [0, 00), analytic in s if Rs > 0
and in /s for s near 0. For large |s|, F, = O(s™3).

The first sum converges factorially and the second at least as fast as 1/n’.
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Summed transseries representation of O(k, t):

:—22 eP"+Z / (s @) (7)

nEZ n€Z

(ii) Similarly, the function ©(k, t) is a Borel summed transseries :

_ 2|4
Olk.1) = \/;1 K]

[—iBn+i(14-k?)]t —st Fi(s, @)
+§e /0 T Eir) s ©®

R, e(pn+/+/k2)t
1+ k%)

O(—i(1+ k%)) + i Z

where the F,, are the same as above.
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lonization?

Corollary
For all a,w > 0 we have

lim 0(t) =0, lim O(k,t) = \/7 A S(—i(1+ k2)) 9)

=00 t—300 7w 1— ilk]|
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|©]? calculated from a few leading orders, small ¢

Figure: |©|? function of (k*, t) for t < 150 for « = 0.05 and w = 1.5.

Strong peaks. Main peak centered at 4 (energy corresp. to one photon).



|©]2 calculated from a few leading orders, larger ¢

500 B

1600 “ “\

1500

19(k, )12
+ 50

Figure: |©]? function of (k?,t) for 500 < t < 1500 for & = 0.05 and w = 1.5.
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Perturbation theory: small o

Assume: w ¢ Z. Notation: f = 0, means f an. at « = 0 and f(0) = 0.
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Perturbation theory: small o

Assume: w ¢ Z. Notation: f = 0, means f an. at « = 0 and f(0) = 0.
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Theorem 3.

(iYForw>1 py=«

, —Vw—T1+iVT+w

1+ 0,
o (1+ 0a)
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Perturbation theory: small o

Assume: w ¢ Z. Notation: f = 0, means f an. at « = 0 and f(0) = 0.
Recall: ® has an array of poles at p, = py — inw (n € Z), po = po(, w)
Theorem 3.

Vo — 1+ iV
()Forw > 1: py = a? Ve iV +w(1+0a)

2w
Forw < 1: let m be least integer s.t. mw > 1

o 1 Vvmw — 1 a®m (1+ o)
= —— 0
P o, (1 VT ka2

(ii) The residues satisfy Ry = 2 for w > 1, and for w < 1

ima™ " po (1+ 04) (10)

Ry =
2 [T (1 = V1 — kw)
Furthermore, as n — oo, R,/Ry = O(c?"l /T(n/2)) and F, = O(a?"2/n?).
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(iii) As a function of a:
0(t) is analytic for small a € C and real-analytic for o € R.
With m as in (i), on the scale t € (0, 0o(a~?"In «)) we have

(O = e (14 o(1))

This is the Fermi Golden Rule of exponential decay of the bound state valid
for small amplitudes! ... and moderately large times...

As t — 00,
6(8)]* = O(at™?)
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(iv) The distribution of energies satisfies

2 |k a 1 1
O(k,t) =4/ = 2 -
(k. ) \[r1—i|l<\2[1+k2+w —ipp+ 1+ Kk —w

+elportitik)e et — e (1+0,) (17)
—ipo+1+k4+w  —ipp 1+ Kk —w “

Note: the order of ©: it is O(«) for most k.

However, for k such that 1+ k* — w = O(a?) = O(py) we have

O(k, t) = O(a~") Sharp peaks!

Note

If for some m € N we have mw™" = 1+ O(a?™), which means that poles
are close to branch points, there is a smooth transition region where

Ry, &Rpo change from O(a?™2) to O(a*™). We did not analyze this.
Corollary

The functions © and 6 have fully convergent perturbation expansions in
small o, in sup norm away from t = 0, provided we keep the power series of

pn in the exponent in
7



Proofs

Recall: @ satisfies

o(p) = i @(p—iw)  ia  P(p+iw) aw

Discretize: let p = —i(0 + nw), where Ro € [0,w), n € Z
we obtain the difference equations with parameters o, w

gn - ahn—Hgn—H - ahn—1gn—1 +fn
or, in operator notation,
g =Ki(o.a)g+f
Regularize the operator (h, have poles):
Let dy = ;(0 + nw — iﬁ)_ and b, = d,,/( nt1hn—1); (B > 0)
Then g, = (1— bn) 8r + 22 gni1 — 2928, 1 + bnfy o,

h+1
g = K(o,a)g + Bf

¥

2 iiptw—T1+1 7i,/ip—w—1+1+w2+p2

(12)

(13)

(14)



g = K(o,a)g + Bf

Now K, f and B are pole-free in the closed lower half plane (analyticity of
the solution in the upper half plane was proved in previous work).
Extension. Allow o € C.

We prove that:

1. The operator K(o, «) is compact in £2(Z). It is linear-affine in c, and
analytic in o except for a square root branch point at 1 — |w™ ! |w.

2. The homogeneous equation g = K(o, «)g has no nontrivial £? solution if
So > 0.

~+ By the Fredholm alternative 3! sol. w. same analyticity properties as K.

30



Calculate the poles in the lower half plane for small a:

We turn it into continued fraction representation.
Work with the continuous form of the homogeneous eq.:

8(q) = ah(q+w)g(q +w) — ah(q — w)g(q — w) (15)
where
h@”:;V@Qﬂ_i

For ¢ — oo: look for small sol., define

p(q) .= p(q; @) = 8(q)/&(q — w)
and obtain
ah(q = w)

p(q) = N(p), where N(p)(q) = — “ah(q+ )plq T @) (16)
(

For ¢ — —oo: look for small sol., define Q(q) := Q(q; o) = g(q — w)/g(q)
satisfies
h
2(q) = M), where MER)(0) = 1“2 D qio—sy (7
40




Lots of technical details here... N, M are contractive in suitable balls in a
suitable Banach space (incorporating both the regularity and decay we aim
to prove).

~- fixed point,3! solutions w. regularity stated in parameters.

Corollary Iterating p(q) = N(p) yields a continued fraction which is
convergent for R(q) > Nw, Sq € [0,¢] and o < 2/3. For small o, the rate of
convergence is 4~ "o,

Similarly for Q (q) = M(Q).
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From small o to general values

The structure of the resolvent (I — K(o, )™ for any o # 0 is established
by

- we construct a periodic operator isospectral to the resolvent

- prove, and use, a general result on the constancy of number of zeros of
analytic, periodic functions depending on a parameter
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Thank you!
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