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2a, 'HNMR, 500 MHz, CDCls.
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2¢, 'H NMR, 500 MHz, CDCls.
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2e, 'H NMR, 500 MHz, CDCls.
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2f, '"H NMR, 500 MHz, CDCls.
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2g, 'HNMR, 500 MHz, CDCls.
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2h, '"H NMR, 500 MHz, CDCls.
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2i, '"H NMR, 500 MHz, CDCl;.
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2i, *C NMR, 126 MHz, CDCls.
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2j, '"H NMR, 500 MHz, CDCls.
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2k, '"H NMR, 500 MHz, CDCls.
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21, '"H NMR, 500 MHz, CDCl;.
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2m, 'H NMR, 500 MHz, CDCl;. Mixture.
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2m, '"H NMR, 500 MHz, CDCl;. anti-Isomer.

1600
L 1500
L 1400
L 1300

L 1200

L1100

L 1000

L 900

L 800

L 700

L 600

L 500

400

L300

200

L 100

—

A

-5
ﬁ

BLILY

06E'L

01

iyl

(ppm)

f1

2n, 'H NMR, 500 MHz, CDCls. Mixture.
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2n, 'H NMR, 500 MHz, CDCls. anti-Isomer.
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20, '"HNMR, 500 MHz, CDCls.
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2p, 'H NMR, 500 MHz, CDCls.
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2q, '"H NMR, 500 MHz, CDCls.
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2r, '"H NMR, 500 MHz, CDCls.
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2t, '"H NMR, 500 MHz, CDCls.
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2u, '"H NMR, 500 MHz, CDCls.
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2v, 'H NMR, 500 MHz, CDCls. trans-Isomer.
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2w, 'H NMR, 500 MHz, CDCl;. anti-Isomer.
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2w, '"H NMR, 500 MHz, CDCls. syn-Isomer.
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2x, 'HNMR, 500 MHz, CDCls. syn-Isomer.
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2y, 'HNMR, 500 MHz, CDCls.
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2z, 'H NMR, 500 MHz, CDCls.
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2z, BC NMR, 126 MHz, CDCls.
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2aa, '"HNMR, 500 MHz, CDCls.
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2ab, '"H NMR, 500 MHz, CDCls.
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2ac, 'H NMR, 500 MHz, CDCls. anti-Isomer.
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2ac, 'H NMR, 500 MHz, CDCl;. syn-Isomer.
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2ac, 3C NMR, 126 MHz, CDCl;. syn-Isomer.
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2ad, 'H NMR, 500 MHz, CDCls. anti-Isomer.
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2af, 'H NMR, 500 MHz, CDCls.
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2af, 3C NMR, 126 MHz, CDCls.
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5a, '"H NMR, 500 MHz, CDCl;.
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5¢, 'H NMR, 500 MHz, CDCls.
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5f, 'H NMR, 500 MHz, CDCls.
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5h, '"H NMR, 500 MHz, CDCls.
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5i, '"H NMR, 500 MHz, CDCls.
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5k, 'H NMR, 500 MHz, CDCls.
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5m, 'H NMR, 500 MHz, CDCls.
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50, 'H NMR, 500 MHz, CDCl;.
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5p, 3C NMR, 126 MHz, CDCls.
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5r, 'H NMR, 500 MHz, CDCls.
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5t, 'H NMR, 500 MHz, CDCls.
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Su, 3C NMR, 126 MHz, CDCls.
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Sv, *C NMR, 126 MHz, CDCls.
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Issue in honor of Professor Tien-Yau Luh

ARKIVOC 2023, ii, S1-S58

N3 State Key Laboratory of Organometallic Chemistry
N3 Shanghai Institute of Organic Chemistry
Chinese Academy of Sciences
AcO ESI High Resolution MS Date Report
2i, HRMS
Data Filename 20170417-9.d
Sample Name 9
User Name
Acquired Time 4/14/2017 11:15:06 AM
Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI
%10 4 [+ESI Scan (0.129-0.361 min, 15 Scans) Frag=150.0V 20170417-9.d
7 @
3
6 <
5 & o
I =
'8 .0
D
s 2 T &8
24 2 o N
&7 < <)
11 3 S
0

922.0098

Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z | Abund Formula Ion
102.1279 15860.1
108.0574 4083
121.0509 65950.6
194.0813 4144
264.1202 26867.7 C10 H14 N7 02 (M+NH4)+
279.1589 4676.7
309.2645 8031.2
339.3117 22427.4
922.0098 1 | 48965.5
923.0122 1 | 5644.2
Formula Calculator Results
onFormula Measured Mass Tgt Mass | Diff (ppm) | Score
C10 H14 N7 02 264.1202 264.1203 0.66 88.91
--- End Of Report --- Nv’ N
oA

0

AcD

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

Agilent Technologies Page 1 of 1
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Issue in honor of Professor Tien-Yau Luh

o N
3
©:I<(N/\/\/ N3
(0]
2t, HRMS
Data Filename
Sample Name

User Name

Acquired Time

Instrument

ARKIVOC 2023, ii, S1-S58

State Key Laboratory of Organometallic Chemistry

Agilent Technologies 6224 TOF LC/MS

User Spectra

1APCLd
1

2/23/2017 9:33:07 AM

Shanghai Institute of Organic Chemistry
Chinese Academy of Sciences
ESI High Resolution MS Date Report

Fragmentor Voltage

150

x10 5 +APCI Scan

3.5
3
2.5
2
1.5+
14
0.5

258.0997

Collision Energy

Ionization Mode

APCI

(0.157-0.323 min, 11 Scans) Frag=150.0V 1APClLd

04— T T — T T
100 150 200 250 300 350

Counts vs. Mass-to-Charge (m/z)

700 450 500 550 600 650 700 750 800 850 900

Peak List
m/z o Abund Formula Ion

160.0402 26790.3

203.0825 125108

213.0673 26141.2

216.1143 25472.1

230.0935 1 185025.3

231.0885 1 26809.1

234.1249 39479.1

258.0997 1 319854.9

259.1027 1 33914.6

286.1059 78049.2 C12 H12 N7 02 (M+H)+
Formula Calculator Results

onFormula Measured Mass Tgt Mass Diff (ppm) | Score

C12 H12 N7 02 286.1059 286.1047 -4.2 70.99

--- End Of Report --- N
3
i MJ s
3
O\ v
“i’% Agilent Technologies Page 1 of 1 Printed at: 9:37 AM on: 2/23/2017
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National Center for Organic Mass Spectrometry in Shanghai
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences
2x, HRMS High Resolution MS DATA REPORT

Instrument: Thermo Fisher Scientific LTQ FT Ultra
Card Serial Number : M170694

Sample Serial Number: 11

Operator : HUAQIN Date: 2017/04/17

Operation Mode: DART Positive

Elemental composition search on mass 293.11

m/z= 288.11-298.11

m/z Theo. Delta RDB Composition
Mass (ppm) equiv.
293.1141] 293.1145 =738 12.5|C15H13 0N
293.1132 3.8 7.5/C14H1705N2

Page S44 ©AUTHOR(S)



Issue in honor of Professor Tien-Yau Luh

State Key Laboratory of Organometallic Chemistry

\ N3 H Shanghai Institute of Organic Chemistry
3VWN\/\/ Chinese Academy of Sciences
0 ESI High Resolution MS Date Report
2y, HRMS
Data Filename 5.d
Sample Name 5
User Name
Acquired Time 2/23/2017 9:04:00 AM
Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

ARKIVOC 2023, ii, S1-S58

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI

+ESI Scan (0.138-0.320 min, 12 Scans) Frag=150.0V 5.d
212.1255

x10 4

N WA OO

445.2256

ad

922.0098

Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z | Abund Formula Ion
108.0577 13018.2
121.0509 74742.2
212.1255 69080.2 C7 H14N7 O (M+H)+
234.1075 18137.7
445.2256 10719
922.0098 1 | 50191.3
923.0124 1| 6239.3

Formula Calculator Results

onFormula Measured Mass Tgt Mass ppm) [ Score
C7 H14N7 O 212.1255 212.1254 -0.14 91.89
--- End Of Report ---

/\Aﬁg W

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Agilent Technologies Page 1 of 1
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Issue in honor of Professor Tien-Yau Luh

State Key Laboratory of Organometallic Chemistry

N3 ITI Shanghai Institute of Organic Chemistry
MWN Chinese Academy of Sciences
o \© ESI High Resolution MS Date Report

2z, HRMS
Data Filename 3d
Sample Name 3
User Name
Acquired Time 2/23/2017 8:59:11 AM
Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

ARKIVOC 2023, ii, S1-S58

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI
x10 4 | *ESI Scan (0.143-0.325 min, 12 Scans) Frag=150.0V 3.d
8 ,
6 4
922.0098
4
232.0943
2
485.1633

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z | Abund Formula Ion

102.128 7793.8

108.0577 24955

110.0548 6067.7

121.0509 76051

232.0943 20897.6 C9 H10 N7 O (M+H)+
254.0764 6860.8

485.1633 5583.4

922.0098 1 | 50542.6

923.0125 1 | 6266.9

Formula Calculator Results

TonFormula Measured Mass Tgt Mass | Diff (ppm) | Score
C9H10 N7 O 232.0943 232.0941 -0.57 80.58
--- End Of Report ---
! A/Z
\{
~O
|
(4
i Agilent Technologies Page 1 of 1 Printed at: 4:25 PM on: 2/23/2017
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State Key Laboratory of Organometallic Chemistry

H > , ’ 5
N Me, Ns 4 Shanghai Institute of Organic Chemistry
3 Chinese Academy of Sciences
O ESI High Resolution MS Date Report
2aa, HRMS

Data Filename 2.d

Sample Name 2

U Name

Az:Lir:('i“Time 2/23/2017 8:56:48 AM

Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI
x10 4 |*ESI Scan (0.139-0.354 min, 14 Scans) Frag=150.0vV 2.d
8
6 246.1099
922.0097

4 4

2

513.1963

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z | Abund Formula Ion
108.0576 86029.5
108.08 6126
110.0547 20690.4
121.0509 74658.9
165.1386 5790.2
246.1099 55878.4 C10H12N7 O (M+H)+
268.0911 11617.9
304.2999 11161.8
922.0097 1 | 49044.1
923.0123 1 | 6061.8
Formula Calculator Results
TonFormula Measured Mass Tot Mass | Diff (ppm) |_Score |
C10 H12N7 O 246.1099 246.1098 -0.32 89.77

--- End Of Report ---

s N3
P

2% Agilent Technologies Page 1 of 1 Printed at: 4:24 PM on: 2/23/2017
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Issue in honor of Professor Tien-Yau Luh

Ny Me State Key Laboratory of Organometallic Chemistry
Ny W,{, Shanghai Institute of Organic Chemistry
\© Chinese Academy of Sciences
o ESI High Resolution MS Date Report
2ab, HRMS
Data Filename 4.d
Sample Name %
User Name
Acquired Time 2/23/2017 9:01:36 AM
Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

ARKIVOC 2023, ii, S1-S58

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI
x10 5 | +ESI Scan (0.141-0.356 min, 14 Scans) Frag=150.0V 4.d
] 246.1099
1751
1.5
1.25
1
067.: 513.1042 922.0098
0.251

Counts vs. Mass-to-Charge (m/z)

04— T T T T T T T T r T T T T r——
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Peak List
m/z z Abund Formula Ion
106.0653 10536.3
108.0577 16824.1
121.0509 73858
134.0601 30316.6
246.1099 1 200135.9 CI0H12N7 O (M+H)+
247.1125 1 15681.4 C10H12N7 O (M+H)+
268.0919 62554.3
513.1942 1 55731.6
514.1968 1 10071.3
922.0098 48687.8
Formula Calculator Results
onFormula Measured Mass Tgt Mass | Diff (ppm) | Score
CI0 H12N7 O 246.1099 246.1098 -0.4 90.78
--- End Of Report --- M! N;
@;\\N v
fho
* Agilent Technologies Page 1 of 1 Printed at: 4:25 PM on: 2/23/2017
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State Key Laboratory of Organometallic Chemistry

N F Shanghai Institute of Organic Chemistry
Ph:V\WN‘Me Chinese Academy of Sciences
N; O ESI High Resolution MS Date Report
2ac, HRMS
Data Filename 20170417-12.d
Sample Name 12
User Name
Acquired Time 4/14/2017 11:22:09 AM
Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI
x10 5 +ESI Scan (0.147-0.380 min, 15 Scans) Frag=150.0V 20170417-12.d
54 ©
=
-
4 g
© B
3 &
3
= ©
1{ 3 3 N
0

700 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z Abund Formula Ion
121.0509 58324.9
134.06 67922.3
322.1406 1 517168.6 Cl16 HI6 N7 O (M+H)+
323.1435 1 73608.4 C16 H16 N7 O (M+H)+
344.1228 46830.3
665.2557 1 202896.5
666.2587 1 64614.1
922.0098 42948.5
Formula Calculator Results
TonFormula Measured Mass Tgt Mass DIff (ppm) | Score
C16 H16 N7 O 322.1406 322.1411 1.49 91.46

--- End Of Report ---
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Issue in honor of Professor Tien-Yau Luh

ARKIVOC 2023, ii, S1-S58

State Key Laboratory of Organometallic Chemistry

N3 Ph Shanghai Institute of Organic Chemistry
PhJ\WN\Ph Chinese Academy of Sciences
,513 . ESI High Resolution MS Date Report
2ad, HRMS

Data Filename
Sample Name
User Name

Acquired Time

Instrument
Agilent Technologies 6224 TOF LC/MS

User Spectra

20170417-13.d

13

4/14/2017 11:24:32 AM

Fragmentor Voltage Collision Energy

150

0

Ionization Mode

ESI

x10 5 A+ESI Scan (0.105-0.438 min, 21 Scans) Frag=150.0V 20170417-13.d

2
1.5
[o2]
o
1{ 8 £
8§ 5
0.5- 8

384.1562

—784.3317

922.0098

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z | Abund Formula Ion
121.0509 58747.1
196.0757 30207
384.1562 1 | 243006 C21 HI8 N7 O (M+H)+
385.1592 1 | 43046.1 C21 H18 N7 O (M+H)+
784.3317 1 |91008.6
785.3349 1 | 38547.6
789.2873 1 | 75501.5
790.2905 1 | 31854.9
922.0098 43845.5
Formula Calculator Results
TonFormula Measured Mass Tgt Mass | Diff (ppm) [ Score
C21 HI8 N7 O 384.1562 384.1567 1.5 88.34
--- End Of Report ---
N N
A
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Issue in honor of Professor Tien-Yau Luh

2ae, HRMS

Data Filename
Sample Name

User Name

Acquired Time

Instrument

ARKIVOC 2023, ii, S1-S58

State Key Laboratory of Organometallic Chemistry
Shanghai Institute of Organic Chemistry

Chinese Academy of Sciences

ESI High Resolution MS Date Report

Agilent Technologies 6224 TOF LC/MS

User Spectra

6APCI.d

6

2/23/2017 9:58:16 AM

Fragmentor Voltage

150

Collision Energy
0

Ionization Mode

APCI

x10 6

-t

0.8

0.6

0.4-

0.2

1 132.0810

+APCI Scan (0.122-0.271 min, 10 Scans) Frag=150.0V 6APCI.d

0 —— T T
100 150 200 250

300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z Abund Formula Ion

115.0546 79231.2

118.0656 1 179016.5

132.081 1 936074.7

144.081 1 835236.6

145.0842 1 77811.3

146.0966 198709.7

159.0919 409573.7

161.1076 188020.5

176.1074 100123.9

187.0981 146560.7 C10 H11 N4 (M+H)+
Formula Calculator Results

TonFormula Measured Mass Tgt Mass [ Diff (ppm) [ Score

C10 H11 N4 187.0981 187.0978 -1.37 87.14
--- End Of Report --- [\J
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Issue in honor of Professor Tien-Yau Luh

N3
Oﬁ National Center for Organic Mass Spectrometry in Shanghai
. N
7

3 Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences
2af, HRMS High Resolution MS DATA REPORT

ARKIVOC 2023, ii, S1-S58

Instrument: Thermo Fisher Scientific LTQ FT Ultra
Card Serial Number : M170692

Sample Serial Number: 8

Operator : HUAQIN Date: 2017/04/17

Operation Mode: DART Positive

Elemental composition search on mass 202.10

m/z= 197.10-207.10

m/z Theo. Delta RDB Composition
Mass (ppm) equiv.
202.0974! 202.0975 -0.59 7.2§Ca1 Hag'@'Ng
N
% Ny 1+

_\,
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Issue in honor of Professor Tien-Yau Luh ARKIVOC 2023, ii, S1-S58

State Key Laboratory of Organometallic Chemistry

N\
0 Shanghai Institute of Organic Chemistry
Me N3 Chinese Academy of Sciences
ESI High Resolution MS Date Report
Me
5d, HRMS

20170417-1.d
1

Data Filename
Sample Name
User Name

Acquired Time

Instrument
Agilent Technologies 6224 TOF LC/MS

4/14/2017 10:56:08 AM

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI

+ESI Scan (0.308-0.574 min, 17 Scans) Frag=150.0V 20170417-1.d

x10 5

331.2487

5
4
3
2

121.0509
922.0098

1

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z Abund Formula Ion

121.0509 63994.6

331.2487 1 602894.5 C19 H31 N4 O (M+H)+

332.2519 1 102558.9 C19 H31 N4 O (M+H)+

922.0098 47681.6
Formula Calculator Results

TonFormula Measured Mass Tgt Mass | Diff (ppm) [ Score

C19 H31 N4 O 331.2487 331.2492 1.69 92.79
--- End Of Report ---
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Issue in honor of Professor Tien-Yau Luh ARKIVOC 2023, ii, S1-S58

State Key Laboratory of Organometallic Chemistry

N\o Shanghai Institute of Organic Chemistry
N Chinese Academy of Sciences
ESI High Resolution MS Date Report
O,N
5h, HRMS
Data Filename 20170417-2.d
Sample Name 2
User Name
Acquired Time 4/14/2017 10:58:28 AM
Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI
x10 5 +ESI Scan (0.282-0.448 min, 11 Scans) Frag=150.0V 20170417-2.d
5- <t
S
N
4 3
o
3
fo2)
21 8 3
’ o
1] & N
o

0l —————— e — e : T~
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z Abund Formula Ion

121.0509 64356

348.2024 1 527737.1 C17 H26 N5 O3 (M+H)+

349.2055 1 79932 C17 H26 N5 O3 (M+H)+

922.0098 48065.5
Formula Calculator Results

TonFormula Measured Mass Tgt Mass Diff (ppm) | Score

C17 H26 N5 O3 348.2024 348.203 1.71 92.16
--- End Of Report --- EEM F 0
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Issue in honor of Professor Tien-Yau Luh

ARKIVOC 2023, ii, S1-S58

State Key Laboratory of Organometallic Chemistry

Shanghai Institute of Organic Chemistry

N. . :
@ Chinese Academy of Sciences

SN ESI High Resolution MS Date Report
5p, HRMS

Data Filename 20170417-3.d

Sample Name 3

User Name

Acquired Time 4/14/2017 11:00:49 AM

Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI

110 5 | *ESI Scan (0.795-0.961 min, 11 Scans) Frag=150.0V 20170417-3.d

339.3114

121.0509

O =N WHd»UGON®

922.0098

Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z Abund Formula Ion
121.0509 63675.5
339.3114 1 845520.4 C19 H39 N4 O (M+H)+
340.3146 1 145696.4 C19H39N4 O (M+H)+
922.0098 47088.1
Formula Calculator Results
TonFormula Measured Mass Tgt Mass DIff (ppm) | Score
C19 H39 N4 O 339.3114 339.3118 1.43 93.33
--- End Of Report ---
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Issue in honor of Professor Tien-Yau Luh

ARKIVOC 2023, ii, S1-S58

State Key Laboratory of Organometallic Chemistry
N Shanghai Institute of Organic Chemistry
o} Chinese Academy of Sciences
/ ESI High Resolution MS Date Report
/,N3
59, HRMS
Data Filename 20170417-4.d
Sample Name 4
User Name
Acquired Time 4/14/2017 11:03:10 AM
Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI
x10 6 |*ESI Scan (0.538-0.788 min, 16 Scans) Frag=150.0V 20170417-4.d
wn
1 3
N
8
0.8- 8
0.6
w
041 g e
8 «
02{ = &
sl) o

Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z Abund Formula Ion

121.0509 61677.3
309.2645 1| 1116477.8 C17 H33 N4 O (M+H)+
310.2676 1 180788 C17 H33 N4 O (M+H)+
339.3115 103784.7

Formula Calculator Results
TonFormula Measured Mass Tgt Mass | Diff (ppm) | Score
C17 H33 N4 O 309.2645 309.2649 1.4 95.39

--- End Of Report ---
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Issue in honor of Professor Tien-Yau Luh ARKIVOC 2023, ii, S1-S58

State Key Laboratory of Organometallic Chemistry
Shanghai Institute of Organic Chemistry
Chinese Academy of Sciences
ESI High Resolution MS Date Report

5u, HRMS
Data Filename 20170417-6.d
Sample Name 6
User Name
Acquired Time 4/14/2017 11:07:58 AM
Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI

+ESI S(;an (0.244-0.394 min, 10 Scans) Frag=150.0V 20170417-6.d

x10 6
1.2
1
0.81
0.6
0.4
0.2

436.2701

01— - — T - - T - T — r T T r : — T
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z Abund Formula Ion
436.2701 1 1337633.3 C25 H34 N5 02 (M+H)+
437.2732 1 356145.8 C25 H34 N5 02 (M+H)+
Formula Calculator Results
IonFormula Measured Mass Tgt Mass Diff (ppm) | Score
C25 H34 N5 02 436.2701 436.2707 1.42 97.37
C22 H36 N4 05 436.2701 436.268 -4.74 89.69
C27 H36 N2 03 436.2701 436.272 4.51 88.53
--- End Of Report ---
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Issue in honor of Professor Tien-Yau Luh ARKIVOC 2023, ii, S1-S58

N O\N State Key Laboratory of Organometallic Chemistry
Shanghai Institute of Organic Chemistry
Chinese Academy of Sciences
ESI High Resolution MS Date Report
O\/\
SV, HRMS . hame 20170417-5.d
Sample Name 5
User Name
Acquired Time 4/14/2017 11:05:36 AM
Instrument

Agilent Technologies 6224 TOF LC/MS

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI
x10 6 +ESI Scan (0.104-0.370 min, 17 Scans) Frag=150.0V 20170417-5.d
wn
1.2 Q
N
Ly 2
(32
0.8
0.6
0 ~ 0
0.4 ‘@ § 2
0.2 3 2 2
- b ©

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z Abund Formula Ion
158.1538 100874
309.2647 88228.6
359.2435 1| 1299719.9 C20 H31 N4 02 (M+H)+
360.2466 1 269034.6 C20 H31 N4 02 (M+H)+
689.4738 84379.9
Formula Calculator Results
TonFormula Measured Mass Tgt Mass Diff (ppm) | Score
C20 H31 N4 02 359.2435 359.2442 1.78 96.95
--- End Of Report ---
PEMPO
N;

2

‘*- Agilent Technologies Page 1 of 1 Printed at: 10:12 AM on: 4/17/2017

17
Page S58 ©AUTHOR(S)



