LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP006186.D

Acqg On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 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-BP070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6186.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.969 316 320 327 rVB 49041 73525 1.44% 0.174%
2 5.440 391 400 420 rBvV 2374897 3725929 73.04% 8.811%
3 7.052 667 674 692 rBV 2167359 3819512 74.87% 9.032%
4 7.857 804 811 819 rBV 644458 1055747 20.70%  2.497%
5 9.028 1003 1010 1029 rBV 1365526 2377078 46.60% 5.621%

6 10.451 1245 1252 1278 rBV 979743 2025646 39.71%  4.790%
7 10.663 1280 1288 1301 rVV 863910 1489090 29.19%  3.521%
8 13.122 1699 1706 1719 rBV 2909016 4328394 84.85% 10.236%
9 13.398 1743 1753 1760 rBV 387034 620614 12.17% 1.468%
10 13.710 1802 1806 1815 rBV 44775 73966 1.45% 0.175%

11 14.151 1877 1881 1887 rBV5 25588 53786 1.05%
12 14.392 1916 1922 1929 rBv4 34315 90830 1.78%
13 14.498 1933 1940 1946 rBV 1233658 1863398 36.53%
14 14.910 2004 2010 2017 rBV3 49557 116716 2.29%
15 15.287 2069 2074 2077 rBV 71215 117493 2.30%

[CRCI NE RN
IS
(o)
)
R

16 15.316 2077 2079 2086 rVB 77939 118031 2.31%
17 15.475 2102 2106 2116 rVB3 101422 166478 3.26%
18 15.992 2183 2194 2202 rBV 2612962 4045562 79.30%
19 16.457 2269 2273 2277 rBV 54000 87076 1.71%
20 16.969 2356 2360 2364 rBV2 36768 55040 1.08%

OO0 VWO
Ui
(o))
~N
R

21 17.245 2401 2407 2412 rBV 1418671 2015172 39.50%
22 17.904 2515 2519 2530 rVB 266719 350509 6.87%
23 18.128 2553 2557 2566 rBV 765412 1136133 22.27%

OO NO P
o))
00
~N
3R

24 18.404 2601 2604 2613 rBV6 36500 78336 1.54% 185%
25 18.957 2695 2698 2702 rVB3 53654 66081 1.30% 156%
26 19.004 2703 2706 2708 rBV2 85190 101937 2.00% 0.241%
27 19.e33 2708 2711 2715 rVB 544534 578078 11.33% 1.367%
28 19.163 2729 2733 2739 rBV = 224356 251330 4.93% 0.594%
29 19.257 2745 2749 2752 rBV2 148899 236108 4.63% 0.558%
30 19.357 2763 2766 2775 rVB 290842 389758 7.64%  0.922%

31 19.798 2835 2841 2846 rBV 4087307 5101315 100.00% 12.
32 20.063 2883 2886 2893 rBV3 97022 169383 3.32%
33 20.410 2942 2945 2949 rVB2 149459 158835 3.11%
34 21.021 3045 3049 3055 rBV2 558717 888763 17.42%
35 21.321 3096 3100 3105 rBV 1691269 2073900 40.65%

ANOON
w
N
o))
B

36 23.704 3499 3505 3520 rVB2 1160584 2388347 46.82% 5.648%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP006186.D

Acqg On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc

ALS vial : 5 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-BP070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 42287896
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jul 2021 17:56
: CG/IU
: M3002-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
BP006186.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP006186.D\data.ms

5.440
7.052

9.028

10431663

7.857

4.969

0
Time-->
Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000

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

TIC: BP006186.D\data.ms
19.798

13.122
15.992

17.245

|| 13.72014.154.39;

0
Time-->
Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000

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: BP006186.D\data.ms

21.321
23.704

21.021

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\BP071221\
Data File : BP0@6186.D

Acq On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.451 27.21 ng 2025650 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Di-sec-butyl ether 130 C8H180 006863-58-7 50
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
Abundance Scan 1252 (10.451 min): BP006186.D\data.ms (-1245) (- m/z 57.10 100.00%
57.1
5000 K
=
M 132.1 10.50
ob AhIA[132 1 221128093409 42894871546 1/, 45.05  93.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 1
10.50
‘ m/z 41.10 36.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
=
10.50
5000 m/z 75.00 21.70%
o‘md!km“lwH_m,‘m,u‘wH_ww_ww,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13657: Di-sec-butyl ether ==
45.0 10.50
m/z 56.05 16.52%
5000 L
011“‘15'0,,‘ Lo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50

8270E-BP070721.M Tue Jul 13 13:04:06 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6186.D

Acq On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.398 6.66 ng 620614  Acenaphthene-die 14.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 53
3 N-Cyclopropyl-p-fluorobenzylamine 165 C1OH12FN 1000250-88-9 49
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 42
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 42

Abundance Scan 1753 (13.398 min): BP006186.D\data.ms (-1743) (- m/z 43.10 100.00%

43.1 109.1 |
5000
\ d ’ 69.1 13. OO 13 50
ol hpdlli i T 24112989 3858 4748 5490 n/z 109.85  95.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
13. OO 13 50
m/z 151.05 67.81%
| ‘ ’ 69.0
O‘\\“1\\fm\“\”l\h\ﬂ["lf‘\u\A\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24949: m-Isopropoxyaniline
109.0
13 00 13.50
] A S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34294: N-Cyclopropyl-p-fluorobenzylamine
109.0 13. OO 13 50
m/z 85.05 17.06%
5000
43.0
0 Ll MMJ. ‘ A L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6186.D

Acq On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexadecanoic acid, methyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.904 3.48 ng 350509  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Methyl stearate 298 C19H3802 000112-61-8 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80

Abundance Scan 2519 (17.904 min): BP006186.D\data.ms (-2515) (-  m/z 74.00 100.00%
74.0

—

5000
143.0 A
\ l 227.2 18.00
b Al bkl aly 8249 414947465349 ./, g7 09 76.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119405: Hexadecanoic acid, methyl ester
74.0
5000 T

18.00
m/z 43.10  33.26%

Lo s
il

15.
| (\P\ BT

N )
‘\\f\‘\\\\‘\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester

o

-

74.0
—
18.00
5000 270.0 m/z 55.10 31.18%
143.0
OJHLMIZQ’E’.-W’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143126: Methyl stearate 7
74.0 18.00
m/z 41.10  28.19%
5000
143.0
‘ \ 298.0
N ES 0 .Y L
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\BP071221\
Data File : BP0@6186.D

Acq On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.128 11.28 ng 1136130  Phenanthrene-d10 17.245
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 2557 (18.128 min): BP006186.D\data.ms (-2553) (-  m/z 73.00 100.00%

3

%

5000
213 2
m \ \ 18.00 18.50
0 L i L M L, #89,9342.84010 474.9534.9  n/; 43,10  79.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
H 213.0 m/z 60.00 78.51%
O‘\\\J" l‘"\“\“}\“\\!!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
73.0
== —
18.00 18.50
5000 m/z 55.10 65.94%

oLstL " HHN ,.Wlﬁg.o

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

—

Abundance #72646: Tridecanoic acid
73.0 18.00 18.50
m/z 57.10 65.29%
5000
P 214.0
oy L

m/z--> 0 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\BP071221\
Data File : BP0@6186.D

Acq On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8-Octadecenoic acid, methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.033 5.74 ng 578078 Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99

Abundance Scan 2711 (19.033 min): BP006186.D\data.ms (-2708) (- m/z 55.10 100.00%
55.1

5000

-

3.1
264.1 19.00

AR 2930 ‘“Hw‘34‘3}9‘4‘1“?‘2‘_”?‘1‘47‘_ m/z 41.10 66.97%

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

Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)-
58.0

o

264.0

%

5000
19.00

m/z 69.10 66.46%

‘\ D L \m‘thi ﬂl‘ , ‘ Ll ‘

|
‘\\\\‘\ \‘\ \‘\\\ \\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #141314: trans-13-Octadecenoic acid, methyl ester
55.0

o

-

19.00
5000 m/z 74.05 59.94%

#;f?) 0 264.0
‘ I wl118t1 0 | I

|

o

ol M b2y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141285: 10-Octadecenoic acid, methyl ester
55.0 19.00
m/z 83.05 54.30%
5000
264.0
M1l
YU E S D O -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6186.D

Acq On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.163 2.49 ng 251330  Phenanthrene-die 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 83

Abundance Scan 2733 (19.163 min): BP006186.D\data.ms (-2729) (- m/z 74.00 100.00%
74.0

.

5000
143.0 i i : :
‘ ‘H ‘ 255.2 19.00 19.50
Ol L L1, 31823711430 2490.1549. /7 g7 00 74.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143131: Methyl stearate
74.0
5000 s T
143.0 298.0 19.00 19.50
\ m/z 43.10 35.91%
2(13.0
OLS.O“’HWI!WATJ\[\HVLTHflfF‘W\lf1!1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
—— —
19.00 19.50
5000 ITI/Z 55.10 24.79%
143.0
‘ ’ ‘ 227.0
o"Hu,‘uJecMJuMuw_m_mHwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #107596: Pentadecanoic acid, methyl ester — —
74.0 19.00 19.50
m/z 41.10 24.38%
5000
l 143.0 256.0
o_“‘m,lww‘m“‘um_hm“mwm“HH‘W‘WMHW — —
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\BP071221\
Data File : BP0@6186.D

Acq On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.357 3.76 ng 389758 Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2766 (19.357 min): BP006186.D\data.ms (-2763) (- m/z 73.00 100.00%

241.2 — —
“H } 1711 l ‘ 19.00 19.50
Ob v Al LLL L ), 34194012 47535382 /7 43 19 84.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 — U
19.00 19.50
’ 284.0 m/z 60.00 81.57%
O”J"h““lllTllfl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84455: Tetradecanoic acid
73.0
— ——
19.00 19.50
5000 ITI/Z 55.10 63.38%
185.0
- mm“'\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid — —
73.0 19.00 19.50
m/z 57.10 60.45%
5000
‘L } 199.0
0L5,H“"§p” — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP070721.M Tue Jul 13 13:04:15 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6186.D

Acq On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.022 8.57 ng 888763 Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 3049 (21.021 min): BP006186.D\data.ms (-3045) (-  m/z 57.10 100.00%
57.1

5000

-

5.1

21.00
196.2
‘ “"L"'u‘"u""““2‘57“1“?25‘)‘1‘””42‘9“1‘49‘0‘9‘5‘48‘ m/z 83.10 84.26%

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

Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0

o

%

5000
21.00

1 50 m/z 43.10 83.90%

H [WWH[HH‘HH[HH‘\\H‘HH‘HH‘HH‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester

o

%

57.0
21.00
5000 m/z 55.10 80.62%
1 5.0
224.0
420.0
o_wlw I, 4“‘\"!‘mku‘w_‘wawww_
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate T ‘
57.0 21.00
m/z 97.10 78.66%
5000
125.0
} ‘H 196.0 294.0
0 ‘\\u‘\\\‘\“‘\'\m‘uu‘uu“\\u‘\m‘\m‘\m‘uu‘\ ——
m/z--> 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\BP071221\
Data File : BP006186.D

Acqg On : 12 Jul 2021 17:56
Operator : CG/JU

Sample : M3002-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 10.451 27.2 ng 2025650 2 10.663 1489090 20.0
2,4,7,9-Tetrame... 13.398 6.7 ng 620614 3 14.498 1863400 20.0
Hexadecanoic ac... 17.904 3.5 ng 350509 4 17.245 2015170 20.0
n-Hexadecanoic ... 18.128 11.3 ng 1136130 4 17.245 2015170 20.0
8-Octadecenoic ... 19.033 5.7 ng 578078 4 17.245 2015170 20.0
Methyl stearate 19.163 2.5 ng 251330 4 17.245 2015170 20.0
Octadecanoic acid 19.357 3.8 ng 389758 5 21.322 2073900 20.0
Pentafluoroprop... 21.022 8.6 ng 888763 5 21.322 2073900 20.0
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