LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8989.D

Acqg On : 01 Feb 2022 16:30
Operator : CG/JU

Sample : N1335-07

Misc :

ALS Vvial : 12 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@@8989.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 22 rVB 230294 362240 3.48% 0.657%
2 5.417 407 413 431 rBV 2933881 4720021 45.36% 8.564%
3 7.011 675 684 701 rBV 2716290 4835087 46.46% 8.773%
4 7.828 816 823 831 rBV 749894 1281854 12.32% 2.326%
5 8.987 1012 1020 1043 rBV 1752582 3159903 30.37% 5.733%

6 10.434 1257 1266 1280 rBV2 34197 115518 1.11% 0.210%
7 10.622 1290 1298 1314 rBV 962447 1769962 17.01%  3.211%
8 13.087 1710 1717 1748 rBV 4769793 7741305 74.39% 14.046%
9 14.469 1945 1952 1972 rVB 1501371 2384559 22.91% 4.327%
10 15.963 2199 2206 2224 rBV 3677550 5715047 54.92% 10.370%

11 17.222 2414 2420 2433 rBV 1823666 2804840 26.95% 5.089%
12 17.357 2438 2443 2449 rVB2 60392 119622 1.15% 0.217%
13 18.122 2568 2573 2581 rBV 627734 1028656 9.88% 1.866%
14 19.239 2760 2763 2770 rVB 112812 168508 1.62% ©.306%
15 19.351 2778 2782 2795 rBV2 434356 759571  7.30% 1.378%

16 19.786 2850 2856 2863 rBV 8367787 10406296 100.00% 18.
17 21.033 3064 3068 3074 rBV2 511607 894651  8.60%
18 21.092 3075 3078 3085 rVB 482335 657689  6.32%
19 21.316 3111 3116 3121 rBV 2248244 2953826 28.38%
20 23.721 3519 3525 3537 rVB2 1526894 3234702 31.08%
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Sum of corrected areas: 55113857

8270E-BP011422 .M Wed Feb 02 14:48:43 2022 Pa 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Feb 2022 16:30
: CG/IU
: N1335-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
BP008989.D

: 12 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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP008989.D\data.ms

5417 7.011

8.987

7.828 10.622

034 10.43

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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP008989.D\data.ms
19.786

13.087

15.963

17.222

14.469

0
Time-->
Abundance
8000000
7000000
6000000
5000000
4000000
3000000
2000000

1000000

0
Time--> 20

8270E-BPO1142

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: BP008989.D\data.ms

21.316
23.721

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 : BP0@8989.D

Acqg On : 01 Feb 2022 16:30
Operator : CG/JU

Sample : N1335-07

Misc

ALS vial : 12  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 5.65 ng 362240 1,4-Dichlorobenzene-d4 7.828

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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 8 (3.034 min): BP008989.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000 j\
T
‘ ‘ 3.103.203.303.40
ob il 1589 2691 341.24010465.45252 ./, 43,00  31.79%
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 25.77%
O J!“\\
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 55.05 21.87%
0 ‘HM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- I EANEREEEEASEEEE
73.0 3.103.203.303.40
m/z 70.95 11.06%
5000 L
0 J\M“‘m‘mwm‘m‘_‘H‘mWHWHWHHWH_ e ar e s
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 : BP0@8989.D

Acqg On : 01 Feb 2022 16:30
Operator : CG/JU

Sample : N1335-07

Misc

ALS vial : 12  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 7.33 ng 1028660  Phenanthrene-d10 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 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 2573 (18.122 min): BP008989.D\data.ms (-2568) (-  m/z 73.00 100.00%

73.0
5000
213.2
=" —
lhioa ||
obrdl HHW L, PBLL 3499 4163 489.0545.0 ./, g9 .00  79.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T
18.00 18.50
213.0 m/z 43.05 74.50%
O\\i“ m‘"!l‘“l\\\\f
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 57.05 61.95%
171.0
I imm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid — —
73.0 18.00 18.50
m/z 55.00 61.78%
5000
H 1850 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8989.D

Acqg On : 01 Feb 2022 16:30
Operator : CG/JU

Sample : N1335-07

Misc

ALS vial : 12  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 5.14 ng 759571  Chrysene-di12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2782 (19.351 min): BP008989.D\data.ms (-2778) (- m/z 73.00 100.00%

5000 N&MMMNWJX\~M~MVWAM
241.2
— —
’“\E \ 404_1 19.00 19.50
ol MLl L1 1, 3041 4022 47405348 1/, 43,95  85.46%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 — —
19.00 19.50
" 284.0 m/z 59.95 74.38%
O‘\\"\ "J’h”\“\h\\“l\\‘\\“1‘\‘1f“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es

Fes

43.0
19.00 19.50
m/z 57.00 68.18%
5000 284.0 /
129.0
I T T S
mizw> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.10  61.93%
5000
L 228.0
0“1,’ el R
miz-> 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 : BP0@8989.D

Acqg On : 01 Feb 2022 16:30
Operator : CG/JU

Sample : N1335-07

Misc

ALS vial : 12  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-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.033 6.06 ng 894651  Chrysene-di2 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 1-Hexacosene 364 C26H52 018835-33-1 78
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 70
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 60

Abundance Scan 3068 (21.033 min): BP008989.D\data.ms (-3064) (-

m/z 105.00 100.00%

105.0
163.1
50001 43.1
" 302.1 L \
21.00
0 \J,“H\,\“%Zﬁ-luj377.3440_1505_0 m/z 163.05  68.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
5000 ——
21.00
1950 m/z 83.05 54.30%
oL L1111} 1050 2620 3780
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
——
21.00
5000 ITI/Z 57.05 52.26%
125.0
o|lhh,h195.osos.o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T ‘
57.0 21.00
m/z 55.05 48.85%
5000
125.0
oIMM%-O292-036“-0 ——
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 : BP0@8989.D

Acqg On : 01 Feb 2022 16:30
Operator : CG/JU

Sample : N1335-07

Misc

ALS vial : 12  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 4.45 ng 657689  Chrysene-di2 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 86
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 78
3 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 78
4 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 64
5 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 64

Abundance Scan 3078 (21.092 min): BP008989.D\data.ms (-3075) (- m/z 105.00 100.00%

105.0
5000
— T T
207.0 302.1 21.00
ol A0 1| 2070 el 380144735123 m/z 149.00  85.37%
m/z--> 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 41.15%
0 27.01 || 179.0
‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
= ‘
21.00
5000 ITI/Z 150.00 9.00%
0l 480) | 1790
R e R RARARRRRREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #168350: Benzoic acid, 2-(2-chlorophenoxy)ethyl ester —— ‘
149.0 21.00

m/z 51.00 8.17%

5000

~
~
o

ol 276.0
A e e e i
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8989.D

Acqg On : 01 Feb 2022 16:30
Operator : CG/JU

Sample : N1335-07

Misc

ALS Vvial : 12  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 5.7 ng 362240 1 7.828 1281850 20.0
n-Hexadecanoic ... 18.122 7.3 ng 1028660 4 17.222 2804840 20.0
Octadecanoic acid 19.351 5.1 ng 759571 5 21.316 2953830 20.0
1-Heptacosanol 21.033 6.1 ng 894651 5 21.316 2953830 20.0
Diethylene glyc... 21.092 4.5 ng 657689 5 21.316 2953830 20.0
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