LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0@4831.D

Acqg On : 19 Feb 2021 20:22
Operator : CG/JU

Sample 1 M1441-02

Misc :

ALS Vvial : 18 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-BP©20521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@4831.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.358 362 369 381 rBV 886821 1260207 55.10% 9.406%
2 6.946 627 639 652 rBv 791254 1309552 57.26% 9.774%
3 7.758 768 777 785 rBV 198997 313930 13.73% 2.343%
4 8.922 963 975 987 rBV 498604 824903 36.07% 6.157%
5 10.552 1245 1252 1260 rBV 231269 393563 17.21%  2.937%

6 12.228 1528 1537 1549 rBV5 15939 55370 2.42% 0.413%
7 13.028 1665 1673 1684 rBV 1157605 1667435 72.91% 12.445%
8 13.863 1809 1815 1825 rBV 70987 106032 4.64% ©.791%
9 14.410 1900 1908 1914 rBV 327450 487330 21.31% 3.637%
10 15.904 2155 2162 2169 rBV 962376 1351085 59.07% 10.084%

11 17.163 2370 2376 2380 rBV 418522 575555 25.16%  4.296%
12 17.204 2380 2383 2389 rVB 81138 109975 4.81% 0.821%
13 17.292 2394 2398 2404 rVB 18363 29456 1.29% 0.220%
14 18.057 2520 2528 2537 rBV3 46760 107524 4.70% ©.803%
15 18.228 2552 2557 2560 rBV3 16089 26695 1.17% ©.199%
16 19.175 2714 2718 2725 rVB 179770 240327 10.51% 1.794%
17 19.504 2770 2774 2775 rBV3 30746 38540 1.69% ©.288%
18 19.528 2775 2778 2786 rVB 145203 208008 9.09%  1.553%

19 19.728 2807 2812 2817 rBV 1819079 2287127 100.00% 17.070%
20 20.692 2973 2976 2980 rBV2 55933 68054 2.98%
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21 20.957 3018 3021 3030 rVB4 122033 173820 7.60%
22 21.251 3065 3071 3075 rBvV2 580981 866122 37.87%
23 21.286 3075 3077 3083 rVB 90170 104227 4.56%
24 22.851 3340 3343 3349 rBV2 65005 140863 6.16%
25 23.557 3457 3463 3470 rBV2 359425 652503 28.53%
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Sum of corrected areas: 13398203
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

1500000

1000000

500000

: 19 Feb 2021 20:22
: CG/IU
: M1441-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
BP004831.D

: 18 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BP004831.D\data.ms

5.358
6.946

8.922

0
Time-->
Abundance

1500000

1000000

500000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP004831.D\data.ms
19.728

13.028

15.904

17.163

14.410

12.298 13.863

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1500000

1000000

500000

TIC: BP004831.D\data.ms

21.251

20.9571/[286

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\BP021921\
Data File : BP0O@4831.D

Acq On : 19 Feb 2021 20:22
Operator : CG/JU

Sample : M1441-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 unknownl12.228 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.228 2.81 ng 55370 Naphthalene-d8 10.552
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hydroxy-hex-2-enoic acid, meth... 144 C7H1203 1000192-59-9 47
2 2,7-Oxepanedione 128 C6H803 002035-75-8 38
3 2-Butenoic acid, 2-methyl-, (Z)- 100 C5H802 000565-63-9 35
4 Imidazole, 5-fluoro-2-methyl- 100 CAHS5FN2 071516-19-3 35
5 4-Morpholineethanol 131 C6H13N02 000622-40-2 35

Abundance Scan 1537 (12.228 min): BP004831.D\data.ms (-1528) (- m/z 99.95 100.00%
100.0

5000

-

12.00 12.50
L 1931 268.6326.9384.6 500.9

a1
0 ”‘, m/z 45.00 67.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20692: 5-Hydroxy-hex-2-enoic acid, methyl ester
100.0
5000 T T T T T T
12.00 12.50
m/z 55.05 47.25%
410
O‘\\h\‘m‘”\\\\‘\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12119: 2,7-Oxepanedione
100.0
e —
A1), 12.00 12.50
5000 ITI/Z 41.05 37.53%
OX‘ML RS EEEsE s s Ea s E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3730: 2-Butenoic acid, 2-methyl-, (2)- — ——
100.0 12.00 12.50
m/z 87.10 35.94%
5000
29.0
O‘u‘um{m“h\u\,\u\‘\u\‘uu‘\u\‘\m‘\m‘\m‘uu‘\ [ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4831.D

Acq On : 19 Feb 2021 20:22
Operator : CG/JU

Sample : M1441-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.057 3.74 ng 107524  Phenanthrene-die 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2528 (18.057 min): BP004831.D\data.ms (-2520) (-  m/z 72.95 100.00%

73.0
5000
213.1
T \
18.00
ob- Ak Jﬁﬁm%“mm‘l‘?ﬁf??ﬁ‘}ﬁfl‘l‘@‘%?gg“5‘4?‘ m/z 55.10 71.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0 T \
129.0 18.00
m/z 60.00 67.25%
O \‘\‘H‘ IM\"#!I‘H“”\\lP“glloT1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
T \
18.00
5000 ITI/Z 41.00 66.96%
‘ 143.0 242.0
ML,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid T
73.0 18.00
m/z 43.05 66.47%
5000
L 214.0
ol n\ml gl
m/z--> 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\BP021921\
Data File : BP0O@4831.D

Acq On : 19 Feb 2021 20:22
Operator : CG/JU

Sample : M1441-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.957 4.01 ng 173820 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 93

Abundance Scan 3021 (20.957 min): BP004831.D\data.ms (-3018) (-  m/z 97.10 100.00%
97.1

5000

s

207.1 283.1 21.00
Ly i o S42 408.1 ATESBALE ) g3 95 9g.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosano

o

()]
13:1
o

5000
21.00

PO m/z 55.05 98.20%
h{ \n 196.0 266.0

‘\\‘f\‘\\\\‘HH‘\I\\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl es

o

-

3.0
21.00
5000 ITI/Z 57.05 86.74%
ozalm‘ lll»nnf’?O,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 T
57.0 21.00
m/z 69.10  85.42%
5000
1P5.0
0 { \1“\\1950 308.0
A e e e R R RN A AR —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4831.D

Acqg On : 19 Feb 2021 20:22
Operator : CG/JU

Sample : M1441-02

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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|
unknownl12.228 12.228 2.8 ng 55370 2 10.552 393563 20.0
n-Hexadecanoic ... 18.057 3.7 ng 107524 4 17.163 575555 20.0
1-Heneicosanol 20.957 4.0 ng 173820 5 21.251 866122 20.0
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