Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052522\

BF128458.D

Parameters:

RTE
ON

01

0.2

. 0

tion: 5

: 25 May 2022 14:28
: CG\JU
: N2896-21

: 7 Sample Multiplier: 1

rteint.p

: TIC: BF128458.D\data.ms

peak R.T. first max 1

# min

6 6.804
7 7.375
8 8.087
9 9.163

9.434

11  9.845
12 10.639
13 11.339
14 11.586
15 11.716

16 11.857
17 12.422
18 12.510
19 12.922
20 13.839

21 13.986
22 14.074
23 14.433
24 14.733
25 15.457

scan scan s

765 768
861 865
982 986
1164 1169 1
1211 1215 1

1280 1285 1
1416 1420 1
1535 1539 1
1574 1581 1
1600 1603 1

1624 1627 1
1715 1723 1
1735 1738 1
1804 1808 1
1960 1964 1

1985 1989 1
1999 2004 2
2062 2065 2
2112 2116 2
2234 2239 2

ast
can

778
868
990
172
220

289
429
542
596
607

643
731
742
811
978

993
008
069
122
246

Sum

PK
TY

rBv
rBv
rBv
rBv
rVB

rBv
rBv
rBv
rBv
rBv

rBv
rBv
rBv
rBv7
rVB

rBv2
rBv
rVB
rBv
rVB3

rBv
rBv
rBv
rBvV5
rVB

of corrected areas:

peak
height
15236
16726
1961340
2121535
27083

701520
1449762
837602
2350283
39451

1023890
1432779
838131
9270
117250

51791
67549
37919
1819751
99339

617376
39354
21377
16260

410784

8270-BF052022.M Fri May 27 11:27:06 2022

Filtering:
Min Area:
Max Peaks:
Peak Location:

24778 1.
2108693 95.
2123228 96.

31200 1.

612218 27.
1418679 64.
768164 34.
2204305 100.

33753 1.

820474 37.
1288699 58.
737941 33.
31003 1.
88396 4.

80665

30993

1557281 70.
249834 11.

537923 24.
44723 2.
22883 1.
22419 1.

544057 24.

3
67290 3.
1

5

3 % of largest Peak

100
TOP

15501437

: Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052522\

BF128458.D
: 25 May 2022 14:28
: CG\JU
: N2896-21 .
P040-SS001-2430-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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8270-BF052022.M Fri May 27 11:27:08 2022

TIC: BF128458.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128458.D

Acqg On : 25 May 2022 14:28

Operator : CG\JU

Sample : N2896-21 :
Misc : P040-SS001-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.716 2.40 ng 88396  Phenanthrene-d1e 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1603 (11.716 min): BF128458.D\data.ms (-1600) (1  m/z 74.05 100.00%
74.0
5000
43.1
—— ——
143.1
M‘ | o1 MY g5y 22‘72 0702 11.50 12.00
o‘_m,m‘u_wu‘MuJ‘,m_JH_Wm_mwwwwww m/z 87.10 70.18%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
5000 1
43.0 11. 50 12.00
143.0 m/z . 35.30%
1850 2270 27DC
O\‘H‘H’HHM‘\\“‘\\“MH“’]\-\l\\s‘\o\‘\\‘HH“H‘H‘\‘H\“HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11 50 12 00
5000{ 43.0 m/z . 27.91%
o ‘ M‘ H | 1110 M39 1gs0 2270 2700
ww,w_HwHH,HHwwHH‘HH_wwwwww
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143572: Pentadecanoic acid, methyl ester
74.0 11 50 12 00
m/z . 24.69%
5000
43.0
43.0
ol bl sl 1500 T g 2130 2500
m/z--> 20 40 60 80 100120140160 180200220 240260 11 50 12 00

8270-BF052022.M Fri May 27 11:27:09 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128458.D

Acqg On : 25 May 2022 14:28

Operator : CG\JU

Sample : N2896-21 :
Misc : P040-SS001-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.857 2.19 ng 80665  Phenanthrene-dle 11.339
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1627 (11.857 min): BF128458.D\data.ms (-1624) (1 m/z 73.00 100.00%

43.0 73.0
5000
' I A o rrplins
‘ ‘ : 11.50 12.00
I m/z 43.05 83.77%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N CT
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 76.54%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— A A
11.50 12.00
5000 129.0 ITI/Z 57.10 71.82%
199.0
L e T
osol WML oL ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid R —
73.0 11.50 12.00
m/z 55.05 62.84%
43.0
5000 129.0
185.0
1 228.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF052022.M Fri May 27 11:27:09 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128458.D

Acqg On : 25 May 2022 14:28

Operator : CG\JU

Sample : N2896-21

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Heneicosanol

Concentration Rank 1

P040-SS001-2430-01

R.T. EstConc Area Relative to ISTD R.T.
13.839 9.29 ng 249834  Chrysene-di12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93

Abundance Scan 1964 (13.839 min): BF128458.D\data.ms (-1960) (- m/z 83.10 100.00%
431 831
5000
13.50 14.00
o AL arre 2ea  wseo e w0
mlz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 — —
13.50 14.00
m/z 57.10 86.13%
OL\ \d\‘ \““\‘\‘\ \H“ ‘1 \#\ ‘h “‘\:!78\2\0 2\2\4\9‘2§6\9\ ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
57.0 97.0
— ——
13.50 14.00
5000 m/z 69.10 85.13%
L LU ﬁ | 1810 2380 2020 364
il e
mfz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol “ —
83.0 13.50 14.00
43.0 o
m/z 43.10 85.00%
5000
25.0
L L om0 a0 e
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF052022.M Fri May 27 11:27:10 2022
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title
TIC Library
TIC Integrat
TIC Top Hit

Hexadecanoic a

n-Hexadecanoic ...

1-Heneicosanol

Tentatively Identified Compound (LSC)

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©52522\

BF128458.D

: 25 May 2022 14:28
: CG\JU
: N2896-21

: 7 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

| --Internal Standard---|

summary

P040-SS001-2430-01

name RT EstConc Units Response |# RT Resp Conc|
c... 11.716 2.4 ng 88396 4 11.339 737941 20.0
11.857 2.2 ng 80665 4 11.339 737941 20.0
13.839 9.3 ng 249834 5 13.986 537923 20.0

8270-BF052022.M Fri May 27 11:27:11 2022
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