LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137595.D

Acqg On : 14 Mar 2024 17:32
Operator : CG\JU

Sample : P1746-02

Misc :

ALS vial : 8 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137595.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.328 547 551 575 rBV 2906313 2885812 86.58% 11.928%
2 6.357 722 726 746 rBV 2921745 2919785 87.60% 12.069%
3 6.722 785 788 799 rBV2 794463 979196 29.38% 4.047%
4 7.287 881 884 898 rBV 1898509 1782713 53.49% 7.369%
5 8.004 1003 1006 1012 rBV 1236680 1040467 31.22% 4.301%

6 8.375 1066 1069 1076 rBvV2 27694 53955 1.62%
7 9.081 1185 1189 1202 rBV 4001002 3333007 100.00% 13.
8 9.204 1206 1210 1219 rVB 661452 611832 18.36%

9 9.757 1300 1304 1317 rVB 1538274 1261759 37.86%
10 10.545 1434 1438 1449 rBV 2010225 1890226 56.71%
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11 11.239 1552 1556 1564 rBV 1527044 1309487 39.29%
12 11.780 1645 1648 1651 rBV 324793 348916 10.47%
13 12.557 1778 1780 1794 rVB4 101899 208106 6.24%
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14 12.827 1822 1826 1829 rBV 3725371 3237385 97.13% 13.382%
15 13.057 1863 1865 1879 rVB2 58451 99687  2.99% 412%
16 13.404 1919 1924 1926 rBV2 59522 65343 1.96% 270%

17 13.733 1976 1980 1991 rBV2 127744 226539 6.80%
18 13.874 2000 2004 2017 rVB 907241 928048 27.84%
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19 14.045 2030 2033 2041 rVB 65770 64692 1.94% 267%
20 14.351 2081 2085 2088 rBV 63652 61323 1.84% 253%
21 14.645 2132 2135 2141 rVB 51319 60168 1.81% ©.249%
22 14.968 2187 2190 2197 rBV 43211 48662 1.46% 0.201%

23 15.292 2241 2245 2260 rBV 566945 775573 23.27%  3.206%

Sum of corrected areas: 24192681
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031424\

BF137595.D
: 14 Mar 2024 17:32
: CG\JU
: P1746-02
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF137595.D\data.ms

5.328 6.357

7.287

6.722

Time--

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

>
Abundance
4000000

3500000
3000000
2500000
2000000
1500000
1000000

500000

TIC: BF137595.D\data.ms

9.081 12.827

10.545

9.757
8.004

13.057

0
Time-->

T =T — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

ADUPSIRNSS
3500000
3000000
2500000
2000000
1500000
1000000

500000

0

TIC: BF137595.D\data.ms

13.874
15.292

404 13,133]14.045 14.351 14.645 14.968

Time-->

N
T T T LN L B B B

13.50 14.00 14.50 15.

T T T ‘ T T T T T T T T T T ‘ T
00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF022924 .M Fri Mar 15 13:15:25 2024

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137595.D

Acqg On : 14 Mar 2024 17:32
Operator : CG\JU

Sample : P1746-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.204 9.70 ng 611832  Acenaphthene-di10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 58
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
4 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 35
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 35
Abundance Scan 1210 (9.204 min): BF137595.D\data.ms (-1206) (-) m/z 43.05 100.00%
109.1
5000 151.1
REREEREEEE SR
‘ ﬁo‘ 8.80 9.00 9.20 9.40 9.60
b L My L T8 7 169,16 70.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘\\\\‘\/\\\\’\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 44 .31%
|

\1\5\9\ \‘\\"“\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\’\\H‘\‘\‘\\\\‘\\1\‘\\‘\\‘]\.\9\2\‘0\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0

8.80 9.00 9.20 9.40 9.60

5000 151.0 m/z 41.10 19.16%
43.0
80.0
*1*5*.?“*”%”w”**“”Hw*‘*w*H*\HMHH\HH\HH\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester) RARENENREEEREEEuEEn ey
220 109.0 8.80 9.00 9.20 9.40 9.60

m/z 69.05 15.12%

5000
80.0
‘ ‘ 151.0 AA«
Il | i

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137595.D

Acqg On : 14 Mar 2024 17:32
Operator : CG\JU

Sample : P1746-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 2
R.T. EstConc Area Relative to ISTD R.T.
11.780 5.33 ng 348916 Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 83
Abundance Scan 1648 (11.780 min): BF137595.D\data.ms (-1645) (- m/z 73.00 100.00%
43.1 73.0
5000 L
—— =
‘ ‘ 11.50 12.00
S B m/z 43.10  93.20%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 =T —
11.50 12.00
97.0 157.0 155 02130 2560 m/z 60.00 91.80%
\H‘HH“}‘HH!H \H‘{\‘H\L\‘}“““H‘”‘M\“\‘H‘HH‘HH‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—r —
43.0 11.50 12.00
5000 129.0 m/z 57.10 71.45%
171.0
‘ 214.0
?
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #109279:Tenadecan0k:add s T
73.0 11.50 12.00
43.0 m/z 41.05 65.17%
5000 129.0
185.0
|
1‘5-9\“”\1\;\‘M \GM\ ] S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137595.D

Acqg On : 14 Mar 2024 17:32
Operator : CG\JU

Sample : P1746-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 3 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.557 3.18 ng 208106  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 1780 (12.557 min): BF137595.D\data.ms (-1778) (| m/z 43.85 100.00%
43.0 73.0
5000 129.0
1851 2412 , T |
| ‘ ‘ 284. 12.50
— ‘uuw’h i“ ‘1““‘\““‘1“”‘\““ L “ | \‘ L e “‘ m/z 73.05 99.18%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 30
5000 ——
129.0 12.50
m/z 60.00 83.54%
‘ 1850 5410 284
— \“ \“\ W “H‘ : H”‘L ‘M 1 - ‘\ " “‘ R ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T \
12.50
5000 129.0 m/z 57.10 76.09%
‘ 199.0 2420
il W,HL il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \i . ‘\“ .
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T ‘
60.0 12.50
m/z 55.00 73.31%
5000 129.0
97.0 1710 2130 2560
— ‘M’M‘\ h“ \”“‘H Mh\“\ Ju‘\‘n; N : “ “ “‘ \‘ ““ - ““ — ——
m/z--> 50 100 150 200 250 12.50
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Data Path : Z:\
Data File : BF1

Acqg On : 14
Operator : CG\
Sample . P17
Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_F\Data\BF031424\
37595.D

Mar 2024 17:32

Ju

46-02

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Heptacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.057 2.15 ng 99687  Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Isopropyl tetradecyl ether 256 C17H360 1000406-34-0 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 1865 (13.057 min): BF137595.D\data.ms (-1863) (- m/z 57.10 100.00%
57.1
20 M
‘ 13.00 |
T \““‘h‘ h Hh H‘H\“‘\‘“f\‘l :‘l\‘ ‘\]\-‘9‘\4‘(\)\ T \2\8\1\1‘ L L m/Z 43.19 77.7900
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 —— :
13.00
m/z 71.05 65.15%
15.4 L‘ L \\ | 141-0183.0225.0267.0309.0  380.0
\\\\‘\\\‘\1\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T \
13.00
5000 m/z 85.05 50.14%
L h‘ | “ 141. 9183 0225.0 281.0 337.0 394.
““““““‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143666: |sopropyl tetradecyl ether T
43.0 13.00
m/z 41.05  28.36%
5000 5.0
ALy ez
I L
— ———— —
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137595.D

Acqg On : 14 Mar 2024 17:32

Operator : CG\JU

Sample : P1746-02

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 5 Octatriacontyl pentafluorop... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.733 4.88 ng 226539  Chrysene-di2 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 87
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 87

4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 87
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 83

Abundance Scan 1980 (13.733 min): BF137595.D\data.ms (-1976) (- m/z 57.10 100.00%

57.1
5000

5.3.56 14.00
Lk

411 2482 8
w_m_anHWwwwHwwawww m/z 43.05  74.30%

m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate
57.0

5000 — —
13.50 14.00
m/z 71.10 65.44%
9.0
J‘ 1130 281.0355.0429.0 5320 6780
\Hf‘H\\‘\H\‘\H\‘\\H‘\\\\‘\\\\‘\\\\‘H\\‘H\\‘\H\‘\H\‘\\H‘\\H‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
— —
13.50 14.00
5000 m/z 55.05 49,27%

300 2260

m/z--> 0 50 100150200250300350400450500550600650

Abundance #126386: 1-Decanol, 2-hexyl- — —
57.0 13.50 14.00
m/z 83.10 44.74%
h A)\/\/\J‘/\AL
L A 20 2240
e e e e e e e e — ——
m/z--> 0 50 100150200250300350400450500550600650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137595.D

Acqg On : 14 Mar 2024 17:32
Operator : CG\JU

Sample : P1746-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2,4,7,9-Tetrame... 9.204 9.7 ng 611832 3 9.757 1261760 20.0
n-Hexadecanoic ... 11.780 5.3 ng 348916 4 11.239 1309490 20.0
Octadecanoic acid  12.557 3.2 ng 208106 4 11.239 1309490 20.0
Heptacosane 13.057 2.1 ng 99687 5 13.874 928048 20.0
Octatriacontyl ... 13.733 4.9 ng 226539 5 13.874 928048 20.0
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