LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92221\
Data File : BP0@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS Vvial : 19 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@@7113.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.469 399 405 414 rBV 596706 892136 3.72% 0.926%
2 7.063 669 676 686 rBv 562651 881306 3.67% 0.914%
3 7.899 811 818 825 rBV 1399946 2184910 9.11% 2.267%
4 9.058 1009 1015 1025 rBV 358377 607293 2.53% 0.630%
5 10.699 1286 1294 1301 rBV 1790685 2958063 12.33% 3.069%
6 13.151 1705 1711 1720 rBV 1105552 1582779 6.60% 1.642%
7 14.528 1937 1945 1950 rBV 2754745 4097738 17.08% 4.252%
8 14.945 2011 2016 2022 rBV 210135 308322 1.29% 0.320%
9 15.845 2165 2169 2176 rBV 408046 604000 2.52% 0.627%
10 16.010 2193 2197 2203 rVB 750706 1047837 4.37% 1.087%
11 16.069 2203 2207 2215 rVB 545519 933978 3.89% 0.969%
12 16.239 2232 2236 2240 rBV2 289747 362928 1.51% 0.377%
13 16.398 2256 2263 2269 rBV6 128328 302928 1.26% 0.314%
14 16.692 2306 2313 2322 rBV 3134889 4903867 20.44% 5.088%
15 16.892 2343 2347 2352 rBV 662259 961541 4.01% 0.998%

16 17.181 2391 2396 2403 rBV2 994334 1676503 6.99%
17 17.245 2403 2407 2408 rVV 462533 564105 2.35%
18 17.275 2408 2412 2416 rVV 3652183 5085879 21.20%
19 17.322 2416 2420 2424 rVV2 2963917 3845732 16.03%
20 17.369 2424 2428 2433 rVB2 844265 1280154 5.34%
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21 17.457 2439 2443 2448 rBV 2226977 2844756 11.86%
22 17.504 2448 2451 2454 rVWW 536688 722497 3.01%
23 17.534 2454 2456 2466 rVB 435942 641334  2.67%
24 17.663 2471 2478 2489 rVB3 2572942 4784347 19.95%
25 18.069 2539 2547 2553 rBV 6247593 11042467 46.04% 11.
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26 18.198 2560 2569 2581 rBV 11566325 23986051 100.00% 24.888%
27 18.363 2594 2597 2600 rVB 445150 470202 1.96% 0.488%

28 18.804 2669 2672 2674 rBV2 755417 917885 3.83% ©.952%
29 19.398 2770 2773 2781 rVB 1648502 2146132  8.95%  2.227%
30 19.828 2843 2846 2850 rBV 1895383 2129713 8.88% 2.210%
31 21.357 3102 3106 3111 rVB 4195463 5542661 23.11% 5.751%
32 23.768 3512 3516 3525 rVB2 2911398 6065688 25.29%  6.294%

Sum of corrected areas: 96375732
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Sep 2021 23:43
: CG/JU
: M3871-01 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
BP007113.D

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BP007113.D\data.ms

10.699

7.899
5.469 7.063 9.058

0
Time-->
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1.2e+07

le+07

8000000

6000000

4000000

2000000
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TIC: BP0O07113.D\data.ms

18.198

13.151

0
Time-->
Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

Time-->

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: BP007113.D\data.ms

21.357

23.768

W

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 : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 12
R.T. EstConc Area Relative to ISTD R.T.
15.845 2.95 ng 604000  Acenaphthene-die 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47

Abundance Scan 2169 (15.845 min): BP007113.D\data.ms (-2165) (- m/z 73.00 100.00%

3
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5000
171.1
| WJ 15.50 16.00
0kl d it | 236.3295.1354.0415.3 483.2544.L /7 6p. 09 87.54%
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 61.79%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #75716: Dodecanoic acid
60.0

.

15.50 16.00

m/z 55.05 58.82%
5000 129.0 /

d HJ m M Il \h‘ l ‘20? 0

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

.

Abundance #109279: Tetradecanoic acid
73.0 15.50 16.00
m/z 41.10 57.46%
5000
185.0
LS&)H | m ‘“ \J u ‘ | \ — 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 : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 10
R.T. EstConc Area Relative to ISTD R.T.

16.069 3.67 ng 933978  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 97
2 Cyclopropane, nonyl- 168 C12H24 074663-85-7 95
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91

Abundance Scan 2207 (16.069 min): BP007113.D\data.ms (-2203) (- m/z 55.05 100.00%

55.0
5000
T I
|FF5'1 205.1 16.00
O MLy 4737726483273 401.0463.0 5400 /7 69,10  88.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43471: Cyclododecane
55.0
5000 — ‘
16.00
m/z 83.10 86.08%
111} e

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

%

Abundance #43499: Cyclopropane, nonyl-
55.0
16.00
5000 ITI/Z 43.10 74 .89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92360: 1-Tetradecanol T ‘
69.0 16.00
m/z 41.05 67.73%
5000
168.0
B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 19.28 ng 4903870  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2313 (16.692 min): BP007113.D\data.ms (-2306) (-  m/z 73.00 100.00%

73.0 ‘
5000 1851

—

UH | 16.50 17.00
ob Ml [ L1y | 2841 3550 42924883546« ./, g gp  84.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000 — — ﬁ
16.50 17.00

185.0

LS.tLH\ \ W L

(R \\‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘\\H‘\\H‘\H\‘\

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

Abundance #75718: Dodecanoic acid
73.0

m/z 43.10 60.80%

%

16.50 17.00
5000 m/z 55.05 58.25%

| |h I ﬁ?o ‘

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 57.10 58.08%

.

5000

ML LEES

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

B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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-Octadecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.892 3.78 ng 961541  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 95
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
4 n-Pentadecanol 228 C15H320 000629-76-5 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91

Abundance Scan 2347 (16.892 min): BP007113.D\data.ms (-2343) (- m/z 55.10 100.00%

55.1
5000
— —
1821 16.50 17.00
om"Mm‘_Hmmu"“2‘5‘7‘1“‘3?9“3‘3‘9?“'&““‘5‘2“3‘5“"‘1‘9 m/z 83.10 87.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161350: 1-Octadecano
43.0
5000 — —
111.0 16.50 17.00
m/z 69.10 81.17%
T \\L\\\}\\‘“\\\\‘Z\Z\ﬁ\()‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126378: 1-Hexadecano
69.0
= —
16.50 17.00
5000 m/z 43.05 75.86%
UL fEpo 2960
N | N Y
B A B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138524: 9-Octadecene, (E)- = T
55.0 16.50 17.00
m/z 57.10 75.45%
5.0
H‘w"H“H"H"_“w“u“u‘_“w“u“u“u“_ — —
m/z--> 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 : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 7
R.T. EstConc Area Relative to ISTD R.T.
17.181 6.59 ng 1676500  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 2396 (17.181 min): BPO07113.D\data.ms (-2391) (- m/z 73.00 100.00%

73.0
- o L/L
— —
‘ ‘ }1&? H “ 17.00 17.50
ol ML L Ly | 282.1343.2400.94611 8304 /7 4319 99.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
5000 T T T T T T
171.0 17.00 17.50
‘ m/z 57.10  84.72%
\‘WL“ }Hmh‘“’
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 60.00 84.20%
‘ 143.0 242.0
1 ..Hu\,,\\,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75713: Dodecanoic acid —— -
73.0 17.00 17.50
m/z 55.10 76.32%
5000
‘ F 200.0
JAH \n‘“, 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 : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 3,7,11,15-Tetramethylhexade... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.369 5.03 ng 1280150 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
13,7,11,15-Tetramethylhexadec-2-ene 280 C20H40 002437-93-6 93
2 2-Hexadecene, 3,7,11,15-tetramet... 280 C20H40 014237-73-1 90
3 2-Hexadecene, 2,6,10,14-tetramet... 280 C20H40 056554-34-8 55
4 Cyclohexane, (1,1-dimethylpropyl)- 154 C11H22 031797-64-5 38
5 2-Octene, 3,7-dimethyl-, (Z)- 140 C10H20 006874-32-4 30

Abundance Scan 2428 (17.369 min): BPO07113.D\data.ms (-2424) (- m/z 70.10 100.00%

70.1
5000
’ ‘1 0.2 17‘00‘ ‘17‘50‘
. 280.3 : .
10.2
0l “ ) ‘J\ “"rl 4102 TUU839.24011 476.18386 ./, 43,10  87.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173739: 3,7,11,15-Tetramethylhexadec-2-ene
70.0
5000 - —
17.00 17.50
m/z 71.10 70.64%
} ‘F 280.0
\‘\l\‘l\‘ \l\‘\\\\\‘\\\\]‘-\\(\)\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
F P
17.00 17.50
5000 m/z 69.10  61.34%
2800
1 210 0
- ““‘H“‘H“‘H“_“‘_“w“‘w“‘w“u“‘u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173740: 2-Hexadecene, 2,6,10,14-tetramethyl- — —
43.0 17.00 17.50
m/z 55.10 59.61%
5000
| M I J J\ 1960 2800
r At T P
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 : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 11.19 ng 2844760  Phenanthrene-die 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 96
3 Dodecanoic acid 200 C12H2402 000143-07-7 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2443 (17.457 min): BPO07113.D\data.ms (-2439) (- m/z 73.00 100.00%
3.0

3

5000
199.1
=
lishia]
oy V‘H‘“VW‘H?Q3E 340.9401.246075185 /7 6@.00  83.10%
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 43.10 65.11%
LSOL’ I}H‘NWIMI%[p!J[“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
——
17.50
5000 m/z 57.10 61.86%
185.0

M HHn L1 \

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

Abundance #75718: Dodecanoic acid
73.0 17.50

m/z 55.10 60.06%
rsm
| MM\HJ\ \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50

=

5000

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 3-Methylene-7,11-dimethyl-1... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.504 2.84 ng 722497  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylene-7,11-dimethyl-1-dode... 208 C15H28 1000432-21-6 86
2 1,7-Hexadecadiene 222 C16H30 125110-62-5 59
3 Cyclodecene, 3-bromo- 216 C1OH17Br 056325-56-5 50
4 Neophytadiene 278 C20H38 000504-96-1 49
5 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 47
Abundance Scan 2451 (17.504 min): BPO07113.D\data.ms (-2448) (- m/z 82.10 100.00%
82.1
5000
T T \
‘ 193.2 278.3 17.50
ol el‘ulu‘u b ek SoL3397.1 4584 5378 n/7 81.10  92.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85367: 3-Methylene-7,11-dimethyl-1-dodecene
68.0
T T \
5000 17.50
m/z 95.10 80.47%
\I%BO 2080
| 1l 1
\\\\‘\ \‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102181: 1,7-Hexadecadiene
82.0
e ‘
17.50
5000 ITI/Z 68.10 70.35%
“ 194.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #93653: Cyclodecene, 3-bromo- = ‘
81.0 17.50
m/z 57.10 56.10%
5000
13F0
‘H‘.t‘um-o“ -
m/z--> 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 : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 <cis-7-Dodecen-1-yl acetate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.534 2.52 ng 641334  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-7-Dodecen-1-yl acetate 226 C14H2602 014959-86-5 94
2 1,13-Tetradecadiene 194 C14H26 021964-49-8 94
3 E-1,9-Tetradecadiene 194 C14H26 1000245-70-7 94
4 9-Octadecen-1-0l1, (E)- 268 C18H360 000506-42-3 93
5 11-Eicosenol 296 C20H400 1010424-20-3 93

Abundance Scan 2456 (17.534 min): BP007113.D\data.ms (-2454) (-  m/z 55.10 100.00%
55.1

%

5000
n24.1 299 2 17.50
o Ay 225:2282.0 355.0415.4477.4 5481 /7 67.05  67.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106909: cis-7-Dodecen-1-yl acetate
67.0
5000 —— :
17.50
166.0 m/z 82.10 59.93%
‘\\‘IL‘!‘h‘l\lt‘\\h\L’\l\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69391: 1,13-Tetradecadiene
55.0
. :
17.50
5000 ITI/Z 81.10 58.12%
o0
m/z--> 0 0 lOO 150 200 250 300 350 400 450 500 550
Abundance #69392: E-1,9-Tetradecadiene T
55.0 17.50
m/z 69.10 55.80%
B M
0 10 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 : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.663 18.81 ng 4784350  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Pentadecanol 228 C15H320 000629-76-5 95
3 1-Hexadecanol 242 C16H340 036653-82-4 95
4 Cyclotetradecane 196 C14H28 000295-17-0 95
5 1-Octadecanol 270 C18H380 000112-92-5 95

Abundance Scan 2478 (17.663 min): BPO07113.D\data.ms (-2471) (- m/z 55.10 100.00%

55.1
5000
T —
{h'l 1962 2783 | 17.50 18.00
0L L ZET 2183 396.1 4214 489.28481  myz 83.18  96.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179255: n-Nonadecanol-1
43.0
5000 T ——
111.0 17.50 18.00
L { m/z 69.10 88.69%
‘\\I\““\‘\ IM‘\‘\‘LI\‘%?9\“‘0%3\?;\0‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109471: n-Pentadecano
83.0
— —
17.50 18.00
5000 ITI/Z 57.10 80.25%
182.0
%g*b_u“\HA‘mmHH_m_H‘,w,w,ww‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126376: 1-Hexadecanol T —
55.0 17.50 18.00
m/z 43.10 77.32%
5000
5.0
‘\\l}l 19§.O
rrre e e e e e —— —
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 : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 43.42 ng 11042500 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 83
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 83

Abundance Scan 2547 (18.069 min): BP007113.D\data.ms (-2539) (- m/z 55.10 100.00%

55.1
5000 LJUL
H J fS 1 236.2 ‘18.‘00‘ |
o L llibhd g | 3169 3854444.35023 1 69 19 77.63%
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
m/z 41.10 57.90%
IIU’JH\ \\Jh\i\‘l\\\\“‘fz\’o,\?‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid
55.0
T \
18.00
5000 ITI/Z 83.10 55.72%
" ‘H&O 236.0
‘HAMJWWMW&¢m‘M‘HVM‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘
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 43.82%
5000
W3 .0 236.0
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 : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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.
18.198 94.32 ng 23986100 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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 2569 (18.198 min): BP007113.D\data.ms (-2560) (-  m/z 73.00 100.00%

73.0
5000 213.2
N “
’H ‘ ‘ l l ‘ 18.00 18.50
ob MR L 2841 - 383.2 47618393 ./, 6p 99  77.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 T T T T T T
18.00 18.50
213.0 m/z 57.10 59.94%
\\\“ }“‘“MMT‘\\\\‘W\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
T e
18.00 18.50
5000 m/z 43.10  59.59%
171.0
“ }Hm“'\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid — —
73.0 18.00 18.50
m/z 55.10 58.72%
5000
‘ 143.0 242.0
[, WL
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\BP092221\
Data File : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 unknownl8.804 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.804 3.61 ng 917885  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristic acid isobutyl ester 284 C18H3602 025263-97-2 37
2 L-Ascorbic acid, 6-octadecanoate 442 C24H4207 010605-09-1 35
3 i-Propyl 24-methyl-pentacosanoate 438 C29H5802 1000336-57-0 32
4 Tricosanoic acid, isobutyl ester 410 C27H5402 1000405-17-2 25
5 .beta.-D-Glucopyranoside, methyl... 292 C14H2806 1010157-04-9 25

Abundance Scan 2672 (18.804 min): BP007113.D\data.ms (-2669) (- m/z 57.10 100.00%
57.1

g

5000
‘ 141.1
18.50 19.00
’ 383.2 539.5
- ‘Mhlﬁ'whl e \ “ : _2?‘5“1” LD AR08 OS hyz 71,10 34.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179120: Myristic acid isobutyl ester
57.0
5000 — e
211.0 18.50 19.00
m/z 43.10 31.80%
1 “ 129.0 {
‘\\‘f‘f‘ Jf\‘“f”\‘“\m\\\\‘\\\\\‘1\\\‘\2\8\4\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #322896: L-Ascorbic acid, 6-octadecanoate
57.0
P P
284.0 18.50 19.00
m/z 73.00 30.63%
5000 129.0 /
Wliss 222
UMM 2L 20 U
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #321422: i-Propyl 24-methyl-pentacosanoate — —
57.0 18.50 19.00
3970 m/z 141.05 28.52%
5000
l i
241.0
_WHU"Mwmmm“_3‘3‘?‘\“4@Wuwww ~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092221\
Data File : BP@@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS vial : 19 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.398 7.74 ng 2146130 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2773 (19.398 min): BP007113.D\data.ms (-2770) (- m/z 73.00 100.00%

s

5000
241.2
‘ “} 171{ | 19.00 19.50
0l L ”\JWW Wbl 3551 4543 5404 ./, cp.00 81.99%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = B—
185.0 19.00 19.50

m/z 43.10 73.77%

” it

‘\\\1‘\ \\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

73.0

3

— —
19.00 19.50

5000 m/z 55.10 65.05%

LStL “HJA’PTQTO~~ WM

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

Abundance #109279: Tetradecanoic acid — ——

73.0 19.00 19.50

m/z 57.10 63.12%

;L “Mm | N/A/\N‘“

LD e — —

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@7113.D

Acqg On : 22 Sep 2021 23:43
Operator : CG/JU

Sample : M3871-01 5X

Misc :

ALS Vvial : 19 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 3.0 ng 604000 3 14.528 4097740 20.0
Cyclododecane 16.069 3.7 ng 933978 4 17.275 5085880 20.0
Tetradecanoic acid 16.692 19.3 ng 4903870 4 17.275 5085880 20.0
1-Octadecanol 16.892 3.8 ng 961541 4 17.275 5085880 20.0
Pentadecanoic acid 17.181 6.6 ng 1676500 4 17.275 5085880 20.0
3,7,11,15-Tetra... 17.369 5.0 ng 1280150 4 17.275 5085880 20.0
Dodecanoic acid 17.457 11.2 ng 2844760 4 17.275 5085880 20.0
3-Methylene-7,1... 17.504 2.8 ng 722497 4 17.275 5085880 20.0
cis-7-Dodecen-1... 17.534 2.5 ng 641334 4 17.275 5085880 20.0
n-Nonadecanol-1 17.663 18.8 ng 4784350 4 17.275 5085880 20.0
(E)-Hexadec-9-e... 18.069 43.4 ng 11042500 4 17.275 5085880 20.0
n-Hexadecanoic ... 18.198 94.3 ng 23986100 4 17.275 5085880 20.0
unknown18.804 18.804 3.6 ng 917885 4 17.275 5085880 20.0
Octadecanoic acid 19.398 7.7 ng 2146130 5 21.357 5542660 20.0

8270E-BP092121.M Thu Sep 23 07:41:31 2021
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