Print Date: 20 Oct 2020 17:02:10 Unidentified Compound Report for #1 from a1.sms

Sample ID: A1 Operator:

Instrument ID: MS Instrument #1 Last Calibration: None

Measurement Type: Area Calibration Type: External Standard
Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis

Inj. Sample Notes: None

Compound Information

Peak Name: 11-Methyldodecanol
Result Index: 1 Peak Number: 1 CAS Number: 85763-57-1 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 4.217 min.
1st Match Library mainlib
1st Match Entry No. 31330
2nd Match Library mainlib
2nd Match Entry No. 32127
3rd Match Library replib
3rd Match Entry No. 963
Forward Match N-F >= 500 827 Pass
Reverse Match 827
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 2.686e+6 Pass
Height 1.313e+6
Amount 2685699 Counts
Match Types: N-F : Normal-Forward
MCount§ TIC b Sample Spectrum for Scan: 261 RT: 4.219 min. BC
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100%7 €9 -
] 1 3 273843 1
1.50 ] ; E
] 1 75%] =
: 9 é 55 E
1257 50% 3 114654 ]
E 111 ]
= 67319 E
. 25 /u—E 6 E
1.00 E 8143
] ERE N F RN W ]
] IIIIIIII,]&OIIIIIIIIIZ&OIIIIIIIII3&)()IIIIIIIII4.&OIIIIIII
] m/z
0.75 Match 1 11-Methyldodecanol
. BP 69.0 (999=100%) 31330 in mainlib
100%— 69.0 -
E s}:1e} 1
0.503 75%4 41.0 =
1 648 E
E 71.0
b 50%— 467 =
0.25- b
] 3 97.0 1
] N  25%] 3d0 210 -
; ] 1 118 I 154.0 ]
] 1 E 57
0.0 ] ] Onof T;I L ‘ | L\ JL JU i ﬁ) | :
I3.l75l T T T T T T I4..bd T T T T T T I4..bsl T T T T T T I4..50I T T T I' T T T T I,]&OI T T Izéol Trrrrrr T I3&)()I T T I4.60I L
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:10

Unidentified Compound Report for #2 from a1.sms - Page 2

Sample ID:
Instrument ID:
Measurement Type:
Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

A1

MS Instrument #1
Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Operator:

Last Calibration:
Calibration Type:
Data File:
Method:

None
External Standard

d:\201020 _ils\a1.sms

d:\ms\method\fa.mth

Compound Information

Peak Name: 11-Methyldodecanol
Result Index: 2 Peak Number: 2 CAS Number: 85763-57-1 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 4.347 min.
1st Match Library mainlib
1st Match Entry No. 31330
2nd Match Library mainlib
2nd Match Entry No. 32127
3rd Match Library replib
3rd Match Entry No. 963
Forward Match N-F >= 500 816 Pass
Reverse Match 816
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 3.650e+6 Pass
Height 1.589e+6
Amount 3650015 Counts

Match Types: N-F : Normal-Forward

MCount§ TIC Sample Spectrum for Scan: 272 RT: 4.342 min. BC
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:10 Unidentified Compound Report for #3 from a1.sms - Page 3

Sample ID: A1 Operator:

Instrument ID: MS Instrument #1 Last Calibration: None

Measurement Type: Area Calibration Type: External Standard
Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis

Inj. Sample Notes: None

Compound Information

Peak Name: 11-Methyldodecanol
Result Index: 3 Peak Number: 3 CAS Number: 85763-57-1 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 4.486 min.
1st Match Library mainlib
1st Match Entry No. 31330
2nd Match Library mainlib
2nd Match Entry No. 32127
3rd Match Library mainlib
3rd Match Entry No. 23390
Forward Match N-F >= 500 838 Pass
Reverse Match 838
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 4.594e+6 Pass
Height 1.375e+6
Amount 4593788 Counts
Match Types: N-F : Normal-Forward
MCountd TIC Sample Spectrum for Scan: 285 RT: 4.484 min. BC
) BP 69 (250937=100%) a1.sms
100%7 69 -
1 E 25(937 1
2.0+ ] ]
] 75% 3
ES
50% 112281 E
1 E 111
1.5 E 73092
1 25%— 6 —
E 7R5P 126 E
E ‘ ‘ 4736 ]
Onof | Hi y ‘ ‘f E
IIIIIIII1&)()IIlllllllzéd"""lI36()IIIIIIIII4’60IIII
| m/z
1.0+ Match 1 11-Methyldodecanol
] BP 69.0 (999=100%) 31330 in mainlib
100% 69.0 =
E 9b9 1
75%—§ 41.0 —
i 1 648 ]
0.57 ] 71.0
50% 467 -
3 97.0 E
25% 56.0 |210 -
1 1 ] |18 T 154.0 ]
] ] 57
OO_— B Onof Ll ‘; “\ “ il lU dl ﬁ) | .
4.bd T T T T T T I4..55I T T T T T T I4'.50I T T T T T T I4..l75I T T T 'I T T L I1&)()I L L Izé()l L L I36()I L L hbol 1T
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:10

Unidentified Compound Report for #4 from a1.sms - Page 4

Sample ID:
Instrument ID:
Measurement Type:

A1
MS Instrument #1
Area

Operator:
Last Calibration:

Calibration Type:

None
External Standard

Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis
Inj. Sample Notes: None
Compound Information
Peak Name: Nonadecane
Result Index: 4 Peak Number: 4 CAS Number: 629-92-5 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 4.832 min.
1st Match Library replib
1st Match Entry No. 5836
2nd Match Library replib
2nd Match Entry No. 5861
3rd Match Library replib
3rd Match Entry No. 5814
Forward Match N-F >= 500 893 Pass
Reverse Match 893
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 1.126e+6 Pass
Height 365032
Amount 1126061 Counts

Match Types: N-F : Normal-Forward

MCount§ TIC
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Sample Spectrum for Scan: 317 RT: 4.837 min. BC
BP 71 (63970=100%) a1.sms
100%7 71 =
E 3970
75% 85 =
3 41580
50%- =
] 70 ]
] 17989 1
25% —
E 3
3 B 3:}
0% 7 i i &
100 200 300 400
m/z
Match 1 Nonadecane
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:10

Unidentified Compound Report for #5 from a1.sms - Page 5

Sample ID:
Instrument ID:
Measurement Type:
Acquisition Date:
Calculation Date:

A1

MS Instrument #1
Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM

Operator:

Last Calibration:
Calibration Type:
Data File:
Method:

None

External Standard
d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Sample Type:
Inj. Sample Notes:

Analysis
None

Compound Information

Peak Name: Ethaneperoxoic acid, 1-cyano-1-[2-(2-phe
Result Index: 5 Peak Number: 5 CAS Number: 58422-92-7 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 4.975 min.
1st Match Library mainlib
1st Match Entry No. 121991
2nd Match Library mainlib
2nd Match Entry No. 121990
3rd Match Library mainlib
3rd Match Entry No. 121886
Forward Match N-F >= 500 850 Pass
Reverse Match 992
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 5.766e+6 Pass
Height 2.157e+6
Amount 5766211 Counts

Match Types: N-F : Normal-Forward

MCountd TIC Sample Spectrum for Scan: 330 RT: 4.975 min. BC
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:10 Unidentified Compound Report for #6 from a1.sms - Page 6

Sample ID: A1 Operator:

Instrument ID: MS Instrument #1 Last Calibration: None

Measurement Type: Area Calibration Type: External Standard
Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis

Inj. Sample Notes: None

Compound Information

Peak Name: 3-Ethyl-3-methylnonadecane
Result Index: 6 Peak Number: 6 CAS Number: None TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 7.313 min.
1st Match Library mainlib
1st Match Entry No. 49776
2nd Match Library replib
2nd Match Entry No. 2226
3rd Match Library mainlib
3rd Match Entry No. 7471
Forward Match N-F >= 500 660 Pass
Reverse Match 772
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 905394 Pass
Height 395208
Amount 905394 Counts
Match Types: N-F : Normal-Forward
kCounts] TIC 1 Sample Spectrum for Scan: 489 RT: 7.315 min. BC
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Match 1 3-Ethyl-3-methylnonadecane
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:10

Unidentified Compound Report for #7 from a1.sms - Page 7

Sample ID:
Instrument ID:
Measurement Type:
Acquisition Date:
Calculation Date:

A1

MS Instrument #1
Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM

Sample Type:
Inj. Sample Notes:

Analysis
None

Operator:

Last Calibration:
Calibration Type:
Data File:
Method:

None

External Standard
d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Compound Information

Peak Name: 15,4R,7R,11R-1,3,4,7-Tetramethyltricyclo
Result Index: 7 Peak Number: 7 CAS Number: 137235-42-8 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 7.965 min.
1st Match Library mainlib
1st Match Entry No. 133723
2nd Match Library mainlib
2nd Match Entry No. 144785
3rd Match Library mainlib
3rd Match Entry No. 171503
Forward Match N-F >= 500 731 Pass
Reverse Match 748
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 6.890e+6 Pass
Height 1.354e+6
Amount 6889571 Counts
Match Types: N-F : Normal-Forward
MCount§ TIC ] Sample Spectrum for Scan: 548 RT: 7.962 min. BC
p p BP 161 (186643=100%) al.sms
1 100% 161 -
E 186643
1257 75%—; -
50% 175 E
] E 68599 E
1.00- ; o1 ;
] 25 /u—E 41000 18 -
] 0% di] :
0.75_: IIIIIIII,]&OIIIIIIlllzéollIIIIIII3&)(I)IIIIIIII4.66IIIIIIIrIn/|ZI
Match 1 1s,4R,7R,11R-1,3,4,7-Tetramethyltricyclo[5.3.1.0(4
BP 161.0 (999=100%) 133723 in mainlib
] 100%— 161.0 -
i ] 999
0.50 E 3
] o] 218.0 E
75 /u—E 669 ]
] E 162.0 1
0.25 50%- p1 =
] E 147.p Zggéj
] 410 N0 299 ]
25%3 ;5 214 75, =
{ L LU
| E ] Onoé | J‘ U\ UJ\ b \IJ{ ‘ T \‘ .
I7.gdlIIIIIII7.5IIIIIIIIl8lb6IIIIIIII8.bSIIIII'III IIIIIIII,]&OIIIIIIIIlzéollIIIIIII3&)(I)IIIIIIII4.66IIIIIIII T
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11 Unidentified Compound Report for #8 from a1.sms - Page 8

Sample ID: A1 Operator:
Instrument ID: MS Instrument #1 Last Calibration: None
Measurement Type: Area Calibration Type: External Standard
Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis
Inj. Sample Notes: None
Compound Information
Peak Name: Nonadecane
Result Index: 8 Peak Number: 8 CAS Number: 629-92-5 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 8.097 min.
1st Match Library replib
1st Match Entry No. 5836
2nd Match Library mainlib
2nd Match Entry No. 23579
3rd Match Library mainlib
3rd Match Entry No. 22711
Forward Match N-F >= 500 800 Pass
Reverse Match 850
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 2.215e+6 Pass
Height 753782
Amount 2214696 Counts

Match Types: N-F : Normal-Forward

MCount§ TIC B Sample Spectrum for Scan: 562 RT: 8.101 min. BC
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #9 from a1.sms - Page 9

Sample ID: A1
Instrument ID: MS Instrument #1
Measurement Type: Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

Operator:

Last Calibration:
Calibration Type:
Data File:

Method

None

External Standard
d:\201020 _ils\a1.sms
: d:\ms\method\fa.mth

Compound Information

Peak Name: Phenol, 2,4-bis(1,1-dimethylethyl)-

Result Index: 9 Peak Number: 9
Identification

Parameter Specification

Search Type Library Search

Retention Time

1st Match Library

1st Match Entry No.

2nd Match Library

2nd Match Entry No.

3rd Match Library

3rd Match Entry No.

Forward Match N-F >= 500

Reverse Match
Integration and Quantitation

Parameter Specification
Quan lons RIC

RF Used 1.000

Area >=5000
Height

Amount

Match Types: N-F : Normal-Forward

CAS Number: 96-76-4 TIC

Actual Status
8.674 min.
mainlib
156338
replib
25771
replib
25767
908

908

Pass

Actual Status

2.368e+7
7.631e+6
23679834 Counts

Pass

TIC

MCount%

Sample Spectrum for Scan: 613 RT: 8.669 min. BC
BP 191 (2.725e+6=100%) a1.sms
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Match 1 Phenol, 2,4-bis(1,1-dimethylethyl)-
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #10 from a1.sms - Page 10

Sample ID: A1
Instrument ID: MS Instrument #1
Measurement Type: Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

Operator:

Last Calibration:
Calibration Type:
Data File:

Method

None

External Standard
d:\201020 _ils\a1.sms
: d:\ms\method\fa.mth

Compound Information

Peak Name: 11-Methyldodecanol

Result Index: 10 Peak Number: 10
Identification

Parameter Specification

Search Type Library Search

Retention Time

1st Match Library

1st Match Entry No.

2nd Match Library

2nd Match Entry No.

3rd Match Library

3rd Match Entry No.

Forward Match N-F >= 500

Reverse Match
Integration and Quantitation

Parameter Specification
Quan lons RIC

RF Used 1.000

Area >=5000
Height

Amount

Match Types: N-F : Normal-Forward

CAS Number: 85763-57-1 TIC

Actual Status
8.828 min.
mainlib
31330
mainlib
18916
replib

963

808

834

Pass

Actual Status

2.349e+6
754532
2348927 Counts

Pass

MCountd TIC — Sample Spectrum for Scan: 629 RT: 8.831 min. BC
1 BP 69 (125328=100%) al.sms
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #11 from a1.sms - Page 11

Sample ID:
Instrument ID:
Measurement Type:
Acquisition Date:
Calculation Date:

A1

MS Instrument #1
Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM

Sample Type:
Inj. Sample Notes:

Analysis
None

Operator:

Last Calibration:
Calibration Type:
Data File:
Method:

None

External Standard
d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Compound Information

Peak Name: 11-Methyldodecanol

Result Index: 11 Peak Number: 11
Identification

Parameter Specification

Search Type Library Search

Retention Time

1st Match Library

1st Match Entry No.

2nd Match Library

2nd Match Entry No.

3rd Match Library

3rd Match Entry No.

Forward Match N-F >= 500

Reverse Match
Integration and Quantitation

Parameter Specification
Quan lons RIC

RF Used 1.000

Area >=5000
Height

Amount

Match Types: N-F : Normal-Forward

CAS Number: 85763-57-1

Actual

TIC

Status

9.078 min.

mainlib
31330
replib
5738
mainlib
18839
815
822

Actual

2.468e+6

Pass

Status

Pass

693366
2467639 Counts

MCountd TIC — Sample Spectrum for Scan: 652 RT: 9.080 min. BC
] BP 69 (113916=100%) a1.sms
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #12 from a1.sms - Page 12

Sample ID: A1
Instrument ID: MS Instrument #1
Measurement Type: Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

Operator:

Last Calibration:
Calibration Type:
Data File:

Method

None
External Standard
d:\201020 _ils\a1.sms

: d:\ms\method\fa.mth

Compound Information

Peak Name: 1-Dodecanol, 2-hexyl-
Result Index: 12 Peak Number: 12 CAS Number: 110225-00-8 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 9.265 min.
1st Match Library mainlib
1st Match Entry No. 22630
2nd Match Library replib
2nd Match Entry No. 6096
3rd Match Library replib
3rd Match Entry No. 5843
Forward Match N-F >= 500 855 Pass
Reverse Match 855
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 4.810e+6 Pass
Height 1.072e+6
Amount 4809809 Counts
Match Types: N-F : Normal-Forward
MCount§ TIC Sample Spectrum for Scan: 670 RT: 9.265 min. BC
] BP 57 (150202=100%) a1.sms
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J Match 1 1-Dodecanol, 2-hexyl-
0.50 BP 57.0 (999=100%) 22630 in mainlib
] 100%— 57.0 -
E s}:1e}
75%—§ 43. —
i 665
0.251 1 4149 ]
g 50%] 458 | 970 —
] 369 ]
259 294 | ot l E
1183 |
0.00—: N 0°o§ I J ljl T L ]
IIIIIIIIlglbollIIIIIIlg.bSIIIllllllglgolllllll'll IIIIIIIIiléolllIIIIIlzéollIIIIIIé&)éIIIIIIIAé(I)IIIIIIIII
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #13 from a1.sms - Page 13

Sample ID: A1
Instrument ID: MS Instrument #1
Measurement Type: Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

Operator:

Last Calibration:
Calibration Type:
Data File:
Method:

None

External Standard
d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Compound Information

Peak Name: 11-Methyldodecanol
Result Index: 13 Peak Number: 13 CAS Number: 85763-57-1 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 9.540 min.
1st Match Library mainlib
1st Match Entry No. 31330
2nd Match Library replib
2nd Match Entry No. 5738
3rd Match Library mainlib
3rd Match Entry No. 18829
Forward Match N-F >= 500 838 Pass
Reverse Match 838
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 2.943e+6 Pass
Height 886506
Amount 2943392 Counts
Match Types: N-F : Normal-Forward
MCount§ TIC Sample Spectrum for Scan: 695 RT: 9.541 min. BC
] BP 69 (140815=100%) a1.sms
100%7 a9 -
1 140815
1.00 75% E
57 b
50%3 66162 =
5 5 ]
0.751 25% 1840 E
Ouof | l 1
IIIIllli]&ol""""zé(l)""Illé&(l)"Illllhéol"""léé;)
m/z
J Match 1 11-Methyldodecanol
0.50- BP 69.0 (999=100%) 31330 in mainlib
] 100%— 69.0 -
; 999
75%—§ 41.0 —
1 648
0.25 1 ||7ho ]
. 50% 467 -
E 97.0 ]
25% adq | |210 -
3 128 154.0
| RITITE
000__ __ Onof b )l M Lh4$ | :
IIIIIIII9.5IIIIIIIIlg.bdllIIIIII9.I75IIIIIIII'I|I IIIIllli]éol""""zé(l)""IIII36(I)IIIllllhbol"""léé;)
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #14 from a1.sms - Page 14

Sample ID: A1
Instrument ID: MS Instrument #1
Measurement Type: Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

Operator:

Last Calibration:
Calibration Type:
Data File:

Method

None

External Standard
d:\201020 _ils\a1.sms
: d:\ms\method\fa.mth

Compound Information

Peak Name: 11-Methyldodecanol

Result Index: 14 Peak Number: 14
Identification

Parameter Specification

Search Type Library Search

Retention Time

1st Match Library

1st Match Entry No.

2nd Match Library

2nd Match Entry No.

3rd Match Library

3rd Match Entry No.

Forward Match N-F >= 500

Reverse Match
Integration and Quantitation

Parameter Specification
Quan lons RIC

RF Used 1.000

Area >=5000
Height

Amount

Match Types: N-F : Normal-Forward

CAS Number: 85763-57-1 TIC

Actual Status
9.801 min.
mainlib
31330
replib
6096
mainlib
23004
769

835

Pass

Actual Status

2.176e+6
782330
2176025 Counts

Pass

TIC

MCount%

0.+

Sample Spectrum for Scan: 719 RT: 9.802 min. BC
BP 69 (89432=100%) al.sms

1 OO%—;
75%—5
25%—2

0%

59880

9 E
89132

41
85
11338

112

1875 355
7 14122

L. 1

W
=)

W

e

IIIIIIII1&)(I)IIllllllzéollllllllééolll
m/z

||||lllg.lsdl|||||||9.l75||||||||1|0!00

m |?10Llf2655

Match 1 11-Methyldodecanol
BP 69.0 (999=100%) 31330 in mainlib

1 OO%—;
75%—5
50%—5
25%—5

0%

69.0
999

41.0
648

.0
7

N
]

97.0
39.0 210

128 154.0
57

1L

""""166'"""'zé)d""'"ébd"""'Abd"""';/z:

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #15 from a1.sms - Page 15

Sample ID: A1
Instrument ID: MS Instrument #1
Measurement Type: Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM

Acquisition Date:
Calculation Date:

Operator:

Last Calibration:
Calibration Type:
Data File:

Method

None

External Standard
d:\201020 _ils\a1.sms
: d:\ms\method\fa.mth

Sample Type: Analysis
Inj. Sample Notes: None
Compound Information
Peak Name: Tritetracontane
Result Index: 15 Peak Number: 15 CAS Number: 7098-21-7 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 13.669 min.
1st Match Library mainlib
1st Match Entry No. 23579
2nd Match Library replib
2nd Match Entry No. 6096
3rd Match Library replib
3rd Match Entry No. 5843
Forward Match N-F >= 500 838 Pass
Reverse Match 838
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 1.399e+6 Pass
Height 525284
Amount 1398664 Counts

Match Types: N-F : Normal-Forward

TIC

kCountsE

700—;
soo—i
500
400—2
300—2
200

100

Sample Spectrum for Scan: 1032 RT: 13.672 min. BC

1 OO%—;
75%—5
25%—2

0%

BP 57 (102278=100%) a1.sms
57
104278

85
9399

9D o
©

W

110

12535
‘\‘JHJ.J

100 200 300 460 -

13.25 13.50

13.75 14.00

minutes

Match 1 Tritetracontane
BP 57.0 (999=100%) 23579 in mainlib

100%
75%—5
50%—;
25%—2

0%

1 43.4

57.0
999
71.0

641

476
58.

99.0

1J%)0
Ao dygsa

100 200 300 460 -

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #16 from a1.sms - Page 16

Sample ID: A1
Instrument ID: MS Instrument #1
Measurement Type: Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

Operator:

Last Calibration:
Calibration Type:
Data File:

Method

None

External Standard
d:\201020 _ils\a1.sms
: d:\ms\method\fa.mth

Compound Information

Peak Name: 11-Methyldodecanol

Result Index: 16 Peak Number: 16
Identification

Parameter Specification

Search Type Library Search

Retention Time

1st Match Library

1st Match Entry No.

2nd Match Library

2nd Match Entry No.

3rd Match Library

3rd Match Entry No.

Forward Match N-F >= 500

Reverse Match
Integration and Quantitation

Parameter Specification
Quan lons RIC

RF Used 1.000

Area >=5000
Height

Amount

Match Types: N-F : Normal-Forward

CAS Number: 85763-57-1 TIC

Actual Status
14.450 min.
mainlib
31330
replib

5738

replib

2169

802

802

Pass

Actual Status

2.595e+6
728499
2594930 Counts

Pass

kCounts] TIC Sample Spectrum for Scan: 1102 RT: 14.451 min. BC
] BP 69 (109078=100%) al.sms
. 100% 9 -
8004 E 109078
] 75%- =
E 83 ]
700 ] 0031 1
E 50% -
] ] 0 E
600—: é 30714 é
E 25% 3
E 5 126
] ] 2 83
500_' Ouo 7 I ) \ " \‘ i
] 100 260 300 400
m/z
E Match 1 11-Methyldodecanol
200 BP 69.0 (999=100%) 31330 in mainlib
] 100% 69.0 =
] "1 obg
300 75%3 41.0 E
] 1 648
E 71.0 1
] 50%— 467 -
200 E
] E 97.0 ]
] 25%] 344 210 -
E 1 128 154.0
1004 E J 57
E Ouo 7 L bt | 4t JU dl Ii) 1 .
1400 14125 14150 14l75" 160 200 300 460
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11 Unidentified Compound Report for #17 from a1.sms - Page 17
Sample ID: A1 Operator:
Instrument ID: MS Instrument #1 Last Calibration: None
Measurement Type: Area Calibration Type: External Standard

Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Data File:
Method:

d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Compound Information

Peak Name: 1-Decanol, 2-hexyl-
Result Index: 17 Peak Number: 17 CAS Number: 2425-77-6 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 14.850 min.
1st Match Library replib
1st Match Entry No. 6096
2nd Match Library mainlib
2nd Match Entry No. 23579
3rd Match Library replib
3rd Match Entry No. 5843
Forward Match N-F >= 500 857 Pass
Reverse Match 857
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 1.550e+6 Pass
Height 545671
Amount 1550447 Counts
Match Types: N-F : Normal-Forward
kCounts] TIC ] Sample Spectrum for Scan: 1139 RT: 14.846 min. BC
] ] BP 57 (111989=100%) a1.sms
1 1 100%3 a7 -
800 - 1 111989
] ] 7% 85 E
7004 — ] 67874 E
: 1 50% -
soo-f — ] 83
] 1 25% 4324 -
500_5 _f Onof Al ‘\ i JH ‘\ “ d 4 .
: IIIIIIII16()IIIIIIIII260IIlllllléédlllllllhéollll
m/z
b b Match 1 1-Decanol, 2-hexyl-
400 = BP 57.0 (999=100%) 6096 in replib
] 1 100%9 570 -
] E s}:1e}
] w3 |70 E
3oo-: ] 75 /u—E 675 .
] ] 1 550 E
] E 97.0 ]
] 1 sowd %% 480 =
2004 - 3 41.0
] ] E 320 E
] ] 84. ]
1 25% 197 H25.0 E
100 = ] 4 4C ‘ | 118
] Onof LH.'HMHRJ' " N ]
T T T I1I4!5IOI T T T T I1I4!7I5I T T T T I1I5!OI0I T T T T I1I5!2I5I T T 1T I16()I T T T 1T TT Izd)ol T T T ééo‘ T T T 1T TT I4.60I T T
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #18 from a1.sms - Page 18

Sample ID:
Instrument ID:
Measurement Type:
Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

A1

MS Instrument #1
Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Operator:
Last Calibration:

Calibration Type:

Data File:
Method:

None

External Standard
d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Compound Information

CAS Number: 85763-57-1

Actual

TIC

Status

Peak Name: 11-Methyldodecanol

Result Index: 18 Peak Number: 18
Identification

Parameter Specification

Search Type Library Search

Retention Time

1st Match Library

1st Match Entry No.

2nd Match Library

2nd Match Entry No.

3rd Match Library

3rd Match Entry No.

Forward Match N-F >= 500

Reverse Match
Integration and Quantitation

14.932 min.
mainlib
31330
mainlib
7364

replib

2169

678

812

Pass

Actual

Status

Parameter Specification
Quan lons RIC

RF Used 1.000

Area >=5000
Height

Amount

Match Types: N-F : Normal-Forward

1.575e+6
564405
1574784 Counts

Pass

kCounts] TIC Sample Spectrum for Scan: 1148 RT: 14.936 min. BC
] BP 69 (77757=100%) al.sms
. 100% 89 -
800 3 77757
] 75% E
. ] 57
700 ] 45405
] 50% 111 -
] ] 43 9257 ]
1 1 24527 429
6004 250, ’ 18618
] ; 45 109 341
E y 3 7894
: E wh&
] o, 3 | | u\ oo T\ L
500—' O i Trrrrror 1T TrrrrrrorTT TrrrrrrorTT TrrrrrrrTT Trrrrrrr 1T l-
] 100 200 300 400
m/z
] Match 1 11-Methyldodecanol
200 BP 69.0 (999=100%) 31330 in mainlib
3 100% 69.0 =
] "1 obg ]
] 75%4 41.0 =
3007 1 648 ]
] ; 71.0
3 50%] 467 E
200 ]
3 E 97.0 1
25%] 344 210 E
] 1 128 I { 154.0 1
3 E 57
100—: ODO: )l ‘Htah dl ﬁ) 1 .
14150 1475 15100 15125 100 200 300 400 N

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11 Unidentified Compound Report for #19 from a1.sms - Page 19

Sample ID: A1 Operator:

Instrument ID: MS Instrument #1 Last Calibration: None

Measurement Type: Area Calibration Type: External Standard
Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis

Inj. Sample Notes: None

Compound Information

Peak Name: 1-Dodecanol, 2-hexyl-
Result Index: 19 Peak Number: 19 CAS Number: 110225-00-8 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 15.092 min.
1st Match Library mainlib
1st Match Entry No. 22630
2nd Match Library mainlib
2nd Match Entry No. 23004
3rd Match Library mainlib
3rd Match Entry No. 22667
Forward Match N-F >= 500 829 Pass
Reverse Match 835
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 614134 Pass
Height 275445
Amount 614134 Counts
Match Types: N-F : Normal-Forward
kCounts] TIC b Sample Spectrum for Scan: 1162 RT: 15.088 min. BC
E . BP 69 (40094=100%) a1.sms
800 3 100% 69 =
1 ] E 40094 E
b o ] T1 ]
700 3 7% 27439 E
o g5 111 ]
] ] 50 /“_ 723 || 17667 E
600 g ] 112 ]
25%—: de 8611 =
3 37 ] E
500 4 % A L L ‘ ]
IIIIIIIII1&)(3IIIIllllzéollllIllléd)ollllllllhd)olllllll
m/z
] ] Match 1 1-Dodecanol, 2-hexyl-
400 = BP 57.0 (999=100%) 22630 in mainlib
3 1 100%3 57.0 -
E s}:1e} 1
] ] o1 a3 E
300- 1" /"_ 665 ]
1 419 ]
: 50%3 458 (550 E
200 E ]
] ] E 70. 1
] ] 2| ]
] 25% —
] E 25.0 ]
] / 1 3 L b rms E
100—: _: Onoé ‘ ‘ ‘ J J I I dodoa o 1
T T T I1I4!7I5I T T T T I1I5!OI()I T T T T T I1I5!2;5I T T T T I1I5.'5IOI T TrrrrrTrorT I1&)d T T Izéol Trrrror T 1T I360I Trrrrr 1T hd)d T T
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11 Unidentified Compound Report for #20 from a1.sms - Page 20

Sample ID: A1 Operator:

Instrument ID: MS Instrument #1 Last Calibration: None

Measurement Type: Area Calibration Type: External Standard
Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis

Inj. Sample Notes: None

Compound Information

Peak Name: 11-Methyldodecanol
Result Index: 20 Peak Number: 20 CAS Number: 85763-57-1 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 16.066 min.
1st Match Library mainlib
1st Match Entry No. 31330
2nd Match Library mainlib
2nd Match Entry No. 31860
3rd Match Library replib
3rd Match Entry No. 5738
Forward Match N-F >= 500 801 Pass
Reverse Match 801
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 1.653e+6 Pass
Height 574179
Amount 1653307 Counts
Match Types: N-F : Normal-Forward
kCounts] TIC i Sample Spectrum for Scan: 1255 RT: 16.067 min. BC
] ] BP 69 (86931=100%) a1.sms
100%7 89 -
E 86931 1
600 75% =
; 83 1
] 50%- 41877 =
5001 3 110 -
E 126 ]
] ] 6}30
400_: O°of | Al Ld E
. IIIIIIII,]&OIIIIIIIllzbol"lIIIII360IIIIIIIIA&)(‘)""""
m/z
Match 1 11-Methyldodecanol
] BP 69.0 (999=100%) 31330 in mainlib
3004 100%— 69.0 -
] E M9 1
75%9 41.0 =
] 1 648 E
200+ E 71.0
] 50% 467 -
] 3 97.0 ]
E 25%3 390 210 -
1007 1 118 I 154.0 ]
3 J 57
] Onof | 4 h d T 1 .
IIIIII1I5!7I5IIIIIII1I6!OI()IIIIIII1I6!2;5IIIIIII1I'6!5II IIIIIIIl,]éolll"lIllzbol"lIIIII360IIIIIIIIA&)(‘)""""
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #21 from a1.sms - Page 21

Sample ID:
Instrument ID:
Measurement Type:
Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

A1

MS Instrument #1
Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Operator:

Last Calibration:
Calibration Type:
Data File:
Method:

None

External Standard
d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Compound Information

Peak Name:
Result Index:

Identification

Parameter
Search Type
Retention Time
1st Match Library

1st Match Entry No.

2nd Match Library

2nd Match Entry No.

3rd Match Library

3rd Match Entry No.

Forward Match
Reverse Match

Pentadecanoic acid, 14-methyl-, methyl e

21

Specification
Library Search

N-F >= 500

Integration and Quantitation

Parameter
Quan lons
RF Used
Area
Height
Amount

Match Types:

Specification

RIC
1.000
>=5000

N-F : Normal-Forward

Peak Number: 21

CAS Number: 5129-60-2

Actual

19.608 min.

replib
9839
mainlib
40758
replib
9770
795
795

Actual

3.304e+7
9.534e+6

TIC

Status

Pass

Status

Pass

33044512 Counts

MCountd TIC _| Sample Spectrum for Scan: 1553 RT: 19.612 min. BC
] BP 87 (966883=100%) a1.sms
100% 87 143 =
; 964883 870906
75%—5 270 —
E 608280 ]
] ] 55 ]
7.5 - od 469340 129 E
1 50% 410056 1
3 185 1
] 5 96501 E
25% 191992 271 =
] 180 140383
hsaatil
0% \M \{ h ‘H\ Wl d, \. “ 1 d
5.0+ . 100 200 300 400
| m/z
Match 1 Pentadecanoic acid, 14-methyl-, methyl ester
BP 74.0 (999=100%) 9839 in replib
100% 74.0 =
87.0 ]
] 730 =
2.5 —
| 270.0 1
450 —
1430 227.0
230 =
190 271.0 ]
185.0 1ho
g 71 T
0.0+ ] k ‘LU I L il { f { wal b
19l25 19'50 19175 20l00 1600 200 300 400
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11 Unidentified Compound Report for #22 from a1.sms - Page 22

Sample ID: A1 Operator:

Instrument ID: MS Instrument #1 Last Calibration: None

Measurement Type: Area Calibration Type: External Standard
Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis

Inj. Sample Notes: None

Compound Information

Peak Name: Benzenepropanoic acid, 3,5-bis(1,1-dimet
Result Index: 22 Peak Number: 22 CAS Number: 6386-38-5 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 19.711 min.
1st Match Library mainlib
1st Match Entry No. 192656
2nd Match Library replib
2nd Match Entry No. 29429
3rd Match Library mainlib
3rd Match Entry No. 192657
Forward Match N-F >= 500 725 Pass
Reverse Match 742
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 507880 Pass
Height 293963
Amount 507880 Counts
Match Types: N-F : Normal-Forward
MCountd TIC _| Sample Spectrum for Scan: 1563 RT: 19.711 min. BC
) i BP 277 (166963=100%) a1.sms
100% 277 -
E 166963 ]
75% =
50%—; 147 292 _
3 54978 57953
25% 87 =
E 24253 171 270 E
3 T 11616 13952
ODOE \‘ “ \Hm\ M\\.m‘m \L\ wul ‘\ % L Lol T ‘ :
IIIIH(;”IIIII,II&IOIIIIIII{él()lllIIIIZI&IOIIIIIIIzlél()"lIIII3I6IOIIlllllslélollllllr;‘;/zl
Match 1 Benzenepropanoic acid, 3,5-bis(1,1-dimethylethyl)-
BP 277.0 (999=100%) 192656 in mainlib
100%- 277.0 =
E 9b9 1
75% =
50%—; 292.0 —
57.0 1;‘17 50 374
o59% b 270 219.0 278, E
"1 g0 161.0 199 172
| | L vl
OO—_ __ Onof bl bl Lol WL J\H‘ Wil mﬁ) e b 1l ‘ ]
1'9!2'5'IIIIII1'g!5'0'IIIIII1I9!7I5IIIllllzlo!ol()"l'l"l IIIIgdlllIIII1I6I0IIIIIII1I$I()IIIIIIIzlélolIIIIIIzlél()lllIIII3I6IOIIIIIII3IéIOIIIIIIIII
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11 Unidentified Compound Report for #23 from a1.sms - Page 23

Sample ID: A1 Operator:

Instrument ID: MS Instrument #1 Last Calibration: None

Measurement Type: Area Calibration Type: External Standard
Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis

Inj. Sample Notes: None

Compound Information

Peak Name: Tritetracontane
Result Index: 23 Peak Number: 23 CAS Number: 7098-21-7 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 20.177 min.
1st Match Library mainlib
1st Match Entry No. 23579
2nd Match Library replib
2nd Match Entry No. 5811
3rd Match Library replib
3rd Match Entry No. 5842
Forward Match N-F >= 500 831 Pass
Reverse Match 831
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 1.581e+6 Pass
Height 561456
Amount 1581310 Counts
Match Types: N-F : Normal-Forward
kCounts] TIC E Sample Spectrum for Scan: 1608 RT: 20.177 min. BC
E E BP 57 (105081=100%) a1.sms
100%7 97 -
] 1 105081 1
800 ] ]
] 75% 85 E
E 65522 ]
700 50% —i
4 < 1 4
E 3 33180 E
] 25%- 111 E
600 ] 17545 ]
E Onoé k J N ﬂ ll J d :
500- 160 200 300 460 o
] Match 1 Tritetracontane
BP 57.0 (999=100%) 23579 in mainlib
3 100% 594;-0 =
400 3 9 1
] 75% 71.0 =
. E 641 E
300 1 434 1
] 50% 476 -
. i 5.0 E
200] 1 f
1 25% 99.0 E
E ] 1F0
1 1 ODO E | t j i H J{ d 44404y ]
T 1I9!7I5I T T T T T I2IO!OI()I T T T T I2IO!2;5I T T T T I2IO!5I0I I'I T TTrrrrrrrrT I1&)d L I260I T T TT I360I TTrrrrrrrrT I4.&)d rrrrr1r1r T
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #24 from a1.sms - Page 24

Sample ID:
Instrument ID:
Measurement Type:
Acquisition Date:
Calculation Date:
Sample Type:

A1

MS Instrument #1
Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

Inj. Sample Notes: None

Operator:
Last Calibration:

Calibration Type:

Data File:
Method:

None

External Standard
d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Compound Information

Peak Name: Methyl 9-cis,11-trans-octadecadienoate
Result Index: 24 Peak Number: 24 CAS Number: None TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 23.597 min.
1st Match Library mainlib
1st Match Entry No. 30152
2nd Match Library mainlib
2nd Match Entry No. 30153
3rd Match Library mainlib
3rd Match Entry No. 30156
Forward Match N-F >= 500 852 Pass
Reverse Match 854
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 2.977e+6 Pass
Height 929035
Amount 2976975 Counts

Match Types: N-F : Normal-Forward

MCountd TIC Sample Spectrum for Scan: 1909 RT: 23.592 min. BC
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11

Unidentified Compound Report for #25 from a1.sms - Page 25

Sample ID:
Instrument ID:
Measurement Type:
Acquisition Date:
Calculation Date:
Sample Type:

A1

MS Instrument #1
Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Inj. Sample Notes:

Operator:
Last Calibration:

Calibration Type:

Data File:
Method:

None

External Standard
d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Compound Information

Peak Name:
Result Index:

Identification

Parameter

Search Type
Retention Time

1st Match Library
1st Match Entry No.
2nd Match Library
2nd Match Entry No.
3rd Match Library
3rd Match Entry No.
Forward Match
Reverse Match

Integration and Quantitation

Parameter
Quan lons
RF Used
Area
Height
Amount

Match Types:

9-Octadecenoic acid (Z)-, methyl ester

25

Peak Number: 25

Specification
Library Search

N-F >= 500

Specification
RIC

1.000
>=5000

N-F : Normal-Forward

CAS Number: 112-62-9

Actual

23.758 min.
mainlib
18902
replib

4732
mainlib
18891

826

830

Actual

7.822e+6
2.454e+6
7822113 Counts

TIC

Status

Pass

Status

Pass

MCountd TIC Sample Spectrum for Scan: 1925 RT: 23.755 min. BC
y BP 81 (107031=100%) a1.sms
100%7 81 264 -
] E 107041 96997
2.5+ . E
] 75% 3 E
E 67643 1
] 50% y 109 =
- E 40444
2.0 36537 E
25% 296 =
i 53 2 299 17741
ER 'k 8428 T
: Ono: ' ‘ Ll ol ﬁ " LL A
1'5_ 7 T T T T T T TT TTr 1T 1T TT TTr 1T 1T TT rrrrrrrTrTT rrrrrrrTrTT :
] 0 100 200 300 400
m/z
Match 1 9-Octadecenoic acid (Z)-, methyl ester
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Seg 2, <No Description>, Time: 4.00-30.00



Print Date: 20 Oct 2020 17:02:11 Unidentified Compound Report for #26 from a1.sms - Page 26

Sample ID: A1 Operator:

Instrument ID: MS Instrument #1 Last Calibration: None

Measurement Type: Area Calibration Type: External Standard
Acquisition Date: 10/20/2020 1:52 PM Data File: d:\201020 _ils\a1.sms
Calculation Date: 10/20/2020 5:01 PM Method: d:\ms\method\fa.mth
Sample Type: Analysis

Inj. Sample Notes: None

Compound Information

Peak Name: Methyl stearate
Result Index: 26 Peak Number: 26 CAS Number: 112-61-8 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 24.380 min.
1st Match Library replib
1st Match Entry No. 9840
2nd Match Library replib
2nd Match Entry No. 9838
3rd Match Library mainlib
3rd Match Entry No. 40878
Forward Match N-F >= 500 837 Pass
Reverse Match 838
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 1.882e+7 Pass
Height 5.487e+6
Amount 18815896 Counts
Match Types: N-F : Normal-Forward
MCount§ TIC 1 Sample Spectrum for Scan: 1985 RT: 24.376 min. BC
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Seg 2, <No Description>, Time: 4.00-30.00
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Unidentified Compound Report for #27 from a1.sms - Page 27

Sample ID:
Instrument ID:
Measurement Type:
Acquisition Date:
Calculation Date:

A1

MS Instrument #1
Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM

Operator:

Last Calibration:
Calibration Type:
Data File:
Method:

None

External Standard
d:\201020 _ils\a1.sms
d:\ms\method\fa.mth

Sample Type: Analysis
Inj. Sample Notes: None
Compound Information
Peak Name: Tritetracontane
Result Index: 27 Peak Number: 27 CAS Number: 7098-21-7 TIC
Identification
Parameter Specification Actual Status
Search Type Library Search
Retention Time 25.084 min.
1st Match Library mainlib
1st Match Entry No. 23579
2nd Match Library replib
2nd Match Entry No. 5811
3rd Match Library replib
3rd Match Entry No. 5842
Forward Match N-F >= 500 827 Pass
Reverse Match 827
Integration and Quantitation
Parameter Specification Actual Status
Quan lons RIC
RF Used 1.000
Area >=5000 1.603e+6 Pass
Height 359956
Amount 1603479 Counts

Match Types:

N-F : Normal-Forward

kCounts] TIC — Sample Spectrum for Scan: 2053 RT: 25.083 min. BC
1 BP 57 (51406=100%) a1.sms
100% 7 -
] 51906
75% 85 =
3 33172
500 . 1 4 _
] 50 /u—E 21848 ]
3 111 1
25%3 | s5] | 11717 =
: | J i
] OuoE M ll l F L
4007 100 200 300 460
m/z
Match 1 Tritetracontane
BP 57.0 (999=100%) 23579 in mainlib
100%4 570 -
"1 oho
. 75% 71.0 3
300—_ ] 641
1 43. 3
50% 476 -
5.0 ]
] 286 ]
o/ -
25% 99.0 1
] 100
200 — 3 j h
B 0% 1 | L ﬂ l d 4444 1
24175 25100 25125 | 100 260 300 460
minutes m/z

Seg 2, <No Description>, Time: 4.00-30.00
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Unidentified Compound Report for #28 from a1.sms - Page 28

Sample ID: A1
Instrument ID: MS Instrument #1
Measurement Type: Area

10/20/2020 1:52 PM
10/20/2020 5:01 PM
Analysis

None

Acquisition Date:
Calculation Date:
Sample Type:

Inj. Sample Notes:

Operator:

Last Calibration:
Calibration Type:
Data File:

Method

None

External Standard
d:\201020 _ils\a1.sms
: d:\ms\method\fa.mth

Compound Information

Peak Name: 5,8,11,14-Eicosatetraenoic acid, methyl

Result Index: 28 Peak Number: 28
Identification

Parameter Specification

Search Type Library Search

Retention Time

1st Match Library

1st Match Entry No.

2nd Match Library

2nd Match Entry No.

3rd Match Library

3rd Match Entry No.

Forward Match N-F >= 500

Reverse Match
Integration and Quantitation

Parameter Specification
Quan lons RIC

RF Used 1.000

Area >=5000
Height

Amount

Match Types: N-F : Normal-Forward

CAS Number: 2566-89-4 TIC

Actual Status
27.249 min.
replib
10455
mainlib
44574
mainlib
44570

854

860

Pass

Actual Status

4.938e+6
1.346e+6
4937641 Counts

Pass

TIC

MCount§
1.50-

1.25

1.00

Sample Spectrum for Scan: 2258 RT: 27.251 min. BC
BP 79 (137304=100%) a1.sms
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Seg 2, <No Description>, Time: 4.00-30.00



