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ãóèß�−ïÝóæ�&�kÛçðÞõÈ¶¹Ö�b4cA�6GÉ�Q

1. Úóåòäßâîó: �!5�5��7 (MD) âìíñõâîóÙj³Á�b4`��UÉ�T

2. SpwÉnm: �b4cA�6mÇ�&�(G��Éeh�aÙ�!5ñëðÄ�Q

3. pw�:É~	öMDÈÓÖΔGBindÉ>Ê9�ÙÆºÍÄ�g½Ö?

i��5É�?���¡t(ãóèß�ÉIÕlÎ,�&,�ª"Ëãóèß�ÈÓÖ��5��y) Ùh�mÈ�T½Ö
N^¸]ÐÔ×Ã³Ö±fÈãóèß�−ïÝóæ�&È´�kÛçðÞõ0� (�&�kÛçðÞõ)Ê°�&�(GÉ
JYÄ²Õ°��ÌÉFj¸RC»×ÖºÅ·Ô°£�Çd�7¤Ä²Ö±MDÈÓÕd�7¤Ù�z½Ö©°on½Ö�
5(\bGãóèß�,�ãóèß�"Ëº×ÔÈ�&½Ö��5y)É'ÕÙ,Ïb4Å¼Ã°\�5Ò���£��5
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ãóèß�−ïÝóæ�&ÈB«Ù�µÖ�b4�5"ËÀÉcA�6GÈon¼°�&�(G0�Éeh�aÙ�!
5ñëðÄQÔ·È½ÖºÅÙnmÅ½Ö±MDÅÛçðÞõ�rh�(ER)ÅÙ�Î&Ø¿Á�&�kÛçðÞõ(ΔGBind)É�
zÙ�³°ÀÉ�b4cA�6É0�Ù9�Å[�¼8G"Ë8¤GÙV�°ÀÉD°`��UÈ¶¹Öeh+5
É�TÙ9O½Ö±;�Å¼Ã°8M<}`�ÈÓÖ(GlcNac)3−Lysozyme�&�(G��(9È¶³ÃΔGBind¸~1.6 
kcal/mol�P)Èon¼°Í¾ºÉ�b4cAÈ¶¹ÖΔGBind>É�z�¸ÆÉtA9�Å��½Ö·V�Ù�´±

ΔGBind

�b4Ù`�½ÖºÅÄ�&É�(GÂÍÕΔGBind¸0� ÆÉXÇeh�aÇÉ·Ù]ÐÖ

 0
 1
 2
 3

 0  20  40  60  80  100 120

R
M

SD
 [Å

]

Time [ns]
 0
 1
 2
 3

 0  20  40  60  80  100 120

R
M

SD
 [Å

]

Time [ns]
 0
 1
 2
 3

 0  20  40  60  80  100 120

R
M

SD
 [Å

]

Time [ns]

ôLysozyme ô(GlcNac)3

a. b�((GlcNac)3−Lysozyme�&�, Lysozyme"Ë(GlcNac)3)W ÉáóêïóàMDÙ9O(|\�)

b. b�
�W (20nsZÉW )Ù|\"Ë8M<}
\b_ÌK�¼b4(W ÙMDÄáóêïóà

c. ER^ÈÓÖb4(�kÛçðÞõ(SFE)�z

|\� 8M<}\b_�
(GlcNac)3−Lysozyme�&� −1103.64 ¯ 5.14 −1315.54 ¯ 7.27
Lysozyme −1066.90¯ 5.44 −1280.47 ¯ 4.84
(GlcNac)3 −58.78¯ 0.57 −76.18 ¯ 0.67

• %b�ÉSFEÉ�( �Êkcal/mol)

i. ΔΔGBindÙ�vÑÖÅ19.07 kcal/mol Ä²Õ°<}`��UÙ
8GmÈÊ�g

ii. ΔΔGBindÉ�z�¸9�ÓÕÑ1Üõäõ®³ºÅ°"ËSFEÉ
�z�>¸®³ºÅ¸�¬

iii. 
�W Ùj³Á�z�UÄ²ÖÉÄ°SFE�zÈj³Öb�
W Ù/Ò½ºÅÄ°8¤GÉM)¸RC

8M<}\b_�|\�

b4(W ÉáóêïóàÉ©°b�ÉW Ù-8

�b4È¶³Ãb�ÉW ¸��

b�ÉW ÛçðÞõ"ËÛóåòéõ¸��

ΔGBindÉ>(ΔΔGBind)Ùb4(�kÛçðÞõ·Ô]ÐÖºÅ¸$�

ô(GlcNac)3−Lysozyme�&�

@�� Production run @�� Produc+on run @�� Produc+on run


