LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP006148.D

Acqg On : 08 Jul 2021 19:51
Operator : CG/JU

Sample 1 M2944-01

Misc :

ALS Vvial : 13  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-BP070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@06148.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 318 323 334 rBV 62747 104910 1.10% 0.157%
2 5.452 396 402 428 rBV 2627445 4205788 44.13% 6.309%
3 7.058 669 675 701 rBV 2350628 4236873 44.46% 6.355%
4 7.875 806 814 826 rBV 692433 1146307 12.03% 1.719%
5 9.046 1005 1013 1030 rBV 1463529 2647592 27.78% 3.971%

6 10.675 1282 1290 1308 rBV 832275 1555235 16.32%
7 13.134 1700 1708 1724 rBV 4205140 6133357 64.36%
8 13.975 1845 1851 1863 rBV 262314 419349  4.40%
9 14.510 1935 1942 1957 rVB 1270180 1890400 19.84%
10 16.004 2189 2196 2216 rBV 2871432 4261173 44.71%
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11 17.257 2404 2409 2414 rBV 1324457 2002906 21.02%
12 17.304 2414 2417 2422 rVB 87281 129096 1.35%
13 17.922 2517 2522 2528 rVB 1180878 1360590 14.28%
14 18.151 2555 2561 2570 rBV 852042 1300479 13.65%
15 18.528 2618 2625 2628 rBV3 78079 172352 1.81%
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16 18.657 2644 2647 2653 rBV3 101821 138278 1.45% 0.207%
17 19.022 2704 2709 2712 rBV 7878928 9530100 100.00% 14.295%
18 19.057 2712 2715 2726 rVB2 6286664 7887865 82.77% 11.832%

19 19.181 2732 2736 2741 rVB 1073216 1201173 12.60%  1.802%
20 19.239 2742 2746 2747 rBV 376017 415511 4.36% 0.623%
21 19.263 2747 2750 2756 rVB2 641862 923507 9.69%  1.385%
22 19.375 2766 2769 2774 rBV2 167515 208304 2.19% 0.312%
23 19.622 2807 2811 2818 rVB 271463 457655 4.80% 0.686%
24 19.810 2838 2843 2849 rBV 6147368 7628052 80.04% 11.442%
25 20.245 2913 2917 2928 rBV3 176550 451095 4.73% 0.677%

26 21.045 3049 3053 3061 rVB2 824449 1230960 12.92%
27 21.116 3061 3065 3070 rBV 343767 491616 5.16%
28 21.339 3098 3103 3107 rBV 1726159 2243353 23.54%
29 23.733 3504 3510 3517 rVB2 1219454 2292925 24.06%
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Sum of corrected areas: 66666801
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Jul 2021 19:51
: CG/JU
: M2944-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
BP006148.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

AP 5560
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TIC: BP006148.D\data.ms
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TIC: BP006148.D\data.ms
19.022

19j057 19.810

13.134

16.004

14.510 17.257  17.922
18.151

13.975 171304 18182857 ||

0
Time-->
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7000000
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5000000
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TIC: BP006148.D\data.ms

21.339

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\BP070821\
Data File : BP0O@6148.D

Acq On : 08 Jul 2021 19:51
Operator : CG/JU

Sample : M2944-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.922 13.59 ng 1360590  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 81
Abundance Scan 2522 (17.922 min): BPO06148.D\data.ms (-2517) (- m/z 74.00 100.00%
74.0
5000
143.0 e
\ ‘ 227.2 18.00
o_m_MMHwuw_M_:‘32‘7‘1‘””f'ﬁ???f‘??ﬁm_ m/z 87.05 73.31%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 U
18.00
143.0 m/z 43.10 31.59%
HH\M\\ L1 70
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester

'

74.0
18.00
5000 m/z 55.10 25.49%
J}“M. 130 2270
0‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #95859: Methyl tetradecanoate T
74.0 18.00
m/z 41.10 24.20%
5000
143.0
1.0
ool b S L
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\BP070821\
Data File : BP0O@6148.D

Acq On : 08 Jul 2021 19:51
Operator : CG/JU

Sample : M2944-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.151 12.99 ng 1300480 Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2561 (18.151 min): BP006148.D\data.ms (-2555) (-  m/z 73.00 100.00%

%

5000
213 2 A =
“ ’ 18.00 18.50
(
ol ithed i J‘ i wg m -£81.0341.0400.6 4890546 ./, co.00 80.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 ! ! ! !
18.00 18.50
213.0 m/z 43.10 77 .95%
O‘\\\\IH mh}\“l ‘\\\f‘\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
73.0
= —
18.00 18.50
5000 ITI/Z 57.10 64.58%
’L ‘ 199.0
dsolllllgson [ |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 55.10 63.80%
5000

el

Ok H‘w‘HH‘H‘ww‘Hwm‘w‘w‘w_ = _-—
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 1850

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP006148.D

Acq On : 08 Jul 2021 19:51

Operator : CG/JU

Sample : M2944-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
: 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 9,15-Octadecadienoic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.022 95.16 ng 9530100 Phenanthrene-die 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99

Abundance Scan 2709 (19.022 min): BP006148.D\data.ms (-2704) (- m/z 67.05 100.00%

67.0
5000
hl 5.0 19.00 |
f' 263.3 .
ok L’\‘ i L 200 17"326.0387.044485020 /7 g1.e5  89.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000 — :
19.00
m/z 95.05 64.00%
294.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
7 T
19.00
5000 ITI/Z 55.10 62.01%
294.0
nm.o ‘
ob ML 2200 | L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139725: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester = ‘
67.0 19.00
m/z 41.10 49.32%
5000
294.0
’ 1%4.0
oL bbb 2200 | | 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP0O@6148.D

Acq On : 08 Jul 2021 19:51
Operator : CG/JU

Sample : M2944-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.057 78.76 ng 7887870  Phenanthrene-die 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99

Abundance Scan 2715 (19.057 min): BP006148.D\data.ms (-2712) (-  m/z 55.10 100.00%

55.1
5000
T \
H 19.00
o b Ll 342.0401.04609 549, m/z 69.10  69.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 —
19.00
3.0 m/z 41.10 64.42%
’ ' ’ﬁ "7180.0 264.0
O\\‘\“ ‘\JH\‘H“l\'u"'\““\}“‘“\"\J\\‘\\‘\\\‘\“\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #141313: 11-Octadecenoic acid, methyl ester, (2)-
55.0
T T
19.00
5000 ITI/Z 74 .00 63.00%
264.0
U »‘f |
0+ “‘ ‘u‘ | H!‘H\‘u“c""“"%"“"w | i J‘ "l \ R ARRRRRRRERTEEER
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141290: 11-Octadecenoic acid, methyl ester —— ‘
55.0 19.00
m/z 83.10 60.01%
5000 264.0
Llfe=e |
o‘M'_J!“'\‘u"%ﬂ"u”'wﬁ'v'wMuJuw_"A‘HH_m‘w_m‘w_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP0O@6148.D

Acq On : 08 Jul 2021 19:51
Operator : CG/JU

Sample : M2944-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 5 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.181 11.99 ng 1201176  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86

Abundance Scan 2736 (19.181 min): BP006148.D\data.ms (-2732) (- m/z 74.00 100.00%

74.0 ‘
5000
143.0 —

255.2 19.00 19.50

h\mlll,l\344l40194748549 m/z 87.00  77.63%

m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #143130: Methyl stearate
74.0

o

5000 T
19 00 19.50
143.0 m/z 43.10 34.87%
| \ 255.0
0 “‘\“\‘h‘h\““"\"““\““\l““\““\““\‘“‘\““\““\‘
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
19 00 19 50
5000 ITI/Z 55.10 26.22%
143.0 298.0
0 h”\po\‘
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #131300: Heptadecanoic acid, methyl ester ‘
74.0 19 00 19 50

m/z 41.10  23.54%

5000
\\’ 143.0 284.0
0 \‘ | h F T \ | \227 \O \

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP0O@6148.D

Acq On : 08 Jul 2021 19:51
Operator : CG/JU

Sample : M2944-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 6 Methyl 18-methylnonadecanoate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.245 4.02 ng 451095 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 93
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 91
3 Methyl 10-methyl-hexadecanoate 284 C18H3602 1000336-50-9 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 89
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 81

Abundance Scan 2917 (20.245 min): BP006148.D\data.ms (-2913) (- m/z 74.00 100.00%
.0

o JL
283.1 551 20 00 20 50
0 4300 495.4 m/z 87.60  79.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166215: Methyl 18-methylnonadecanoate
74.0
5000
20 00 20 50
143.0 326.0 m/z 43.10 40.20%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #166219: Eicosanoic acid, methyl ester
74.0
—— —
20.00 20.50
5000 ITI/Z 41.10 30.93%
‘ 143.0 326.0
L0 . O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131284: Methyl 10-methyl-hexadecanoate T —
74.0 20.00 20.50
m/z 55.10 30.17%
5000 143.0
241.0
O”‘““m‘““\,“,“‘ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP0O@6148.D

Acq On : 08 Jul 2021 19:51
Operator : CG/JU

Sample : M2944-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 7 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.045 10.97 ng 1230960 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 3053 (21.045 min): BP006148.D\data.ms (-3049) (- m/z 57.10 100.00%
7.1
2% J&JyWN/NMAAxeﬁww\MA\
125.1 L — T
{ ‘ 1962 2811 35434151 s
o A ML 2552 S 3543315 147709349 myz 83.10  94.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55.0
5000 —— ‘
21.00
125.0 m/z 55.10 90.85%
O‘\\J\M\J"\\l \J}‘l\l\‘l\‘! ‘h\l\]_\g\G‘.\O\\\z‘e\G\.\Q‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1
83.0
T \
21.00
5000 m/z 97.10 89.15%
0191b|\ L "J-Fﬁ.o 238'0
R n e a L A RARRARERRS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol T
83.0 21.00
m/z 43.10 85.03%
- J\MwMMJWAJJ\W]kANVNWﬂK
01 ML 1\ #F?.O 22202800
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP0O@6148.D

Acq On : 08 Jul 2021 19:51
Operator : CG/JU

Sample : M2944-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 8 Diethylene glycol dibenzoate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.116 4.38 ng 491616 Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 86
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 64
5 2,5,8,11-Tetraoxatridecan-13-yl ... 312 C16H2406 1000366-96-7 50

Abundance Scan 3065 (21.116 min): BP006148.D\data.ms (-3061) (- m/z 105.00 100.00%
105.0

-

5000
= =
2341 21.00 21.50
ol 39P L A75:1233.1297.1355.1 429.0490.9549. 1z 149.05  86.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 T

‘ ‘ T
21.00 21.50
m/z 77.10 39.63%

27.0 ‘ 179.0
‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0

. T
21.00 21.50

5000 m/z 51.10 8.39%

o

L4 L \
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy e e
105.0 21.00 21.50
m/z 150.00 8.19%

o
~
~
o

5000

-

450 | 1790
R S — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070821\
Data File : BP006148.D

Acqg On : 08 Jul 2021 19:51
Operator : CG/JU

Sample 1 M2944-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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|
Hexadecanoic ac... 17.922 13.6 ng 1360590 4 17.257 2002910 20.0
n-Hexadecanoic ... 18.151 13.0 ng 1300480 4 17.257 2002910 20.0
9,15-Octadecadi... 19.022 95.2 ng 9530100 4 17.257 2002910 20.0
9-Octadecenoic ... 19.057 78.8 ng 7887870 4 17.257 2002910 20.0
Methyl stearate 19.181 12.0 ng 1201170 4 17.257 2002910 20.0
Methyl 18-methy... 20.245 4.0 ng 451095 5 21.339 2243350 20.0
1-Heneicosanol 21.045 11.0 ng 1230960 5 21.339 2243350 20.0
Diethylene glyc... 21.116 4.4 ng 491616 5 21.339 2243350 20.0
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