LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42221\
Data File : BP0@5376.D

Acqg On : 22 Apr 2021 15:25
Operator : CG/JU

Sample : M2112-02

Misc :

ALS Vvial : 12 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_ P\Methods\8270E-BP042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5376.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.246 361 367 377 rBV 724015 1030248 43.42% 9.059%
2 6.834 629 637 649 rBv 697702 1096271 46.21% 9.639%
3 7.640 768 774 784 rBV 164626 257848 10.87% 2.267%
4 8.805 965 972 989 rBV 419735 695947 29.33% 6.119%
5 10.428 1239 1248 1256 rBV 184453 320818 13.52% 2.821%

6 12.916 1664 1671 1683 rBV 947563 1363524 57.47% 11.989%
7 13.775 1811 1817 1825 rBV2 18551 32198 1.36% ©.283%
8 14.304 1900 1907 1916 rBV 282278 408616 17.22%  3.593%
9 15.810 2155 2163 2177 rBV 858903 1239912 52.26% 10.902%
10 17.069 2369 2377 2391 rBV 359395 514832 21.70% 4.527%

11 17.969 2525 2530 2539 rBV 92862 136899 5.77%  1.204%
12 19.210 2737 2741 2750 rBV3 35163 55590 2.34% 0.489%
13 19.645 2810 2815 2824 rBV 2104593 2372571 100.00% 20.862%
14 20.886 3021 3026 3036 rBv2 159455 252126 10.63% 2.217%
15 21.169 3070 3074 3083 rBV 511736 632978 26.68% 5.566%

16 22.010 3213 3217 3223 rBV 121934 153458
17 22.339 3270 3273 3282 rVB2 107288 180882
18 23.427 3452 3458 3467 rVB 332479 628185 26.48% 5.524%
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Sum of corrected areas: 11372903
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
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0
Time-->
Abundance
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1000000

500000

: 22 Apr 2021 15:25
: CG/JU
: M2112-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042221\
BP005376.D

: 12 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BP005376.D\data.ms

5.246 6.834
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7.640 10.428
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TIC: BP005376.D\data.ms
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22.0192.339

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042221\
Data File : BP@@5376.D

Acqg On : 22 Apr 2021 15:25
Operator : CG/JU

Sample : M2112-02

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.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 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.969 5.32 ng 136899  Phenanthrene-die 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Dodecanoic acid 200 C12H2402 000143-07-7 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2530 (17.969 min): BP005376.D\data.ms (-2525) (-  m/z 73.00 100.00%

73.0
5000
213.2
——
I ‘MPL 0] |295.1356.0 4200 510.1 18.00
o_m‘“Mmmm‘w I AR 2 m/z 59.95  78.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 CT
18.00
“ 213.0 m/z 43.10 72.02%
O‘\\\\“‘ \1\"}““}\\L!!\]\\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72648: Tridecanoic acid
73.0
1
18.00
5000 m/z 55.10 68.43%
171.0
ol5r¢L ‘“.MJAH.\”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61121: Dodecanoic acid T
73.0 18.00
m/z 41.00 62.31%
5000
200.0
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O‘NHLW ka%iww“W‘“W"H“H“‘H“H“_“‘_“W‘ e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042221\
Data File : BP@@5376.D

Acqg On : 22 Apr 2021 15:25
Operator : CG/JU

Sample : M2112-02

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.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 1-Docosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.886 7.97 ng 252126 Chrysene-d12 21.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 3026 (20.886 min): BP005376.D\data.ms (-3021) (-  m/z 57.05 100.00%
57.0

5000
51 o e
207.0 20.50 21.00
oAk “\ L, rtphr o0 395141504771 8481 1/ 55 09 97.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
58.0
5000 - —
20.50 21.00
m/z 69.10 94.12%
{ %5.0
O‘\\‘f““\‘ \“‘V\L\W‘\\f\’\\\\’\\\:g\(‘)\S\Q\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcoho
83.0
o e
20.50 21.00
5000 m/z 43.05 91.84%
3.0
0194 {M‘an.%ZZ-O,ZSO-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175127: Trifluoroacetoxy hexadecane — —
57.0 20.50 21.00
m/z 83.00 89.56%
5000
[ l“ ‘\ 196.0 269.0
O‘HM‘MH‘_uJpu‘w‘H‘W‘H‘H‘W‘H‘_‘HM‘H‘H‘W‘ o —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042221\
Data File : BP@@5376.D

Acqg On : 22 Apr 2021 15:25
Operator : CG/JU

Sample : M2112-02

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.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 3 1,4-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.010 4.85 ng 153458 Chrysene-d12 21.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 49
3 Terephthalic acid, 4-bromophenyl... 432 C22H25Bro04 1000323-68-4 43
4 Isophthalic acid, 4-nitrophenyl ... 399 C22H25N06 1000344-68-5 38
5 Isophthalic acid, 2-chlorophenyl... 388 C22H25C1l04 1000344-50-0 38

Abundance Scan 3217 (22.010 min): BP005376.D\data.ms (-3213) (- m/z 70.05 100.00%

70.0 149.0 261.1
5000
T \
NIl 2
ob bbbty b LS990 4300 4984 /7 261.10  87.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 e
22.00
m/z 149.00 87.40%
O \\\“‘il\u\l\“\“\\W‘Hl\‘\\111‘\\\\‘ ‘\Lf‘\\\:\3‘6;\.\01‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #207754: Terephthalic acid, 2-ethylhexyl octyl ester
261.0
70.0
T T
22.00
5000 ITI/Z 57.05 51.02%
149.0
0 mM"Jm”ﬂm,‘w_w e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222630: Terephthalic acid, 4-bromophenyl octyl ester P ‘
261.0 22.00
m/z 104.00 43.93%
5000
149.0
0 650 | | 434.0
e =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042221\
Data File : BP@@5376.D

Acqg On : 22 Apr 2021 15:25
Operator : CG/JU

Sample : M2112-02

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.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 4 2,6,10-Dodecatrienal, 3,7,1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.339 5.76 ng 180882 Perylene-di2 23.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Dodecatrienal, 3,7,11-tri... 220 C15H240 000502-67-0 64
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 52
3 .beta.-Citronellol, chlorodifluo... 268 C12H19C1F202 1000376-20-8 52
4 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 52
5 Farnesol isomer a 222 C15H260 1000108-92-4 50

Abundance Scan 3273 (22.339 min): BP005376.D\data.ms (-3270) (-  m/z 69.10 100.00%
69.1

5000
149.0

%

| 17.1281.0 35724172 ' 22.00 22:50
A [ 2ITI T 397.2417.24752 548 81,00 42.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #77586: 2,6,10-Dodecatrienal, 3,7,11-trimethyl-, (E,E)-
69.0

o

%
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22.00 22.50
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Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0

o

:

22.00 22.50
5000 m/z 41.10  30.23%

u\\““wH \2080

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #116843: .beta.-Citronellol, chlorodifluoroacetate
69.0 22.00 22.50

m/z 68.00 16.39%

o
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[ I ] \ ] I I I I I I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042221\
Data File : BP0@5376.D

Acqg On : 22 Apr 2021 15:25
Operator : CG/JU

Sample : M2112-02

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.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|
n-Hexadecanoic ... 17.969 5.3 ng 136899 4 17.069 514832 20.0
1-Docosene 20.886 8.0 ng 252126 5 21.169 632978 20.0
1,4-Benzenedica... 22.010 4.8 ng 153458 5 21.169 632978 20.0
2,6,10-Dodecatr... 22.339 5.8 ng 180882 6 23.427 628185 20.0
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