LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc :

ALS Vvial : 19 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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139192.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 6 14 21 rVB 1365923 2086591 90.22% 10.700%
2 3.387 209 220 241 rBV 72165 183980 7.96% 0.943%
3 5.104 503 512 519 rVB 75898 118751 5.13% 0.609%
4 5.504 574 580 585 rBV 1349200 1754733 75.88%  8.998%
5 6.428 729 737 745 rBV3 10339 27515 1.19% 0.141%
6 6.510 745 751 756 rBV 1357562 1810413 78.28% 9.284%
7 6.710 780 785 791 rBV 60501 74414  3.22% 0.382%
8 6.893 810 816 820 rBV 406396 514535 22.25% 2.639%
9 7.451 905 911 916 rBV 841312 1100595 47.59% 5.644%
10 7.704 949 954 957 rVB 20999 24124 1.04% 0.124%
11  8.169 1028 1033 1041 rBV 505794 632908 27.37%  3.246%
12 8.481 1081 1086 1094 rBV 83999 107141 4.63% 0.549%
13 9.245 1210 1216 1221 rBV 1558145 1874285 81.04% 9.611%
14  9.922 1326 1331 1336 rBV 569475 685366 29.64%  3.515%
15 10.022 1341 1348 1354 rBV 1463316 2312653 100.00% 11.859%

16 10.710 1460 1465 1477 rVB 917549 1159372 50.13%
17 11.369 1572 1577 1579 rBV 24774 29881 1.29%
18 11.410 1579 1584 1592 rVV2 492211 720500 31.15%

O N WOoOUn
[o)]
O
%
R

19 11.939 1664 1674 1684 rBV 306104 487646 21.09% 501%
20 12.016 1684 1687 1697 rVB2 26063 59606 2.58% 306%
21 12.210 1715 1720 1726 rBV3 19920 35608 1.54% ©.183%
22 12.457 1757 1762 1765 rBV 24498 35142 1.52% 0.180%
23 12.510 1765 1771 1774 rVB4 22694 39806 1.72% 0.204%
24 12.616 1782 1789 1793 rBV 107365 147627 6.38% ©.757%
25 12.722 1802 1807 1814 rBV 98074 142201 6.15% ©.729%
26 12.845 1822 1828 1834 rVV 103352 148320 6.41% 0.761%
27 12.992 1848 1853 1858 rBV 1266155 1587824 68.66%  8.143%
28 13.204 1886 1889 1898 rvv4 26861 55221 2.39% ©.283%
29 13.439 1926 1929 1933 rVB 40236 47358 2.05% 0.243%
30 13.569 1941 1951 1959 rBV5 15669 41353 1.79% 0.212%
31 13.892 2001 2006 2014 rVB2 86446 131627 5.69% ©.675%
32 14.045 2024 2032 2043 rVB2 421432 685681 29.65% 3.516%
33 14.521 2109 2113 2116 rBV3 17732 24612 1.06% 0.126%
34 15.086 2203 2209 2221 rW 45186 100189 4.33% 0.514%
35 15.386 2256 2260 2266 rVB 21254 32235 1.39% ©.165%
36 15.451 2266 2271 2276 rVV 33755 51795 2.24% 0.266%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS Vvial : 19 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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.516 2276 2282 2298 rVB 267793 428836 18.54% 2.199%

Sum of corrected areas: 19500444
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Aug 2024 17:52
: RC/JU
: P3739-01

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
BF139192.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: BF139192.D\data.ms

P.175 5.504 6.510

7.451

6.893

387 5.104
3.38 6.428 0710 7.7

Time-->

L L L B L L L L L L L L B L B B B IR IR T I A
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

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF139192.D\data.ms
9.245 10.022

12.992

10.710

9.922

8.169 11.410

11.939

L

0
Time-->

10.00 10.50 11.00 11.50

12818284
01132.210122151&& 13.204
R e e

=
12.00 12.50 13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

o

Time-->

TIC: BF139192.D\data.ms

14.045
15.516

13.892

14.52 15.086 195461

i

13.50

‘ T
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\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.175 81.11 ng 2086590 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 14 (2.175 min): BF139192.D\data.ms (-6) (-) m/z 73.10 100.00%
3.1
5000 43.0 /\
87.1 H‘\\H‘HH‘H\\‘HH‘\H
‘ Lg 1 2.202.302.402.502.60
Ol 22 m/z 43.05  40.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T [T T[T TTT
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10  27.17%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘Hf‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 .
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.43%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R RAARAEE e R
73.0 2.202.302.402.502.60
m/z 41.10 13.43%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Propylene Glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.387 7.15 ng 183980 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propylene Glycol 76 C3H802 000057-55-6 78
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
Abundance Scan 220 (3.387 min): BF139192.D\data.ms (-209) (-) m/z 45.10 100.00%
45.1
5000 /L

Eaaas e S RENEE R Ry

61.0 3.00 3.20 3.40 3.60 3.80

b et e b A S M/Z 43.00 19.93%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0

5000 [rrrr T
3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.21%
29.0
61.0
O\\‘]\-\5\9‘\\\‘\“‘\\\\‘\‘1\\‘\\\‘\“\\\\‘\\\.\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
R RRE R R
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.10 5.98%
o 190 310 || 610 759
G e e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0 3.00 3.20 3.40 3.60 3.80

m/z 42.00 3.51%

5000
29.0
T 810 760 89.0 102.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.104 4.62 ng 118751 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
4 Acetone 58 C3H60 000067-64-1 9
5 Butane 58 C4Hie 000106-97-8 9

Abundance Scan 512 (5.104 min): BF139192.D\data.ms (-503) (-) m/z 43.00 100.00%

43.0
59.1
5000
o 480500520540
N | 83.0 e
o+t e e m/z 59.10 55.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU B R B B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10  18.45%
O\\\‘\f‘f‘!‘\\!?f“ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0
R AR R
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.59%
58.0
L LR B oy e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R ABAmmmanure
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.75%
5000
101.0
0 15\'0 310 JUL 58\.0 70.0 86.0 /\/\/\ I
R Ea T L R e AARARRmm A e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52

Operator : RC/JU

Sample : P3739-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: 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 4 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.710 2.89 ng 74414  1,4-Dichlorobenzene-d4 6.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78

2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-506-5 64
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
Abundance Scan 785 (6.710 min): BF139192.D\data.ms (-780) (-) m/z 45.05 100.00%
45.0
5000
721 L S K S
“ H‘ 801 104.1 6.40 6.60 6.80 7.00 ]
0 bbb et S e M/Z 59.10 0 34.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\‘\\/\\\‘\\\\’\\\\‘\\\\‘
6.40 6.60 6.80 7.00
20l 72.0 m/z 72.16  21.69%
o140 |l ‘M 80.0 1040 1350
\\‘HH‘H\\‘HH‘H\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38390: Diethyl carbitol
45.0
R EREEE
6.40 6.60 6.80 7.00
5000 72.0 m/z 73.10 18.93%
29.0
0 87.0 1030
H_H‘_HwH‘WHH‘HH_H‘_HW‘HWHH‘HH_‘H_HW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬂ
Abundance #53405: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- - ‘M R AAEmanas
45.0 6.40 6.60 6.80 7.00
m/z 43.00 17.42%
5000
890
o ik H 104.0119.0
H_H‘_HwH‘WHH‘HH_H‘_HW‘HWHH‘HHM‘HMHW‘HWH A e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.481 3.39 ng 107141  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 2-Hexen-4-yne, 2-methyl- 94 C7H10 058275-93-7 53
Abundance Scan 1086 (8.481 min): BF139192.D\data.ms (-1081) (-) m/z 94.10 100.00%
94.1
5000
e 1501 0 NS A NS
h ‘ 1211 ' 8.20 8.40 8.60 8.80
omwmwmJ‘“‘m‘,m“_m_m_m‘ m/z 77.10 27.76%
m/z--> 20 40 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 \\\/\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
7.0 1500 Mz 78.18  16.12%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
R RAREaEEEE T
8.20 8.40 8.60 8.80
5000 m/z 152.05 15.96%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— AR REEEERE T
94.0 8.20 8.40 8.60 8.80
m/z 51.00 15.79%
5000
77.0 138.0
270 0
05— A, “‘i““““‘ ‘HH\ el \‘\ s e R R RRREREE
m/z--> 20 40 60 80 100 120 140 .20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 unknownl1©.022 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.022 67.49 ng 2312650  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
2 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 14
3 2,2,3,4-Tetramethylhex-5-en-3-o0l 156 C10H200 1010191-06-9 14
4 11-Tricosene 322 C23H46 052078-56-5 12
5 6,10,14-Trimethyl-pentadecan-2-0l1 270 C18H380 069729-17-5 12
Abundance Scan 1348 (10.022 min): BF139192.D\data.ms (-1341) (- m/z 43.05 100.00%
43.0
5000
97l 137.2
70.1 L — T
10.00
197.2
) S _‘mwmm‘p o, u‘ A730 T m/z 57.10  52.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
5000 s :
15.0 710 1010 10.00
m/z 97.10 41.35%
‘ 144.0
O\\\\‘\H\\‘}\\\“\\“\‘\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl-
43.0
T \
69.0 10 oo
5000 m/z 101. 40.65%
97 0 140.0
ob 220U ML \‘1“ bl “mmm‘;_ww,”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32955: 2,2,3,4-Tetramethylhex-5-en-3-ol ‘
43.0 10 00
m/z 59.10 39.68%
101.0
5000
Ob e 0 L t230
m/z--> 20 40 60 80 100 120 140 160 180 200 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 7 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.939 13.54 ng 487646  Phenanthrene-d10 11.410
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1674 (11.939 min): BF139192.D\data.ms (-1664) (- m/z 73.00 100.00%
43.0 73.0
5000
129.1
192.1 AN
L ] “ 157.1 “ ‘227_2256.1 12.00
Y “!““me: b b TS L sz 43.05 91.64%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 82.39%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
=
43.0 12.00
5000 129.0 m/Z 41.05 74.52%
171.0
‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.05 72.95%
5000 129.0
199.0
s ) e T
0%?RkwﬁwwJMNMHNHM‘WH_‘JMJHJH‘_HW‘HWH‘W‘ =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 8 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.722 3.95 ng 142201  Phenanthrene-di10 11.410
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 1807 (12.722 min): BF139192.D\data.ms (-1802) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
185.2 241.2 1 1 7
‘ ‘ ‘ ‘ 284.% 12.50 13.00
oL— L‘ u\\h\\ H‘H‘\ o o L \n ol - ‘L‘ m/z 73.00 95.01%
miz--> 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 - S
12.50 13.00
284.C o
‘ 185.0 241.0 ‘ m/z 60.00 83.72%
ol— “‘ H‘ h!\ H‘ H‘H\ HM‘ M \‘ ‘ L ‘ \‘r “ - \‘ “\ ‘\‘ . ‘\‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T ‘ T T ‘/\‘ T
12.50 13.00
5000 129.0 m/z 57.05 80.25%
‘ 199.0 2420
oL— L‘ ‘; \‘ ‘H‘M UM “HM\‘\‘ Hhm\ M\‘ u} “‘ ‘1‘61‘0;“ ‘i SN “\ o —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 55.05 78.39%
5000 129.0
97.0 171 o 2130 256.0
o) M— ‘M‘H‘H U!‘ Al ‘\ Hh”\ u‘\ ul ‘ ‘ ‘ . \‘ “‘ - “\‘ - — —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 9 Heptadecyl heptafluorobutyrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.892 3.84 ng 131627  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
5 1-Heptacosanol 396 C27H560 002004-39-9 90

Abundance Scan 2006 (13.892 min): BF139192.D\data.ms (-2001) (- m/z 57.05 100.00%
57.0

5000
230.1
— —
| % o1 4363 13.50 14.00
ol e S e M/Z 43,05 86.23%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 == —
13.50 14.00
m/z 55.05 81.21%
169.0
Jl WL 2380 434.0
O‘\\\‘\\Ff\\\\‘\\F\‘f\\W‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

¥

57.0
I
13.50 14.00
5000 ITI/Z 83.10 69.79%
0 L %,?‘ 252.0 369.0 648.1
e e bt et e e e
m/z--> 0 50 100150200250 300 350400 450500550 600 650
Abundance #215083: 1-Heneicosanol T —
55.0 13.50 14.00
m/z 69.05 67.85%
5000
5.0
0 i ‘ Ln:.LQGOZGGO
et e s e e e e — —
m/z--> 0 50 100150200250 300 350400 450500550600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139192.D

Acqg On : 27 Aug 2024 17:52
Operator : RC/JU

Sample : P3739-01

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.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|
Butane, 2-metho... 2.175 81.1 ng 20865990 1 6.893 514535 20.0
Propylene Glycol 3.387 7.2 ng 183980 1 6.893 514535 20.0
2-Pentanone, 4-... 5.104 4.6 ng 118751 1 6.893 514535 20.0
Ethanol, 2-(2-e... 6.710 2.9 ng 74414 1 6.893 514535 20.0
1-Phenoxypropan... 8.481 3.4 ng 107141 2 8.169 632908 20.0
unknown10.022 10.022 67.5 ng 2312650 3 9.922 685366 20.0
n-Hexadecanoic ... 11.939 13.5 ng 487646 4 11.410 720500 20.0
Octadecanoic acid 12.722 4.0 ng 142201 4 11.410 720500 20.0
Heptadecyl hept... 13.892 3.8 ng 131627 5 14.045 685681 20.0
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