LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 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-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7114.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.469 400 405 413 rVB 629845 951189 2.88% 0.836%
2 7.063 669 676 687 rBvV 614811 980333 2.97% 0.862%
3 7.899 811 818 825 rBV 1169313 1823625 5.52% 1.603%
4 9.057 1008 1015 1026 rBV 369312 633824 1.92% 0.557%
5 10.698 1286 1294 1307 rBV 1508762 2558024 7.74%  2.248%

6 13.151 1704 1711 1720 rVB 1158563 1689815 5
7 14.528 1937 1945 1950 rBV 2378186 3529626 10.
8 15.845 2164 2169 2178 rBV 362390 544971 1.65%
9 16.010 2192 2197 2203 rBV 852564 1206847 3
10 16.069 2203 2207 2218 rVB 424454 743597 2
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R

11 16.239 2231 2236 2241 rBV2 274503 376299 1.14%
12 16.392 2256 2262 2271 rBV5 148193 335065 1.01%
13 16.692 2305 2313 2324 rBV 4315414 6733678 20.37%
14 16.892 2343 2347 2358 rVB 568176 868734  2.63%
15 17.180 2391 2396 2403 rBV 1171219 1792872 5.42%

POUIO®O
o}
=
00
S

16 17.245 2403 2407 2408 rVV 441594 538995 1.63% ©
17 17.275 2408 2412 2416 rVV 3172946 4350098 13.16% 3
18 17.322 2416 2420 2424 rVV2 2718671 3465491 10.48%  3.046%
19 17.363 2424 2427 2433 rVB2 829696 1195406 3.62% 1
20 17.457 2438 2443 2448 rVV 2578725 3715980 11.24% 3

21 17.498 2448 2450 2454 rVV 598629 905001 2.74% ©
22 17.533 2454 2456 2470 rVVW2 406722 857740 2.59% 0.754%
23 17.663 2471 2478 2488 rVB3 2234499 4151981 12.56% 3
24 18.069 2539 2547 2554 rBV 7528620 14093687 42.63% 12.
25 18.204 2560 2570 2587 rBV 14884325 33058480 100.00% 29.055%

26 18.363 2593 2597 2602 rVB 486402 643832 1.95% ©.566%
27 18.698 2651 2654 2657 rBV 296226 361501 1.09% ©.318%
28 18.810 2669 2673 2679 rBV 547071 828462 2.51% ©.728%
29 18.992 2700 2704 2708 rBV 666066 875179 2.65% 0.769%
30 19.145 2726 2730 2734 rBV 798528 1077411 3.26% 0.947%

31 19.263 2746 2750 2751 rBV2 901506 1177776 3.56% 1
32 19.292 2751 2755 2757 rBV3 2367671 3649137 11.04% 3
33 19.398 2770 2773 2782 rVB 1654760 2170683 6.57% 1.908%
34 19.827 2842 2846 2853 rBV 1901371 2379623 7.20% 2
35 21.357 3102 3106 3111 rVB 3355096 4333494 13.11% 3

36 23.774 3512 3517 3526 rVB2 2456460 5178743 15.67%  4.552%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc

ALS Vvial : 20 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-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 113777199

8270E-BP092121.M Thu Sep 23 07:41:43 2021 Pa 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
1.4e+07
1.2e+07

le+07
8000000
6000000
4000000

2000000

: 23 Sep 2021 00:17
: CG/JU
: M3871-02 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
BP007114.D

: 20 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BP007114.D\data.ms

10.698
7.899
5.469 7.063 9.057

0
Time-->
Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

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

TIC: BP0O07114.D\data.ms
18.204

18.069

16.692 19.292

14.528

13.151

0
Time-->
Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

PN
R B e e B B B B B B B B I e B L N s s e s B s B
I I I I I I I T T T T T T T T T T

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP007114.D\data.ms

21.357

23.774

e

Time-->

8270E-BP@9212

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\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Tridecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.845 3.09 ng 544971  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 2169 (15.845 min): BPO07114.D\data.ms (-2164) (- m/z 73.00 100.00%
3.0

5000
1711
A -
m | \ | 15.50 16.00
ol Mldhud g t] | 282134309 4151 48275464 |/, cp 0p  84.49%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
5000 = A
15.50 16.00
171.0 m/z 43.10  63.71%
L5LHJ4%MmeL\ |

R L B L L B B L B LI B BRI LR R B

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

Abundance #126199: Pentadecanoic acid
73.0

=

— —
15.50 16.00
5000 m/z 55.05 59.84%

199.0

LstL‘ ,HHN.#,, 00| |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid — —
73.0 15.50 16.00

m/z 57.10 56.77%

3

5000

=

J‘Jﬂmﬁ\%o

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Cyclododecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.069 3.42 ng 743597  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 97
2 2-Tetradecene, (E)- 196 C14H28 035953-54-9 97
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91

Abundance Scan 2207 (16.069 min): BPO07114.D\data.ms (-2203) (- m/z 55.10 100.00%

58.1
5000
— ‘
\FFS.l Jo1 16.00
o ALLLLLL, 2990 2818 354.7414.04794537.4 ;g3 19 86.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43471: Cyclododecane
55.0
5000 — :
16.00
m/z 69.10 86.00%
11| ee

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

%

Abundance #71738: 2-Tetradecene, (E)-
55.0
16.00
5000 ITI/Z 43.10 75.19%
U Lszsa 00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92362: 1-Tetradecanol T ‘
83.0 16.00
m/z 41.10 70.68%
5000
b l 1680
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00

8270E-BP092121.M Thu Sep 23 07:41:45 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.692 30.96 ng 6733680  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 2313 (16.692 min): BPO07114.D\data.ms (-2305) (- m/z 73.00 100.00%
3.0

3

;%

5000
185.1
— ‘
m‘ | 16.50 17.00
0 b hllldia [ 11 | 280.9 354.04140473.25335 ./, 6g.00  82.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000 1650  17.00 :
185.0 : :

m/z 43.10 59.70%

sl

‘\\\1’ \\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid

60.0

%

16.50 17.00

m/z 55.05 57.04%
5000 129.0 /

‘ \ \ lzooo
_‘HbjiW)HdijQH‘W‘H‘“‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid

73.0 16.50 17.00

m/z 57.05 56.39%

.

5000

J‘ Mwﬂ B0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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-Tridecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.892 3.99 ng 868734  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tridecene 182 C13H26 002437-56-1 95
2 1-Tetradecanol 214 C14H30e0 000112-72-1 94
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91

Abundance Scan 2347 (16.892 min): BPO07114.D\data.ms (-2343) (- m/z 55.05 100.00%

55.0
5000
= T
H 5.1 101 16.50 17.00
ol L 2101 297.1354.9415.3 47855384 ), g3.10  87.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56947: 1-Tridecene
43.0
5000 T —
16.50 17.00
1.0 m/z 69.05 85.62%
L e20
‘\\\“\1!‘!!\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92360: 1-Tetradecano
69.0
= T
16.50 17.00
5000 m/z 57.10 75.20%
‘l 168.0
_HM“‘q‘md_ﬁu‘u‘W‘H‘“‘H,H‘W‘H‘“‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126374: 1-Hexadecanol = T
43.0 16.50 17.00

m/z 43.05 73.60%

5000
1.0
\L Hn 196.0 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.180 8.24 ng 1792870  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 8-Methylnonanoic acid 172 C1eH2002 005963-14-4 55
5 12-Bromododecanoic acid 278 C12H23Bro02 073367-80-3 53

Abundance Scan 2396 (17.180 min): BPO07114.D\data.ms (-2391) (- m/z 43.10 100.00%

1
— —
‘ “ H ‘ 17.00 17.50
o AR LI Ly | 282.93402 417.0473.35350 ./, 73,00  98.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
i /LJL
5000 —— S
185.0 17.00 17.50
\ m/z 60.80 81.20%
\“\““\‘ HI“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
— ~—
17.00 17.50
5000 m/z 57.10 78.30%
‘ 143.0 242.0
1 mim
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75713: Dodecanoic acid T T
73.0 17.00 17.50
m/z 55.05 74.49%
5000
‘ F 200.0
p |
M‘ ‘w‘l‘wl""w""""""H_Wwwww e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 2-Hexadecene, 3,7,11,15-tet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.363 5.50 ng 1195410 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexadecene, 3,7,11,15-tetramet... 280 C20H40 014237-73-1 92
2 3,7,11,15-Tetramethylhexadec-2-ene 280 C20H40 002437-93-6 86
3 1-Undecene, 9-methyl- 168 C12H24 074630-41-4 60
4 1-Decene, 8-methyl- 154 C11H22 061142-79-8 43
5 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 41

Abundance Scan 2427 (17.363 min): BP007114.D\data.ms (-2424) (- m/z 70.10 100.00%

70.1
5000
‘ } 17‘06 i7‘56
1’40.1 280.3 . .
omw‘J‘J"‘lw-!“uﬁ‘lp(‘l‘imh‘““3“??‘:?_”“4‘7“?‘1?‘5‘4‘1‘-? m/z 43.10  87.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173744: 2-Hexadecene, 3,7,11,15-tetramethyl-, [R-[R*,F
70.0
5000 T T
17.00 17.50
m/z 71.10 68.31%
’ ‘ }1 0.0 280.0
\\\‘\““\‘ \‘\h‘%‘\‘\l“\\\z\%p\-(\)\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173739: 3,7,11,15-Tetramethylhexadec-2-ene
70.0
- —
17.00 17.50
5000 m/z 55.10  64.58%
1\40.0 280.0
mi L1400 3100
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43523: 1-Undecene, 9-methyl- “ —
70.0 17.00 17.50
m/z 57.10 64.42%
5000
\ \ 139.0
SRR e —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 7 Dodecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.457 17.08 ng 3715980  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2443 (17.457 min): BP007114.D\data.ms (-2438) (- m/z 73.00 100.00%

3

5000
199.2
—=
g,
0kl JW‘MHW?@Q‘% 370.1432.1490.1548. /7 60.00  85.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000 T
17.50
199.0 m/z 43.05 66.07%
LStL UHN 1390, \\

‘\\\‘ f\[l\f\[\\f\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid

73.0

s

17.50
5000 m/z 57.10  62.45%

185.0

150}, ‘\M L] l

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

=

Abundance #92069: Tridecanoic acid
73.0 17.50
m/z 55.05 60.14%
5000
171.0
_Mp ]HJII\,\ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 8 unknownl17.498 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.498 4.16 ng 905001  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 47
2 Cyclopentane, 1,2-dimethyl-3-(1-... 138 C10H18 006983-03-5 42
3 9-Octadecen-1-0l, acetate, (Z)- 310 C20H3802 000693-80-1 30
4 Neophytadiene 278 C20H38 000504-96-1 25
5 Cyclohexene,1-propyl- 124 C9H16 002539-75-5 25
Abundance Scan 2450 (17.498 min): BPOO7114.D\data.ms (-2448) (- m/z 81.05 100.00%
81.0
5000
} 278.3 17.50
1.1
oww || 1p11213.0 T 3561 424.2488.6546. 1/, gy 10 o1.47%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #12008: Cyclohexanol, 1-ethynyl-
81.0
5000 T
17.50
‘ m/z 95.10 78.81%
salllllL

‘\\‘\‘ i ‘\ \‘li TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19549: Cyclopentane, 1,2-dimethyl-3-(1-methylethenyl)-

68.0
=
17.50
5000 m/z 68.10 73.08%
IR
\ 1 ‘
‘H‘w‘ N R IRERRRRRRARRRR AR RRRRRE
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #212182: 9-Octadecen-1-ol, acetate, (Z)- =
82.0 17.50
m/z 57.10 55.74%
5000
\ 520 2500
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 9 1,13-Tetradecadiene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.533 3.94 ng 857740  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,13-Tetradecadiene 194 C14H26 021964-49-8 98
2 1,15-Hexadecadiene 222 C16H30 021964-51-2 95
3 1,7-Hexadecadiene 222 C16H30 125110-62-5 93
4 (Z)6-Pentadecen-1-o0l 226 C15H300 068797-95-5 91
5 (Z)-10-Pentadecene-1-o0l 226 C15H300 1000426-92-1 91

Abundance Scan 2456 (17.533 min): BPO07114.D\data.ms (-2454) (-  m/z 55.05 100.00%

55.0
5000
T \
\ } 222.2 17.50
o_"l,‘m_J\muww 2828 354.8414.2475.1 549" /7 67.00  66.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69391: 1,13-Tetradecadiene
55.0
5000 T
17.50
m/z 82.10 55.59%
Lt
‘\\L\’\\IJI\lTl[Wlf‘\\l\r\}\g\4‘.\q\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102183: 1,15-Hexadecadiene
55.0
IR I
17.50
5000 ITI/Z 41.10 54.10%
UlLfgee 2220
R o AR RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102181: 1,7-Hexadecadiene — ‘
82.0 17.50
m/z 81.10 53.87%
5000
‘ 194.0
L LT Y oAy b VL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 10 1-Tetradecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.663 19.09 ng 4151980  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 96
2 1-Hexadecanol 242 C16H340 036653-82-4 95
3 n-Pentadecanol 228 C15H320 000629-76-5 95
4 1-Octadecanol 270 C18H380 000112-92-5 95
5 Cyclotetradecane 196 C14H28 000295-17-0 94

Abundance Scan 2478 (17.663 min): BP007114.D\data.ms (-2471) (- m/z 55.10 100.00%

55.1
5000
== =
#fl 1962 783 17.50 18.00
oAb L, P70 278.3342.0400.7 48215404 /7 83.10  93.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71728: 1-Tetradecene
43.0
5000 =T ——
17.50 18.00
10 m/z 69.10 86.91%
‘\\‘\‘"\\\H\“‘j\h\‘\‘\\]_\g\?.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126376: 1-Hexadecano
55.0
S —
17.50 18.00
5000 m/z 57.10 78.44%
5.0
MM, es0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109471: n-Pentadecanol T —
83.0 17.50 18.00
m/z 43.10 74.94%
h U\M
182.0
100 H.HHH Jo b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 11 (E)-Hexadec-9-enoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.069 64.80 ng 14093700 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
2 Palmitoleic acid 254 C16H3002 000373-49-9 99
3 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 93
4 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 90
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 78

Abundance Scan 2547 (18.069 min): BPO07114.D\data.ms (-2539) (- m/z 55.10 100.00%
5]:

%

5000
H' 1 ‘ o
o‘u‘w‘ubhwwW“uﬁvuﬂw‘u‘§2§ﬁ‘ﬂ959uﬁz5%‘§48 m/z 69.10  77.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 —— :
18.00
k m/z 41.10 56.94%
3.0
ILJ’I\I'thhAlW‘IZ:BBO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid
55.0
T I
18.00
5000 ITI/Z 83.10 55.01%

3.0
\H ”ﬂm b 23?-0

ABARE ‘ SR AR S AR AN SR SRR NS SRR

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

Abundance  #140884: 6-Pentadecenoic acid, 13-methyl-, (62)-
55.0 18.00

m/z 97.10 43.34%

=

5000

111 v

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\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 12 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.204 151.99 ng 33058500 Phenanthrene-di10 17.275
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 92
3 n-Decanoic acid 172 C10H2002 000334-48-5 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49

Abundance Scan 2570 (18.204 min): BPO07114.D\data.ms (-2560) (-  m/z 73.00 100.00%
3.0

3

5000 213.2

%‘

‘H \ ‘ L 18.00 18.50
T L«W‘ L Ll P84.3343.1401.34611 549 ./, 6o 00  74.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid

(o]
Q
o

5000 129.0 N Taltn
18.00 18.50
|| m ‘“ h Wl ‘ \

m/z 43.10 58.25%
[T 1 \\H‘1IH‘\\‘H‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\

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

Abundance #92069: Tridecanoic acid
73.0

213 0

%

18.00 18.50
5000 m/z 55.10  58.25%

171.0

[ }Hmhm |

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

a

Abundance #46961: n-Decanoic acid
60.0 18.00 18.50
m/z 57.10 56.17%
5000
129.0
”\'““\ — —
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\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 13 5-Octadecene, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.363 2.96 ng 643832  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 99
2 1-Pentadecene 210 C15H30 013360-61-7 97
3 n-Pentadecanol 228 C15H320 000629-76-5 96
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 1-Hexadecanol 242 C16H340 036653-82-4 94

Abundance Scan 2597 (18.363 min): BP007114.D\data.ms (-2593) (- m/z 55.10 100.00%

5]:
5000
— —
r‘ ss52 3552 18.00 18.50
o"H‘u,um_“H_‘Hl_‘H_H““‘25“4‘1““‘97“7‘5‘2‘?37‘5 m/z 83.10 99.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 T — T
18.00 18.50
m/z 57.10 80.27%
A . 252.0
‘\\!’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87652: 1-Pentadecene
43.0
= —
18.00 18.50
5000 ITI/Z 97.10 79.96%
1.0
U 200
_“,‘“‘H“_‘H“H“H‘w“u,‘u‘,u‘w“u,‘u‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109472: n-Pentadecanol - T
43.0 18.00 18.50
m/z 69.10 79.90%
5000
1.0
H H 210.0
_H‘,M "mM“u‘e"luH_H“m“w‘w‘wwm 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\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 14 Heptadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

18.810 3.81 ng 828462  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2673 (18.810 min): BP007114.D\data.ms (-2669) (- m/z 73.00 100.00%

3

a

5000
227.2
‘“’ a3 \l 18.50 19.00
o‘H‘MMJIleM‘“uh“‘H?}4?‘H40¥?§?99w‘§49 m/z 60.00 81.52%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161157: Heptadecanoic acid
73.0
270.0
5000 — —
18.50 19.00
m/z 43.10  73.30%
‘ H 171.0
HH\ Hh“nu H um

T \\\\[\rf\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #179089: Octadecanoic acid
73.0

)

18.50 19.00
5000 m/z 55.10  71.52%

185 0 284.0
Il Ly \ ‘

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

¥

150, H\ Wil

Abundance #109279: Tetradecanoic acid
73.0 18.50 19.00
m/z 57.10 64.37%
5000
185.0
— —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP092121.M Thu Sep 23 07:41:56 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 15 1-Octadecene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.992 4.02 ng 875179  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 99
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 94
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 1-Octadecanol 270 C18H380 000112-92-5 94

Abundance Scan 2704 (18.992 min): BP007114.D\data.ms (-2700) (-  m/z 55.10 100.00%

55.1
5000
5.1 —r
‘H 224.2 19.00
ob bbby 202 3193 420.1489.0549. /7 83.10  99.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138519: 1-Octadecene
43.0
5000 IR
111.0 19.00
m/z 69.10 83.24%
252.0
‘\\‘\"J\|\\‘\h‘\‘\“\\‘}\8%’()\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
——
19.00
5000 ITI/Z 97.10 80.86%
19, M‘FP“O 238.0
R RAAs B A BAEaRRasaa R a R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193731: Trifluoroacetic acid,n-tridecyl ester —
69.0 19.00
m/z 57.10 74.57%
. w
‘ ‘ 154.0 297.0
UK S 1 1 8 N e —
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\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 16 Phytol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.145 4.95 ng 1077410 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 90
2 1-Hexadecen-3-o0l1, 3,5,11,15-tetr... 296 C20H400 1000262-55-5 59
3 Cyclohexanol, 3,5-dimethyl- 128 C8H160 005441-52-1 50
4 3,4-Dimethylcyclohexanol 128 C8H160 005715-23-1 50
5 Butyric acid, 2-pentadecyl ester 298 C19H3802 107853-73-6 47

Abundance Scan 2730 (19.145 min): BPO07114.D\data.ms (-2726) (- m/z 71.10 100.00%

711
5000
—— ——
\ ﬂ #7 1196.1 278.1 19.00 19:50
o FE o190 L 2781 3470 4463 5434 nyz 43.10 32.36%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194550: Phytol
71.0
5000 — —

19.00 19.50
m/z 55.10 28.68%

‘ \’hh 157.01960 278.0

‘H\‘\"\ ‘\\“1\\\‘\H\‘\H\‘\\H‘HH‘HH‘\\H‘\\H‘\H\‘\

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

Abundance  #194566: 1-Hexadecen-3-ol, 3,5,11,15-tetramethyl-
71.0

%

19.00 19.50
5000 m/z 57.10  27.69%

L , 137.0196.0_278.0

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

<

Abundance #14457: Cyclohexanol, 3,5-dimethyl-
71.0 19.00 19.50
m/z 69.10 26.01%
- JV\A/&J\,AAMJf\ﬂ\NJK”
Al R
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\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 17 9,12-Octadecadienoic acid (... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.263 5.41 ng 1177780  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 99
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 99
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 97
4 9-Eicosyne 278 (C20H38 071899-38-2 89
5 Linoelaidic acid 280 C18H3202 000506-21-8 87

Abundance Scan 2750 (19.263 min): BPO07114.D\data.ms (-2746) (- m/z 67.10 100.00%

67.1
5000
202.1 — —
H | lp 7.1 280.1 19.00 19.50
o‘u‘wl bbby L 3401 431.1489.0549. /7 81,10  82.62%
miz—> 0 100 150 200 250 300 350 400 450 500 550
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — s

19.00 19.50
m/z 55.10 66.05%

| ”1 m |“ ﬁh ,,196.0 8(\) 9

RARRRE \\\\‘ L L B L L B L L L R R LR O

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

—

Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
19.00 19.50
5000 m/z 95.10 57.67%
‘ )1 280.0
BESTA T o foctcTo N R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173580: (9E,11E)-Octadecadienoic acid P ——
67.0 19.00 19.50
m/z 41.10 49.63%
b WJ\/\W
280.0
”L,J,H‘ﬁ..m e
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\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 18 9-Octadecenoic acid, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.292 16.78 ng 3649140  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 96
2 Oleic Acid 282 C18H3402 000112-80-1 93
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 93
4 9-Octadecenoic acid 282 C18H3402 002027-47-6 91
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 90

Abundance Scan 2755 (19.292 min): BP007114.D\data.ms (-2751) (-~ m/z 55.10 100.00%
55.1

%

5000
\“’ \ 264.1 19.00 19.50
o_ﬂ‘_ “'Whm .l 34504083 47615402 /) 6o 10 71.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
5000 e —
264.0 19.00 19.50
"‘ m/z 83.10 60.87%
”“Ilﬁll“l"lhh,}?] “ﬂ\“\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid
55.0
—r —
19.00 19.50
5000 ITI/Z 41.10 60.31%
264.0

| ”‘“nmuh“l- "

R R L N R R AR RN

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

-

Abundance #176209: cis-Vaccenic acid T —
55.0 19.00 19.50
m/z 97.10 50.74%
}H‘ 5 2640
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\BP092221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 19 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.398 10.02 ng 2170680 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81

Abundance Scan 2773 (19.398 min): BPO07114.D\data.ms (-2770) (- m/z 73.00 100.00%

3

3

5000
185.1
‘ J \ \ 284.3 19.00 19.50
-l “‘wa L “3“““‘9”‘43‘2‘9‘595“‘?“‘ m/z 60.00 81.69%
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 43.10 77.30%

l‘ ‘ M\M Wi

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

3

43.0
19.00 19.50
m/z 57.10 74.31%
5000 284.0 /
129.0
B T S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid — —
73.0 19.00 19.50
m/z 55.10 64.28%
5000
tL } 199.0
150], H‘WP\HHH B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92221\
Data File : BP0@7114.D

Acqg On : 23 Sep 2021 00:17
Operator : CG/JU

Sample : M3871-02 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.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|
Tridecanoic acid 15.845 3.1 ng 544971 3 14.522 3529630 20.0
Cyclododecane 16.069 3.4 ng 743597 4 17.275 4350100 20.0
Tetradecanoic acid 16.692 31.0 ng 6733680 4 17.275 4350100 20.0
1-Tridecene 16.892 4.0 ng 868734 4 17.275 4350100 20.0
Pentadecanoic acid 17.180 8.2 ng 1792870 4 17.275 4350100 20.0
2-Hexadecene, 3... 17.363 5.5 ng 1195410 4 17.275 4350100 20.0
Dodecanoic acid 17.457 17.1 ng 3715980 4 17.275 4350100 20.0
unknown17.498 17.498 4.2 ng 905001 4 17.275 4350100 20.0
1,13-Tetradecad... 17.533 3.9 ng 857740 4 17.275 4350100 20.0
1-Tetradecene 17.663 19.1 ng 4151980 4 17.275 4350100 20.0
(E)-Hexadec-9-e... 18.069 64.8 ng 14093700 4 17.275 4350100 20.0
n-Hexadecanoic ... 18.204 152.0 ng 33058500 4 17.275 4350100 20.0
5-Octadecene, (E)- 18.363 3.0 ng 643832 4 17.275 4350100 20.0
Heptadecanoic acid 18.810 3.8 ng 828462 4 17.275 4350100 20.0
1-Octadecene 18.992 4.0 ng 875179 4 17.275 4350100 20.0
Phytol 19.145 5.0 ng 1077410 4 17.275 4350100 20.0
9,12-Octadecadi... 19.263 5.4 ng 1177780 4 17.275 4350100 20.0
9-Octadecenoic ... 19.292 16.8 ng 3649140 4 17.275 4350100 20.0
Octadecanoic acid 19.398 10.0 ng 2170680 5 21.357 4333490 20.0
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