LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136448.D

Acqg On : 07 Dec 2023 15:50
Operator : CG\JU

Sample : 05630-01

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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136448.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 16 18 23 rvB3 31831 41764 1.86% ©0.255%
2 4.334 374 382 386 rvVB3 12923 32342 1.44% 0.197%
3 5.040 497 502 506 rBV 223445 257827 11.49% 1.573%
4 5.445 566 571 574 rBV 2183888 1920484 85.55% 11.716%
5 6.445 736 741 744 rBV 2012211 1962584 87.43% 11.973%
6 6.610 765 769 771 rBV 169746 152814 6.81% 0.932%
7 6.634 771 773 777 rVB 154503 119341 5.32% 0.728%
8 6.728 785 789 797 rBV 262740 228376 10.17%  1.393%
9 6.798 797 801 804 rBV 866307 663699 29.57% 4.049%
10 7.357 890 896 899 rBV 1272793 1231401 54.86% 7.512%
11 7.487 905 918 921 rBV 173552 315835 14.07% 1.927%
12 7.616 934 940 946 rVB3 18063 26685 1.19% 0.163%
13 7.816 967 974 981 rBv2 79038 152030 6.77% 0.927%
14 8.075 1012 1018 1021 rBV 1077674 889020 39.60% 5.424%
15 8.486 1085 1088 1092 rBvV2 57333 62598 2.79% ©0.382%
16 9.157 1197 1202 1205 rBV 2577687 2244785 100.00% 13.695%
17 9.233 1212 1215 1219 rBV2 25393 26161 1.17% 0.160%
18 9.733 1297 1300 1304 rBV 54333 47415 2.11% 0.289%
19 9.833 1313 1317 1320 rBV 1155225 872854 38.88% 5.325%
20 10.622 1448 1451 1455 rBV 1104515 998627 44.49% 6.092%
21 10.757 1469 1474 1480 rVB5 18718 31359 1.40% 0.191%
22 10.951 1501 1507 1511 rBV8 11796 25842 1.15% 0.158%
23 11.069 1523 1527 1535 rVB5 15450 27093 1.21% 0.165%
24 11.322 1567 1570 1573 rBV 783691 673047 29.98% 4.106%
25 11.345 1573 1574 1578 rVB 70774 46012 2.05% 0.281%
26 11.857 1658 1661 1671 rBV 282683 297067 13.23% 1.812%
27 12.539 1774 1777 1781 rBV 73782 75991 3.39% 0.464%
28 12.651 1792 1796 1799 rBV 99496 122637 5.46% 0.748%
29 12.769 1811 1816 1819 rBV 75511 89393 3.98% 0.545%
30 12.921 1838 1842 1845 rBV 1718383 1463029 65.17% 8.926%
31 13.839 1996 1998 2005 rBV3 81819 106407 4.74%  0.649%
32 13.974 2018 2021 2024 rBV 647672 610577 27.20% 3.725%

33 15.462 2270 2274 2281 rVB 459425 576283 25.67% 3.516%

Sum of corrected areas: 16391379
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @7 Dec 2023 15:50
¢ CG\JU
. 05630-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
BF136448.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF136448.D\data.ms

5.445
6.445

7.357

6.798

5.040 &ali 7.487
193 4334 I . \7.61€

| - ——
L L L L L L L L L L L L B B B O L L L B B L B L B B B R R R R R

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
2500000

2000000

1500000

1000000

500000

TIC: BF136448.D\data.ms
9.157

12.921

8.075 9.833 10.622

11.322

0
Time-->

T T T T

[ L = ormpasten oo S
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF136448.D\data.ms

13.974 15.462

13.83

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136448.D

Acqg On : @7 Dec 2023 15:50
Operator : CG\JU

Sample : 05630-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.040 7.77 ng 257827 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 502 (5.040 min): BF136448.D\data.ms (-497) (-) m/z 43.10 100.00%

3.1
59.1
5000
101.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
| | 83.1 ‘ 4.80 5.00 5.20 5.40 .
0l e m/z 59.10 71.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L L I LN L
4.80 5.00 5.20 5.40
101.0 m/z 101.00 25.24%
27'9 Il | 8?7'0 |
0\‘\‘\‘\\’\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #48846: 1,8-Nonanediol, 8-methyl-
59.0
 EAREmEE
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.16%
43.0
0 ‘\ MH\ il 830 . 12?’0 141.0 159.0
-l
m/z--> 20 40 60 80 100 120 140 160
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.82%
5000 41.0
0 \H \‘ \‘ if ‘ 12\6'0142'0
T
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136448.D

Acqg On : @7 Dec 2023 15:50
Operator : CG\JU

Sample : 05630-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.610 4.60 ng 152814  1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 90
2 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 72
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 50
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50

Abundance Scan 769 (6.610 min): BF136448.D\data.ms (-765) (-) m/z 59.10 100.00%

59.1
5000
41, AU W L S A —
‘ Tho 6.20 6.40 6.60 6.80 7.00
ol 1S m/z 45.05 39.04%
miz--> 20 40 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000
103.0 6.20 6.40 6.60 6.80 7.00
31.0 m/z 103.10 35.50%
o120 m‘ R | 1300 149.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)-
59.0
P
6.20 6.40 6.60 6.80 7.00
5000 m/z 73.05 26.95%
31.0
103.0
IR I T G TR ¥ .73
m/iz--> 20 40 60 80 100 120 140
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)- RERREEEE SRS
59.0 6.20 6.40 6.60 6.80 7.00
m/z 41.05 21.81%
5000
103.0
31.0
0 \‘ ‘H‘ 1y 75.0

m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136448.D

Acqg On : @7 Dec 2023 15:50
Operator : CG\JU

Sample : 05630-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.634 3.60 ng 119341 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 50
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 50
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 50
Abundance Scan 773 (6.634 min): BF136448.D\data.ms (-771) (-) m/z 59.05 100.00%

59.0
5000
103.1
41.

M 40 6.40 6.60 6.80 7.00
el e el b e M/Z 45,10 45.52%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000

6.40 6.60 6.80 7.00

o

a1 103.0 m/z 103.05  31.76%
ol 120 L o ‘ 130.0
H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘ff\\’H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
R R L O
6.40 6.60 6.80 7.00
5000 m/z 73.10 27 .44%
103.0
31.0
Ll o
O bt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5403: Ethane, 1-ethoxy-1-methoxy- R R L  ERARRA

59.0 6.40 6.60 6.80 7.00
m/z 41.05 22.14%

5000 /\\JM\
29.0 89.0
M‘ 4ﬂ0 | 7L0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

o
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Data Path :
Data File :
Acqg On

Operator : CG\JU

Sample
Misc
ALS vial : 8

Quant Method
Quant Title

TIC Library

. 05630-01

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
BF136448.D
: 07 Dec 2023 15:50

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 2-Propanol, 1-(2-methoxypro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

6728 e6.88ng 228376 1,4-Dichlorobenzene-dd 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
4 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 50

5 Tetraglyme 222 C10H2205 000143-24-8 50
Abundance Scan 789 (6.728 min): BF136448.D\data.ms (-785) (-) m/z 59.10 100.00%
59.1
R RRRRR L
45‘-0 1041 6.40 6.60 6.80 7.00
Obrrrrrrrrerrrrrelle ot B0 891 TS 1329 h/y 45.05  13.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000
6.40 6.60 6.80 7.00
m/z 73.05 10.95%
31.0
ol 150 Ty | 750 1030 4300
H‘HH‘\H\‘HH‘HH‘HH‘HH‘H\\’HH‘\\H‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
R RRRaNELNLVESRE SRR
6.40 6.60 6.80 7.00
5000 ITI/Z 43.00 8.61%
31.0 104.
o250 Ll i 10 T0 im0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 6.40 6.60 6.80 7.00
m/z 41.05 7.91%
5000
31.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

8270-BF120523.M Fri Dec 08 10:53:50 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136448.D

Acqg On : @7 Dec 2023 15:50
Operator : CG\JU

Sample : 05630-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 5 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.487 7.11 ng 315835 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 59
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
4 Heptanoic acid, 2-methyl-, methy... 158 C9H1802 051209-78-0 47
5 Methyl-2,3,4--tri-0O-methyl.alpha... 220 C10H2005 003253-23-4 42
Abundance Scan 918 (7.487 min): BF136448.D\data.ms (-905) (-) m/z 73.00 100.00%
3.0
5000 J\¥
R R R ARRRRRR R
‘ 1‘6-1 7.20 7.40 7.60 7.80
oL B8l il L m/z 88.00 80.75%
miz--> 50 100 150 200 250 300 350
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 L L R B L BN LR
7.20 7.40 7.60 7.80
29# ‘ Tl&o m/z 57.05 33.49%
O\\H\L‘h‘m{h\‘\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0
R A ARRERRR R
7.20 7.40 7.60 7.80
5000 m/z 41.05 31.74%
0 M H “M I “ 135.0173.0 214.0  272.0 313.0 355.1
I e A e
m/z--> 50 100 150 200 250 300 350
Abundance #9193: Acetic acid, diethyl- S e
43.0 88.0 7.20 7.40 7.60 7.80
m/z 87.00  23.75%
5000
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136448.D

Acqg On : @7 Dec 2023 15:50
Operator : CG\JU

Sample : 05630-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 6 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.857 8.83 ng 297067  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1661 (11.857 min): BF136448.D\data.ms (-1658) (| m/z 73.00 100.00%
431 "7
5000
129.0
213.2 — e
‘ 171. ‘ 256.1 11.50 12.00
(] ‘1““ Ay Ll ey L L T S m/z 59.95 87.82%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
430 73.0 256.0
5000 = e
129.0 11.50 12.00
213.0 m/z 43.10 82.07%
‘ M ‘ 171.0 ‘
ol “\ ‘HH M“ | “whh“\ ‘1‘”“\‘”1 il | “‘ “‘ “‘u\‘ ‘\‘L‘ X “‘ S
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
— ——
43.0 11.50 12.00
5000 129.0 m/z 57.05 72.21%
171.0
Lyl
ok “\‘ H‘\‘u‘w‘ \\H Jll um“\ ol ol “ ‘n“ L “‘ : “\‘ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 55.10 69.93%
5000 129.0
‘ 199.0 2420
oL ‘L‘ H\“H‘n MH ‘M nh\‘\\ M\‘u; ““1‘61-0;“ L A ““ R - —
m/z--> 50 100 150 200 250 11.50 12.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\

BF136448.D

: @7 Dec 2023 15:50
¢ CG\JU
. 05630-01

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

8 Octadecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.651 4.02 ng 122637  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

5000

0
m/z-->

41,

Abundance Scan 1796 (12.651 min): BF136448.D\data.ms (-1792) (-
73.0

9.

185.1 241.2

284.3

50 100 150 200 250 300

m/z 73.00 100.00%

T
12.50 13.00

Abundance

5000

0
m/z-->

#179093: Octadecanoic acid
73.0

129.0 284.0

185.0  241.0

m/z 57.10  89.66%

T
12.50 13.00

100 150 200 250 300

Abundance

410
50
43.0
5000
242.0
3.0 129.0
50

#126202: Pentadecanoic acid

m/z 60.00 82.96%

P
12.50 13.00

m/z 55.10  79.97%

‘ 199.0
0 ,‘\\Hﬂh\\ Aoy yea0) |l
m/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid T T
60.0 12.50 13.00
m/z 43.10 78.34%
5000 129.0
7.0 1710 2130 256.0
oLl— “MH‘\ » Hh“‘\ ‘\‘H‘\‘h} ‘\ ‘ “‘ “ “‘ \‘ ““ L "\‘ —— e P
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136448.D

Acqg On : @7 Dec 2023 15:50

Operator : CG\JU

Sample : 05630-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 1@ 9-Tricosene, (Z)-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.839 349 ng le6ae7 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Tricosene, (2)- 322 Co3Ha 627519-02-4 93
2 1-Hexacosene 364 C26H52 018835-33-1 93

3 13-Tetradecen-1-0l acetate
4 n-Tetracosanol-1

5 Carbonic acid, octadecyl 2,2,2-t...

254 C16H3002
354 C24H500
444 C21H39C1303

056221-91-1 93
000506-51-4 93
1000314-56-3 91

Abundance Scan 1998 (13.839 min): BF136448.D\data.ms (-1996) (- m/z 97.10 100.00%
97.1
55
5000
T
221.9 267.1 324.9 3732 : :
0 “uﬂﬂw‘w m/z 83.10 82.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #227236: 9-Tricosene, (2)-
55.0 97.0
5000 — —
13.50 14.00
m/z 57.10 82.14%
‘ % 322.0
0 \“\‘ T \“‘\‘ ‘i \“ ““\‘\ ‘h h “8\2\0‘2\2\4\9%6\6\\0\ T T [T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #273797: 1-Hexacosene
43.0
— ——
970 13.50 14.00
5000 m/z 69.10 78.30%
oL L] »‘h 132.0182.0224.0266.0308.0 %
= ““““““‘ A B
m/z--> 5 100 150 200 250 300 350 400
Abundance #140821: 13-Tetradecen-1-ol acetate — —
43.0 13.50 14.00
m/z 55.10 73.13%
97.0
5000
JHIIEET T
oL b, S — ——
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF120523.M Fri Dec 08 10:53:53 2023

Page:

10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136448.D

Acqg On : @7 Dec 2023 15:50
Operator : CG\JU

Sample : 05630-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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-Pentanone, 4-... 5.040 7.8 ng 257827 1 6.798 663699 20.0
2-Propanol, 1-(... 6.610 4.6 ng 152814 1 6.798 663699 20.0
1-Propanol, 2-(... 6.634 3.6 ng 119341 1 6.798 663699 20.0
2-Propanol, 1-(... 6.728 6.9 ng 228376 1 6.798 663699 20.0
Hexanoic acid, ... 7.487 7.1 ng 315835 2 8.075 889020 20.0
n-Hexadecanoic ... 11.857 8.8 ng 297067 4 11.322 673047 20.0
Octadecanoic acid 12.651 4.0 ng 122637 5 13.974 610577 20.0
9-Tricosene, (Z)- 13.839 3.5 ng 106407 5 13.974 610577 20.0
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