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Figure S2 Compounds 24 and 25 spectra comparison
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Figure S3 Fragmentation process of compound 25



. |
\SI - CH,4 \S..,.O\Si/ \/. o /

Si™_/
o S s
Chemical Formula: Chemical Formula: C7H450Si;" Chemical Formula: C;H450Si,"
CgH4g0Si,™ Exact Mass: 171 Exact Mass: 171
Exact Mass: 186
- CzH4
/"O / \S/I O /
—> 9 — > sit
C\C+ HC C
H

Chemical Formula: C5H440Siy*

: . -
Exact Mass: 143 Chemical Formula: CgH44,0Si,

Exact Mass: 143

o, | e
S o= \Si+o‘s|i/

¢ s 0

Chemical Formula:
CgH150Siy™
Exact Mass: 186

Chemical Formula: CgH450Si,"
Exact Mass: 159

Figure S4 Fragmentation process of compound 25



0.12

3.5
f1 (ppm)

R R g R 800
, S 3 5 3
/7/\1/\3/9\ _CH, I I »
Si 1 L
SR w e
7~ 33 9 r
HyC~ ! L
%8 S— CH 400
/ 14 17 L
22— 21 18— 15
/ / 200
23\ 2 19 L
24725 é ro
<
T T T T T T T T T T
1.720 1.715 1.710 1.705 1.700 1.695
f1 (ppm)
TNNNENSS g 9 i ] 99y 8 % = 1000
NNNNNNNN NN © LR © © © t
~N A2 | [ 1500 [/ | | | L 800
. 600
400
‘ 200
| | [
) S | w— .
S N
T T < T T T T T T T ‘\\‘ T T
7.30 7.25 7.20 7.15 6.26 6.24 6.22 6.20 6.18
f1 (ppm) f1 (ppm)
g Y L 3
<= I 5 =
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5
f1 (ppm)
% I
(a2} o
H3ZCH\O
i’ !
!
N
S Sy
5\/8 ch/m\o
s 1
H%%\s'i—crg
R
22— 21 18——115
7 N\ _ 7
23 20— 19
A
2/=25
o
7%
HaC
29
I99Y JAARS 85255353 EEEE] FEREE.
NRNNN NRNKK 6600366666 LRV RV R I B L 150
N SN N I\ \/ \
i 1 100
50
& ) S % % ] o
=) =) - o =) =) ~
S S S R e S B S ESES ESSS TR e s e B S L S S B B B B B A B A H A B
7.5 7.3 7.1 6.9 6.7 6.3 1.89 1.87 1.85 1.83 1.81 1.79
f1 (ppm) f1 (ppm)
M L Y I L
LSy T L ’y L
& @ S& & 3 = 8 N
o o - O o o (a2} o~ o
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5

1000

900

800

700

600

500

400

300

200

100




CHy 0y )
m & - t
A i S i
G o N 3800
I
NS 3600
i \*/X/\S/%HS r
f\/’s he ™ 3400
z 33 11 F
/
Fo~ g— GH; 3200
/M 17 F
— 21 —15
7N/ 3000
23 /20—19 L
24_23\ 2800
2 ;2600
Hac,hze\ I
CH
OQI\\D\D&DMMNHv—léZC:)SO\c\I\I\I\kD\DIn ) nwmNo® | EEEE 2400
MEIMM N oA 00000000 in in o= ~300 300 8
NRNNNNRNNRNNNNNGOG 66 66O © o [CRCRCRCR) \'| h/ [
N2 | s = P SSSE 200 2200
250 [
L 2000
100 r
1 | 200 1800
[ t @ 0 L
| | I T I 1600
o ‘ 1585 180 175 1.70 1.65 »
| [ w s g Lo . [ 1400
Il ro0 v« ¢ v ¢ ¥ < ¥ r
1 L R ! —— 1200
L 100 r
50 1000
L | | L
L L
1 1 I 1 Lo / 7 A . 800
= = i = F S
T'Y'Y'Y'Y'YN'Y'Y'Y'Y'Y'Y'Y' — — T 600
74 73 72 71 70 69 68 6.7 66 65 64 63 6.2 454  4.52 4.50 4.48 r
f1-(ppm) f1 (ppm) 400
L‘ 200
Vi A | o
LTy %3 z & % P 200
- - ~ - - — - wn wn b
T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5
f1 (ppm)
8 58 a
IN o 6 S -4000
| Y
N
HiCT 2NN
o \f \3/9> s 3500
35\25/6\/5 Hag 10\9
@~ g— e, F
i
22—21 18— 15
/7 N\ _ 7 3000
0—23\ 20——19
72
Hsacz; /24=25 [
H,C— 0
33 27|
2500
BB BARK RE-8883 RR 88
v B ReRe e R RN BB BBy Rv vl VLR 300 2000
N SV Lo YARY. I
| |
| F
200
‘ E 1500
100 L
1000
8 < o
T T T T T T T T T — =) 1 [
68 6.7 6.6 6.5 64 63 6.2 6.1 6.0
1.76 1.74 1.72 1.70 1.68 1.66 1.64
f1 (ppm) f1 (ppm)
pp!
500
| ,M)l JLLJ |
Lk L X A, L,
5 AN & 'y e
a9 S S ) S N r
o - o — O o~ o
T T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5

3.5
f1 (ppm)



o WM™ NN
< AT NAN N o M 0 3]
o PLIVEERE IV NSR G I
©® SRS ESESEN NN O n o
— o NN ~N o
S\ N 1100
/4\
N A .
I /1 NN = CHy 1000
N0 e
=8 3 9
H. 1
e 900
/ 14 17
//22_ 21 //18 15
23 20— 19 800
\
24— 25
700
600
500
400
300
! 200
100
. ro
r-100
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
o NN®NO O © [
2 nymses & R38R B g o
B NNNSNS = RRR ] < S L
N N 2000
H%%\O
f’\ -8000
NSy ,
é\/ﬁ " ™
12 11
Hal~g— CHg 7000
/ 14 17
22— 21 18— 15 L
/N _ 7
= 6000
\
o)
2%
HsC [
2
5000
D
4000
3000
2000
1 r
1000
. | LJ | . Lo
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 70 60 50 40 30 20 10 0

80
f1 (ppm)



- 8388805 8 ?gR 0 2N
< BNOO TS I pNen N S o ®
a SN & RRR R & R S
SN | N [
IS%H3
/ZB
Hsg \3 I
1
"/A\I‘/\B/\S/cm
1
ﬁ\/a Hag/m\
11
Fel~s—cn,
/1A 17
20— 21 1815
/N _J/
—/
24=—=25
o
/26
H333(,h29\
o
| (- ]
T T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70
f1 (ppm)
N0 wom © ©
o @ O O N — ~N ™M @ M © T oo
6 N = ] — 0 N~y a ™ @™ Q
T <+ ™M AN N — - O ININE S wn n O N -
— — — — o~ NN wn n NN o
\/ 20N | [ N ' ¥
— 9
HyC™ 20
/7/\/‘/&/9\ S
H i
339\0/6\/8 Hag 10\0
28 11
oG~ s— CHg
22— 21 1?15/14 v
0—23// \\20—19//
H. (;/25j \24—25/
Y /
H,C— O
3327
I
T T T T T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 20

f1 (ppm)

1200

1100

1000

900

800

700

600

500

400

300

200

100

r-100




100,00

ket

90,0 ,
|
80,0 il
| il
70,0 | |
3081
2881
3060 |
60,0 | 2919
|
y 500 3024
g 2056
40,0 |
|
30,0 -
/Si\
20,0 | (I)
\ .
, Si—
10,0 /
0,00
4000,0 3000
100,00
90,0
|}
80,0 3029
2905
2835
| 3000
70,0 |
?
2956
60,0
50,0
%T \O
40,0 } Re
} /Si\
30,0 (I)
~Na:
Si—
20,0 /
10,0
/O
0,00

4000,0 3000

1743

1941 [ | [\ [V 532
1798 1332 y I8 ( 436
| \ ‘
1370 1576 13041 (1209 { 627 501
| | 601
128]
‘ {11 907
1598 |
| 1400 l |
I | | ‘
1448 |
1642 | ‘ ]
1495 I 4
| |
|
|
1151 Il 712
‘ 1 | |
1019
961
748
692
831
1253
as1 199
1064
2000 1500 1000 500 40(
rm-1
| |
I 469
N [ ‘ 627 500
{1l | 929
| |l |
i | [
I 1329 | 578
1638 (11,1399 [ {87
[ |
| || 1290 I
1578 ‘ i || 710
1597 ‘ il | |3t
| 3437 970
1152 |
1464 Il
1104
841 306
1488
1031 s 8
1052
1242
2000 1500 1000 500



100,00

%T

90,0

80,0

70,0

60,0 |

50,0 |

100,00

%T

90,0

80,0 ‘
70,0

60,0

300 1 N\

20,0

10,0

0,00
4000,0

3000

3000 | 2834
|

|
2906

2955

3000

2643

2019 1890

2000

2049

2000

1642

cm-1

1638 1577

i
1602

1582

1596

1399

| 1327

1372

1383

1453

1484

1500

1416

1441

1465

1514

1500

1288

1252,

1340

1238

1194

1234

1256

1158

1139

<
3

1119

1062

| 963

1059

1028

1000

1000

939 |

858

790

836

802

(711
|
|
|
U
L
|
1
| 803 747
844
832
586
618
712
762
m

500

500 4000



