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S. Figure 1: MS/MS spectrum of LLVVYPWTVR peptide

Nitrohydroxytryptophan modification is present.

from beta globin. W7-

T 15 - y=

g 732.31561 ye

2 o bsr 83158404

8 318.09427 yee

Z g 3 bs2*-H20 , 569.25159 ya* yor

5 4 201.08762 1003.46765 1118.49609

00 Ll ! I ! | | i |l I
200 400 600 800 1000 1200

miz

S. Figure 2: MS/MS spectrum of SDDTAVYYDAR peptide from immunoglobulin heavy chain

variable region. The y ion series indicate Y 8-Nitro.
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S. Figure 3: MS/MS spectrum of ASGGTFSSYLVGWVR peptide from antibody heavy chain V

region. The Y9-Nitro is detected.
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S. Figure 4: MS/MS spectrum of peptide TDDTAVYYCSTELK from immunoglobulin heavy

chain variable region. Y8-Nitro and C9-Carbamidomethyl modifications are found on the

peptide.
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S. Figure 5: MS/MS spectrum of peptide QYNASVSVPDSSGPER from heterogeneous nuclear

ribonucleoprotein K. The peptide contains QIl-Acetyl, Ql-Deamidation and Y2-Nitro

modifications.
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S. Figure 6: MS/MS spectrum of peptide VVSVLTVLHQDWLGGK from recombinant 1gG4

heavy chain. The peptide contains QIl0-Deamidation and W12-Nitrohydroxytryptophan

modifications.
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S. Figure 7: MS/MS spectrum of peptide VYANEVTHQGLSSPVTK from antitubulin I1gG1

kappa VL chain. The peptide contains Y2-Nitro (44.98508 Da) and N4-deamidation.

200 1
2’7; V1s*
g 150 1335.71045
g ) ys* V12*
S 100 A Ye* 780.40918 1150.63013 yist
= 1 580.29407 ' =
%’ g [M+2H]*+H 1521. 78906
g 50 A 33519171 1032.47595

0 ] il I | ['l[ ll“ 1 lxl I'll I 1 1[ |

500 1000 1500
miz

2000

S. Figure 8: MS/MS spectrum of peptide AFDYWGQGTLVTVSSASTK from immunoglobulin

heavy chain. The peptide has Y4-Nitro (44.98508 Da) modification.




& 150 yis'
2 - 1435.63281 yu
£ 100 ] 682.34161 1722.78333
§ bs* P y13*
= 300.15610  bs, aw®-NHs 1348.60059 '
E o ] . 4862350 N —
E | ’ \ 854.44415 ‘ | | ’
o | il | 1 Vil PO P T . | l | 1
500 1000 1500 2000
miz

S. Figure 9: MS/MS spectrum of GLQWVSSISGGGVSTYYADSVK peptide from

immunoglobulin heavy chain variable region. The peptide contains Q3-Deamidation and Y16-

Nitro modifications.
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S. Figure 10: MS/MS spectrum of GLEWIGEINRSGATNYNPSLK peptide from

immunoglobulin heavy chain. The peptide has Y 16-Nitro and N17-Deamidation modifications.
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S. Figure 11: MS/MS spectrum of ASQSVINYLAWYQQKPGQAPR immunoglobulin light

chain variable region. The peptide contains N7-Deamidation and Y 8-Nitro modifications.
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S. Figure 12: The MS/MS spectrum of AGQSISSNYLAWYQQKPGQAPR peptide from
immunoglobulin gamma chain, V region or anti-HIV-1 gp120 immunoglobulin kappa chain

variable region. The peptide contains N8-Deamidation and Y9-Nitro modificatons.
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S. Figure 13: MS/MS spectrum of RLGALGSIDDWGQGTLVTVSSASTK peptide from
immunoglobulin gamma 4 heavy chain variable region. The peptide contains W11-

Nitrohydroxytryptophan modification.
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S. Figure 14: MS/MS spectrum of ANVAVAVANDYWGQGTLVTVSSASTK from
immunoglobulin heavy chain variable region. The peptide has N2-Deamidation, NO-

Deamidation and Y 11-Nitro modifications.



S. Figure 15: Model of immunoglobulin light and heavy chains demonstrating the effect of
nitrohydroxylation on intra-molecular interactions. The cartoon of the heavy and light chains of
the immunoglobulin is shown in yellow and green, respectively. a. Heavy chain W36 is located
on the B-sheet and the nitrohydroxylated form can have hydrogen bonds with the Q6 and C22. b.
Heavy chain WI105 is found at the interface between the light and heavy chains. Its
nitrohydroxylation may not be well tolerated by the surrounding hydrophobic residues and may

effect the intramolecular interactions between immunoglobulin light and heavy chains.



Case | Diagnosis Age | Gender | Post- Cause of | CD4 Plasma CSF
ID (yrs) mortem | death cells/mm’ | HIV viral | HIV
interval load viral
(RNA load
(hr) copies/ml)
5125 | Control 24 F 9 Motor
vehicle
accident
5343 | Control 48 F 13 Gastric
perforation
following
laproscopy
5346 | Control 24 F 14 Multiple
blunt force
injuries
5189 | Control 40 M 14 Drowning
1093 | HIV/possible | 56 M 6 1365 125,669 NA
HAD
6081 | HIV/possible | 35 M 2 NA NA NA
HAD
5007 | HIV/possible | 37 F 3 91 >750,000 | NA
HAD/HIV-E
5008 | HIV/possible | 53 M 7 ’128 ’8.,641 354061
HAD/HIV-E

S. Table 1: Clinical and neuropathological information of patients whose tissue were analyzed.

None of the patients were on antiretroviral drugs at the time of death.

HAD, HIV associated dementia; HIV-E, HIV infected with encephalitis; NA, not available

values obtained '5 days, *10 days and *2 years prior to death.

2




	pr401117m_si_005
	S  Table 1

