LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124179.D

Acqg On : 8 Jun 2021 14:25
Operator : JU/CG

Sample : M2613-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124179.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 13 rVB 607823 791223 44.76%  7.232%
2 5.492 575 579 582 rBV 1464669 1322188 74.80% 12.084%
3 6.504 746 751 754 rBV 1312490 1297032 73.37% 11.854%
4 6.857 808 811 814 rBV 314290 229612 12.99%  2.099%
5 7.422 902 907 910 rBV 909238 895697 50.67% 8.186%

.139 1025 1029 1033 rBV 343509 279442 15.81%  2.554%
.222 1208 1213 1216 rBV 1846097 1574330 89.06% 14.389%
.898 1324 1328 1331 rBV 445446 341596 19.32%  3.122%
10.692 1458 1463 1466 rBV 1541251 1282679 72.56% 11.723%
10 11.386 1577 1581 1584 rBV 447183 364594 20.63%  3.332%

O O 0

11 11.910 1667 1670 1673 rBV2 54180 42970 2.43% ©.393%
12 12.974 1846 1851 1854 rBV 2019815 1767714 100.00% 16.156%

13 13.892 2001 2007 2023 rBV6 34879 112840 6.38% 1.031%
14 14.027 2027 2030 2034 rVB 370339 340374 19.26%  3.111%
15 14.880 2171 2175 2178 rBV 32677 32398 1.83% 0.296%

16 15.509 2276 2282 2287 rBV2 206316 266641 15.08%  2.437%

Sum of corrected areas: 10941330
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\

BF124179.D
8 Jun 2021 14:25
Ju/CG
: M2613-03
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124179.D

Acqg On : 8 Jun 2021 14:25
Operator : JU/CG

Sample : M2613-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.134 68.92 ng 791223 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 8 (2.134 min): BF124179.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000 43.0
87.0
R RARERmREIEEEEEE
9.0 2.202.302.402.50
Ohrreeeprrrerh o e v m/z 43.05  42.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L R B R R L LR
55.0 2.202.302.402.50
4100 87.0 m/z 55.05 35.10%
27.0 ‘
OH’HH‘\Hm“}H\‘il\‘\\‘\‘\V\“HHM\M\‘HH‘H]\_\O‘l\;\o\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A T
2.202.302.402.50
5000 41.0 55.0 m/z 87.05 30.60%
27.0
bbby 1129, 3290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7506: 2-Methyl-5-hexen-3-ol e RARERmmEREEEEEE
73.0 2.202.302.402.50
41.05 13.19%
55.0 m/z
5000
410
27.0
ol L —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
BF124179.D

8 Jun 2021 14:25

Ju/ca

: M2613-03

: 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Peak Number 2 Tridecanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.910 2.36 ng 42970  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 59
3 Heptanoic acid 130 C7H1402 000111-14-8 43
4 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 11
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 10

Abundance Scan 1670 (11.910 min): BF124179.D\data.ms (-1667) (1 m/z 60.00 100.00%
60.0
5000
129.1 L ;
11 T
ol ALY ‘M\HH‘m_m_m m/z 57.10 96.33%
mlz--> 50 100 150 200 250 300 350
Abundance #72648: Tridecanoic acid
73.0
5000 \A A\ T T \A A\
129.0 12.00
171.0514 9 m/z 43.10 85.33%
O ‘\‘ “‘ U\‘u I ’ hh k. ‘\ ’m‘ 1 “‘ ‘ “‘ A B O
miz--> 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0
I T
155.0 1200
5000 ' m/z 73.00 84.39%
29.
0! “\HH H“\ M“ L] 217.0 2790 330.0 387.(
B ma B RLE I
miz--> 50 100 150 200 250 300 350
Abundance #13416: Heptanoic acid A )
60.0 12.00
m/z 55.10 82.62%
5000
01.0
01801 | ]‘ T T
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124179.D

Acqg On : 8 Jun 2021 14:25
Operator : JU/CG

Sample : M2613-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Trichloroacetic acid, tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.892  6.63ng 112840 Chrysene-di2 14.027

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 83
2 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 83

3 9-Eicosene, (E)- 280 C20H40 074685-29-3 81
4 1-Nonadecene 266 C19H38 018435-45-5 80
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 80

Abundance Scan 2007 (13.892 min): BF124179.D\data.ms (-2001) (- m/z 55.00 100.00%

58,0
97.0
5000
MﬂMmmmmMW

I ‘ ‘ ‘ 139.1 206.9 13.50 14.00
e e Mz 57.00  96.25%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0
83.0
5000

13.50 14.00
m/z 43.00 92.98%

o

241.0

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #164022: Dichloroacetic acid, tetradecyl ester
43.0
it Y ik

5000 m/z 41. 09 88.54%

07 . .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127770: 9-Eicosene, (E)-

57.0 13.50 14.00
m/z 97.00 69.10%

126.0 168.0 209.0 fK
RARRARAN

m/z--> 20 40 60 80 100120140160180200220240260280 13 50 14 00

97.0
5000

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124179.D

Acqg On : 8 Jun 2021 14:25
Operator : JU/CG

Sample : M2613-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 +trans-Farnesol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.880 2.43 ng 32398 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Farnesol 222 C15H260 000106-28-5 76
2 Squalene 410 C30H50 000111-02-4 72
3 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 64
4 Supraene 410 C30H50 007683-64-9 64
5 2,6,10-Dodecatrienal, 3,7,11-tri... 220 C15H240 000502-67-0 59

Abundance Scan 2175 (14.880 min): BF124179.D\data.ms (-2171) (- m/z 69.10 100.00%

69.1
5000
Ll MW 0
‘ " 1872, 2810 14.50 15.00
ol p“" ““““‘“ L4 e o o = S I m/z 81.10 43.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farneso
69.0
5000
14.50 15.00
m/z 41.10 23.43%
6.0
O \G‘\ \‘ ‘m“\\“h“h‘“‘ \M‘\‘h\ ‘ \]-\7\9\0‘2\2\2\9‘ T T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene wmwwm
1450 1500
5000 m/z 66.90  15.82%
137.0
0 mmeuﬂ 1910 2730 341.0 4104
I L T
miz--> 50 100 150 200 250 300 350 400
Abundance #67856: 6,11-Dimethyl-2,6,10-dodecatrien-1-ol
69.0 14.50 15.00
m/z 95.00 14.93%
5000
‘ 123.0
olzsd bl [ w0
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124179.D

Acqg On : 8 Jun 2021 14:25
Operator : JU/CG

Sample : M2613-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.134 68.9 ng 791223 1 6.857 229612 20.0
Tridecanoic acid 11.910 2.4 ng 42970 4 11.386 364594 20.0
Trichloroacetic... 13.892 6.6 ng 112840 5 14.027 340374 20.0
trans-Farnesol 14.880 2.4 ng 32398 6 15.509 266641 20.0
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