LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@O13443.D

Acqg On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA P\Methods\8270E-BP121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13443.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.440 202 213 226 rBV 1110137 2459649 2.06% 0.278%
2 5.475 382 389 397 rBV 3892267 5816433 4.86% 0.657%
3 7.081 651 662 669 rBV 3907012 6265054 5.24% 0.708%
4 7.916 793 804 813 rBV 2265383 3728267 3.12% 0.421%
5 9.081 996 1002 1009 rVV 2694766 5216489 4.36% ©.589%
6 10.687 1270 1275 1278 rBV 1280811 2167611 1.81% 0.245%
7 10.728 1278 1282 1288 rVB 3040829 4949020 4.14% ©.559%
8 11.416 1389 1399 1407 rBV7 411445 1589100 1.33% 0.180%
9 11.916 1479 1484 1491 rVB3 730928 1229258 1.03% 0.139%
10 12.134 1513 1521 1527 rBV 1947983 3110739 2.60% 0.351%
11 13.181 1694 1699 1709 rVB 5744819 8345287 6.97% 0.943%
12 13.375 1727 1732 1740 rVB 2412542 3437586 2.87% 0.388%
13 13.763 1793 1798 1805 rVB 4844979 6626107 5.54% 0.749%
14 14.028 1837 1843 1847 rVV2 845967 1653628 1.38% 0.187%
15 14.445 1910 1914 1922 rVB 2854269 3810583 3.18% 0.431%
16 14.563 1929 1934 1940 rVB 5178846 7551333 6.31% ©0.853%
17 15.398 2070 2076 2081 rBV 3193607 4518564 3.78% ©0.511%
18 16.057 2184 2188 2194 rVB 5860351 8154645 6.82% 0.921%
19 16.263 2219 2223 2232 rBV 3316181 6213583 5.19% 0.702%
20 16.457 2252 2256 2261 rBV 2943614 3691417 3.09% 0.417%
21 16.510 2261 2265 2269 rVB2 1292918 1561093 1.30% 0.176%
22 17.063 2355 2359 2363 rBV 3507145 4319272 3.61% 0.488%
23 17.116 2364 2368 2379 rVB 1447216 2818649 2.36% 0.318%
24 17.321 2398 2403 2408 rBV 6838447 9643436 8.06% 1.090%
25 17.804 2481 2485 2490 rBV 2926544 4250271 3.55% 0.480%

26 17.851 2490 2493 2501 rVB 4858125 5971893 4.99% 0.675%
27 17.992 2509 2517 2519 rBV3 42001606 91226287 76.25% 10.307%
28 18.204 2544 2553 2554 rBV 12984025 20871911 17.44%  2.358%
29 18.263 2555 2563 2572 rVB2 30330606 83491521 69.78% 9.434%
30 18.474 2595 2599 2602 rBV 2875576 4281612 3.58% 0.484%

31 18.510 2602 2605 2613 rVB 3482166 5017079 4.19% ©.567%
32 18.639 2622 2627 2635 rVB2 4673759 6689006 5.59% ©0.756%
33 18.721 2638 2641 2646 rVB3 1211355 1481501 1.24% 0.167%
34 19.086 2697 2703 2709 rBV2 38556540 119646378 100.00% 13.519%
35 19.221 2724 2726 2728 rVB 7891536 5922375 4.95% 0.669%

36 19.257 2728 2732 2737 rVB2 39314160 74050396 61.89% 8.367%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@O13443.D

Acqg On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA P\Methods\8270E-BP121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.327 2737 2744 2749 rBV3 7255255 17197047 14.37%  1.943%
38 19.480 2756 2770 2783 rVB2 34585975 119599984 99.96% 13.513%
39 19.604 2788 2791 2796 rVB2 3927110 4736358 3.96% ©.535%
40 19.692 2803 2806 2818 rVB4 3947143 6509064 5.44%  0.735%

41 19.780 2819 2821 2828 rVB4 1800715 2199026 1.84% ©.248%
42 19.892 2835 2840 2845 rVB 12203108 16695736 13.95%  1.886%
43 20.110 2874 2877 2879 rBV 4237291 5382598 4.50% 0.608%
44 20.174 2884 2888 2889 rBV3 4164404 4976801 4.16% 0.562%
45 20.198 2889 2892 2903 rVB3 12908939 21423187 17.91% 2.421%

46 20.304 2906 2910 2913 rBV 17280660 19520916 16.32% @ 2.206%
47 20.351 2913 2918 2923 rVV2 10059684 16062500 13.42%  1.815%
48 20.404 2923 2927 2931 rVV 11377004 14524654 12.14% 1.641%
49 20.468 2935 2938 2944 rVB2 5975386 7139668 5.97% ©.807%
50 20.604 2957 2961 2966 rVB2 11040488 14789054 12.36% 1.671%

51 20.651 2966 2969 2977 rVB 2390240 3420813 2.86% ©.387%
52 20.915 3008 3014 3019 rVB2 8240007 15675894 13.10% 1.771%
53 21.104 3043 3046 3049 rVB 2576222 2833233 2.37% ©.320%
54 21.233 3064 3068 3074 rVB 16943435 18928110 15.82% 2.139%
55 21.304 3077 3080 3084 rVB 3471062 3768336 3.15% 0.426%

56 21.415 3095 3099 3103 rVB 7351349 9803079 8.19% 1.108%
57 21.533 3115 3119 3125 rBV2 7267359 10863683 9.08%  1.227%
58 21.686 3142 3145 3150 rBV2 1969246 2234518 1.87% 0.252%
59 22.168 3223 3227 3232 rVB 5715194 7383338 6.17% 0.834%
60 23.874 3514 3517 3524 rVB2 4135853 7604623 6.36% ©.859%

Sum of corrected areas: 885049253
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013443.D\data.ms

4e+07
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
1le+07

5000000 5.475 7.081 10.728
9.081 :

4.440 7.916 10.687 11416

O T T ‘ T T T T ‘ T T T T/\‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T \WW

Time—-> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BP013443.D\data.ms

17.992 19.08@8¥480
4e+07

18.263

3.5e+07
3e+07
2.5e+07 20.304

2e+07 19.89P ‘
18.204 19.221

1.5e+07 a1 ¢
§4,°%
le+07 .
13.181 13763 14,563 16.057 o 02;'321 Lrsst 9 %7 0
5000000 15.398 6.26257 11051 . 18,721

14.445
AN

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: BP013443.D\data.ms

o

4e+07
3.5e+07
3e+07
2.5e+07 21.233
2e+07

1.5e+07 22.168

23.874
NE M\J

0 L ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T
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1le+07

5000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.440 13.19 ng 2459650 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 56
3 Butanal 72 C4H80 000123-72-8 38
4 Butane, 1-isocyanato- 99 C5H9NO 000111-36-4 32
5 Cyanic acid, butyl ester 99 C5HSNO 001768-24-7 32
Abundance Scan 213 (4.440 min): BP013443.D\data.ms (-202) (-) m/z 44.00 100.00%
44.0
5000 WL
AR AR
H 4.20 4.40 4.60 4.80
ol Afl051 20712670 3410 42894938 ., 4105  8s.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4248: Hexanal
44.0
5000 LA B B I IR B
4.20 4.40 4.60 4.80
m/z 56.10 84.68%
O‘\\Y “I\‘W‘!\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4348: Cyclobutanol, 2-ethyl-
57.0
RN RRARRL
4.20 4.40 4.60 4.80
5000 m/z 43.10 63.36%
O‘H‘\‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #739: Butanal AR A BAR R Rane T
44.0 4.20 4.40 4.60 4.80
m/z 57.05 60.60%
OMJH"“m‘WH“m,‘m‘mwuH_m_m_m_uw T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46

Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2

13.763 17.55 ng

Nonanoic acid, 9-oxo-, meth...

Concentration Rank 15

Relative to ISTD R.T.
6626110  Acenaphthene-d10 14.563
Tentative ID MW MolForm CAS# Qual

Hit# of 5

1 Nonanoic acid, 9-oxo-, methyl ester 186 C10H1803

001931-63-1 87
1000452-00-9 43
000110-42-9 37
000111-11-5 35
000624-24-8 35

2 Methyl 8-methyl-nonanoate 186 C11H2202
3 Decanoic acid, methyl ester 186 C11H2202
4 Octanoic acid, methyl ester 158 C9H1802
5 Methyl valerate 116 C6H1202
Abundance Scan 1798 (13.763 min): BP013443.D\data.ms (-1793) (-
74.0
5000
143.1
ol m H I J\ | 204.2 283.1343.0402.9 477.1535.5

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

m/z 74.00 100.00%

—

—— —
13.50 14.00

m/z 55.10  88.23%

%

13.50 14.00

m/z 87.00 72.98%

— —
13.50 14.00

m/z 41.10 61.02%

:

13.50 14.00

m/z 43.10 50.69%

m/z--> 0 50

Abundance #60451: Nonanoic acid, 9-oxo-, methyl ester
74.0
5000
143.0
15
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #60731: Methyl 8-methyl-nonanoate
74.0
5000
143.0
olsﬁ)JMle,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60757: Decanoic acid, methyl ester
74.0
5000
‘ 143.0
o_wbw‘H“M‘,‘m"HwH_ww_m,w,‘

100 150 200 250 300 350 400 450 500 550

:

13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS vial : 6

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Heptadecane Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
16.263 12.89 ng 6213580  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 Cl6H34 000544-76-3 87
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2223 (16.263 min): BP013443.D\data.ms (-2219) (- m/z 57.10 100.00%

57.1
5000

S
211 sa0a 16.00 16.50
ALLLfPEY 2403 34114021 47508334 L. 4316 74.51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0

5000

o

7
16.00 16.50
m/z 71.10  59.95%

| JlP 70 2400
O‘Hlu"'w‘\‘\'\[HA\F‘“\‘H‘\‘\HHHH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0

7
16.00 16.50
5000 m/z 85.10 39.34%

0 \‘ | 1270 197.0 268.0
SR U L —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #287977: Heptacosane —
57.0 16.00 16.50
m/z 41.10  37.25%

- me
/

|, 2270 197.0 267.0 380.0

t

(SRS S it AR AR .0 L - e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP121322.M Thu Jan 12 13:10:13 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.992 189.20 ng 91226300  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 89
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72

Abundance Scan 2517 (17.992 min): BP013443.D\data.ms (-2509) (- m/z 74.05 100.00%

74.0
5000
1431 227.2 7
l 18.00
o_m‘ Mu‘MuH‘ml\ 392.1349.9 44895084 n/z 87.05 79.61%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161203:Hexadecanmcacm,meﬂwleaer
74.0
5000 IR
18.00
143.0 m/z 43.10 31.60%
H ‘ 227.0
01‘.59%‘JlJIWJl‘J\“\‘\\‘l\\‘\\\"\\L‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109335: Tridecanoic acid, methyl ester
74.0
T
18.00
5000 ITI/Z 55.10 27.28%
143.0
dsolllu @0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126209: Methyl tetradecanoate —
74.0 18.00
m/z 41.10 25.44%
5000
. “ 1430 540
N ==
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\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.204 43.29 ng 208719060  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 62
5 Nonanoic acid 158 C9H1802 000112-05-0 49

Abundance Scan 2553 (18.204 min): BP013443.D\data.ms (-2544) (-] ' m/z 73.00 100.00%

73.0
5000
213.2 A
L

“H \‘ ‘ 18.00 18.50
i “me‘ 4Ll P842350.1 42914923 ./, 43.19  90.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN CT
18.00 18.50

m/z 60.00  89.26%

H 213.0
O‘\\\J’ l‘"\“\“}\“‘\f!\‘\\\1‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid

73.0

T
18.00 18.50

w

5000 m/z 57.10 72.56%
171.0
0} ’J}Hm‘hnm H“‘H“H“‘H“HH‘HH‘HH‘HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid o e
73.0 18.00 18.50

m/z 55.10  70.34%

lS.CL "y 9\1\9\9 ’ J\JULLA

oy, “"H“H‘_"w"H“H‘_“w“u‘u“_“w‘ = —
miz--> 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\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.263 173.16 ng 83491500  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2563 (18.263 min): BP013443.D\data.ms (-2555) (- m/z 73.00 100.00%

73.0
5000 213.2
/|

= —
‘H \ ‘ \ L 18.00 18.50
0l \”uw L, 284.3342.1400346035183 /7 gp 00  80.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50

m/z 43.10 70.79%

“ 213.0
lh!l\”\H‘\\\\‘\‘\‘\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid

73.0

T
18.00 18.50

o

5000 m/z 55.10 65.16%
171.0
o_‘}u 4 ‘“h“”‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid — —
73.0 18.00 18.50

m/z 57.10  63.30%

sza “\ 2 ‘i-pxl \QTO UL/LM

O B B B O —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP121322.M Thu Jan 12 13:10:15 2023 Page: 9



Data Path :
Data File :
11
: CG/JU

: 01089-05 2X

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
BP013443.D

. 6

Quant Method :

Quant Title

TIC Library

Jan 2023 14:46

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Hexadecanoic acid, 15-methy... Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
18.639 13.87 ng 6689010  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 94
3 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 93
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 90
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 90

Abundance Scan 2627 (18.639 min): BP013443.D\data.ms (-2622) (- m/z 74.00 100.00%

74.0
5000

143.1 U
24T2 18.50 19.00
|, | 355.1 426.4484.9 549 37.00

‘H‘vwmmwwui‘u‘hk“w‘u““‘M“W‘H“H“M“w‘ m/z
> 100 150 200 250 300 350 400 450 500 550
Abundance #179168: Hexadecanoic acid, 15-methyl-, methyl ester
74.0

o

m/z-- 0

5000 1850 1900
241.0 : .
143.0 m/z 43.10 44.22%
O’“ ‘\‘ \l\‘\h“ ll\ \l\l\ l““““
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126207: Methyl tetradecanoate
74.0
— —
18.50 19.00
5000 ITI/Z 55.10 33.45%

O

\ 143.0
ol 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179166: Hexadecanoic acid, 14-methyl-, methyl ester —— ——

74.0 18.50 19.00
m/z 41.10 31.32%
5000
143.0 284.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP121322.M Thu Jan 12 13:10:16 2023 Page: 10



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP011123\

Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS vial : 6

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 10,13-Octadecadienoic acid,... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.086 248.14 ng 119646000  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 2703 (19.086 min): BP013443.D\data.ms (-2697) (- m/z 67.10 100.00%
67.

al

5000
“ ’PTSl 263.3 19.00
0L &Whhmwﬁﬁﬁ?m‘JVHMH‘3§§?ﬁ?%9H5ﬂgﬁ“‘ m/z 81.16 91.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.
5000 —
19.00

294.0 m/z 95.18  65.23%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
T T

19.00
5000 ITI/Z 55.10 59.21%
o“‘A“WMFWM““ww\H??%QW‘”‘w“w‘”‘\”‘w“”\‘ JKAAJMAwlNJ(L¥
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate —— ‘
67.0 19.00

m/z 41.10 47.52%

5000
294.0
M\ \\m J“ m hl “ Lo, 220 0

O el b e

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

8270E-BP121322.M Thu Jan 12 13:10:16 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46

Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Concentration Rank 5

Peak Number 9 Methyl stearate

R.T EstConc Area Relative to ISTD R.T.
19.257 153.58 ng 74050400  Phenanthrene-die 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 208 CloH3802 000112-61-8 99

005129-61-3 92
007132-64-1 91
054833-55-5 90
000112-39-0 81

2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802
3 Pentadecanoic acid, methyl ester 256 C16H3202
4 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802
5 Hexadecanoic acid, methyl ester 270 C17H3402

Abundance Scan 2732 (19.257 min): BP013443.D\data.ms (-2728) (-
74.0

m/z 74.05 100.00%

o

5000
143.1 255.3
]
‘ 19.00 19.50
O‘M‘,“H‘“‘“m“‘N“M‘““H‘bz‘g‘]""49‘49““‘5‘9‘8‘9“‘ m/z 87.05 82.85%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197271: Methyl stearate
74.0
5000 — =
19.00 19.50
143.0 %
‘ ‘ 298.0 m/z 43.10 31.67
OLS.Q .’l h \\ \‘ " 2’13 “ ‘
‘\\1\’\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester

R

74.0
19.00 19.50
5000 ITI/Z 255.25 29.64%
143.0 298.0
ol
o_m,u \w“mwHfm"\‘m,‘H‘,w,w,w,w,‘
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143569: Pentadecanoic acid, methyl ester — e
74.0 19.00 19.50
m/z 143.05 28.37%
5000
143.0
‘ \ 30
R0 oY NN | 0,0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP121322.M Thu Jan 12 13:10:17 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.480 244.01 ng 119600000  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
4 Undecanoic acid 186 C11H2202 000112-37-8 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2770 (19.480 min): BP013443.D\data.ms (-2756) (. m/z 73.05 100.00%

3

5

241.2
5000
i
- Wwm_\m“‘2”?”2”?7?‘8“““60‘7“53""‘9 m/z 43.18 79.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 U
185.0 19.50
" m/z 60.05 79.76%
OIT’ ’I‘\”‘\J‘\T“l\\H\“\HL!Hl\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
—
19.50
5000 ITI/Z 57.10 70.12%
199.0
gsolliligsen
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid T
73.0 19.50
m/z 55.10 66.78%
5000
185.0
0%5&“ Wmm'“l,,,,,, e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP121322.M Thu Jan 12 13:10:18 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 cis-Methyl 1l-eicosenoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.198 43.71 ng 21423200  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 64
2 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 58
3 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 49
4 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 46
5 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 46
Abundance Scan 2892 (20.198 min): BP013443.D\data.ms (-2889) (- m/z 55.10 100.00%
55.1
167.1
292.3 — ——
‘ “H ‘ 20.00 20.50
oww\” ‘I‘J‘wwwﬁw]‘hﬂ“““‘399‘?’“‘45“%9?“9 m/z 69.16  71.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229545: cis-Methyl 11-eicosenoate
55.0
5000 — ——
20.00 20.50
2920 m/z 57.10  64.41%
’ 208.0 ’
O‘\\ll\\’ \JI\A‘\J“d\Ah\u“n|\‘\\l‘J\\‘\l\Jl\l\\\l‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229538: Methyl 9-eicosenoate
55.0
— —
20.00 20.50
5000 m/z 83.10 61.54%
292.0
e == |
YIS 1 WP G A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229553: 11-Eicosenoic acid, methyl ester — —
55.0 20.00 20.50
m/z 41.10 59.55%
292.0
5000
30 208.0
ow‘u,\mw“lu't“qmw‘u-‘\m“‘L‘,W_MW_W S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP121322.M Thu Jan 12 13:10:20 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Eicosanoic acid, methyl ester  Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.304 39.83 ng 19520900  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 98
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
3 Methyl stearate 298 C19H3802 000112-61-8 93
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 90

Abundance Scan 2910 (20.304 min): BP013443.D\data.ms (-2906) (- m/z 74.00 100.00%
74.0
143.1 — s
‘ l ,, 253 20.00 20.50
o_H‘,‘w\”“eutwwﬁ”w‘un‘36‘1“1““““32‘1“4‘9?‘2‘“_ m/z 87.00  77.99%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 o et
20.00 20.50
143.0 284.0 m/z 43.10 40.05%
O‘\\WT’\‘\I\L\“‘M‘\\\“\\\\?‘ﬂ-\\\\l‘\\\‘l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #232222: Eicosanoic acid, methyl ester
74.0
— ——
20.00 20.50
5000 m/z 55.10 30.42%
143.0
‘ ‘ ‘ 26.0
ol 2o U
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #197275: Methyl stearate “ —
74.0 20.00 20.50
m/z 41.10 24.22%
5000
143.0
MI\J | 2o
o"H‘,‘Jm“‘uwHu\m"Mm,‘H‘,w_m‘www — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP121322.M Thu Jan 12 13:10:22 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknown20.351 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.351 32.77 ng 16062500  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,2,3,4,4a,5,6,8a-0ctahydro-naph... 136 C10H16 031244-58-3 43
2 9-Octadecyne 250 C18H34 035365-59-4 43
3 3-Methyl-cis-3a,4,7,7a-tetrahydr... 136 C10H16 1000144-04-4 41
4 1,E-8,Z-10-Dodecatriene 164 C12H20 1000098-05-5 38
5 Cyclopentanecarboxylic acid, 3-p... 210 C13H2202 1000154-24-9 38
Abundance Scan 2918 (20.351 min): BP013443.D\data.ms (-2913) (- m/z 55.10 100.00%
55.1
5000 136.1 M/UM
210.2
P P
‘ H} “ ’ 20.00 20.50
ob MAERALL L 10 27913411 412347625372 1 g1 10 se.6e%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #18146: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene
95.0
5000 — ——
20.00 20.50
;f m/z 68.10  72.56%
O\h\\‘in\ll\\‘“\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #136137: 9-Octadecyne
81.0
- P
20.00 20.50
5000 m/z 67.05 66.28%
138.0
ol me
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18142: 3-Methyl-cis-3a,4,7,7a-tetrahydroindan — ——
67.0 20.00 20.50
m/z 79.10 59.26%
5000 136.0 M
O"HMH B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP121322.M Thu Jan 12 13:10:25 2023 Page: 16



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
BP013443.D

: 11 Jan 2023 14:46
: CG/JU
: 01089-05 2X

. 6

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 unknown20.404 Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
20.404  29.63 ng 14524700  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Amino-4,6-dimethoxypyrimidine 155 C6HIN302 036315-01-2 47
2 Cyclopentane, (2-methyl-1-propen... 124 CSH16 053366-57-7 38
3 1,2-Cyclohexanedicarboxylic acid... 362 C21H3005 1000339-67-1 38
4 1,2-Cyclohexanedicarboxylic acid... 348 C20H2805 1000339-66-9 38
5 Benzene, 2-fluoro-1-methyl-4- nltro- 155 C7H6FNO2 001427-07-2 35

Abundance Scan 2927 (20.404 min): BP013443.D\data.ms (-2923) (-] | m/z 155.10 100.00%
155.1
67.1
5000
—==
‘ ' l2261 20.50
o bidol 22612921 3734 44835071 0 6710 s55.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32467: 2-Amino-4,6-dimethoxypyrimidine
155.0
68.0
5000 T
20.50
m/z 55.10 49.75%
O\\\‘IJ\ JMM‘V‘\“\%“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #12232: Cyclopentane, (2-methyl-1-propenyl)-
67.0
—
20.50
5000 m/z 68.18  45.13%
124.0
0 M“'l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271672: 1,2-Cyclohexanedicarboxylic acid, hexyl 4-metk e
155.0 20.50
m/z 81.10 41.48%
5000
81.0 239.0
AN -
H‘“H“H“‘H“‘H“_“‘_“‘_“w“‘w“u“‘u“ —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP121322.M Thu Jan 12 13:10:26 2023 Page: 17



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP011123\

Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS vial : 6

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 unknown20.468 Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
20.468 14.57 ng 713970  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cyclododecanemethanol 198 C13H260 001892-12-2 38

075568-59-1 38
088168-99-4 22
118252-04-3 14
000645-10-3 14

ethanesulfonic acid, 2,7-dioxat... 234 C9H1405S
-Chloropropionic acid, octadecy... 360 C21H41Cl02
-Hexyl-2-nitrocyclohexane 213 C12H23NO2
,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30

uih wNneE
P RPWX0O

Abundance Scan 2938 (20.468 min): BP013443.D\data.ms (-2935) (- m/z 55.00 100.00%
55.0
5000 137.1 J\/UWWM
P
UL
ol L ‘“” I ‘e“su Lo, 2701340.34003 464.3 535.1 1/, 41,10  41.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73909: Cyclododecanemethano
55.0
5000 T
20.50
J H *z m/z 43.16  40.55%
O \\VH\‘\\lf‘f‘Tfh\Il[l\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116662: Methanesulfonic acid, 2,7-dioxatricyclo[4.3.1.0(
55.0
137.0
P
20.50
5000 ITI/Z 69.10 38.64%
0’2340 MM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #269865: 3-Chloropropionic acid, octadecyl ester T
55.0 20.50
m/z 137.05 38.17%
B WN/A/\,J\AAVNAMW,MN/M
ol il .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 unknown20.604 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

20.604 30.17 ng 14789100  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Nonenal, 3,7-dimethyl- 168 C11H200 1000132-43-9 49
2 Cyclohexaneethanol, .beta.-methy... 140 C9H160 007697-55-4 25
3 1H-Indene, 5-butyl-6-hexyloctahy... 264 C19H36 055044-36-5 25
4 (Z)-2-pentylcyclopentanone oxime 169 C10H19NO 1000441-61-3 18
5 (5-Cyclohexyl-1,2,4-oxadiazol-3-... 181 C9H15N30 1000443-46-1 14

Abundance Scan 2961 (20.604 min): BP013443.D\data.ms (-2957) (- m/z 55.10 100.00%

55.1
5000 1531

—
2211 2091 20.50 21.00
ol 359.3_432.4 498.6 m/z 99.10 88.43%

m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #43358: 6-Nonenal, 3,7-dimethyl-
55.0

5000 — —
20.50 21.00

m/z 83.10  85.25%

()lllm“l I\\"\\l\l‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #21611: Cyclohexaneethanol, .beta.-methylene-
67.0

T
20.50 21.00
5000 m/z 43.10  68.25%

\H\ | \\\HH“?-O
o B —
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #153497: 1H-Indene, 5-butyl-6-hexyloctahydro- —— ——
41.0 20.50 21.00

m/z 67.10 63.70%

109.0
5000 179.0
‘ \I“luwl ‘ ‘M‘ | | 264.0

0 “‘w“u“u‘,u“_u‘w“‘w“u,‘u“u“_“w‘ — —

m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00

a1 7
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46

Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17 unknown20.915 Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
20.915 31.98 ng 15675900  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 30
2 Naphthalene, decahydro-1,1-dimet... 166 C12H22 035431-04-0 25

3 Tricyclo[5.2.1.0(2,6)]dec-8-ene-... 262 C15H1804 1000150-64-5 25
4 (E)-3-Methyl-5-(2,6,6-trimethyl-... 278 C17H2603 1000495-80-8 25
5 (1R,2S,3R)-1,4-Bis(benzo[d][1,3]... 342 C2@H2205 111786-59-5 15
Abundance Scan 3014 (20.915 min): BP013443.D\data.ms (-3008) (- m/z 81.00 100.00%
810 1511
5000
7. —
TV
0 ""“«‘H‘mew,xw‘uuﬁ7‘1‘r°"“2‘?‘3 5030 ' m/z 95.10 86.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #209661: Methyl 2-octylcyclopropene-1-octanoate
81.0
5000 T
21.00
m/z 151.05 85.73%
H 308.0
O' \‘H!‘\‘\M\U\H\H\\““\\‘\\’\\l\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #41565: Naphthalene, decahydro-1,1-dimethyl-
810 151.0
—
21.00
5000 ITI/Z 55.10 51.45%
0- ”“}LhJ}J',, JKQAAvAAJ\VKKMAJy%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #150617: Tricyclo[5.2.1.0(2,6)]dec-8-ene-8,9-dicarboxylic P
151.0 21.00
m/z 67.05 49.79%
79.0
5000
| ‘ 231.0
) ETATH BN PSPY S et — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46

Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Docosanoic acid, methyl ester  Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
21.233 38.62 ng 18928100  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Methyl 20-methyl-heneicosanoate 354 (C23H4602 1000336-47-4 98
3 Methyl stearate 298 C19H3802 000112-61-8 97
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83

Abundance Scan 3068 (21.233 min): BP013443.D\data.ms (-3064) (- m/z 74.00 100.00%
74.0
5000
143.1 A | W |
‘ l parp 2 21.00 21.50
o_‘HWJ'U‘Hw‘w\‘HH‘h‘H_m“‘3‘37‘9”"15;‘7‘1”5‘1“?”5_ m/z 87.00 80.46%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 S —
2100 21.50
143.0 m/z 42.88%
354.0
O]‘.?\?\‘\\\Jﬂ\l\‘l%\‘\\\‘\\\\l‘\\\Zﬁs\\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #264191:Meﬂwl204neﬂwhhenemosanoam
74.0
2100 2150
5000 m/z 30.23%
143.0 354.0
“ 255.0 ‘
O‘\\u‘m“\‘\‘JH‘MW‘H\‘\‘m“‘uu‘\\u‘uu‘uu‘uu‘\m‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197271: Methyl stearate
74.0 2100 2150
m/z 27.77%
5000
143.0
‘ \ 298.0
ool el L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2100 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Triphenylphosphine oxide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

21.533 22.16 ng 10863700  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 80
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 37
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 28

Abundance Scan 3119 (21.533 min): BP013443.D\data.ms (-3115) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 — ‘
REEN e
Ot AL UL L 3503 417.2476.25352 /5 578 10 32.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —
21.50
77.0 199.0 m/z 199.00 19.64%
14.0 ‘
O‘\\\\“‘\\‘\\‘\\\\‘Jl\\\h\”\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

-

—r—
21.50
5000 m/z 201.10  19.15%
77.0

183.0

J \\\HnMILL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o

%

R
21.50
m/z 77.00 18.01%

5000

~
o
=
[ee]
w
o

; il

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13443.D

Acq On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Tetracosanoic acid, methyl ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.168 15.06 ng 7383340  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosanoic acid, methyl ester 382 C25H5002 002442-49-1 98
2 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 97
3 Octadecanoic acid, 17-methyl-, m... 312 C20H4002 055124-97-5 87
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 81

Abundance Scan 3227 (22.168 min): BP013443.D\data.ms (-3223) (- m/z 74.00 100.00%

74.0
5000 L
143‘1 T T ‘ T T ‘ T
‘ “} ‘ arp 3392 22.00 22,50
I
Obrcbblll L 282 | 4070 4901548¢ . g7 0 82.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289583: Tetracosanoic acid, methyl ester
74.0
382.0
5000 — ——
143.0 22.00 22.50

m/z 43.10  49.74%

0“H\‘HMHW”“VH‘EﬁH”*ﬁHJ‘\H“WH“M“‘M“‘M“W‘ A//\\\J\VJKNWN\NJ\AM
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #249023: Heneicosanoic acid, methyl ester
74.0
22.‘00 22.‘50
5000 ITI/Z 57.10 36.67%
143.0
0~ \‘”‘W‘”\”‘W”‘W‘”‘V‘”\””!”‘W‘”‘W‘”P
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #214999: Octadecanoic acid, 17-methyl-, methyl ester e e
74.0 22.00 22.50
m/z 55.10 33.03%
143.0
312.0
0"HL”“wawﬂi‘M“W“”Aﬁékhiy“\”“M“‘M“w“‘w‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@O13443.D

Acqg On : 11 Jan 2023 14:46
Operator : CG/JU

Sample : 01089-05 2X

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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|
Hexanal 4.440 13.2 ng 2459650 1  7.916 3728270 20.0
Nonanoic acid, ... 13.763 17.6 ng 6626110 3 14.563 7551330 20.0
Heptadecane 16.263 12.9 ng 6213580 4 17.322 9643440 20.0
Hexadecanoic ac... 17.992 189.2 ng 91226300 4 17.322 9643440 20.0
n-Hexadecanoic ... 18.204 43.3 ng 20871900 4 17.322 9643440 20.0
Tridecanoic acid 18.263 173.2 ng 83491500 4 17.322 9643440 20.0
Hexadecanoic ac... 18.639 13.9 ng 6689010 4 17.322 9643440 20.0
10,13-Octadecad... 19.086 248.1 ng 119646000 4 17.322 9643440 20.0
Methyl stearate 19.257 153.6 ng 74050400 4 17.322 9643440 20.0
Octadecanoic acid 19.480 244.0 ng 119600000 5 21.415 9803080 20.0
cis-Methyl 11-e... 20.198 43.7 ng 21423200 5 21.415 9803080 20.0
Eicosanoic acid... 20.304 39.8 ng 19520900 5 21.415 9803080 20.0
unknown20.351 20.351 32.8 ng 16062500 5 21.415 9803080 20.0
unknown20.404 20.404 29.6 ng 14524700 5 21.415 9803080 20.0
unknown20.468 20.468 14.6 ng 7139670 5 21.415 9803080 20.0
unknown20. 604 20.604 30.2 ng 14789100 5 21.415 9803080 20.0
unknown20.915 20.915 32.0 ng 15675900 5 21.415 9803080 20.0
Docosanoic acid... 21.233 38.6 ng 18928100 5 21.415 9803080 20.0
Triphenylphosph... 21.533 22.2 ng 10863700 5 21.415 9803080 20.0
Tetracosanoic a... 22.168 15.1 ng 7383340 5 21.415 9803080 20.0
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