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QQQ Autotune Report

Agilent Technologies
Analyzer: MS1 Polarity: Positive Width: Unit
20000 miz: 118.02 118.02 miz: 322.04 322.04 100k MVz: 622.03 622.03
oo FYWHM: 0.71 25000 FyWHM: 0.69 FVWWHM: 0.70
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-0 500 1000 1500 2000 2500 3000
méz{amu}
m/z m/z Expected FWHM FWHM  Abundance
Expected
118.02 118.09 0.71 0.70 28294
322.04 322.05 0.69 0.70 25997
622.02 622.03 0.70 0.70 98372
922.02 922.01 0.70 0.70 104451
1521.99 1521.97 0.70 0.70 49901
2121.94 2121.93 0.72 0.70 36640
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QQQ Autotune Report

Agilent Technologies

Analyzer: MS2

Polarity: Positive

Width: Unit

sgoop MVZ: 118.08 118.08

miz: 322.02 32202

(N

miz: 622.02 622 02

FWHM: 0.66 2spoo FYWHM: 0.72 o FVWHM: 0.72
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20K 1523.98
0 0 0
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m/z{amu} miz(amu})
m/z: 119480 Ha.ou
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200K
g
T 150K
=
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100K 1221.90
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50K 66340 16821.90
11810 1223.00 4203 10 2421.90
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-0 500 1000 1500 2000 2500 3000
méz{amu}
m/z m/z Expected FWHM FWHM  Abundance
Expected
118.08 118.09 0.66 0.70 49025
322.02 322.05 0.72 0.70 27287
622.02 622.03 0.72 0.70 89963
922.01 922.01 0.70 0.70 120979
1521.97 1521.97 0.71 0.70 75637
2121.95 2121.93 0.66 0.70 75542
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QQQ Autotune Report

Agilent Technologies

Analyzer: MS1

Polarity: Positive

Width: Wide

miz: 116.02 115.02
FWHM: 1.1
30000 Lysight: 34333

20000
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10000

119.33

o
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921.96
1522.41
2121.91

Analyzer: MS2

118.09
322.05
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922.01
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Polarity: Positive
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1.26 1.20
1.36 1.20
1.39 1.20
1.38 1.20
1.32 1.20
1.28 1.20
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Analyzer: MS1

Polarity: Positive

Width: Widest
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Analyzer: MS2

miz: 322.04 32204
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Polarity: Positive
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QQQ Autotune Report

Agilent Technologies

Positive Results

Tune Parameters

Parameters
Fragmentor

Skimmer

Octopole DC
Octopole RF

Lens 1
Lens2 DC

Lens2 RF Enable

Lens2 RF

Lens2 RF Phase

MS1DC

MS1 PostFilter
MS1 Axis Offset
MS1 Axis Gain

MS1 Width Offset

MS1 Width Gain
MS1 Heater

MS2 DC

MS2 PreFilter
MS2 Axis Offset
MS2 Axis Gain

MS2 Width Offset

MS2 Width Gain
MS2 Heater

Cell Entry

Hexapole DC
Hexapole RF
Hexapole Accel

Cell Exit

Collision Gas

Iris
HED
EMV

Collision Energy

Lens2 DC RF Off

Dynamic Ramp Tables

Lens 1

m/z

200

201
Lens2 DC

m/z

200

201

622.03

922.01
1521.97
2121.93

Lens2 RF

m/z

200

201
622.03
922.01
1521.97
2121.93

Setting
35
4

Setting
-8
-0.16
-1.8
-3.1
-5.8
-8.5

Setting
0

76.1
107
129
173
217

Setting
135

15

5

600
4.00
-7.20

217
18
3.00
2.00
0.84
-4.85
0.05

-100
-10
2180

-8.00
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QQQ Autotune Report

Agilent Technologies

MS1 Axis Offset
m/z Setting

118.09 0.844
322.05 0.899
622.03 0.944
922.01 0.931
1521.97 0.887
2121.93 0.844

MS1 Width Offset
m/z Setting

118.09 0.05
322.05 -0.06
622.03 -0.03
922.01 -0.02
1521.97 0
2121.93 0.05

MS2 Axis Offset
m/z Setting

118.09 0.74
322.05 0.884
622.03 0.94
922.01 0.928
1521.97 0.833
2121.93 0.74

MS2 Width Offset
m/z Setting

118.09 0.19
322.05 0.09
622.03 0.04
922.01 0.05
1521.97 0.12
2121.93 0.19

MS1 Calibrations

Resolution Mass Gain
Unit -4.85
Wide -5
Widest -5.45

MS2 Calibrations

Resolution Mass Gain
Unit 15.35
Wide 14.9
Widest 14.75

Negative Results

Mass Offset
0.844
0.998
1.376

Mass Offset
0.74

0.918

1.366

Width Gain Width Offset

-4.4 0.05
-3.9 0.42
-3.7 1.42

Width Gain Width Offset

-27.5 0.19
-27.5 0.64
-27.1 1.63
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QQQ Autotune Report

Agilent Technologies
Analyzer: MS1 Polarity: Negative Width: Unit
miz: 112.93 112.93 miz: 302.00 302.00 m/fz: 601.96 501.96
20000 FYYHM: 0.69) 25000 FYWHM: 0.73 300K FyyHM: 0.73
Height: 8330 Height: 2645 250K Height: 3087
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1634.95
2 100K 1035.01 = 100K £ 20000
1635.96 tooee 2235.89
" 1037.0 " "
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|
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c
=
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. 1056.00 )
SR AU Y VO O it | . 2533.90 2899
-0 500 1000 1500 2000 2500 3000
méz{amu}
m/z m/z Expected FWHM FWHM  Abundance
Expected
112.93 112.99 0.69 0.70 83905
302.00 302.00 0.73 0.70 26465
601.96 601.98 0.73 0.70 308744
1033.96 1033.99 0.73 0.70 323863
1633.92 1633.95 0.72 0.70 381955
2233.85 2233.91 0.75 0.70 53608
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Agilent Technologies

Analyzer: MS2 Polarity: Negative Width: Unit
miz: 112.95 11295 m/fz: 301.99 301.99 SN mizo 601.94 60194
100K FYWHM: 0.73 30000 FWHM: 0.73 oo FWHM: 0.74
g BOK Height: 1032 s Height: 3158 s Height: 2264
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§200K §2EIUK §
2 1s0i z E 20000 2234 86
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50K 2235.86
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apok méz: 1033.90 tua3.au 1633.90
Height: 300822 1333.90
250K
602.00
2 200K
|
m
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I I T piora- : | 253370 29
-0 500 1000 1500 2000 2500 3000
méz{amu}
m/z m/z Expected FWHM FWHM  Abundance
Expected
112.95 112.99 0.73 0.70 103271
301.99 302.00 0.73 0.70 31583
601.94 601.98 0.74 0.70 226435
1033.95 1033.99 0.72 0.70 295504
1633.92 1633.95 0.73 0.70 324987
2233.87 2233.91 0.62 0.70 38639
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QQQ Autotune Report

Agilent Technologies

Analyzer: MS1 Polarity: Negative Width: Wide
120k miz: 112.91 112.91 Y miz- 301.98 301.98 oo MVZ 601.93 601.93
FWHM: 1.1 FWHM: 1.3 FWHM: 1.32
o 1K Height: 11647 ., 20000 Height: 363(1 - Height: 4046011
§ 20K § §3um<
g B0K g 20000 g 200K
é 40K é 10000 é
100K
o 114.35 Iz 3 R y
0 . 0 0 605
110 115 300 305 500 505
m/z{amu}) m/z{amu}) m/z{amu}
500K m/z- 1033 92 1033.92 snoi Mz 1633 89 soopp  M/Z 2233 922233 92
FWHM- 134 FWHM- 1.26 FWHM- 126
o 400K Height: 4744, @ 60000 Height: 796
§ 300K §
E E 40000 3414
é 200K é
100K 1034.04 20000 2234 24
1030 1035 ’ 2230 2235
m/z{amu} miz{amu}
m/z m/z Expected FWHM FWHM  Abundance
Expected
112.91 112.99 1.18 1.20 116179
301.98 302.00 1.30 1.20 36301
601.93 601.98 1.32 1.20 404641
1033.92 1033.99 1.31 1.20 474454
1633.89 1633.95 1.26 1.20 603393
2233.92 2233.91 1.26 1.20 79685
Analyzer: MS2 Polarity: Negative Width: Wide
m/z- 112.96 112 96 m/z- 301 94 30194 m/z- 601 90 60190
FWHM- 1.3 anooo FWHM: 1.4 200k FWHM:- 15
o ook eight: 12311 o Height: 43166 o Height: 328323
g £ 30000 2
= = = 200K
§ oK § 20000 § o
10000 5011 98
119.96 | 114.42 300.97 40
] e ] ]
110 115 300 305 600 605
m/z{amu} miz(amu}) miz{amu}
500K my/z: 1033.911033.91 sook mM/z: 1633.88 jook MWz 2233842233 84
FWHM: 1.51 FWHM: 1.37 FWHM: 1.2
o S0OK Haight: 471591 » 2K Height: 589 . BOK Height: 9869
§ 300K § 400K §
g 200K g 00K g
g g 2001 g
100K 1034 02 .
o o
1030 1035 1630 1635 2230 2235
miz(amu} miz(amu} mz(amu}
m/z m/z Expected FWHM FWHM  Abundance
Expected
112.96 112.99 1.30 1.20 129119
301.94 302.00 1.44 1.20 43156
601.90 601.98 1.55 1.20 328223
1033.91 1033.99 1.51 1.20 471891
1633.88 1633.95 1.37 1.20 589808
2233.85 2233.91 1.23 1.20 98609
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Analyzer: MS1 Polarity: Negative Width: Widest
L miz:112.83 112.83 miz: 301.90 301.90 SUN miz: 601.86 601.86
TS0 FVWHM: 2,67 50000 FyYHM: 2.8 sook FWHM: 2.8
s Height: 15[15584 o apgpg  HEight: 51439 2 an0K Height: 54235
< 100K <
= T 300K
2 s £ 200K
100K 601]89
115.08
1] 1]
110 115 500 505
m/z{amu}) m/z{amu}
m/z- 1033 87 1033.87 150K miz- 2233 842233.84
ook FYWHM- 2.8 FIWHM- 2.7
o Height: 685067 o o Height: 140886
g g g 100K
-‘g" 400K -‘g" -‘g"
é é é S0K
200K 103B 93
] ]
1030 1035 2230 2235
m/z{amu} miz{amu}
m/z m/z Expected FWHM FWHM  Abundance
Expected
112.83 112.99 2.67 2.50 151584
301.90 302.00 2.80 2.50 51439
601.85 601.98 2.87 2.50 540235
1033.87 1033.99 2.85 2.50 685067
1633.88 1633.95 2.55 2.50 796708
2233.85 2233.91 2.71 2.50 140986
Analyzer: MS2 Polarity: Negative Width: Widest
miz- 112.96 112.96 80000 1y/z- 301 92 30192 so0k  m/z- 601.89 60189
150K FUWHM: 2 4 sooon  FWHM: 2. FIWHM- 2.7
o o Height: 54581 o 200K Height- 476581
g g 40000 g
@ 100K @ m 300K
=2 = 30000 =
g S0K g 20000 g 200K
10000 i 30| 100K 601193
] ] ]
300 305 600 605
m/z{amu} miz(amu}) miz{amu}
m/z: 1033.88 1033.88 10w m/z: 1633.86 sppi MV¥Z: 2233.782233.78
800K FyWHM: 2.6 FUWHM: 2.4 FUWHM: 2.2
o 500K Height: 621004 o 0:8M Height: 98517 @ 150K Height: 202374
< 200K 5 0.6M 5
£ 200k 5 E 100
200K g 0.4M g
100K 1035.97 020 50K
o 0.0 o
1030 1035 1630 1635 2230 2235
miz(amu} m/z(amu} mz(amu}
m/z m/z Expected FWHM FWHM  Abundance
Expected
112.96 112.99 2.44 2.50 160598
301.92 302.00 2.62 2.50 54681
601.88 601.98 2.70 2.50 476581
1033.88 1033.99 2.63 2.50 621004
1633.86 1633.95 2.44 2.50 985617
2233.79 2233.91 2.26 2.50 202374
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Agilent Technologies

Negative Results

Tune Parameters

Parameters Setting
Fragmentor 115
Skimmer 15
Octopole DC 5
Octopole RF 600
Lens 1 -4.10
Lens2 DC 7.60
Lens2 RF Enable 1
Lens2 RF 288
Lens2 RF Phase 72
MS1 DC -3.00
MS1 PostFilter -2.00
MS1 Axis Offset 0.88
MS1 Axis Gain -5.05
MS1 Width Offset 0.07
MS1 Width Gain -4
MS1 Heater 100
MS2 DC 10
MS2 PreFilter 30
MS2 Axis Offset 0.74
MS2 Axis Gain 15.35
MS2 Width Offset 0.22
MS2 Width Gain -28
MS2 Heater 100
Cell Entry 1
Hexapole DC 0.00
Hexapole RF 400
Hexapole Accel 5
Cell Exit 8.00
Collision Gas 1
Iris 400
HED 10
EMV 2130
Collision Energy 0
Lens2 DC RF Off 24

Dynamic Ramp Tables

Lens 1

m/z Setting
200 -4
201 -4.1

Lens2 DC
m/z Setting
200 235
201 0.53
601.98 2.1
1033.99 3.8
1633.95 6.1
2233.91 8.4

Lens2 RF
m/z Setting
200 0
201 71.31
601.98 114
1033.99 160
1633.95 224
2233.91 288
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MS1 Axis Offset

m/z Setting
112.99 0.884
302 0.966
601.98 0.963
1033.99 0.975
1633.95 0.941
2233.91 0.884
MS1 Width Offset
m/z Setting
112.99 0.07
302 0.04
601.98 0.01
1033.99 0.01
1633.95 0.03
2233.91 0.07
MS2 Axis Offset
m/z Setting
112.99 0.74
302 0.888
601.98 0.942
1033.99 0.943
1633.95 0.879
2233.91 0.74
MS2 Width Offset
m/z Setting
112.99 0.22
302 0.11
601.98 0.06
1033.99 0.09
1633.95 0.22
2233.91 0.22
MS1 Calibrations
Resolution Mass Gain Mass Offset  Width Gain Width Offset
Unit -5.05 0.884 -4.3 0.07
Wide -5.15 1.072 -4.3 0.5
Widest -5.5 1.578 -3.9 1.67
MS2 Calibrations
Resolution Mass Gain Mass Offset  Width Gain Width Offset
Unit 15.35 0.74 -27.7 0.22
Wide 15.1 0.96 -27.6 0.68
Widest 14.7 1.416 -27.5 1.59
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