Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
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i Mass Spectrum SmartFormula Report
NO, Analysis Info Acquisition Date 2/24/2022 3:45:36 PM
15 Analysis Name D:\Data\Data_L ab\S. Yokoshima. Lab\Kitayama\SK01165.d
Method esi_pos_low.m Operator Demo User
Sample Name SK01165 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 1500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 2.8min #166
x107]

0.8- 302,0998

0.6

0.4+

0.24

409.1617
102.1276
0.0 gl i, ll AT N A IL. L : A607|'.1326. o : (< : i : : : >
200 400 600 800 1000 1200 1400 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
302.0998 1 C14H17NNaO5 302.0999 0.2 3.2 1 100.00 7.0 even ok
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Bruker Compass DataAnalysis 5.1 printed: 2/24/2022 4:04:32 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 2/24/2022 4:42:23 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01169.d
Method esi_pos_low.m Operator Demo User
Sample Name SK01169 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 1500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. ] +MS, 8.1min #473
X10°7
2.5 441.3030
E 102.1291
2'0: 243.1020
1.5
1.0
] 563.1145
0.5 82257 651.1676
] ‘ J 695.1945
0.0l 0wt il l[.l wababidia e - . e T T T
200 400 600 800 1000 1200 1400 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
322.0686 1 C16H13NNaO5 322.0686 -0.1 na. 1 100.00 11.0 even ok
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Bruker Compass DataAnalysis 5.1 printed: 2/24/2022 4:57:01 PM by: demo Page 1 of 1
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B Mass Spectrum SmartFormula Report
NO i’
2 Analysis Info Acquisition Date 3/2/2022 2:42:47 PM
S2 Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01167.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK01167 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. - +MS, 6.1min #354
x10°]
1 607.1333
1.5:
1.0
0.5
] 186.2190
0,0j l.llu llnl .I\ “ll Lll__L'_j N 1] A " r - - - T T - T T T T T T T T T T T T
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
332.1105 1 C15H19NNaO6 332.1105 -0.3 n.a. 1 100.00 7.0 even ok
A 7 C'V L3
Two
Meo > o ¢
. @ <t~ ] LY
N MO,
SK01167.d
Bruker Compass DataAnalysis 5.1 printed: 3/2/2022 2:53:03 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info

Acquisition Date

3/2/2022 1:46:40 PM

Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01168.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK01168 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 1.4min #82
x10°
370.0873
6- :
44
] 764.5749
2.1
] 2422845 1 l
ez BET 1 u?l.m‘ll,‘,..,h],.il ORI . /... I gl il gl
250 500 750 1000 1250 1500 1750 2000 2250 m/z

Meas. m/z #

lon Formula m/z  err [ppm]

mSigma # mSigma Score

rdb e Conf N-Rule

370.0873 1 C15H16F3NNaO5 370.0873 -0.1 2.8 1 100.00 7.0 even ok
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SK01168.d
Bruker Compass DataAnalysis 5.1 printed: 3/2/2022 1:51:46 PM by:  demo Page 1 of 1
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@:Bﬁ Mass Spectrum SmartFormula Report
NO Analysis Info Acquisition Date 3/2/2022 4:08:52 PM
16 Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01129.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK01129 Instrument compact 8255754.20198
Comment

Acduisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 vV Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C

Intens. +MS, 3.2min #189
x106 |

iad 409.1616

0.8

0.6 764.5721

0.4+

| 576.4167
i 244,0944 I h
) TR (O M WUPIY 0 P PO ... S L
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
2440944 1 C12H15NNaO3 244.0944 0.3 50 1 100.00 6.0 even ok
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Bruker Compass DataAnalysis 5.1 printed: 3/2/2022 4:14:26 PM by: demo Page 1 of 1
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Compound Spectrum SmartFormula Report

Analysis Info
Analysis Name

D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01171.d

Acquisition Date

2/14/2022 3:43:51 PM

Method esi_pos_low.m Operator Demo User
Sample Name SK01171 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 02¢€
Intens.
x106;
1.007
0.75
0.507
0.251
0-005. ; — R . :
1 2 3 4 5 6 v 4 8 9 Time [min]
+MS, 10.2min #596
Intens. +MS, 10.2min #596
x10° -
6-
4 304.2606 409.1614
24 226.1413 ]
1 T 607.1328
0 l'LL.IlL . . - .l'n A N ‘Al » AL nl el ; : : > - = .
100 200 300 400 500 600 700 800 900 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
264.0631 1 C14H11NNaO3 264.0631 -0.1 34 1 100.00 10.0 even ok
SK01171.d !
Bruker Compass DataAnalysis 5.1 printed: 2/14/2022 4:01:31 PM by: demo Page 1 of 1
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Compound Spectrum SmartFormula Report

Analysis Info Acquisition Date 2/14/2022 4:03:33 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01172.d

Method esi_pos_low.m Operator Demo User

Sample Name SK01172 Instrument compact 8255754.20198
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. |
x106-
0.8+
0.6
0.4
0.21 J\\N\W
=TT
1 2 3 4 5 6 7 Time [min]

+MS, 8.3min #485

Intens. ) +MS, 8.3min #485
x1053
1,001 304.2625
0.757
0_50§ 226.1428
0.257 362.2346 4132098 563.1094
0.00- : FORTVRIOIY WPRPON U VUV PRI UWRRUUNY DN | WVRPIO VUMY | OV S -
100 200 300 400 500 600 700 800 900 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
2741050 1 C13H17NNaO4 274.1050 -0.2 467 .4 1 100.00 6.0 even ok
SK01172.d

Bruker Compass DataAnalysis 5.1 printed:  2/14/2022 4:17:20 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 3/2/2022 1:54:03 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01170.d

Method esi_pos_low_150t02500.m Operator Demo User

Sample Name SK01170 Instrument compact 8255754.20198
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. ] +MS, 2.1min #123
x10° ]
]
2.0 4412999 607.1371
1.57
1.0
0.5 ;
] 7 1117.7091
0.0 " .IlJ..ll L'lul.' l ."“l." .le + oy e JIJ.. PGS et e S e kR e
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
312.0818 1 C13H14F3NNaO3 312.0818 -0.2 31.3 1 100.00 6.0 even ok
Vo E
o
Fig 0%
SK01170.d

Bruker Compass DataAnalysis 5.1 printed: 3/2/2022 2:02:04 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 3/2/2022 4:15:44 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01032.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK01032 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0:°C
Intens. +MS, 0.9min #55
x105]
2.0
1 607.1349
1.5

] 441.2987
1.01

054  186.2200

FIIU VTV 10 | U0 VO YR TV WO TV S
| e e e

0.0

250 500 750 " 1000 258 - 4w . - 4950 12000 20 0 mj
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
300.1570 1 C16H23NNaO3 300.1570 -0.0 n.a. 1 100.00 6.0 even ok
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SK01032.d
Bruker Compass DataAnalysis 5.1 printed: 3/2/2022 4:20:02 PM by: demo Page 1 of 1
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Compound Spectrum SmartFormula Report

Analysis

Info

Analysis Name

Method

Sample Name

Comment

Acquisition Date 2/14/2022 4:19:13 PM
D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01149.d ;

esi_pos_low.m P Operator Demo User
SK01149 Instrument compact 8255754.20198

Acquisition Parameter
Source Type

Focus

Scan Begin

Scan End

ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Not active Set Capillary 4500 V Set Dry Heater 200 °C
50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 /min
2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C

Intens. ]
x1064

3
1.00-
0.753
0.503
0.257
0.00

,\M\WM Sy

10 Tlmle [min]

+MS, 11.4min #664

Intens. 3

x1043
2.0
1.5
1.0
0.5

152.9361

+MS, 11.4min #664

441.2973

0.04

[Pt W vl
ospA I

100

SK01149.d

2 563.1077 623.1073
4 ..."‘{’?‘ll%??zg.‘ bl _J_I.Lllllk ] : . A -ll -Inl - 85956065

1 TROR] U TON O LA P PR VP R 1Y P i
T S s phacasy u G

00 300 400 500 600 700 " 800 "900 | m/jz

Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule

286.1414 1

C15H21NNaO3 286.1414 -0.3 48.2 1 100.00 6.0 even ok

Bruker Compass DataAnalysis 5.1 printed: 2/14/2022 4:35:58 PM by: demo Page 1 of 1
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Compound Spectrum SmartFormula Report
Analysis Info Acquisition Date 9/11/2022 7:05:52 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK03023 P.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SKO03023 P Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Collision Cell RF 1300.0 Vpp Set Divert Valve Source
Intens. 1
x107]
0.8
0.6+
0.4+
. \/\/W \//\/_\
o~ - - T
1 2 3 4 5 6  Time [min]
# RT[min] Area Int. Type | SIN  Trace Max. m/z  FWHM [min]
1 53 0 2034477 BPC +All MS 441.2968
Cmpd 1, 5.3 min
Intens. ] +MS, 5.3min #307
x1063
253
2.0§ 441.2968
1.53
1.0
0.5 2584101 355.6998 L‘ 607.1330
0.0}F—— T S WO v v A T O T — L APV .. .. —
100 200 300 400 500 600 700 800 900 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
258.1101 1 C13H17NNaO3 258.1101 -0.3 10.3 1 100.00 6.0 even ok
Bruker Compass DataAnalysis 5.1 printed: 9/11/2022 7:14:23 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 2/24/2022 5:07:28 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01067.d

Method esi_pos_low.m Operator Demo User

Sample Name SK01067 Instrument compact 8255754.20198
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 vV Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset =500V Set Dry Gas 3.0 /min
Scan End 1500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. 1 +MS, 1.0min #57|
X107
1.254
] 419.3161
1.007
0.757
] 298.1438
0.50
1 1021279 243.0990 622.0306
0.25-
] 922.0134
0.00 N N L : : : :
200 400 600 800 1000 1200 1400 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
320.1257 1 C18H19NNaO3 320.1257 -0.1 7.0 1 100.00 10.0 even ok
ol
]/’\ / Ph
Ny ho,
SK01067.d
Bruker Compass DataAnalysis 5.1 printed: 3/2/2022 1:44:01 PM by: demo Page 1 of 1
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£Bu Mass Spectrum SmartFormula Report
1127 Analysis Info Acquisition Date 3/2/2022 2:55:50 PM
$10 Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01145.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK01145 Instrument compact 8255754.20198
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. T +MS, 3.1min #179
x1054
1 330,1676
6-
4..
409.1628  §07.1341
2<
0— Al l‘ll‘“ k |-h ‘l lA T T T T T T T T T T T T T T T T T T T T T T T o T L5 L T T T
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
330.1676 1 C17H25NNaO4 330.1676 -0.2 5.8 1 100.00 6.0 even ok
MU T
€ m (\ 8
[N N0,
SK01145.d

Bruker Compass DataAnalysis 5.1 printed: 3/2/2022 3:01:11 PM by: demo Page 1 of 1
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By Mass Spectrum SmartFormula Report
FsC NO, Asaliais) i e o
ysis Info Acquisition Date 3/2/2022 2:32:08 PM
SN Analysis Name D:\Data\Data_L ab\S. Yokoshima. Lab\Kitayama\SK01139 again.d

Method esi_pos_low_150t02500.m Operator Demo User

Sample Name SK01139 again Instrument compact 8255754.20198
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. ] +MS, 4.9min #283|
x10%
201 441.2976
1.5
] 607.1337
1.07
0.5 764.5734
943.9908
0.0- bbb e ——————
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
368.1444 1 C17H22F3NNaO3 368.1444 0.1 1:5 1 100.00 6.0 even ok
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SKO01139 again.d

Bruker Compass DataAnalysis 5.1 printed: 3/2/2022 2:40:12 PM by: demo Page 1 of 1
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S12b
Analysis Info

Analysis Name

D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02170 P re000001.d

Acquisition Date

8/8/2022 2:03:38 PM

Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK02170 P re Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 3.0 lI/min
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. | +MS, 1.7min #98
x10°]
2.0
1 441.2960
1.5
1.0
0.5 2293199 607.1324
B
j 1117.7030
0.0 e e ey e e e
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
2291199 1 C13H18NaO2 229.1199 -0.2 17.8 1 100.00 5.0 even ok
) .4 -4 |
Fo A‘ﬁ}/\:} Jd
SK02170 P re000001.d
Bruker Compass DataAnalysis 5.1 printed: 8/8/2022 2:07:37 PM by: demo Page 1 of 1




~

oy ~
(@)
FsC

Mass Spectrum SmartFormula Report

S12c Analysis Info
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02161 P0O00001.d
Method esi_pos_low_150t02500.m
Sample Name SK02161 P
Comment

Acquisition Date 8/8/2022 2:09:25 PM
Operator Demo User
Instrument compact 8255754.20198

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 3.0 lfmin
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater ‘0°C
Intens. +MS, 2.1min #122
X105 |
GJ 441.2962
1 2670968

4-

21 607.1325

od YRRIWT 19?156_‘2?.1.', kg g . SR . T L T T T

250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
267.0968 1 C13H15F3NaO 267.0967 -0.4 2.2 1 100.00 5.0 even ok
F:\ el
RPN
AN \ )
E-c

SK02161 PO00001.d
Bruker Compass DataAnalysis 5.1 printed: 8/8/2022 2:22:38 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

(0]
O t-Bu
NO,

Acquisition Date 8/8/2022 1:53:15 PM

D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02174 P re000001.d

Method esi_pos_low_150t02500.m Operator Demo User
S13a Sample Name SK02174 P re Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI| Heater 0°C
Intens. | +MS, 1.0min #56
x10°
441.2970
61 3201257
4
2_
g 607.1334
O-M' i b IO — — S— A —
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
320.1257 1 C18H19NNaO3 320.1257 -0.0 1.2 1 100.00 10.0 even ok
|
""-—_.. b
4 /\ ( A
Ho
SK02174 P re000001.d
Bruker Compass DataAnalysis 5.1 printed: 8/8/2022 1:56:27 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Method esi_pos_low_150t02500.m
S13b Sample Name SK02173 P
Comment

D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02173 P0O00001.d

Acquisition Date 8/8/2022 2:24:58 PM
Operator Demo User
Instrument compact 8255754.20198

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 vV Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 vV Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. ] +MS, 0.9min #53]
x108]
] 350{1363
2.0+
1.5
1.0
0.55 441.2973
242.0829 607.1340
0.0-. T T ll.“ = I‘A; ;‘ - A ';ll ‘-I' +“JI| I‘|'I‘l T T T T T T T T T T T T T T T T T T T T T T
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
350.1363 1 C19H21NNaO4 350.1363 -0.1 2.0 1 100.00 10.0 even ok
0 o
“
SK02173 P000001.d
Bruker Compass DataAnalysis 5.1 printed: 8/8/2022 2:27:45 PM by: demo Page 1 of 1
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(0]
O £-Bu Analysis Info Acquisition Date 8/8/2022 2:29:19 PM
NO, Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02163 PO00001.d
Method esi_pos_low_150t02500.m Operator Demo User
$13c Sample Name SK02163 P Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 /min
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.8min #48
x1067]

0.8 388:1131

0.6

0.4

0.2+ 607.1332

223.1242 l l
0.0 RN TR TR A Abd ll-nl-n ‘.“]:"‘l L ‘ 1-05%'66:4'8 — s e
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
388.1131 1 C19H18F3NNaO3 388.1131 0.0 3.1 1 10000 10.0 even ok

SK02163 P000001.d
Bruker Compass DataAnalysis 5.1 printed: 8/8/2022 2:36:16 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 5/25/2022 4:11:17 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02063 P.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK02063 P Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 3.0 Vmin
Scan End 2500 m/z Set Charging Voltage 2000 vV Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.8min #49
x105

6 3001570

4_

2_.

441.2975 577 3245
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula miz err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
300.1570 1 C16H23NNaO3 300.1570 0.0 0.4 1 100.00 6.0 even ok
?}(\/\
@\N °
v
JL -8

SK02063 P.d

Bruker Compass DataAnalysis 5.1 printed: 5/25/2022 4:13:35 PM by: demo : Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

Method

Sample Name

Comment

D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02093 Prere.d

esi_pos_low_150t02500.m
SK02093 Prere

Acquisition Date 5/25/2022 3:09:33 PM
Operator Demo User
Instrument compact 8255754.20198

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 vV Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. 1 +MS, 1.4min #83|
x1061
2.5 2861414
2.0
1.5
1.0
] 409.1613
0.5 l 5492021 (04718
N N Y O N PO .-
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
286.1414 1 C15H21NNaO3 286.1414 -0.1 3.1 1 100.00 6.0 even ok
g
‘-.N’
’}“"."’Ba‘
SK02093 Prere.d
Bruker Compass DataAnalysis 5.1 printed: 5/25/2022 3:14:01 PM by: demo Page 1 of 1
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0 Compound Spectrum SmartFormula Report
N
)\ B Analysis Info Acquisition Date 9/11/2022 7:17:22 PM
e} g Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK03025 P2.d
Method esi_pos_low_150t02500.m Operator Demo User
26 Sample Name SK03025 P2 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive ’ Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Collision Cell RF 1300.0 Vpp Set Divert Valve Source
Intens. J
x1063
43
05 T T T T T T T T T T T T T T T
0.2 0.4 0.6 0.8 1.0 1.2 14 Time [min]
i# RT [min] Area Int. Type I SIN Trace Max. m/z FWHM [min]
1 15 0 2141378 BPC +All MS 441.2968
Cmpd 1, 1.5 min
% \8 /_71 e P
X Intens. +MS, 1.5min #8§|
/ 3
N o 4412968
J;\ < B -
1.5
1.01 2584101
0.5 409.1614
e S, L AW~ W d N RETTN. ... SRR . ... SV
100 200 300 400 500 600 700 800 900 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
258.1101 1 C13H17NNaO3 258.1101 -0.2 8 1 100.00 6.0 even ok

Bruker Compass DataAnalysis 5.1 printed: 9/11/2022 7:22:17 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 5/25/2022 4:37:37 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02098 again2.d

Method esi_pos_low_150to2500.m Operator Demo User

Sample Name SK02098 again2 Instrument compact 8255754.20198
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 vV Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 3.0 lfmin
Scan End 2500 m/z Set Charging Voltage 2000 vV Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 1.8min #106)
x104
1 441.2972
6-
] 607.1338
4—<
2d

186.2202 911.6215

0 ) A " A ;."' Bosiaghi s — — —
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
2440944 1 C12H15NNaO3 244.0944 0.2 132.3 1 100.00 6.0 even ok
W 1
\ P
N

SK02098 again2.d

Bruker Compass DataAnalysis 5.1 printed:  5/25/2022 4:43:04 PM by: demo Page 1 of 1
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0 Mass Spectrum SmartFormula Report
N .
)\ Analysis Info Acquisition Date 8/8/2022 2:37:52 PM
o t-Bu Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02177 PO00001.d
‘ Method esi_pos_low_150t02500.m Operator Demo User
28a (keto:hemiacetal = 1:2) gamﬂzmame SK02177 P Instrument compact 8255754.20198
om

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 min
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. 1 +MS, 1.5min #89
x106 1
1.5
1 320,1257
1.0
0.5
1 400.1614 172608
S P O L
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
320.1257 1 C18H19NNaO3 320.1257 0.1 3.3 1 100.00 10.0 even ok
: 7
o= S
/j/\
R
. .
g LJ/
o~ B,

SK02177 P000001.d
Bruker Compass DataAnalysis 5.1 printed: 8/8/2022 2:40:58 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report
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Analysis Info
Analysis Name

Acquisition Date 8/8/2022 1:19:53 PM

D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02176 P6000001.d

Method esi_pos_low_150t02500.m Operator Demo User
) Sample Name SK02176 P6 Instrument compact 8255754.20198
28b (keto:hemiacetal = 3:1)Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 3.0 Vmin
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI| Heater 0°C
Intens. | +MS, 2.3-2.5min #136-143
x106
1.0- 441.2977
0.8
0.6
]
0.44
0.21 275.1653 6554286  859.6059
D-O“ '[Pl :I lII 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
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lonFormula mfz err[ppm] mSigma #mSigma Score rdb e Conf N-Rule

350.1363 1 C19H21NNaO4 350.1363 -0.1 457 1 100.00 10.0 even ok
- 8] A T
—~n7
f— ,;13.‘
SK02176 P6000001.d
Bruker Compass DataAnalysis 5.1 printed: 8/8/2022 1:32:49 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 8/8/2022 2:58:39 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02180 P rere000001.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK02180 P rere Instrument compact 8255754.20198
Comment
28c
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 3.0 l/min
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. | +MS, 1.7min #99
x103
1.5
] 3881131
1.0:

607.1339

0-5j 223.1256

0.0- O T T U —
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
388.1131 1 C19H18F3NNaO3 388.1131 0.0 2.2 1 100.00 10.0 even ok

CF

o JA
20X
. s

Ve

A

SK02180 P rere000001.d

Bruker Compass DataAnalysis 5.1 printed:  8/8/2022 3:01:37 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 5/25/2022 4:15:17 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02059 P.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK02059 P Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 min
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. ] +MS, 2.2min #128
x104:
] 441.2970
34 607.1333
5]
14

186.2213

Lo

250 500 750 1000 1250 1500 1750 2000 2250 ‘m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
2721257 1 C14H19NNaO3 272.1257 0.0 na. 1 100.00 6.0 even ok

SK02059 P.d
Bruker Compass DataAnalysis 5.1 printed: 5/25/2022 4:23:17 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report |

Analysis Info Acquisition Date 5/25/2022 3:54:29 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02062 P.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK02062 P Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI| Heater 0°C
Intens. - +MS, 0.6min #33|
x105j
201 3204257
1.5
]
1.0 _-1 651.1595
1 4412975
051 1862212
1 | 1117.7059
0.0 J:l.l;ll-l!ljulllﬂnll W AW TR I ¥ TN NN . . . ; ’ - T : T T T T
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
320.1257 1 C18H19NNaO3 320.1257 0.2 3.0 1 100.00 10.0 even ok
N
~
o " Ph
SK02062 P.d
Bruker Compass DataAnalysis 5.1 printed: 5/25/2022 3:56:35 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 5/25/2022 3:22:26 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK02070 P.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK02070 P Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 Ifmin
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. - +MS, 0.4min #21
XIOS:
2.0 330,1676
1.5
Lo] 764.5733
e 651.1596
0.5 441.2975
] 186.2216
0.0 #L.l\l.ln.u.l_k iy L_...? AR VITI U EX10 S S s — — T T
250 500 750 1000 1250 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
330.1676 1 C17H25NNaO4 330.1676 0.1 1.4 100.00 6.0 even ok
Meo
(o]
~
0{}—1. “Buy
SK02070 P.d
Bruker Compass DataAnalysis 5.1 printed:  5/25/2022 3:24:07 PM by: demo Page 1 of 1
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)\ t-By  Analysis Info Acquisition Date 5/25/2022 3:16:14 PM
o Analysis Name D:\Data\Data_L ab\S. Yokoshima. Lab\Kitayama\SK02071 Prere.d
y
Method esi_pos_low_150t02500.m Operator Demo User
32
Sample Name SK02071 Prere Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 vV Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 /min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. | +MS, 2.2min #129
X109 1
1.5
] 764.5733
1.0-
0'5: 441.2977
186.2215 J
0‘0: 1.“‘""."‘".1“.“‘1‘ U TR N U 0 DO D R S — e ey ——T T T T T T
250 500 750 1000 1250 1500 . 1750 2000 2250 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
368.1444 1 C17H22F3NNaO3 368.1444 0.1 19.7 1 100.00 6.0 even ok
H%\
Q
Sy
FsC 3)7- < -R4
SK02071 Prere.d
Bruker Compass DataAnalysis 5.1 printed: 5/25/2022 3:20:47 PM by: demo ~ Page 10of1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 3/3/2022 3:05:52 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01132 2.d

Method esi_pos_low_150t02500.m Operator Demo User

Samiple Name SK01132 2 Instrument compact 8255754.20198
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI| Heater 0°C
Intens. | +MS, 2.3min #136
X107 |
1 607.1350
0.8
067 264.2222
0.4
186.2231
0.2
0.0- ! T
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
256.0580 1 C12H11NNaO4 256.0580 0.2 n.a. 1 100.00 8.0 even ok
5 A
¢ 2
@ ~ A
(3]

SK01132 2.d
Bruker Compass DataAnalysis 5.1 printed: 3/3/2022 3:15:13 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 3/3/2022 2:35:46 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01052 3.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK01052 3 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 /min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. ] +MS, 3.6min #207|
x10°]
1.251 264.2192
1.001
0.757 357.2746 607.1304
0.507
] 449.3817
0.257 L L
0.004——uddby .“l‘.“.“.'.':hnl.w.l. e e —— —
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
198.0889 1 C11H13NNaO 198.0889 0.1 185.8 1 100.00 6.0 even ok
%
SK01052 3.d
Bruker Compass DataAnalysis 5.1 printed: 3/3/2022 2:42:05 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 3/2/2022 3:34:42 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01212.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK01212 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 l/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0:°C
Intens. +MS, 1.8min #107
x106]

0.8- 274:1050

0.6

0.4

4412969 607.1331
0.2
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule

2741050 1 C13H17NNaO4 274.1050 -0.2 1.3 1 100.00 6.0 even ok
BT T
SK01212.d
Bruker Compass DataAnalysis 5.1 printed: 3/2/2022 3:38:03 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report
NO, Analysis Info Acquisition Date 3/3/2022 2:42:57 PM
S15 Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01213.d
Method esi_pos_low_150t02500.m Operator Demo User
Sample Name SK01213 Instrument compact 8255754.20198
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 2.0min #115)
x105 |
225.1968
4...
2_
318.1421 607.1333
0 .l‘.J'-nL.l.J il g A e I e it :
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
260.0893 1 C12H15NNaO4 260.0893 0.3 698.3 1 100.00 6.0 even ok
wl
Ay

SK01213.d
Bruker Compass DataAnalysis 5.1 printed: 3/3/2022 2:46:53 PM by: demo Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 3/3/2022 3:21:14 PM
Analysis Name D:\Data\Data_Lab\S. Yokoshima. Lab\Kitayama\SK01214 3.d

Method esi_pos_low_150t02500.m Operator Demo User

Sample Name SK01214 3 Instrument compact 8255754.20198
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 3.0 I/min
Scan End 2500 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. | +MS, 4.1min #241
x106
0.8 409.1599
0.6

0.47 607.1313
764.5714
0.2+
0.0: ‘“‘xL,*,:1.103.‘7490......,.\......... —
250 500 750 1000 1250 1500 1750 2000 2250 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
216.0995 1 C11H15NNaO2 216.0995 -0.0 18.7 1 100.00 5.0 even ok
MO,
SK01214 3.d
Bruker Compass DataAnalysis 5.1 printed: 3/3/2022 3:27:10 PM by: demo Page 1 of 1




