LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8995.D

Acqg On : 01 Feb 2022 19:50
Operator : CG/JU

Sample : N1338-01

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-BP011422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8995.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.034 4 8 17 rVB 259634 378368 3.34% 0.674%
2 5.416 406 413 440 rBvV 3217500 5085703 44.92% 9.053%
3 7.011 675 684 712 rBV 2895923 5259901 46.46% 9.363%
4 7.822 814 822 832 rBV 767810 1290795 11.40% 2.298%
5 8.987 1011 1020 1040 rBV 1837007 3430773 30.30% 6.107%

6 10.622 1290 1298 1312 rBV 949313 1746865 15.43% 3.110%
7 13.e87 1710 1717 1742 rBV 5325333 8431028 74.47% 15.008%
8 14.463 1944 1951 1972 rBV 1405969 2285402 20.19% 4.068%
9 15.963 2199 2206 2226 rBV 3633758 5963637 52.68% 10.616%
10 17.222 2413 2420 2434 rBV 1705884 2649914 23.41% 4.717%

11 18.122 2567 2573 2581 rBV 506436 847561 .49%  1.509%
12 19.351 2778 2782 2795 rBV 408363 698179 .17%  1.243%
13 19.786 2850 2856 2868 rBV 9278050 11321231 100.00% 20.153%
14 21.027 3063 3067 3074 rBV2 547008 870629 .69%  1.550%
15 21.092 3074 3078 3085 rVB 267704 355359  3.14% 0.633%

[) W]

~N

16 21.316 3111 3116 3121 rBV 2176389 2847584 25.15% 5.069%
17 23.721 3519 3525 3533 rVB 1317242 2712264 23.96% 4.828%

Sum of corrected areas: 56175193
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Feb 2022 19:50
: CG/IU
: N1338-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
BP008995.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BP008995.D\data.ms

41
5416 7.011

8.987

7.822 10.622
034

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: BP008995.D\data.ms
19.786

13.087

15.963

14.463 17.222

18.122 19.351

0
Time-->
Abundance

8000000

6000000

4000000

2000000

0

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP008995.D\data.ms

21.316
23.721

231088

Time--> 20

50 21.00 2150 22.00 2250 23.00 2350 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\BP020122\
Data File : BP0G@8995.D

Acqg On : 01 Feb 2022 19:50
Operator : CG/JU

Sample : N1338-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 3
R.T. EstConc Area Relative to ISTD R.T.
3.034 5.86 ng 378368 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 8 (3.034 min): BP008995.D\data.ms (-4) (-) m/z 73.00 100.00%
73.0
5000
T
‘ ‘ 3.103.203.303.40
ol MLLl 16512250281.83431 4171 5149 ./, 43,00  33.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B B R L B
3.103.203.303.40
‘ m/z 87.05 26.52%
OJ“HJ“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T
3.103.203.303.40
5000 m/z 55.00 21.79%
o‘““ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- T RAERNEEESE S
73.0 3.103.203.303.40
m/z 71.05 10.85%
5000
0\\H\“J“\m\‘\\u‘\\\\‘u\\‘\\u‘\\H‘\m‘\m‘\m‘uu‘\ P T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0G@8995.D

Acqg On : 01 Feb 2022 19:50
Operator : CG/JU

Sample : N1338-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.122 6.40 ng 847561  Phenanthrene-di10 17.222
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2573 (18.122 min): BP008995.D\data.ms (-2567) (- m/z 73.00 100.00%

73.0
5000
213.2
== —
2], s
0l il “W,‘m\ww_3‘499““999“415‘9595“1 m/z 60.00  82.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L T
18.00 18.50
“ 213.0 m/z 43.05 77.71%
O‘\\\\‘H \L’“M‘\M\‘\1f!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92069: Tridecanoic acid
73.0
— T —
18.00 18.50
5000 ITI/Z 54.95 63.48%
171.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 57.05 62.02%
5000
185.0
R T S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0G@8995.D

Acqg On : 01 Feb 2022 19:50
Operator : CG/JU

Sample : N1338-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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.
19.351 4.90 ng 698179  Chrysene-di12 21.316
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 2782 (19.351 min): BP008995.D\data.ms (-2778) (- m/z 73.00 100.00%

3

.

5000
241.2
‘ ” ‘\ 171‘ \ 19.00 19.50
ol bl JM bk M b ‘ ook 4641 5370 /7 43.05  83.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 - —
185.0 19.00 19.50
" m/z 59.95 76.92%
Oli’ ’I‘\”\MIW\H\\l\\“\l\‘\\‘\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
= —
19.00 19.50
5000 ITI/Z 57.05 72.71%

oLscL " HHN ,.Wlf‘gn

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

.

Abundance #143510: n-Hexadecanoic acid
60.0 19.00 19.50
m/z 55.00 67.29%
5000 129.0
H 213.0
Ol ““u\wm\‘Hm_m‘\m‘_m_Wwwww - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0G@8995.D

Acqg On : 01 Feb 2022 19:50
Operator : CG/JU

Sample : N1338-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 4 1-Heneicosyl formate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.027 6.11 ng 870629  Chrysene-di2 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 97
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
5 1-Tetracosene 336 (C24H48 010192-32-2 94

Abundance Scan 3067 (21.027 min): BP008995.D\data.ms (-3063) (-~ m/z 57.05 100.00%

57.0
5000
5.1 T \
( ‘ ‘ 21.00
Ok bbb} [ 2070 021 4151 489.2548. [, g3 95  94.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — ‘
21.00
105.0 m/z 43.05 89.55%
Uil aszo 200
0\\\ ‘!1‘1\“‘T\h\‘!‘”\”\\”\“\\\\‘\‘\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
T
21.00
5000 ITI/Z 69.10 83.03%
5.0
} 224.0
okl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol 7
57.0 21.00
m/z 97.10  81.50%
5000
125.0
0 l{ \i I IL 1\11.8.2'0 250.0308.0 378.0
A A A e S T e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0G@8995.D

Acqg On : 01 Feb 2022 19:50
Operator : CG/JU

Sample : N1338-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.092 2.50 ng 355359  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 78
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 72
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 64
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 64
5 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 64

Abundance Scan 3078 (21.092 min): BP008995.D\data.ms (-3074) (- m/z 105.00 100.00%

105.0
5000
1T I
2670 21.00
. C
o A0 L | ST 2810 889.3417.04750 S41¢ 17 149.00  92.08%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216953: Diethylene glycol dibenzoate
105.0
5000 — ‘
21.00
’ m/z 77.00 42.33%
27.0 179.0
O\\\\i\\l‘\\’\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0

-

T \
21.00

5000 m/z 150.00 8.55%

239.0
Oy~ rprdrde e ST e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
149.0

~
~
o

T \
21.00

m/z 51.00 8.23%

5000
77.0

239.0

2

Ol

\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8995.D

Acqg On : 01 Feb 2022 19:50
Operator : CG/JU

Sample : N1338-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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... 3.034 5.9 ng 378368 1 7.822 1290800 20.0
n-Hexadecanoic ... 18.122 6.4 ng 847561 4 17.222 2649910 20.0
Octadecanoic acid 19.351 4.9 ng 698179 5 21.316 2847580 20.0
1-Heneicosyl fo... 21.027 6.1 ng 870629 5 21.316 2847580 20.0
Diethylene glyc... 21.092 2.5 ng 355359 5 21.316 2847580 20.0
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