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Create Retention Index File
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Peak | Center RT: 5.278 | Center RI: 0 | Signal: 44274573
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| Wax60_TDU_fla18_20220118.cal - Notepad — O K

File Edit Format View Help
HCOLUMN_NAME=NEX66
#COLUMN_LENGTH=66m
#COLUMN_DIAMETER=0@.25mm
#COLUMN_PHASE=HP-Innowax

4.121 600.0 100 999 C6

4.500 700.0 100 999 C7

5.330 800.0 120 999 C8 (Octane)
7.180 900.9 100 999 C9

9.379 1000.0 100 999 C10 (decane)
14.877 1100.0 100 999 C1ll (Undecane)
17.69 1500.0 100 999 C15 (Pentadecane)

20.409 1500.0 100 999 C15 (Pentadecane)
22.997 1500.0 100 999 C15 (Pentadecane)
25.468 1400.0 100 999 Cl4 (Tetradecane)
27.813 1500.0 120 999 C15 (Pentadecane)
30.043 1900.0 100 999 C19 (Nonadecane)
32.178 1600.0 100 999 C16 (Hexadecane)
34.203 1200.0 100 999 C12 (Dodecane)

36.147 2000.0 100 999 C20 (Eicosane)
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v Chromatography/Spectromm A
> Baseline Detector

~ Calculators -
v Retention Index Retentian Index Files:

Alkanes MNarme Type File Name File Path
Calculator
S/N Calculator Setting
» Classifier
> Converter
Devices
> Fitter
~ Identifier
> Identifier (CSD)
~ Identifier (MSD)
> Base/Mol Peak Cla
COK Identifier Su
File Identifier
Manual Peak Identi
> NIST (extern) - I
Peak Identifier Te
Peak Numerator
Peak Review Tem|
Peak Review Ul [Te
Unknown Identifier
> Identifier (WSD) Calculator Options
» Integrator Calculator Strategy
MS Comparison O First Chromatogram - Then Files
> Peak Detector O Chromatogram Only

> Process ®) Files Only
» Quantifier

> Report
> Settings ~

Process Referenced Chromatograms.
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> Base/Mol Peak Clas
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7/30/2020 5:15 PM
6/20/2023 3:27 PM
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type filter text Calculator
v Chromatagraphy/Spectroms A
Baseline Detector
¥ Calculators Retention Index Files:
+ Retention Index
Alkanes Mame Type File Name File Path add
Calgase DEFAULT Default Wax60_TDU_fla18_210518.cal CAUsers\zhuGerstel\1.00RI_test Wax\Wax60_TDU_fla18_210518 cal
S/N Calculator Setting
Classifier L
Converter
Devices
Filter
~ Identifier
Identifier (CSD)
~ Identifier (MSD)
Base/Mol Peak Clas
COK Identifier Supf
File Identifier
Manual Peak Identi
NIST (extern) - Inste
Peak Identifier Temy
Peak Numerator
Peak Review Templ
Peak Review Ul [Ter
Unknawn Identifier

Identifier (WSD) Cakulator Options
Integrator Cakulator Strategy

Ms Comparison O First Chromatogram - Then Files
Peak Detector

O Chromatogram Only

Process @) Files Only
Quantifier [+] Use Default Column (in case of no match)
Report /] Process Referenced Chromatograms
. Settings N L Restore Defaults Apply

Apply and Close Cancel
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. @ ' ® SetChart Range
‘@| A |8 x| |=) = |© Baseline Detector >
1067 .
Chromatogram: ODPmis_std_540 . g § 4 Peak Resolution [peak to valley ratio) Chromatogram Calculator B
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A Type  RT[min] RRT[min] Rl  Area ~ BOEBTE § 7 L G 4 Retention Index Colculator ermbedded) £
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? A PEAK 10256 0000 0 1309 eoef & 1 § T Retention Indh |
i L HoN NGEX (115 calculator sets retenti omatogram Filter >
@ APEAK 12601 0000 0 1144 73 $ § o Retention Index
© A PEAK 13283 0000 0 28 1086 2 §15-TF : B Identifier ’
@ 13679 0000 0 3620 . lE § i : ki Chromatogram Integrator »
2 B H . B i
14810 0000 0 2882 20664} L ¥ P 3L e i Chromatogram Reports >
@ 15002 0000 0 7412 i E ] i 1y : )
- 15.183 0000 0 1802 % sl #® ‘x iz ,:x 'T 'i H . Combined Chromatogram and Peak Integrator »
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2 ranar o noaa noooes Time [min] External Programs >
Number Peaks: 42 /42 | Scans: 0/ 0 < Peak Detector >
Peak Export >
@ Edit History @ Targets * ' Peak Details = B Oconsole & Scan Chart * = B ®Feedback 4 Scar Peak Fiter N
o] [& = £ FIEEEIEERIE] &G Peak Identifier >
. ) § . ) ) . . . ) . Peak Integrator >
Scan: 180 | RT: 9.765 | Ri: 0 | Detector: MS1 | Type: Centroid | Signal: 86143 Scan: 180 | RT: 9.765 | RI: 0 | Detector: MS1 | Type: Centroid | Signak: 86143 Scan: 180 | RI: 9.7
Peak Massspectrum Filter >
lon [my/z)
Ra.. N Match F: Match Fa... 93
V.. Ra. Name  CAS atch Fa.. Reverse atch o 2o 100.00 sas T N
50.00 -390 Process >
400
= A? I ‘am Range Selection >
.
400600800 1200 1600 2000 Lats Sean dentifier y
E o Ton [m/z] L 430 Scan Massspectrum Filter 5
Aute  Chromatogram < > Signals: 54 System >
Toggle Visibility >
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i BAUY mvfvivdvvEvmv@oe QB0 &L
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1.067
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: i t
A Type RT[min] RRT[min] Rl  Area ~ 80861 2 ) H N 80.00
¥ A PEAK 9765 0000 1031 1718 ] 3 i :
[ CPEAK 10256 0000 1049 1309 6086 § 3 i H : 50.00
¥ APEAK 12601 0000 1134 H i i
: v
“ APEAK 13283 0000 1158 4086 T i ;i : 40.00
PEAK 13679 0.000 172 320 |4 | s |3 - K
¥ ALPEAK 14810 0000 1212 2082 4| 2066 & i 3 § 2000
T OPEAK 15002 0000 1219 7412 i | | H 1y § ;
¥ APEAK 15183 0000 1225 3802 | - 15 of =2 b ¥
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=l DEAV 10007 noon 1285 acca ¥ "
< Time [min]
Number Peaks: 42 / 42 | Scansi4 0 <« A >
@ Edit History @ Targets * ' Peak Details =B, Bonsole « Scan Chart * = B ®Feedback 4 Scan Table * =0
21 - BEEIEIE BEEEEEIEE i @& EEE ==
Peak | Center RT: 10.256 | Center RI: 1049 | Signak 130921380 Peak Scan | RT: 10.256 | RI: 1049 | Detector: MS1 | Type: Centroid | Signal: 51 Peak Scan | RT: 10.256 | RI: 1049 | Detector: MST | Type: Centroid | Signal: 51
§ . lon [m/z] Intensity Intensity [%) ~
V. Ra. Nome | CAS.  Matchfo. Revemse. MalchFn 7 10000 ‘;;[':” sasire onn?-;“ :
QU Butano.. 105544 94900 94800  0.000 1066143 | 88 £ 360 251.8576 00201
‘I’.‘ % ® Butano.. 105-54-4 193900 95400 0000 3 50.00 37'1 ssesa7e 3556
.
@ ¥ Butano.. 105-54-4 92300 92500  0.000 1 | i 120883223 0ou15
1% 2 Butano.. 105-54-4 91700 92100 0.000 1
= - "°'1' ‘. i Bt 500 1000 1500 2000 2500 1391 109595.4609 85361
B F 2 Ton [m/z] L 40.1 18205.9434 14180 v
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[~] < WA v d vy iy dvOrEBravy@ct«s QB0 &y
# @ Edit History ® Targets % 1) Peak Detalls i
g 5]
L) CE |
* Peak | Center RT: 10.256 | Center RI: 1049 | Signal: 130921980 ‘IJ
V.. Ra.. Name CAS Match Fa.. Reverse.. Match Fa.. Reverse.. Probabilty Formu.. SMIL.. InChi Mol Weig... Excact M.. Identifier Miscellaneous  C.. Contribut... Retention Ind -
O & ® Bu id eth.. 105-54-4 94900 94900 0000 0000 1000 0000 0000 NIST (extern) _InLib Factor: N/A___ NIST 1036
@ @ Butancicacid, eth.. 105-54-4 93900 95400 NIST (extern)  InLib Factor: N/A NIST 1036
# Butanoic acid, eth.. 105-54-4 92300  92.500 NIST (extern)  InLib Factor: N/A NIST 1036
@ ¥ Butanoicacid, eth.. 105-54-4 91700 92100 NIST (extern)  Inlib Factor: N/A~ NIST 1036
# Butanoic acid, eth.. 105-54-4 91600  91.600 NIST (extern)  InLib Factor: N/A NIST 1036
» B Propanoic acid, 2-.. 97-62-1  80.500  81.500 NIST (extern)  InLib Factor: N/A NIST 961
»  ® Propanoic acid, 2-.. 97-62-1 80500 80600 NIST (extern)  InLib Factor: N/A NIST 961
< o = 40 _’|
Auto  Chromatagram
aM 0
BA 1L 3 7S M5 Sife BA 1L 3
& 9 REBIEBRETHEERMEEREGIEHXTIE
5 RTRREREmMKAL SR EIE B AT IR RR %R
. S . .
a S
X}-F NIST Search #i%8, fE Options £ F.i%F¥E Library Search Options.
] NIST M5 Search 2.4 - [Ident, Reverse, Presearch Default - 100 spectra] - X
7 File Search View Tools | Options Window Help nrr
B P & iR W g e
Replicate |
@D F B tsan T ‘0 ® eay
Spectrum Import Options
# St Name iy ey - Name: Scan 175 (6.423 min): evaldemo d\data.ms -
em : r .?p ions | il 100 154 MW: N/A |D#: 44 DB: TextFile
1A Scan175(€  Comment Field Display Comment demoscan sample
2L D1 72miz Values and Intensities:
3L D2 501 26 1] 27 2| 28 3| 32 2] 3 1|
38 2] 39 10] 40 1] 41 1] 4 1]
4 L ID-3
- - 26 37 .51 63 Eas 102 115 128 49 1] 50 16| 51 35| 52 8] 53 1|
Names { Structures / Spee List A 1 Y S Y 57 1] 61 3| 62 9| 63 33| 64 27|
= 65 6| 69 2| 73 2| 74 19| 75 25|
mainltb; replib; 350643 total spectra (Text File) Scan 175 (6.423 min): evaldemo.d\data.ms 761281 77 51178 91 79 11 85 21 -
10 PlotiText of Search Specirum A Plot of Search Spectrum A Spec Lisi /
10 i 154
1
. 26 32 3741 51 57 63 69 /8 8589 97 102 109 115 121 128 137 1l
1000 900 800 700 600 500 51 63 70 7§ 8589 102 110115 126 138 UM
| 1004 184
T T T T T T T T T T T T T T T T
20 30 40 50 60 70 20 90 100 110 120 130 140 150 160 170
Bipheny! [2 Scan 175 (6.423 min): evaldemo ddata.ms | Head 1o Tail MF=977 RMF=077 ~ Biphenyl
B3 1986 Biphenyl Difference ) Head to Tail £ Side by Side )\ Subtraction / 977 977R 1986RI
B4 1986 Biphenyl Name: Biphenyl -
B5 1943 Naphthalene, 2-etheny 1004 Formula: C12H10
@6 1983 Naphthalene, 2-etheny MW: 154 Exact Mass: 154.07825 CAS#: 92-52-4 NIST#: 366502 ID!
Other DBs: Fine, TSCA, RTECS, EPA, HODOC, NIH, EINECS, IRL
1 I . . iy . .
87 943 Naphthalene, 2-¢theny 50 Contributor: Richard Turcotte. Direction des laboratoires d'expert
B8 1986 Biphenyl InChiKey: ZUOUZKKE UPVFJK-UHFFFAOYSA-N Non-stereo
9 1843 Naphthalene, 2-etheny Related CAS#: 56481-93-7, 72931465
@10 2108 Acenaphthene . 0 48 m/z Values and Intensities: .
En o a1 e1 41 ea am
« > (replib) Biphenyl < D
Names tures. Hit List PlotiText of Hit A Plot of Hit /
Lib, Search | Other Search | Names. | Compare | Lbrerion

Setlibkary SeasehlOptions

Type of Search: Ident

Displayed: Ident Rev
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Library Search Options X

Search MS/MS Libraries Automation Limits Constraints Rl (GC)

Spectrum Search Type
@:J O Similarity Precursor MW
El Normal ¥ in spectrum

Spectrum Search Options

Reverse Search [ ] Penalize rare compounds
(] Match lon Mode (Tandem)
Presearch

® Defaut (O Fast (OOf OMW 1

() InChiKey

blank = match search spectrum InChlKey

Other Options
Automation | Auto Report
[ Apply Limits ] Use Constraints

Structure Similarity Search Options
Match Number of Rings Show Homologues

OK Cancel Help
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Library Search Options

Search MS/MS Libraries Automation Limits Constraints RI(GC)

Use Retention Indices (RI) comparison for Lib. Search
Match Factor cormrection

Select Rl Column Type for Searching or Displaying
() Standard Non-Polar (e.g. DB-1)

() Semi-Standard Non-Polar (e.g. DB-5)
(@) Standard Polar (e.g. DB-WAX)

[_1 Column type specified in search spectrum will override selection

Use other non-polar column type data if selected non-polar type data is

absent

7 User library spectra with unspecified column type assumed to have selected
column type

Rl tolerance 10 J

Rl penalty rate Average N\

OK Cancel Help
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File Identifier aro~i
~ Chi rometr
y ~
> Baseline Detector
3 Calculators Mass Spectrum Libraries
3 Classifier MName Type File Name File Path ‘Add DB [File)
> leveﬂ.er 2 DEFAULT Default nist.db CANIST20\MSSEARCH\mainlib\nist.db ik 5
Devices ¥
» iter | Remow
T | removenl
> Identifier (CSD)
~ Identifier (MSD)
> Base/Mol Peak Classific | Limit Match Factor | 800
COK Identifier Support | (7] Use search pi
Threshold pr ©-1]e1
Manual Peak Identificat
» NIST festern) - Installag | M55 Spectrum Comparator  Eucidean Distance =
Peak Identifier Templat. | Number of Targets E]
Peak Numerator Min Match Factar 800
Peak Review Template
Prak Review Ul [lernple R ec 200
Unknown Identifier
> Identifier (WSD) Delta Calculation :e“ ~
> Integrator Delta Wind ne
MS Comparison - o e el
> Peak Detector § o
© Process Penalty Calculation
> Quantifier Penalty Window
> Report Penalty Level Factor
> Settings
3 General Max Penalty
> Install/Update
SWTChart Use normalized scan
Cakulation Type
s [ lbien mabe inctnard of erane
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