LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS Vvial : 11 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@@7126.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.475 399 406 414 rBV 3445815 5110411 5.32% 1.222%
2 7.069 669 677 687 rBV 3244418 5275212 5.49% 1.261%
3 7.899 807 818 824 rBV 1181874 1849702 1.92% 0.442%
4 9.058 1008 1015 1026 rBV 2111583 3514563 3.66% 0.840%
5 10.699 1287 1294 1300 rVB 1512429 2495892 2.60% 0.597%
6 12.381 1565 1580 1602 rBV 2272580 7603427 7.91% 1.818%
7 13.151 1705 1711 1721 rVB 5832629 8599369 8.94% 2.056%
8 13.504 1765 1771 1779 rBV 530026 1113036 1.16% 0.266%
9 14.528 1938 1945 1950 rBV 2376922 3458454 3.60% 0.827%
10 14.957 2013 2018 2023 rBV 1132670 1463857 1.52% 0.350%
11 15.863 2166 2172 2181 rBV 2296573 3466327 3.61% 0.829%
12 16.016 2193 2198 2203 rVV 4235994 5882278 6.12% 1.406%
13 16.069 2203 2207 2218 rVB 2247408 3510952 3.65% 0.839%
14 16.240 2231 2236 2241 rBV2 1245376 1747039 1.82% 0.418%
15 16.392 2257 2262 2270 rBV3 1060939 1736728 1.81% 0.415%

16 16.604 2294 2298 2306 rVB2 616048 1020768 1.06% 0.244%
17 16.734 2306 2320 2327 rBV 11397005 30480448 31.70% 7.286%
18 16.804 2327 2332 2343 rVB 3754237 5689796 5.92% 1.360%
19 16.898 2343 2348 2352 rBV 2794580 3710540 3.86% 0.887%
20 17.204 2393 2400 2406 rBV 5830085 9372084 9.75%  2.240%

21 17.275 2406 2412 2416 rVV2 4982155 8057451 8.38% 1.926%
22 17.328 2416 2421 2425 rVV2 11408599 16856960 17.53% 4.030%
23 17.369 2425 2428 2437 rVV2 3824836 6527636 6.79% 1.560%
24 17.492 2441 2449 2454 rVV2 9695185 20161707 20.97%  4.820%
25 17.539 2454 2457 2464 rVB 1839686 2941353 3.06% ©.703%

26 17.669 2471 2479 2489 rVB2 9218194 17314494 18.01% 4.139%
27 18.122 2542 2556 2564 rBV 14811354 55311637 57.53% 13.222%
28 18.281 2565 2583 2594 rVV2 20352697 96150722 100.00% 22.984%
29 18.369 2595 2598 2603 rVB 2203414 2518846 2.62% 0.602%
30 18.498 2616 2620 2625 rBV 1761863 2587590 2.69% 0.619%

31 18.610 2636 2639 2644 rBV3 2044645 2465035 2.56% ©.589%
32 18.669 2646 2649 2654 rBV2 1211310 1543316 1.61% 0.369%
33 18.728 2655 2659 2662 rBV 2351961 3123705 3.25% 0.747%
34 18.763 2662 2665 2671 rVB2 1769150 2549620 2.65% 0.609%
35 18.834 2673 2677 2681 rBV 3663282 4255313  4.43% 1.017%
36 18.998 2701 2705 2709 rBV 3001139 3833189 3.99% 0.916%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS Vvial : 11 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

37 19.151 2727 2731 2735 rBV 3260561 4375021 4.55% 1.046%
38 19.286 2749 2754 2756 rBV 4953409 8159529  8.49%  1.950%
39 19.345 2757 2764 2774 rVB3 10668305 34372125 35.75%  8.216%
40 19.428 2774 2778 2782 rBV 6491326 8281814 8.61% 1.980%

41 19.839 2844 2848 2854 rVB 8253962 9845207 10.24%  2.353%

Sum of corrected areas: 418333153
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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
Abundance TIC: BPO07126.D\data.ms
2e+07
1.5e+07
le+07
5000000
5.475 7.069
7,809 9.058 10.699
O \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\/\‘A\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP007126.D\data.ms
18.p81
2e+07
18.122
1.5e+07
749%69
1le+07
13.151 Y25
5000000 16.016 16.804 17369 16, 38
. 6.898 | |17l530
12.381 14.528 15.8_89 Q_ i
14.957 l P5992601 l L
0 RN s GO Wi
L L L e e e e e T B L L e e o S L A
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BPO07126.D\data.ms
2e+07
1.5e+07
le+07
5000000
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Ethyl cyclopropanecarboxylate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.381 60.93 ng 7603430 Naphthalene-d8 10.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 56
2 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 42
3 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 9
4 (E)-2-Butenoic acid propyl ester 128 C7H1202 010352-87-1 9
5 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 9

Abundance Scan 1580 (12.381 min): BPO07126.D\data.ms (-1565) (-  m/z 69.00 100.00%
69.0

o

5000
—
m ’ ‘ 1540 12.00 12.50
obrd L1 | 15402130 281.0342.0400.8458.9520.1 /7 41.05  22.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
5000 = —
12.00 12.50
‘ ‘ m/z 103.00  18.20%
O‘\\J\‘\J’u\ \l\‘\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester

o

69.0
—
12.00 12.50
5000 m/z 86.95 17.40%
0 h“ 1y | 141.0 210.0
‘H‘w‘“_‘H‘H‘w‘u‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 100 150 200 250 300 350 400 450 500 550
MWMme%nmwwmmmmmmmwm@m3mmmmwew — =
69.0 12.00 12.50
m/z 39.05 15.97%
5000
obribbbi 40 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Oxalic acid, cyclohexyl und... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.504 6.44 ng 1113040  Acenaphthene-d10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexyl undecyl ... 326 C19H3404 1000309-31-3 50
2 6-Undecanol 172 C11H240 023708-56-7 50
3 Oxalic acid, cyclohexyl tetradec... 368 C22H4004 1000309-31-5 50
4 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 50
5 Succinic acid, 2-methylpent-3-yl... 284 C16H2804 1000391-08-3 47

Abundance Scan 1771 (13.504 min): BPO07126.D\data.ms (-1765) (- m/z 83.00 100.00%
83.0

5000

N

13,50
"HM,JM“m‘1‘9\"7;9_H‘2‘59:9"“3‘5‘""-7”ﬁ??:?ﬂ??ﬂ?‘}?r‘ m/z 55.05 30.04%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231754: Oxalic acid, cyclohexyl undecyl ester

o

-

83.0
5000 — ‘
13.50
m/z 103.00 17.47%
O‘\\I‘\‘\"\h\‘\‘\“\\‘\\‘\\]Tg\“g\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47369: 6-Undecano
83.0
T \
13.50
5000 m/z 43.00 16.00%
A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #277221: Oxalic acid, cyclohexyl tetradecyl ester —
83.0 13.50

m/z 101.05 15.32%

5000

N

241.0
0‘H\MMWMM‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Dodecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.957 8.47 ng 1463860  Acenaphthene-d10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Octanoic acid 144 C8H1602 000124-07-2 47
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 2018 (14.957 min): BP007126.D\data.ms (-2013) (- m/z 73.00 100.00%
73.0

%—

5000
157.1
| ‘“ | l 218.9281.0342.9401.0 478.2536.8 1500
0“H“‘hﬂ#mhu“ R A L AR a m/z 60.00 89.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
5000 129.0 T

15.00

m/z 55.05 54.75%
2000

Ll

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60689: Undecanoic acid

o
o =
3 T
1=

15.00
5000 m/z 43.10 52.36%
129.0
0\'1“|“\18V'0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46962: n-Decanoic acid T
60.0 15.00
m/z 41.10 49.93%
h T MMV\
o‘.l J’Mwm‘ -~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.863 20.05 ng 3466330  Acenaphthene-d10 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 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Nonanoic acid 158 C9H1802 000112-05-0 47
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2172 (15.863 min): BP007126.D\data.ms (-2166) (-  m/z 73.00 100.00%
3.0

3

5000
171.1 AATAf—‘ e
m i | . 15.50 16.00
obhlddidyu [ P41 340.9400.8 489.1547! ./, 6p.00  84.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
5000 = —
15.50 16.00
171.0 m/z 43.10 56.39%
OLS.L\’ }”‘“JIJRY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75718: Dodecanoic acid
73.0
— ——
15.50 16.00
5000 ITI/Z 55.10 52.55%

rs(o

3

O
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid ‘ —
73.0 15.50 16.00
m/z 57.10 52.19%
B Auj\nﬁﬁjkﬁ/ﬂkA/k\
3.0
o“uﬁfJJMWRMM‘m‘_“w"H‘H“_“W‘H“H“_‘H“ s =
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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Cyclododecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.069 8.71 ng 3510950 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 97
2 Cyclotetradecane 196 C14H28 000295-17-0 94
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 Chloroacetic acid, undecyl ester 248 C13H25C102 005458-29-7 91
5 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91

Abundance Scan 2207 (16.069 min): BP007126.D\data.ms (-2203) (- m/z 55.10 100.00%

55.1
5000
—— ‘
1 5051 16.00
ol AL, 0 T 267.9327.1386.6445.55096 /7 83.10  88.59%
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 87.60%
e
O‘\\\\H\\\l\‘{\h\l\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71733: Cyclotetradecane
55.0
T \
16.00
5000 ITI/Z 43.10 73.13%
Ul gse sseo
O] R
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 57.10 66.89%
5000
% l 168.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00

8270E-BP092121.M Fri Sep 24 12:10:45 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.734 75.66 ng 30480400 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 52

Abundance Scan 2320 (16.734 min): BP007126.D\data.ms (-2306) (-  m/z 73.00 100.00%

73.0 ‘
5000 185.1 A

m ‘ ) b 16,50 17.00
obrrky “‘MMHMW5;65‘1”372‘7‘?‘?95_44‘53 2211 m/z e0.e0 78.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000 1650  17.00 A
185.0 : .

m/z 55.10 52.72%

15.4] H\ bl

O‘\\\\’ \\[1\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0
e —
16.50 17.00
5000 m/z 129.00 52.34%
" 143.0
Oy JM‘H‘_m"HWHww_m‘w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 Jl
Abundance #60691: Undecanoic acid — —
60.0 16.50 17.00
m/z 57.10 51.68%
5000
I 129.0
o ML oo L L
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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 unknownl6.804 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.804 14.12 ng 5689800 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7H9NO3 1010156-45-5 40
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 36
3 3,3,7-Trimethyl-4-oxa-7-octen-1-01 172 C10H2002 069161-47-3 9

4 (E)-2-Methylbut-2-en-1-yl methac... 154 C9H1402 088142-95-4 9

5 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H1202 004655-34-9 9

Abundance Scan 2332 (16.804 min): BP007126.D\data.ms (-2327) (- m/z 69.00 100.00%
69.0

N

5000
= =
155.0 16.50 17.00
0k km, : "" bl 2161 8268 402246095204 . m/z 87.00  16.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32575: Oxazolidin-2-one, N-[(E)-butenoyl]-
69.0
5000 — —
16.50 17.00
m/z 41.10 14.60%
155.0
O‘\\‘h\‘\"\ \J\‘\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
— —
16.50 17.00
5000 m/z 43.60 10.14%
OJMJJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47075: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol B ——
69.0 16.50 17.00
m/z 103.00 8.14%
5000 AdxA\w/v\
27.0
T — — ——
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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 1-Tetradecanol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.898 9.21 ng 3710540 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanol 214 C14H30e0 000112-72-1 94
2 n-Pentadecanol 228 C15H320 000629-76-5 94
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 1-Tridecene 182 C13H26 002437-56-1 93
5 3-Chloropropionic acid, tridecyl... 290 C16H31C102 1000281-77-4 91

Abundance Scan 2348 (16.898 min): BP007126.D\data.ms (-2343) (- m/z 55.10 100.00%
55.1

5000

%

%51 16.50 17.00
1], 183.2246.1 341.1400.3460.9 549.i m/z 83.10  90.76%

L
B L L L S B B B B B N I O

mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92360: 1-Tetradecano
69.0

5000 = o=
16.50 17.00

m/z 69.10 85.06%

‘\|1680
\\“\M\\"\\\‘\\\‘1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109480: n-Pentadecano

83.0

o

o

W

16.‘50 17.‘00
5000 m/z 57.10 74.72%
01‘8‘.‘ ;“‘”“‘\‘l‘iw‘w‘,‘}?ﬁ\owH\‘H‘\"H\”“\““\““\““\‘ M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126374: 1-Hexadecanol = .
43.0 16.50 17.00

m/z 43.10 74.13%

5000
F 1.0
\ ‘ ‘ ‘\ I 1 196 0 . .

0 b L ST =
miz--> 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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Undecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.204 23.26 ng 9372080  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Dodecanoic acid 200 C12H2402 000143-07-7 76
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2400 (17.204 min): BP007126.D\data.ms (-2393) (- m/z 73.00 100.00%

73.0
> o U\\/
— =
Il 01/ 17.00 17.50
ol i \elH,Muh%ﬁ?&%ﬂ?‘ 409.3469.55274  m/z 43.18  96.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0

%

5000
17.00 17.50

1990 m/z 60.00 83.64%

LSCL\ W Liso0 ||

O‘\\\‘ \\T!\\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92069: Tridecanoic acid
73.0
: : ==
17.00 17.50
5000 ITI/Z 57.10 79.98%
171.0
b |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75713: Dodecanoic acid T ——
73.0 17.00 17.50
m/z 55.10 73.08%
5000
# 200.0
AR WA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.492 50.04 ng 20161700 Phenanthrene-di10 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 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2449 (17.492 min): BP007126.D\data.ms (-2441) (- m/z 73.00 100.00%
3.0

3

5000
199.2
==
i, |
0l il J“‘uuﬂuw 278,3341.1 409.3468.45298  n/z 60.00  77.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000 R
17.50
199.0 m/z 57.10 58.51%
OLSL’H\“1!“1¢9\\
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 43.10 58.45%
185.0

W ‘IJ Ll |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75719: Dodecanoic acid

73.0 17.50

m/z 55.10 57.48%

o
—
a

o

-

200.0

IHH |

O A e e e e
miz—> 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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 1,13-Tetradecadiene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

17.540 7.30 ng 2941350  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,13-Tetradecadiene 194 C14H26 021964-49-8 93
2 1,7-Hexadecadiene 222 C16H30 125110-62-5 93
3 1,9-Tetradecadiene 194 C14H26 112929-06-3 91
4 Cyclododecene 166 C12H22 001501-82-2 90
5 cis-7-Dodecen-1-yl acetate 226 C14H2602 014959-86-5 89

Abundance Scan 2457 (17.539 min): BP007126.D\data.ms (-2454) (-  m/z 55.10 100.00%
55.1

-

5000
} # 17550 |
41 2222 :
oAb S 8031 412247495349 nmyz 67.10  72.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69391: 1,13-Tetradecadiene
53.0
5000 —— |
17.50
m/z 81.10 60.02%
Lt
O‘\\L‘\’\\IJl\“\l\“\i\‘“\‘]\_\g\ﬁ.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102181: 1,7-Hexadecadiene
82.0
T \
17.50
5000 ITI/Z 96.10 57.93%
’ 194.0
o_JH,‘w‘_\‘“mm‘M"_m,uH,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69384: 1,9-Tetradecadiene T
55.0 17.50
m/z 82.10 57.02%
5000

-

1 \.#&0

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

8270E-BP092121.M Fri Sep 24 12:10:49 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Cetene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.669 42.98 ng 17314500 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 99
2 n-Pentadecanol 228 C15H320 000629-76-5 95
3 n-Heptadecanol-1 256 C17H360 001454-85-9 95
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 1-Octadecanol 270 C18H380 000112-92-5 94

Abundance Scan 2479 (17.669 min): BP007126.D\data.ms (-2471) (- m/z 83.10 100.00%

83.1
5000
—— —
\ |, 1962 2783 3462 410.4 474.5532.9 1750 18.09
O m“H‘_‘H“H‘_‘H‘H“_‘H‘H“_‘H‘H“_ m/z 55.10  95.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104590: Cetene
41.0
5000 T ——
17.50 18.00
111.0 m/z 69.10  88.45%
O‘\\}\ "\\\\l‘)\h\{‘\\\\‘2\2\4\..\()‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109471: n-Pentadecano
83.0
—r— —
17.50 18.00
5000 m/z 97.10  82.21%
182.0
sestlllLL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143654: n-Heptadecanol-1 R T
55.0 17.50 18.00
m/z 57.10 74.27%
5000
UL, 20
O AL o o 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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Palmitoleic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.122 137.29 ng 55311600 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 99
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 97
3 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 94
4 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 78
5 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 70

Abundance Scan 2556 (18.122 min): BP007126.D\data.ms (-2542) (-  m/z 55.10 100.00%

55.1
5000
236.2 - -
‘ | “ J ‘ 18.00 18.50
ob H"\J‘M'um“‘mm‘u“‘3‘1?’”1‘_”":97‘1”“"724‘5362 m/z 69.10  83.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140797: Palmitoleic acid
58.0
5000 S B
18.00 18.50
m/z 83.10 67.36%
‘ 236.0
O\\\JJ\\\‘\“‘\‘“‘\hl\\‘ll\‘\l\\‘ff\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140812: Hexadecenoic acid, Z-11-
55.0
— —
18.00 18.50
5000 ITI/Z 41.10 58.65%
ol M"MWHfuuw‘H‘M,H“_“‘_“‘_“w“‘w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #140884: 6-Pentadecenoic acid, 13-methyl-, (62)- —— ——
55.0 18.00 18.50
m/z 97.10 56.97%
5000
r30 236.0
oM J
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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.281 238.66 ng 96150700 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 55
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38

Abundance Scan 2583 (18.281 min): BP007126.D\data.ms (-2565) (-  m/z 73.05 100.00%

213.2
5000
P =
H‘ 18.00 18.50
or lHu« L. m ‘ w‘m?’l“r?‘:?)‘ 389.3447.25070 17 go.05  77.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LN RN
18.00 18.50
H 213.0 m/z 129.05 71.75%
O‘\\\J’ ‘\L‘"\“\“\\‘ \WI\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
e =]
18.00 18.50
5000 m/z 213.20  70.02%
171.0
olsollMil
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid = —
73.0 18.00 18.50
m/z 43.10 68.55%
5000 185.0 J\/L}
op il o 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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Heptadecanolide Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.728 7.75 ng 3123710 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanolide 268 C17H3202 005637-97-8 70
2 Z-7-Pentadecenol 226 C15H300 1010130-76-6 64
3 Palmitoleic acid 254 C16H3002 000373-49-9 64
4 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 64
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 60

Abundance Scan 2659 (18.728 min): BP007126.D\data.ms (-2655) (-  m/z 55.10 100.00%

5]:
—— —
m J 250.2 18.50 19.00
o AL w'u“'whi?‘lpﬁﬂw‘ 85514144 4965 /7 69.10  75.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158379: Heptadecanolide
55.0
5000 —r ——
18.50 19.00
m/z 41.10 56.64%
250.0
O‘\\ll\\\’“\l“\hl\“\ﬁ\‘lﬂ\h\‘“\]Tﬁs\ﬁ\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107153: Z-7-Pentadeceno
97.0
—— —
18.50 19.00
5000 m/z 83.10 56.64%
166.0
226.0
ob 4 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid T —
55.0 18.50 19.00
m/z 97.10 52.03%
- w
“ 236.0
o_wll,w me e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Heptadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.834 10.56 ng 4255310  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2677 (18.834 min): BPO07126.D\data.ms (-2673) (- m/z 73.00 100.00%
3.0

3

3

5000
227.2
s
Ol ALy L} 3182 4005 474.8535.0 /7 69 00  79.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161155: Heptadecanoic acid
73.0
270.0
5000 — —
18.50 19.00
171.0 m/z 43.10 65.80%
0141'&% I H l“ hh Iyl ‘ l L \

‘\\H‘ \\‘\\\\‘\\f\]\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #109279: Tetradecanoic acid
73.0

3

— —
18.50 19.00

5000 m/z 57.10 65.08%
185.0

W ]n WL

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

o
=
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o
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Abundance #92063: Tridecanoic acid
73.0 18.50 19.00
m/z 55.10 60.70%
5000
171.0
015-Llu.|m‘lm\, A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 n-Nonadecanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.998 9.51 ng 3833190 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 98
2 Cyclohexadecane 224 C16H32 000295-65-8 96
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Cyclopentadecane 210 C15H30 000295-48-7 94
5 1-Hexadecanol 242 C16H340 036653-82-4 94

Abundance Scan 2705 (18.998 min): BP007126.D\data.ms (-2701) (-  m/z 83.10 100.00%
83.1

é

5000
19.00
54.1 224.2
ol ”“ﬂ,30223733475-2533-6 7T 5510 93,483
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104591: Cetene
41.0
5000 L
19.00
1.0 m/z 97.10  83.63%
‘ ‘ }\ 224.0
O‘\\\ ‘\\\\’\\\‘\l‘\\\\‘\\l\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
——
19.00
5000 ITI/Z 69.10 83.01%

{ h 224.0
I |

o

3

At e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0 19.00
m/z 57.10 73.54%
o M
01190 { || 5202300
b e st e e 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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 Phytol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

19.151 10.86 ng 4375020  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 90
2 Isophytol 296 C20H400 000505-32-8 53
3 Butyric acid, 3-pentadecyl ester 298 C19H3802 1000280-57-3 50
4 Sulfurous acid, hexadecyl 2-pent... 376 C21H4403S 1000309-16-5 50
5 Butyric acid, 2-pentadecyl ester 298 C19H3802 107853-73-6 50

Abundance Scan 2731 (19.151 min): BP007126.D\data.ms (-2727) (- m/z 71.10 100.00%

71.1
5000
—r —
”H h %711962 278.3 19.90 1950
0brrdih m‘ﬁ"_‘H“H‘_‘H‘3§§€“w439?‘ﬂ9ﬁ5‘w‘ m/z 43.10  26.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194550: Phytol
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5000 — —
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m/z 123.10 24.56%
0 J l’\.’“ &Lkﬁ?.OlgG.O 278.0
\\\‘\ 1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194555: Isophytol
71.0
—r —
19.00 19.50
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0 AH.hnu¥410 207.0 278.0
A e A RARARammEsas
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197328: Butyric acid, 3-pentadecyl ester P ——
71.0 19.00 19.50
m/z 55.10 23.69%
- M
129.0 210.0
ol 20 20000 R
m/z--> 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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 9-Octadecenoic acid, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.345 69.83 ng 34372100 Chrysene-d12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 98
2 Oleic Acid 282 C18H3402 000112-80-1 98
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 78
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 72

Abundance Scan 2764 (19.345 min): BP007126.D\data.ms (-2757) (- m/z 55.10 100.00%

5]:
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264.3 _ —
M 1952 19.00 19.50
ol LI Jmm'{"" Loihi Ly 3411 4201 4984 4/, 69,16 78.34%
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Abundance #176224: 9-Octadecenoic acid, (E)-
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O‘\\\\I’\\‘\h\ '\“\J““\“I\\“‘“\\‘\L\“HP\H‘\‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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o_mf,u“l“ Jw“‘u"'w' Ju-_!m_‘m_Hww_m‘www
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Abundance #176229: trans-13-Octadecenoic acid — —
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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\BP©92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS vial : 11 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 20 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.428 16.82 ng 8281810 Chrysene-d12 21.369
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 52

Abundance Scan 2778 (19.428 min): BP007126.D\data.ms (-2774) (- m/z 73.00 100.00%
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Abundance #92069: Tridecanoic acid
73.0 19.50
m/z 129.00 55.92%
5000
171.0
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7126.D

Acqg On : 23 Sep 2021 15:08
Operator : CG/JU

Sample : M3871-02

Misc :

ALS Vvial : 11 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|
Ethyl cycloprop... 12.381 60.9 ng 7603430 2 10.699 2495890 20.0
Oxalic acid, cy... 13.504 6.4 ng 1113040 3 14.528 3458450 20.0
Dodecanoic acid 14.957 8.5 ng 1463860 3 14.528 3458450 20.0
Tridecanoic acid 15.863 20.1 ng 3466330 3 14.528 3458450 20.0
Cyclododecane 16.069 8.7 ng 3510950 4 17.275 8057450 20.0
Tetradecanoic acid 16.734 75.7 ng 30480400 4 17.275 8057450 20.0
unknown16.804 16.804 14.1 ng 5689800 4 17.275 8057450 20.0
1-Tetradecanol 16.898 9.2 ng 3710540 4 17.275 8057450 20.0
Undecanoic acid 17.204 23.3 ng 9372080 4 17.275 8057450 20.0
Pentadecanoic acid 17.492 50.0 ng 20161700 4 17.275 8057450 20.0
1,13-Tetradecad... 17.540 7.3 ng 2941350 4 17.275 8057450 20.0
Cetene 17.669 43.0 ng 17314500 4 17.275 8057450 20.0
Palmitoleic acid 18.122 137.3 ng 55311600 4 17.275 8057450 20.0
n-Hexadecanoic ... 18.281 238.7 ng 96150700 4 17.275 8057450 20.0
Heptadecanolide 18.728 7.8 ng 3123710 4 17.275 8057450 20.0
Heptadecanoic acid 18.834 10.6 ng 4255310 4 17.275 8057450 20.0
n-Nonadecanol-1 18.998 9.5 ng 3833190 4 17.275 8057450 20.0
Phytol 19.151 10.9 ng 4375020 4 17.275 8057450 20.0
9-Octadecenoic ... 19.345 69.8 ng 34372100 5 21.369 9845210 20.0
Octadecanoic acid 19.428 16.8 ng 8281810 5 21.369 9845210 20.0
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