[image: ]
[bookmark: _GoBack][image: ]

image1.png
SST_FAO_QEX_LC EvaluationTemplate.xlsx - Excel m - = X

Einfigen Seitenlayout Formeln Daten Uberprifen  Ansicht ~Q Was méchten Sie tun? Anmelden Q. Freigeben

X t == == AutoS -
it Avial %~ ETextumbruch Standard M r Standard Gut Neutral Schlecht Ausgabe X 22 A D Y
Bt Kopieren - E2 B i [¥] Fillbereich ~
Einfligen - X = Wb e e e & ~ 9% 000 | 3 9 Bedingte Als Tabelle || Berechnung Eingabe Erkldrender Notiz Verkniipfte Z - Einfiigen Léschen Format I Sortieren und Suchen und
< Format tibertragen Formatierung - formatieren ~ e - - - | S Filtern~  Auswahlen -
Zwischenablage ] Ausrichtung ] Zahl ] Formatvorlagen Zellen Bearbeiten ~
14 e v
A B [ D E F G H J K L ™M N o P Q R s T u v w X Y z AA AB AC AD -

, Q-Exactive System Suitability Test (SST): Overview sheet

3 Project Resol. 2 60'000 at miz 201 (S22, 4.35 min, neg) / miz 205 (T32, 2.7 min, pos)
4 |Matrix SD RT<0.05 min
LC-MS sequence Ami/z < 5 ppm pos /< 9 ppm neg
Column No Intensity 2 Threshold (E+06)
Date/Initals: CV Intensity < 15%
SST passed
Name Formula Replicate Name RT (min) _SDRT (min) _Mass Error (ppm) __Peak Area CV Area Peak Height CV Height
0 0 0.00 0.00 ©o0 0.0E+00 0.0E+00
0 0 0.00 0.00 @o.0 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @o.0 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @o.0 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @o.0 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @o.0 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @o.0 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @o.0 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 [ 0.0E+00 0.0E+00
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 [ 0.0E+00 0.0E+00
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
jve ionization |0 0 0.00 0.00 @00 0.0E+00 0.0E+00
[M+H] 0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @00 0.0E+00 0.0E+00
0 0 0.00 0.00 @0.00 @00 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
0 0 0.00 0.00 @0.00 @0.0 0.0E+00 "¥DIV/0! "0.0E+00 "¥DIV/0!
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, Q-Exactive System Suitability Test (SST): Overview sheet
2
5 |Project CirrhoMet Validation Study Resol. > 60'000 80200/ 79000  |at m/z 201 (S22, 4.7 min, neg) / m/z 205 (T32, 2.1 min, pos)
4 |Matrix plasma and serum SD RT£0.05 min Yes
5 Lo sequence: | 20221025_CirtholietValstudy_plasma_FAO_QEX_LC Amiz < 5 ppm pos / < 9 ppm neg Yes
6 Column No 120 Intensity > Threshold (E+06) Yes
Date/Initials 26.10.22/ KF CV Intensity < 15% (Yes)
SST passed oK
Name Formula Replicate Name RT (min) _SD RT(min) _Mass Error (ppm) __Peak Area CV Area Peak Height CV Height
A44_Acetoacetic acid  C4H603 Neg_SST_1 1.23 @o.1 32E+07 1.3E+07
Ad4_Acetoacetic acid  C4HB03 Neg_SST_2 1.22 Qo3 3AE+07 1.2E+07
Ad44_Acetoacetic acid C4H603 Neg_SST_3 122 @o.01 @03 3.0E+07 @3.7% 1.2E+07 @3.6%
Ad44_Acetoacetic acid C4H603 Neg_SST_4 123 @o.01 @09 2 5E+07 @11.2% 1.0E+07 @8.8%
D33_Decanoic acid C10H2002 Neg_SST_1 575 @12 1.3E+07 5.8E+06
D33_Decanoic acid C10H2002 Neg_SST_2 575 @11 1.1E+07 4.1E+06
D33_Decanoic acid C10H2002 Neg_SST_3 575 @o0.00 @11 1.2E+07 @9.3% 5.3E+06 @®16.7%
D33_Decanoic acid C10H2002 Neg_SST_4 575 @o0.00 @09 1.3E+07 @8.2% 5 2E+06 @13.6%
Ga4_L-Glutamic acid C5HONO4 Neg_SST_1 073 Qoo 3.9E+07 1.4E+07
G44_L-Glutamic acid C5HONO4 Neg_SST_2 073 @10 3.9E+07 1.4E+07
G44_L-Glutamic acid C5HINO4 Neg_SST_3 073 @o0.00 @1 41E+07 @2.7% 1.6E+07 @7.6%
G44_L-Glutamic acid C5HINO4 Neg_SST_4 073 @o0.00 @12 4 4E+07 @4.9% 1.6E+07 @7.7%
K03_Kynurenic acid C10H7NO3 Neg_SST_1 3.09 3.0E+07 1AE+07
K03_Kynurenic acid C10H7NO3 Neg_SST_2 311 3.0E+07 1.2E+07
K03_Kynurenic acid C10H7NO3 Neg_SST_3 3.09 @o.01 3AE+07 @16% 1.2E+07 @2.7%
K03_Kynurenic acid C10H7NO3 Neg_SST 4 3.2 @0.02 3AE+07 @2.3% 1.2E+07 @2.2%
522_Sebacic acid C10H1804 Neg_SST_1 436 C72 2.4E+08 11E+08
$22_Sebacic acid C10H1804 Neg_SST_2 435 O72 2.4E+08 1.1E+08
$22_Sebacic acid C10H1804 Neg_SST_3 436 @o.01 @73 2.5E+08 @2.2% 1.1E+08 @1.9%
$22_Sebacic acid C10H1804 Neg_SST 4 4.36 @o.01 2.4E+08 @2.3% 1.0E+08 @3.8%
T32_L-Tryptophan C11H12N202  Neg_SST_1 2.70 4.9E+07 1.3E+07
T32_L-Tryptophan C11H12N202  Neg_SST_2 2.69 5.1E+07 1.3E+07
T32_L-Tryptophan C11H12N202  Neg_SST_3 2.70 @o.01 5.0E+07 @23% 1.2E+07 @2.4%
T32_L-Tryptophan C11H12N202  Neg_SST_4 270 @o.01 65 4 7E+07 @3.6% 1.2E+07 @2.7%
T34_L-Tyrosine COH11NO3 Neg_SST_1 1.01 @32 2.3E+07 1AE+07
T34_L-Tyrosine COH11NO3 Neg_SST_2 1.01 @32 2.3E+07 1.1E+07
[T34_L-Tyrosine C9H11NO3 Neg_SST_3 1.01 @o0.00 @30 2.5E+07 @3.7% 1.2E+07 @5.1%
[ T34_L-Tyrosine C9H11NO3 Neg_SST_4 1.02 @o.01 @31 2 7E+07 @7.1% 1.2E+07 @6.5%
Ga4_L-Glutamic acid C5HONO4 Pos_SST_1 072 @01 1.2E+08 41E+07
G44_L-Glutamic acid C5HONO4 Pos_SST 2 073 @01 1.2E+08 43E+07
G44_L-Glutamic acid C5HINO4 Pos_SST_3 072 @o.01 @02 1.2E+08 @2.0% 4 4E+07 @2.8%
G44_L-Glutamic acid C5HINO4 Pos_SST 4 072 @o.01 @04 1.3E+08 @33% 4 6E+07 @3.9%
K03_Kynurenic acid C10H7NO3 Pos_SST_1 310 @05 3.0E+08 11E+08
K03_Kynurenic acid C10H7NO3 Pos_SST 2 312 @0 3.0E+08 1.1E+08
KO03_Kynurenic acid C10H7NO3 Pos_SST_3 3.10 @o.01 @oo 3.0E+08 @1.0% 1.1E+08 @3.1%
KO03_Kynurenic acid C10H7NO3 Pos_SST 4 312 @o.01 @o6 3.2E+08 @3.1% 1.2E+08 @5.5%
K04_L-Kynurenine C10H12N203  Pos_SST 1 195 @05 2 7E+08 11E+08
Positive ionization Kynurenine C10H12N203  Pos_SST 2 1.96 @01 2.7E+08 1.1E+08
[M+H] Kynurenine C10H12N203  Pos_SST_3 1.95 @o.01 @03 2.7E+08 @o.6% 1.1E+08 @1.4%
KO04_L-Kynurenine C10H12N203  Pos_SST 4 195 @o.01 @05 2 8E+08 @1.4% 1.1E+08 @2.4%
T32_L-Tryptophan C11H12N202  Pos_SST_1 2.70 @05 2.0E+08 4.8E+07
T32_L-Tryptophan C11H12N202  Pos_SST 2 271 @03 1.9E+08 4.8E+07
T32_L-Tryptophan C11H12N202  Pos_SST_3 270 @o.01 @02 2.0E+08 @1.5% 4.9E+07 @o.6%
T32_L-Tryptophan C11H12N202  Pos_SST 4 269 @o.01 @02 1.8E+08 @3.5% 4 4E+07 @4.9%
T34_L-Tyrosine COH11NO3 Pos_SST_1 1.01 @02 1.1E+08 57E+07
T34_L-Tyrosine COH11NO3 Pos_SST_2 1.02 @o.0 1.2E+08 5.4E+07
[T34_L-Tyrosine C9H11NO3 Pos_SST_3 1.01 @o.01 @01 1.1E+08 @1.4% 57E+07 @2.9%
[ T34_L-Tyrosine C9H11NO3 Pos_SST 4 1.01 @o.01 @o6 1.2E+08 @2.4% 5.9E+07 @3.6%
PASTE SKYLINE REPORT IN YELLOW CELL BELOW
Molecule Name Molecule Formu Precursor Adduct Precursor I Replicate Name Best Retention Time  Mean Best Retention Stdev Best Retentic Average Mass Error Total Area MS1  Mean Total A(Cv Total Area Max Height | Mean Max He Cv Max Heigh|
A44_Acetoaceticacid  C4H603 [M-H] 101.0244 Neg_SST_1 1.23 1.23 0 0.1 32184224 29359716 11.20% 12817682 11819198 8.80%
A44_Acetoaceticacid  C4H603 [M-H] 101.0244 Neg_SST_2 1.22 1.23 0 03 30678186 29359716 11.20% 12037779 11819198 8.80%
A44_Acetoaceticacid  C4H603 [M-H] 101.0244 Neg_SST_3 1.22 1.23 0 03 29956820 29359716 11.20% 12071661 11819198 8.80%
A44_Acetoaceticacid  C4H603 [M-H] 101.0244 Neg_SST_4 1.23 1.23 0 0.9 24619634 29359716 11.20% 10349668 11819198 8.80%
D33_Decanoic acid C10H2002  [M-H] 171.1391 Neg_SST_1 5.75 5.75 0 12 12513180 12011565 820% 5779393 5110730 13.60%
D33_Decanoic acid C10H2002  [M-H] 171.1391 Neg_SST_2 5.75 5.75 0 11 10536704 12011565 820% 4134636 5110730 13.60%
D33_Decanoic acid C10H2002  [M-H] 171.1391 Neg_SST_3 5.75 5.75 0 11 12357620 12011565 820% 5337062 5110730 13.60%
D33_Decanoic acid C10H2002  [M-H] 171.1391 Neg_SST_4 5.75 5.75 0 0.9 12638754 12011565 820% 5191828 5110730 13.60%
G44_L-Glutamicacid  CSHINO4 [M-H] 146.0459 Neg_SST_1 0.73 0.73 0 0.9 39219752 40883084 4.90% 14066270 14831631 7.70% -
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