LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0@8402.D

Acqg On : 14 Dec 2021 20:13
Operator : CG/JU

Sample : M5018-59

Misc :

ALS Vvial : 14 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-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@08402.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.275 215 219 229 rVB 46648 62443  2.00% 0.434%
2 4.875 316 321 330 rBV 120666 170891 5.49% 1.189%
3 5.346 395 401 422 rVB 853149 1317194 42.28% 9.162%
4 6.946 666 673 699 rBV 708516 1352233 43.40% 9.405%
5 7.746 802 809 818 rBV 192298 304637 9.78%  2.119%

6 8.911 1000 1007 1028 rBV 481371 878249 28.19% 6.109%
7 10.540 1277 1284 1300 rBV 217447 402636 12.92%  2.800%
8 13.016 1697 1705 1722 rBV 1265803 1882422 60.42% 13.093%
9 14.398 1933 1940 1956 rBV 332913 523200 16.79% 3.639%
10 15.904 2189 2196 2213 rBV 914241 1513849 48.59% 10.529%

11 17.163 2404 2410 2425 rBV 415244 653520 20.98%  4.545%
12 18.063 2559 2563 2571 rBV2 60522 84206 2.70% ©0.586%
13 19.304 2770 2774 2776 rBv4 38151 54384 1.75% 0.378%
14 19.733 2842 2847 2855 rBV 2630904 3115509 100.00% 21.669%
15 20.975 3055 3058 3063 rBV3 195955 281646 9.04%  1.959%

16 21.269 3104 3108 3113 rVB 660882 818223 26.26% 5.691%
17 23.639 3505 3511 3521 rVB2 460655 962196 30.88% 6.692%

Sum of corrected areas: 14377438
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Dec 2021 20:13
: CG/IU
: M5018-59

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
BP008402.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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

TIC: BP008402.D\data.ms

5.346
6.946

8.911

7.746 10.540

4.975 4.?\75

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

2500000

2000000

1500000

1000000

500000

TIC: BP008402.D\data.ms
19.733

13.016

15.904

14.398

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

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: BP008402.D\data.ms

21.269
23.639

20.975

Time--> 20.50 21.00 2150 22.00 22.50 23.00 23.50 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\BP121421\
Data File : BP0@8402.D

Acqg On : 14 Dec 2021 20:13
Operator : CG/JU

Sample : M5018-59

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 3-Hexen-2-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.275 4.10 ng 62443 1,4-Dichlorobenzene-d4 7.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H1e0 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 83
Abundance Scan 219 (4.275 min): BP008402.D\data.ms (-215) (-) m/z 83.05 100.00%

83.0
5000

\ 4.00 4.20 4.40 4.60
Obrdd| 1470 2529 3410 4183 5020 ./ 55.05 89.93%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
53.0

5000 R RRERATaaalSEEAREAS

4.00 4.20 4.40 4.60
m/z 43.00 33.14%

\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0

4.00 4.20 4.40 4.60

O

5000 ITI/Z 97.95 31.81%
o‘Wl,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- A EEREE
83.0 4.00 4.20 4.40 4.60

m/z 39.00  23.69%

5000
(L5. k ‘
0 ‘ IJ “\

B B L L B L B B B B B L A R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

8270E-BP121421.M Fri Dec 17 16:46:18 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0@8402.D

Acqg On : 14 Dec 2021 20:13
Operator : CG/JU

Sample : M5018-59

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.875 11.22 ng 170891 1,4-Dichlorobenzene-d4 7.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-(2-methoxyethoxy)propanoic aci... 190 C8H1405 1000506-61-7 33
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 321 (4.875 min): BP008402.D\data.ms (-316) (-) m/z 42.95 100.00%

43.0
5000 j\
101'1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
4.60 4.80 5.00 5.20
Ol i 161.9220.92809 3551 4313 5232  m/z 59.85  66.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B I BN LR
4.60 4.80 5.00 5.20
101.0 m/z 101.10  23.74%
O‘\\”\H\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65193: 2-(2-methoxyethoxy)propanoic acid, O-acetyl-
43.0
R RAREEE
4.60 4.80 5.00 5.20
5000 m/z 58.00 16.55%
103.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- R ERRAREERN N
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.06%
5000
wlimte el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0@8402.D

Acqg On : 14 Dec 2021 20:13
Operator : CG/JU

Sample : M5018-59

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.063 2.58 ng 84206  Phenanthrene-dle 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2563 (18.063 min): BP008402.D\data.ms (-2559) (- m/z 73.00 100.00%

73.0
5000
L 213.1 e |
18.00
81.1
- M "‘M,‘\‘Lw”‘l“w%m‘ 35094153 487.2549. ./, 43.10  82.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 —— :
129.0 18.00
m/z 59.95 78.43%
V0 W
O‘\\\“ m“l“!\’\}$4’>bl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
P ‘
18.00
5000 ITI/Z 57.05 76.28%
H 1850 284.0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid ——
73.0 18.00
m/z 55.00 64.29%
5000
£ ‘ 199.0
sisstlllliso | o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0@8402.D

Acqg On : 14 Dec 2021 20:13
Operator : CG/JU

Sample : M5018-59

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-Hexacosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.975 6.88 ng 281646  Chrysene-di12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 94
Abundance Scan 3058 (20.975 min): BP008402.D\data.ms (-3055) (-  m/z 57.10 100.00%
57.1
5000
(151 L —
21.00
198.9 2811
0l _M\MMMwwu"m"M?’??T'ﬁf"?ﬁ'??‘l‘zﬁ_ m/z 55.10  86.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
5000 R
21.00
1p25.0 m/z 83.10 84.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
——
21.00
5000 m/z 43.10 79.35%
125.0
UL a0 om0
0 _wwm“"HWWHWWH_MW_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308225: Octacosanol T
57.0 21.00
m/z 97.10 74.73%
5000
1p5.0
0 ‘m { ‘1\ I |1950 292.0 392.0
“w“H“H"H"_‘H"H“H“_“w“u“u“u“_ —
m/z--> 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\BP121421\
Data File : BP0@8402.D

Acqg On : 14 Dec 2021 20:13
Operator : CG/JU

Sample : M5018-59

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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|
3-Hexen-2-one 4.275 4.1 ng 62443 1 7.746 304637 20.0
2-Pentanone, 4-... 4.875 11.2 ng 170891 1 7.746 304637 20.0
n-Hexadecanoic ... 18.063 2.6 ng 84206 4 17.163 653520 20.0
1-Hexacosene 20.975 6.9 ng 281646 5 21.269 818223 20.0
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