LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081721\
Data File : BP0O@6691.D

Acqg On : 16 Aug 2021 19:46
Operator : CG/JU

Sample : M3407-02

Misc :

ALS vial : 6 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-BP080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6691.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.858 296 301 308 rBV 268505 389057 4.65% 0.720%
2 5.305 371 377 388 rBvV 3535922 5106252 60.98% 9.455%
3 6.893 640 647 661 rVB 3564543 5574164 66.57% 10.321%
4 7.705 779 785 793 rVB 718094 1099602 13.13% 2.036%
5 8.863 975 982 995 rBV 2268614 3623864 43.28% 6.710%

6 10.287 1217 1224 1243 rBV 504668 879941 10.51% 1.629%
7 10.487 1251 1258 1266 rBV 980317 1571890 18.77%  2.911%
8 12.969 1672 1680 1688 rBV 4639777 6584779 78.64% 12.193%
9 14.057 1860 1865 1871 rVB 69252 95752 1.14% 0.177%
10 14.345 1906 1914 1921 rBV 1383050 1962123 23.43% 3.633%

11 15.845 2155 2169 2179 rBV 3914424 5655322 67.54% 10.472%

12 17.104 2376 2383 2387 rBV 1599152 2278540 27.21%  4.219%
13 17.145 2387 2390 2397 rVW 265799 435954 5.21% 0.807%
14 17.234 2397 2405 2411 rVB2 57865 119150 1.42% 0.221%
15 17.798 2496 2501 2507 rVB 118316 136554 1.63% ©.253%
16 18.016 2534 2538 2547 rBV2 313334 415572  4.96% 0.769%
17 19.122 2721 2726 2731 rBV 320723 466490 5.57% ©.864%
18 19.251 2745 2748 2754 rBV 101303 122929 1.47% ©.228%
19 19.475 2782 2786 2789 rVV 246294 274170 3.27% 0.508%
20 19.510 2789 2792 2797 rVB2 81216 105519 1.26% 0.195%

21 19.686 2816 2822 2827 rBV 6679835 8373805 100.00% 15.
22 20.939 3031 3035 3045 rBV 888879 1258295 15.03%
23 21.204 3074 3080 3085 rBV 1923801 2750848 32.85%
24 21.369 3106 3108 3118 rVB2 104180 155273 1.85%
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25 21.645 3152 3155 3159 rVB 129098 144629 1.73% 268%
26 21.845 3182 3189 3198 rBV 736702 1321034 15.78% @ 2.446%
27 22.892 3364 3367 3380 rVB3 219835 423246 5.05% 0.784%

28 23.521 3467 3474 3489 rVB2 1349066 2680894 32.02%  4.964%

Sum of corrected areas: 54005648
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Aug 2021 19:46
: CG/JU
: M3407-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081721\
BP006691.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP006691.D\data.ms

5.305 6.893

8.863

10.487
4356 10.28

7.705

Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP006691.D\data.ms
19.686

12.969

15.845

14.345 17.104

19
14.057 L 17448, 1778016 B o

0
Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP006691.D\data.ms

21.204

Time-->

21.00 2150 22.00 2250 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\BP081721\
Data File : BP0O@6691.D

Acqg On : 16 Aug 2021 19:46
Operator : CG/JU

Sample : M3407-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.858 7.08 ng 389057 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 12
5 Propanenitrile, 3-ethoxy- 99 C5HO9NO 002141-62-0 9
Abundance Scan 301 (4.858 min): BP006691.D\data.ms (-296) (-) m/z 43.00 100.00%
43.0
5000
101.0 \\\\‘\\\\‘\\\\’\\\\‘\\\
4.60 4.80 5.00 5.20
Ot 297.0 2809 354.9 428.0486.3549.  n/z 59.80  59.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I LA LA BN R A
4.60 4.80 5.00 5.20
m/z 101.00  25.22%
101.0
O‘\\M\H\‘ \\‘\“‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5057: Propane, 1-ethoxy-2-methyl-
59.0
e ARERRRREESSAE
4.60 4.80 5.00 5.20
5000 m/z 57.95 17.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9492: 2-Hexanol, 2-methyl- RN S N RN
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.32%
oWMM“'xm‘uH_m,‘m,u‘wwawww_

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081721\
Data File : BP0O@6691.D

Acqg On : 16 Aug 2021 19:46
Operator : CG/JU

Sample : M3407-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.287 11.20 ng 879941 Naphthalene-d8 10.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50

Abundance Scan 1224 (10.287 min): BP006691.D\data.ms (-1217) (- m/z 57.10 100.00%
57.1

5000 /L
— —r—
‘ | 1310 . 10.00 10.50
ol AMLLESLD 2069 280.6 35694152 491.0548. ./, 45 09  88.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 — T
10.00 10.50
‘ m/z 41.10 38.25%
‘ 132.0
O‘\\l\\ ’I\I‘\Ji‘\JLF\\F\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
— ——
10.00 10.50
5000 m/z 75.00  22.25%
' 132.0
o_m,!w"‘mﬂ;"H_mwH_H‘_HWH_MW_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- —r— —
48.0 10.00 10.50
m/z 56.05 16.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081721\
Data File : BP0O@6691.D

Acqg On : 16 Aug 2021 19:46
Operator : CG/JU

Sample : M3407-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.016 3.65 ng 415572  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 2538 (18.016 min): BP006691.D\data.ms (-2534) (- m/z 73.00 100.00%

73.0
5000
213.2 R
{H l ‘ 610 18.00
o LMLEEPH I |, 2810 3572 4432 5330 . g 00  76.14%
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 43.10 73.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
R \
18.00
5000 ITI/Z 57.05 60.49%
‘ 199.0
olsol iz L,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid T ‘
73.0 18.00
m/z 55.10 59.98%
5000
171.0
o“ J‘”'““'HV S
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\BP081721\
Data File : BP0O@6691.D

Acqg On : 16 Aug 2021 19:46
Operator : CG/JU

Sample : M3407-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.939 9.15 ng 1258300 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Cyclotetradecane 196 C14H28 000295-17-0 93
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 Octacosanol 410 C28H580 000557-61-9 91

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

Abundance Scan 3035 (20.939 min): BP006691.D\data.ms (-3031) (- m/z 57.05 100.00%

57.0
5000
=
‘ |1h5.1 226.0 99503571 431.2489.1547.! 2100
Ol A L SRR Rt m/z 43.05 87.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
5000 T
21.00
1p5.0 m/z 83.05 81.81%
ot LilLHi1} 1950 2600 3780
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71730: Cyclotetradecane
55.0
==
21.00
5000 ITI/Z 55.05 79.75%
H 1 Fs.o 196.0
0‘H‘\\‘\‘\‘\\“\\\A\‘H\\H\\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287613: Nonadecyl trifluoroacetate T
57.0 21.00
m/z 69.05 76.68%
5000
1P5.0
ob AL 20980 N
m/z--> 0 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\BP081721\
Data File : BP0O@6691.D

Acqg On : 16 Aug 2021 19:46
Operator : CG/JU

Sample : M3407-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.845 9.60 ng 1321030 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 99
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Octacosanol 410 C28H580 000557-61-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3189 (21.845 min): BP006691.D\data.ms (-3182) (- m/z 83.05 100.00%

- f\ﬁxij\xANxmv
B e
{ h 31 250.1 21.50 22.00
b LBy 2900 324.9 97,3 47515349 n/z 57.10  92.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 5 —
21.50 22.00
m/z 69.05 90.42%
5.0
ol bbliLL, 1960 2800
‘\\\‘\f\‘f\\l‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
e T
21.50 22.00
5000 ITI/Z 55.00 84.86%
125.0
0 { ml | 1950 2640 3780
R e N RAAAS LARAR ARRRRRRRR SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T —
55.0 21.50 22.00
m/z 43.05 83.21%
5000

-

5.0
0 i ‘\ | J |, 196.0 266.0
P A e S e e —

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081721\
Data File : BP0O@6691.D

Acqg On : 16 Aug 2021 19:46
Operator : CG/JU

Sample : M3407-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1-Triacontanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.892 3.16 ng 423246 Perylene-di2 23.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Triacontanol 438 C30H620 000593-50-0 94
2 Cyclotetracosane 336 C24H48 000297-03-0 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Tetracosan-10-yl acetate 396 C26H5202 1000466-24-3 87
5 Behenic alcohol 326 C22H460 000661-19-8 87

Abundance Scan 3367 (22.892 min): BP006691.D\data.ms (-3364) (-  m/z 83.05 100.00%

83.0
5000
8.0 22.50 23.00
72669 355.0 ; :
ow‘w‘m nHMwn‘mmw"‘W‘H_Hf“l“??ﬁ???f??‘q m/z 57.10 99.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #321441: 1-Triacontanol
57.0
5000 — e
22.50 23.00
Fs 0 420.0 m/z 97.10  92.02%
O\\“\‘\l‘\}\ \\l‘“\‘\l\“h\‘\\ 1'\“‘!0!\?‘6\5\10!‘?T3\6\‘0\\ T %‘\\l\ T ‘ \\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
— ——
22.50 23.00
5000 336.0 ITI/Z 69.10 84.23%
1
20| 02100 279.0 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol — —
57.0 22.50 23.00
m/z 43.10 80.37%
5000
125.0
0 hu‘l 114 182.0 250.0308.0 378.0
R o L e AL ARSRAREREERRRREEES — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081721\
Data File : BP0O@6691.D

Acqg On : 16 Aug 2021 19:46
Operator : CG/JU

Sample : M3407-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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-... 4.858 7.1 ng 389057 1 7.705 1099600 20.0
Ethanol, 1-(2-b... 10.287 11.2 ng 879941 2 10.487 1571890 20.0
n-Hexadecanoic ... 18.016 3.6 ng 415572 4 17.104 2278540 20.0
1-Heptacosanol 20.939 9.2 ng 1258300 5 21.210 2750850 20.0
3-Eicosene, (E)- 21.845 9.6 ng 1321030 5 21.210 2750850 20.0
1-Triacontanol 22.892 3.2 ng 423246 6 23.522 2680890 20.0
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