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MS Formula Results: + Scan (6.414 min) Sub (2015102206.d)

| miz lon Formula Abundance |
- L 505.2786| (M+Na)+| C26 H42 Na 08| 1400111.6|
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match DBE
. v C26 H42 08 C26 H42 Na 08 99.78 4822893 482 288 505.2772 -2.83 283 99.75 99.67 99.98 6
5 C27 H38 Na 04 €27 H38 N4 Na 04 99.96 4822893 4822893 505.2785 -0.07 0.07 100 99.89 99.99 11
. C23H46 08 S C23H46 Na 08 S 98.54 482.2893 482.2913 505.2806 4.15 4.15 99.46 96.03 99.7. 1
+ C19H42N6 06 S C19 H42 N6 Na O6 S| 98.28 482.2894 482.2887 505.2779 -1.45 1.45 99.93 94.49 99.53 2
5 = C27 H46 03 52 C27 H46 Na O3 52 97.8 482.2893 482.2888 505.2781 -1.04 1.04 99.97 92.82 99.45 5
page 1

The HRESIMS spectrum of 1
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The 'H NMR spectrum of 1 in CsDsN (500 MHz)
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MS Formula Results: + Scan (6.470 min) Sub (2015101203.d)

| Abundance |

miz lon | Formula
505,27311 (M+Na)+| €26 H42 Na O8] 593222.4|
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match DBE
v C26 H42 08 C26 H42 Na O8 99.91 482.2888 482.288 505.2772 -1.77| e 99.9 99.89 99.94 6
T C27 H38 N4 O4. C27 H38 N4 Na 04 99.85 482.2888 4822893 505.2785 0.99 0.99 99.97 99.53 99.98 1
page | GlcO

The HRESIMS spectrum of 2

S18



1T 1~

g17
0y _W
99 1~E
81"
0T

gz

or'g

81T

61T

"
ELT
By
£
2 1
ST
LT
LT
8T
871
171
o'
er e
'

cm.q)ﬂ
hm.vw

85
[
Lot
ma.wv_
916~

0857
cm.mg_.‘

O
L©
o

The 'H NMR spectrum of 2 in CsDsN (600 MHz)
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MS Formula Results: + Scan (7.152 min) Sub (2016061502.d)

miz [ lon | Formula [ Abundance |
503.2623 | (M+Na)+ | C26 H40 Na 08| 9384468
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match |Spacing Match DBE
v C26 H40 O8 C26 H40 Na 08 99.56 480.2731 480.2723 503.2615 158 158 99.92 988 99.73 7
C23 H44 08 S C23 H44 Na08S 98.99 480.2731 480.2757 503.2649 543 543 99.08 99.48 98.22 -
C27 H44 O3 S2 C27 H44 Na O3 S2 98.42 480.2731 480.2732 503.2624 0.21 0.21 100 96.55 97.53 6

page 1

The HRESIMS spectrum of 3 18
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m/z

MS Formula Results: + Scan (7.432 min)

Sub (2016050405.d)

[ lon “Formula_ | Abundance
2 u 485.2492 | (M+Na)+| C26 H38 Na O7 | 510472.4 |
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (opm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match DBE
+ v C26 H38 O7 C26 H38 Na O7 99.7 462.26 462.2618 485.251 3381 381 99.55 99.71 99.97 8
. C21 H38 N2 09 C21 H38 N2 Na O9 99.44 462.26 462.2577 485247 4.9 4.9 99.26 99.3 99.99 4
+ C30 H38 02 S C30H38NaO2S 98.74 462.26 462.2593 4852485 .61 161 99.92 95.83 99.86 12
+ C22 H42 N2 04 S2 C22 H42 N2 Na O4 S2 97.65 462.26 462.2586 4852478 -3.04 3.04 99.71 92.71 99.44 3
. C27 H42 0252 C27 H42 Na 02 52 97.28 462.26 462.2626 4852518 567 567 99.01 92.49 99.56 7
page 1

The HRESIMS spectrum of 4
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MS Formula Results: + Scan (6.410 min)

Sub (2016032905.d)

[ miz ton Formula | Abundance |
L 521.2722| (M+Na)+| C26 H42 Na O9 | 182458.1
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc miz Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match DBE
+ v C26 H42 09 C26 H42 Na O9 99.85 498.283 4982829 5212721 -0.27 027 100 99.65 99.79 6
“ r C30H4204 S C30 H42 Na 04 S 985 498283 498.2804 521.2696 5.29 5.29 99.12 96.22 99.99 10
. = C27 H46 O4 S2 C27 H46 Na O4 S2 98 498.283 498.2838 521.273 1.47 1.47 99.93 9324 99.84 5
+ — C26 H46 O5 S Si C26 H46 Na O5 S Si 97.81 498.283 498.2835 5212727 0.99 0.99 99.97 92.48 99.9 5
+ C29 H42 05 Si C29 H42 Na O5 Si 97.65 498.283 4982802 521.2694 5.77 5.77 98.96 9351 99.99 10
5 C25 H46 06 Si2 C25 H46 Na O6 Si2 97.24 498.283 4982833 5212725 051 051 99.99 90.45 99.91 5
+ T C30 H46 S2 Si C30 H46 Na S2 Si 95 498.283 498.281 521.2702 -4.04 4.04 99.49 83.5) 99.82 9
“ C29 H46 O S Si2 C29 H46 Na O S Si2 943 498.283 498.2808 52127 4.51 99.36 81.26 99.84 9
. C21H50 N203S2Si2| C21 H50 N2 Na O3 S2 Si2 9378 498.283 4982801 5212694 5383 98.93 80.35 99.58 0
B C26 H50 O S2 Si2 C26 H50 Na O S2 Si2 9344 498283 498 2842 5212734 225 99.84 7755 99.7 4
B C28 H46 O2 Si3 C28 H46 Na 02 Si3 934 498283 4982806 5212698 498 9922 7833 99.83 9
. T C25H50 02 S Si3 C25 H50 Na O2 S Si3 93 498283 4982839 5212732 1.78 99.9 75.92 99.69 4
. C33 H39 CI N2 C33 H39 CIN2 Na 85.11 498283 4982802 521.2694 571 98.98 4984 99.71 15
+ C29H43CIN20O Si C29 H43 CIN2 Na O Si 84.06 498283 4982833 5212725 058 99.99 4451 99.66 10
R — C30H43CIN2 S C30 H43 CIN2 Na S 8358 498283 4982835 5212728 1.05 99.96 429 99.63 10
- 3 C32 H44 CI2 C32 H44 Ci2 Na 75.9 498283 498282 5212712 2.03 99.87 16.24 9957 10
+ - C28 H48CI20 Si C28 H48 CI2 Na O Si 75.24 498283 4982851 5212744 425 99.43 14.64 99.56 5
. r C23H48 CI2N2 O3 Si| C23 H48 CI2 N2 Na O3 Si 74.91 498283 4982811 5212703 3.83 99.54 1335 99.52 1
. C29H48CI2S C29 H48 CI2Na S 74.82 498283 498 2854 5212746 473 993 13.42 99.54 5
3 C22 H52 CI2 N2 Si3 C22 H52 CI2 N2 Na Si3, 7476 498283 4982815 521.2708 3.04 99.71 12.64 99.38 0
. C24 H4BCI2N202S| C24H48CI2N2NaO2S 7456 498.283 4982814 521.2706 335 99.65 11.95 9951 1

page 1

The HRESIMS spectrum of 5
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MS Formula Results: + Scan (6.973 min) Sub (2016052604.d)

[ miz lon Formula | Abundance |
4872676' (MfNa)+‘ C26 H40 Na 07{ 360201.5}
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match [Spacing Match DBE
v C26 H40 O7 C26 H40 Na O7 99.81 464.2783 464.2774 487.2666 -1.95 1.95 99.88 99.86 99.63
C23H4407 S C23H44Na 07 S 98.86 464.2783 4642808 487.27 53 53 99.13 97.69 99.7
C27 H44 02 52 C27 Ha4 Na 02 S2 97.75 464.2783 464.2783 487.2675 -0.09 0.09 100 92.46 996,
page 1

The HRESIMS spectrum of 6
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MS Formula Results: + Scan (6.927 min) Sub (2016052607.d)

Abundance |

[ m/z ton Formula
= 487.2671' (M+Na)+| C26 H40 Na 07\ 406239.9 |
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match DBE
* v C26 H40 O7 C26 H40 Na O7 99.84 464.2779 464.2774 487.2666 -1.04 1.04 99.97 99.67 998 7
1! C27 Ha4 0252 C27 H44 Na 02 52 97.92 464.2779 464.2783 487.2675 0.82 0.82 99.98 9316 99.49 6
HO Q

The HRESIMS spectrum of 7
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MS Formula Results: + Scan (7.433 min)

Sub (2016061501.d)

[ miz lon Formula Abundance |
- 505.2788 | (M+Na)+| C26 H42 Na 08| 512537.3|

Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match |Spacing Match DBE |

+ v C26 H42 O8 C26 H42 Na 08 99.82 482.2896 482.288 505.2772 -3.29 3.29 99.66 99.95 99.98 6

+ C23 H46 O8 S C23 H46 Na O8 S 98.91 482.2896 482.2913 505.2806 3.69 3.69 99.58 97.18 99.66 1

+ C27 H46 O3 S2 C27 H46 Na O3 S2 97.6 482.2896 482.2888 505.2781 -1.51 151 99.93 92.18 99.44 L

+ C24 H50 O3 83 C24 H50 Na O3 S3 94.83 482.2896 482.2922 505.2814 5.48 5.48 99.07 84.14 99.19 0

page 1

The HRESIMS spectrum of 8
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MS Formula Results: + Scan (6.399 min) Sub (2016032906.d)

[ miz lon [ Formula [ Abundance |
505.2775| (M+Na)+| C26 H42 Na 08| 35799.6|
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match DBE
v C26 Ha2 08 C26 H42 Na O8 99.35 482.2882 482.288 505.2772 -0.47 0.47 99.99 99.67 97.7 6
C30 H42 03 S C30 H42Na O3 S 98.51 482.2882 4822855 505.2747 567 5.67 99 97.17 99.13 10
C27 H46 03 52 C27 H46 Na O3 S2 981 482.2882 482.2888 505.2781 1.31 1.31 99.95 93.77 99.61 5
C26 H46 04 S Si C26 H46 Na O4 S Si 98.02 482.2882 482.2886 505.2778 0.82 0.82 99.98 93.46 99.57 5
C25 H46 O5 Si2 C25 H46 Na O5 Si2 97.54 482.2882 482.2884 505.2776 032 032 100 91.84 99.47 5
- C29 H46 S Si2 C29 H46 Na S Si2 9458 482.2882 4822859 505.2751 ~4.86 4.86 99.26 82.54 99.66 9
r C28 H46 O Si3 C28 H46 Na O Si3 93.71 482.2882 482.2856 505.2749 -5.35 5.35 99.11 79.84 99.58 9
C26 H50 S2 Si2 C26 H50 Na S2 Si2 93.68 482.2882 482.2892 505.2785 212 212 99.86 78.24 99.83 4
r C25H50 O S Si3 C25H50 Na O S Si3 9328 482.2882 482.289 505.2782 1.63 1.63 99.92 76.78 99.78 4
T C29 H43 CI N2 Si C29 H43 CIN2 Na Si 83.85 482.2882 482.2884 505.2776 0.39 0.39 100 43.62 99.85 10
T C28 H48 CI2 Si C28 H48 CI2 Na Si 74.68 482.2882 482.2902 505.2795 4.19 419 99.45 12.39 99.89 5
= C23H48 CI2 N2 02 Si| C23 H48 CI2 N2 Na O2 Si 7437 482.2882 482.2862 505.2754 416 4.16 99.46 1127 99.93 1
= C24H48CI2N20 S C24 H48CI2N2NaO S 74.05 482.2882 482.2864 505.2757 3.66 366 99.58 9.99 99.85 1
page 1

The HRESIMS spectrum of 9
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MS Formula Results: + Scan (7.005 min)

Sub (2016052603.d)

| iz on Formuia | Abundance |
505. 2766‘ (M+Na)+] C26 H42 Na os] 71321.1]
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match DBE
- v C26 H42 08 C26 H42 Na O8 99.67 482.2874 482.288 505.2772 1.25 125 99.95 99.63 99.16 6
. C30 H42 O3 S C30 H42 Na O3 S 98.79 482.2874 4822855 5052747 -3.95 3.95 9951 9855 97.65 10
. C27 H46 O3 S2 C27 H46 Na O3 S2 97.44 4822874 4822888 5052781 3.03 3.03 9971 94.43 96.52 5
- C22 H46 N2 O5 S2 C22 H46 N2 Na O5 S2 96.55 4822874 4822848 505274 532 532 9912 9263 96.13 1
page 1

The HRESIMS spectrum of 10
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m/z

lon

MS Formula Results: + Scan (6.461 min)

Formula

Sub (2015123103.d)

Abundance
521.2721 (M+Na)+| C26 H42 Na 09 | 2216676.5)
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (opm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match DBE
+ v C26 H42 09 C26 H42 Na 09 98.03 498.2829 498.2829 521.2721 -0.06 0.06 100 93.15 99.95 6
. C27 H38 N4 O5 C27 H38 N4 Na O5 96.87 498.2829 498.2842 521.2734 2.62 262 99.78 89.47 99.93 11
+ C27 H46 04 S2 C27 H46 Na 04 S2 95.6 498.2829 498.2838 521.273 1.68 1.68 99.91 84.93 99.78 5
+ = C30H4204 S C30H42Na 04 'S 95.39 498.2829 498.2804 521.2696 -5.09 5.09 99.19 85.26 99.94 10
. I C28 H42 N4 S2 C28 H42 N4 Na S2 94.67 498.2829 498.2851 521.2743 4.36 436 99.4 8254 99.74 10
. C31H38N4 S C31H38N4Na$s 94.64 4982829 498.2817 521.2709 -2.41 2.41 99.82 81.62 99.91 15
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The HRESIMS spectrum of 11
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MS Formula Results: + Scan (7.390 min) Sub (2016050404.d)

[ miz fon Formula | Abundance |
- 521.2708| (MiNa) | C26 H42 Na 09| 469797.6|
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match DBE

‘ v C©26 H42 09 C26 Ha2 Na 09 99.83 4982816 498.2829 521.2721 2.56 256 99.79 99.89 99.83 6

= C21H42N2 011 C21 H42N2Na O11 99.17 498.2816 4982789 521.2681 5.52 5.52 99.04 98.79 99.89 2

. C30H42 04 S C30 H42 Na 04 S 98.98 498.2816 498.2804 521.2696 -2.47 2.47 99.81 96.78 99.96 10

. C27 H46 O4 S2 C27 H46 Na O4 S2 97.73 498.2816 498.2838 521.273 4.29 4.29 99.42 93.19 99.79 5

. C22 H46 N2 06 52 C22 H46 N2 Na O6 S2 97.66 4982816 498.2797 521.2689 379 379 99.55 92.81 99.72 1

page 1

The HRESIMS spectrum of 12
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MS Formula Results: + Scan (6.856 min) Sub (2016053102.d)

miz [ fon | Formula [ Abundance |
5212718 (M+Na)+| C26H42Na 09| 1299107
Best Formula (M) on Formula Score  [CrossSco|  Mass CalcMass | Calcm/z_| Diff (opm) | Abs Diff (ppm) | Mass Match | Abund Match | Spacing Match| _ DBE
v C26 H42 09 C26 H42 Na 09 99.89 4982827)  4982829| 5212721 0.42 042 99.99 99.65 99.99 6
C30H4204 5 C30H42Na 04 S 9.1 4982827  4982804]  521.26% 461 461 9933 98.22 997 10
C27 H46 04 52 C27 H46 Na 04 52 9834 498.2827) 4982838 521273 2.15 215 99.85 95.12 99.18 5
C22H46N20652|  C22 H46 N2 Na 06 52 9756 4982827 4982797 5212689 593 593 98.9) 9413 98.98 [

page 1
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The HRESIMS spectrum of 13
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MS Formula Results: + Scan (7.428 min)

Sub (2016052602.d)

lon Formula Abundance |
- 521.2711] (M+Na)+| C26 H42 Na 09| 140097.7 |
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (opm) | Mass Match | Abund Match | Spacing Match DBE
B v C26 H42 09 C26 H42 Na 09 99.13 4982819 4982829 521.2721 2.04 2.04 99.87 97.96 99.05 6
= C30 H42 04 S C30H42Na 04 S 98.79 4982819 498.2804, 521.2696 2.99 2.99 99.72 98.56 97.2 10
5 C27 H46 04 S2 C27 H46 Na 04 S2 98.17 498.2819 498.2838 521.273 3.76 376 99.55 97.94 95.68 5
. C22 H46 N2 O6 52 C22 H46 N2 Na O6 S2 97.84 498.2819 498.2797 521.2689 432 432 99.41 97.37 95.27 1
page 1

The HRESIMS spectrum of 14
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MS Formula Results: + Scan (6.184 min)

Sub (2015092903.d)

[ miz fon [ Formula Abundance |
|_l 503.2615| (M+Na)+| C26 H40 Na O8|  2388776.3
Best Formula (M) lon Formula Score Cross Sco Mass Calc Mass Calc m/z Diff (ppm) | Abs Diff (ppm) | Mass Match | Abund Match [Spacing Match DBE
5 v C26 H40 O8 C26 H40 Na 08 99.83 480.2723 480.2723 503.2615 0.05 0.05 100 99.53 99.85 7
+ C27 H36 N4 O4 C27 H36 N4 Na 04 99.79 480.2723 480.2737 503.2629 282 282 99.75 99.89 99.76 12
5 C22 H36 N6 06 C22 H36 N6 Na 06 98.95 480.2723 480.2696 503.2589 5.57 557 99.03 98.22 99.67 8
page 1 HO

The HRESIMS spectrum of 15
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The 'H NMR spectrum of 15 in CsDsN (500 MHz)
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The COSY spectrum of 15 in CsDsN (500 MHz)
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S150



FID A, A &S S (220 180321000056.0)

O

n
=}

& 14.781

& 20.284

30.41G6

31.832

A51Tin

GC analysis of the standard 1 -glucose

S151




FIDA &, BTEE% B (2201812250000 1 0

P

T.0H

9285

GC analysis of the sugar moiety of 1

S152



FID1 A, B S 9 (v E0181225000010.0)

P |
a-|
&
- o
& = 8
- o R
.ﬁ
a—
o
-
I T T I I T
5 10 15 20 25 20

T
5 min

GC analysis of the sugar moiety of 2

S153




FIDA &, B3R5 S (@r02015032 1000054, 00

W o
o F
i

25

20

15

10

5 10 15 20 ) =0 25

GC analysis of the sugar moiety of 3

S154

A5min



FID &, B 4% 9 (Zrx\201530321000073.00

o
*
|

10

I o o
| ey |y ] Sy ey S ] S S

)

o

ta

¥

GC analysis of the sugar moiety of 4
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