LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

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-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20588.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 26 rVB 5130394 7779888 28.73% 4.838%
2 5.375 400 406 415 rVB 1527253 2262204 8.35% 1.407%
3 6.934 665 671 676 rBV 1033174 1650037 6.09% 1.026%
4 7.299 727 733 750 rVB3 801657 3278411 12.11% 2.039%
5 7.752 804 810 816 rVB 712753 1115688 4.12% 0.694%

8.046 852 860 862 rBV 148625 355542  1.31%
8.069 862 864 879 rVB4 232785 612532  2.26%
8.687 960 969 970 rBV 363200 743211  2.74%
8 3.73%

5.71%

.905 999 1006 1018 rVB 2129152 3716566 1
10 10.516 1274 1280 1287 rVB 921818 1545695

ONOOO
N
o))
N
R

11 12.981 1693 1699 1706 rVB 5671993 8136660 30.05%
12 14.369 1927 1935 1943 rBV 1517422 2492629  9.21%
13 14.463 1944 1951 1960 rVB5 110949 338398 1.25%
14 14.598 1961 1974 1987 rBV 2538294 5926679 21.89%
15 15.887 2185 2193 2199 rBV 4944249 7793180 28.78%

AwWwoORruwu
N
[
[~
X

16 15.945 2199 2203 2206 rVV 708227 1339795 4.95%
17 15.992 2206 2211 2216 rVV2 1286143 3461227 12.78%
18 16.034 2216 2218 2224 rVW 867620 1758934 6.50%
19 16.104 2226 2230 2245 rVB3 811699 2702415 9.98%
20 16.322 2257 2267 2269 rBV 5119261 12301708 45.43%

NRr RN
[
O
I
R

21 16.375 2271 2276 2280 rBV 3671799 6703355 24.76% 4.168%
22 16.481 2281 2294 2295 rBV 10085844 27078044 100.00% 16.837%
23 16.557 2304 2307 2312 rVB 658184 931278 3.44% 0.579%
24 16.675 2324 2327 2332 rVB 472257 614798 2.27% ©.382%
25 16.916 2363 2368 2380 rVB7 207153 705070 2.60% 0.438%

26 17.028 2380 2387 2396 rVB4 270896 789946 2.92% 0.491%
27 17.175 2407 2412 2418 rVB 1685179 2719249 10.04%  1.691%
28 17.239 2418 2423 2425 rBv2 178431 272223 1.01% ©.169%
29 17.481 2459 2464 2471 rVB 1918378 3085464 11.39% 1.919%
30 17.981 2545 2549 2554 rBV2 207914 347810 1.28% 0.216%
31 18.122 2560 2573 2578 rBV 1969113 3317523 12.25% 2.063%
32 18.875 2696 2701 2706 rBv4 328722 784513 2.90% 0.488%
33 19.181 2749 2753 2758 rVB 544649 770682 2.85% 0.479%
34 19.233 2758 2762 2765 rBV 278339 449782 1.66% ©.280%
35 19.328 2775 2778 2782 rBV 440156 608363 2.25% ©.378%

36 19.363 2782 2784 2787 rVB 309010 299825 1.11% 0.186%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

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-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.404 2788 2791 2793 rBV2 504022 664621 2.45% 0.413%
38 19.469 2793 2802 2813 rVB 3065334 6766764 24.99%  4.208%
39 19.922 2873 2879 2885 rBV 8988164 13083823 48.32% 8.136%
40 20.069 2900 2904 2914 rBV2 564501 952088 3.52% 0.592%
41 20.292 2940 2942 2951 rVB2 192571 306597 1.13% 0.191%
42 20.375 2952 2956 2962 rBV 662311 785106 2.90% 0.488%
43 20.798 3024 3028 3039 rVB 767501 1310358 4.84% 0.815%
44 21.322 3114 3117 3127 rVB 271791 405171 1.50% 0.252%
45 21.527 3147 3152 3162 rVB 838878 1562600 5.77% 0.972%
46 21.639 3166 3171 3178 rVB 2083139 3103949 11.46% 1.930%
47 22.339 3286 3290 3302 rVB 631395 1651569 6.10% 1.027%
48 23.280 3445 3450 3460 rVB 994587 2008490  7.42% 1.249%
49 24.992 3734 3741 3754 rVB 1372890 3475093 12.83% 2.161%
50 25.615 3842 3847 3859 rVB 776546 1895273 7.00% 1.178%
51 26.510 3990 3999 4010 rBV6 685176 2214683 8.18% 1.377%

52 29.833 4554 4564 4565 rBV 783685 1846259 6.82% 1.148%

Sum of corrected areas: 160821768
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP020588.D\data.ms
1.6e+07

1.4e+07
1.2e+07

le+07
8000000
6000000 g

4000000
8.905

2000000 5.375 6.9347.299 7750 | o g6 10.516

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BP020588.D\data.ms
16.481

1.6e+07
1.4e+07
1.2e+07

1e+07 19.922
8000000
6000000¢-981

4000000 19.469

14.598 21.639
17.13%£-481 18.122

2000000 14.36 he :
e L ks

O L o e B B e o e s L e o L s e LA s s

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP020588.D\data.ms

1.6e+07
1.4e+07
1.2e+07
le+07
8000000
6000000
4000000

2000000{  23.280 24.992 25.615 26.510 29.833

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\

BP©20588.D
: 11 Jun 2024 14:59
: MA/JU
. P2767-01
: 6 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.028 139.46 ng 7779890 1,4-Dichlorobenzene-d4 7.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 7 (3.028 min): BP020588.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 J\
R RRARREEEEE
’ ‘ 3.103.203.303.40
oMk 1] 181.0192.9 2561 327.0384.0442.0500.7 4/, 43.10  37.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL R RN RN R
3.103.203.303.40
‘ m/z 55.10 27.23%
O Al\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R ERERREE
3.103.203.303.40
5000 m/z 87.05 26.69%
0 ‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl-
73.0 3.103.203.303.40
m/z 41.10 11.97%
5000 /\
0 mMHku_‘H}?%QM‘H“H‘_“w‘u“u‘w‘u“u‘W‘ o IRRARIERRE A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.299 58.77 ng 3278410 1,4-Dichlorobenzene-d4 7.752

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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 733 (7.299 min): BP020588.D\data.ms (-727) (-) m/z 73.00 100.00%
w00 /MJL
213.2 -
”H 34| l 4 7.00 7.20 7.40 7.60
0l ”«'wm“ Ll 27633409 4151 5263 n/z 43.10  88.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 L L B I BN AL
7.00 7.20 7.40 7.60
H 213.0 m/z 60.00 78.68%
O‘\\\J"‘\l\“‘\h\“\\‘ \WI\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
AR ARNEEEEE T
7.00 7.20 7.40 7.60
5000 m/z 55.10 70.14%
171.0
O}ﬂJmmm‘J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid AR ARNEEEEE T
73.0 7.00 7.20 7.40 7.60
m/z 57.10 67.61%
5000
‘L 199.0
LS. m )
o2H "J¢‘p‘w“““‘ S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
BP020588.D
: 11 Jun 2024 14:59

Operator : MA/JU

Sample
Misc
ALS vial : 6

Quant Method
Quant Title

TIC Library

. P2767-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Pentadecanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.069 10.98 ng 612532 1,4-Dichlorobenzene-d4 7.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72

000638-53-9 59
000143-07-7 58

214 C13H2602
200 C12H2402

4 Tridecanoic acid
5 Dodecanoic acid

Abundance Scan 864 (8.069 min): BP020588.D\data.ms (-862) (-) m/z 55.10 100.00%

55.1

5000
1291 5132

7.80 8.00 8.20 8.40
m/z 73.00  92.55%

1L 82.0 366.9 438.3 505.7
oy

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

o

Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 UL L B I B A BN
7.80 8.00 8.20 8.40
M‘ 213.0 m/z 41.10 86.80%
O‘\H\I"\\"1“\“\\‘\WH\‘\H\“\H\‘HH‘HH‘HH‘HH‘\\H‘\

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

Abundance #126199: Pentadecanoic acid
73.0
R mmaa e A
7.80 8.00 8.20 8.40
5000 m/z 43.10 82.23%
199.0
OLSL, Wiiseo |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid AR
73.0 7.80 8.00 8.20 8.40
m/z 60.00 81.90%
5000
185.0

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

7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tridecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.687 13.32 ng 743211 1,4-Dichlorobenzene-d4 7.752

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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 969 (8.687 min): BP020588.D\data.ms (-960) (-) m/z 73.00 100.00%
73.0

%

5000
213.2
T
“H 1| l 8.40 8.60 8.80 9.00
ol ‘Mhuu“"H‘w?§?%34??u4ﬁ43“ﬂ9]7‘w‘ m/z 43.10  84.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 L B L B L L R
8.40 8.60 8.80 9.00
“ 213.0 m/z 60.00 81.54%
O‘\\\\IH 1’“!'“\“\\‘ \\!\\]\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0

8.40 8.60 8.80 9.00
5000 m/z 55.10 74.46%

171.0

otstL minm. L ‘\

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

=

Abundance #126199: Pentadecanoic acid e ERRamEESS T
73.0 8.40 8.60 8.80 9.00
m/z 57.10  73.28%
5000
199.0

015J> ‘“ ’\HMP\ \‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknownl4.598

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.508 47.55ng 5026680 Acenaphthene-d1e 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-bromo- 262 Cl3t27Br 000765-09-3 10

2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

3 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO

4 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403
5 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO

000540-88-5 10
1000420-35-2 10
058002-07-6 10
195194-80-0 10

Abundance Scan 1974 (14.598 min): BP020588.D\data.ms (-1961) (-

9.

43.10 100.00%

N

14. 50 15. 00

57.10  57.74%

N

14. 50 15. 00

5000 137.1
ol ] ”W ' L19722563 323.9 400.2459.9519.9
b L L 290.3 3239 400.2459.9519.9
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #150340: Tridecane, 1-bromo-
57.0 135.0
5000 \
OLWW\IJ’

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

m/z 101.05  49.94%

T T
14.50 15.00

Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
5000
101.0
0‘M$Mf‘HJH‘W‘H“H‘W‘H‘W“W‘H‘_‘H“H‘_‘H‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl-

m/z 97.10  48.41%

il

I
14. 50 15.00

43.0
m/z 137.05 47.09%
5000
140.0
o“ mlJIqMﬂH,‘“w“‘“H“,“H‘““_““‘H““‘w‘ _—_ ‘
miz--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

8270E-BP052924.M Wed Jun 12 07:53:18 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Oleic Acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.993 25.46 ng 3461230  Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 99
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 98
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 97
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 95
Abundance Scan 2211 (15.992 min): BP020588.D\data.ms (-2206) (| m/z 55.10 100.00%
55.1
5000 M/\/
e
" 31 264.1 16.00
o"H‘J_Wul'u"u'x WAD3L 1 326038574489 5164 ./, 69,10 71.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
55.0
5000 R
16.00
' ‘ 2640 m/z 41.10  69.15%
O‘\\\JJ fl‘\“'\h\lh‘\“h\l‘h\\J\l\l“\}'\‘\ \‘l\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
.
16.00
5000 m/z 83.10 60.16%
' ‘ 264.0
0"HM"h"|H“Jh““l“‘%“"'&u‘u1"“ .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid =
55.0 16.00
m/z 43.10 52.76%
64.0
o”“““ ﬁu'xfuum'm‘w_‘wawm‘w_ —
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\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Tridecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.034 12.94 ng 1758930  Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 68
2 1-Tridecene 182 C13H26 002437-56-1 64
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 62
4 9-Eicosenoic acid, (Z)- 310 C20H3802 029204-02-2 53
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 43
Abundance Scan 2218 (16.034 min): BP020588.D\data.ms (-2216) (- m/z 55.10 100.00%
55.1
5000 /JJM¢\\/JV/\
T \
H‘ 264.2 16.00
o‘H“Mw“u:““k"}”?HH‘\““‘3““‘9‘9‘”42“9“1““?‘9“2?“‘8‘ m/z 41.10  72.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid
55.0
5000 e :
16.00
m/z 83.10 62.57%
H 264.0
O‘\\f“‘ J\\II‘\V\WMJI.‘“\I\\H\.\}‘\‘\‘l\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56947: 1-Tridecene
43.0
T \
16.00
5000 m/z 69.10 62.34%
T
o_mHHHWM‘m‘M‘HH_HWm_H‘,HH,HH,HH,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid . ‘
55.0 16.00
m/z 97.10 52.09%
) N\JJ\/\
264.0
0l MJ.‘.LJM...&O.““ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00

8270E-BP052924.M Wed Jun 12 07:53:21 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 cis-Vaccenic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.104 19.88 ng 2702420  Phenanthrene-die 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 96
2 9-Octadecenoic acid 282 C18H3402 002027-47-6 95
3 Oleic Acid 282 C18H3402 000112-80-1 94
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 93

Abundance Scan 2230 (16.104 min): BP020588.D\data.ms (-2226) (- m/z 55.10 100.00%

55.1
5000

fs 1 2241 16.00 16.50

ol | Ahdd sy 282134073988 4633 8325 /. 69 10 67.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
55.0

5000 ‘ ‘ 1
16.00 16.50

m/z 41.10 61.26%

FR0 1gm0 2540
‘Jl\‘“\w‘\Jh‘\h\‘“\lf% .1Fl\f]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176210: 9-Octadecenoic acid

55.0

o

o

16.00 16.50
5000 264.0 m/z 83.10 58.28%
OHM
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid ‘ ‘ —
55.0 16.00 16.50

m/z 43.10 50.26%

5000
J H 264.0
0 ’ HM A \l I n 0 R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP052924.M Wed Jun 12 07:53:22 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP©20588.D

Acqg On : 11 Jun 2024 14:59

Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.322 90.48 ng 12301700  Phenanthrene-d1e 17.175
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 2267 (16.322 min): BP020588.D\data.ms (-2257) (-

3

m/z 73.00 100.00%

=

5000
241.2
—
‘ H 171| \ \ 16.00 16.50
ob AMRLLLL T | 3317 40194606 547 T a3 16 .65y
m/fz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = s
185.0 16.00 16.50
‘ ‘ H m/z 60.00 84.04%
O‘\\l\i\"\ \’\II\”\J“IW\H\\l\\“\l\‘\\‘\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

73.0

=

—
16.00 16.50
5000 m/z 57.10 82.06%

199.0

solblliisso)

0Py, ““““‘
miz> 0 50 100 150 200 250 300 350 400 450 500 550

B

Abundance #109279: Tetradecanoic acid
73.0 16.00 16.50
m/z 55.05 75.61%
5000
185.0
AN L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP052924.M Wed Jun 12 07:53:23 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP©20588.D

Acqg On : 11 Jun 2024 14:59

Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Tetradecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.375 49.30 ng 6703360  Phenanthrene-d10 17.175
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 72
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2276 (16.375 min): BP020588.D\data.ms (-2271) (-

3

m/z 73.00 100.00%

5000
241.2

%‘

—
’i“ 17111 ‘ 16.00 16.50
O AL LI L 13271 401.0460.9519.4 1/ 6p.e8  79.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 - s
16.00 16.50
H 284.0 m/z 43.10  79.74%
0_‘\" il ’Mhm il

\\\\‘\\\\‘1\1!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

73.0

g

16.00 16.50
5000 m/z 57.10 73.29%

otstL i H\ ‘Il ,.W\llg‘gﬂ

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

-

Abundance #109283: Tetradecanoic acid
73.0 16.00 16.50
m/z 55.10 68.65%
5000
185.0
o_ml,u’ mm\\l“ o —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP052924.M Wed Jun 12 07:53:23 2024 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
BP020588.D

Jun 2024 14:59

: MA/JU
. P2767-01

. 6

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 n-Decanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.481 199.16 ng 27078000  Phenanthrene-d10 17.175
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2294 (16.481 min): BP020588.D\data.ms (-2281) (-

9.

m/z 73.05 100.00%

5000

F

241.2
H} 1711 ‘ 16.50
o AL L L)) 341.1401.1458.9517.3 L 6o 65 76.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —
16.50
’ 284.0 m/z 43.10  75.96%
O‘\\"\ “ HIJ‘“M\J\IMIW“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
——
16.50
5000 ITI/Z 57.10 70.86%
143.0 242.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T
60.0 16.50
m/z 55.10 70.08%
5000 129.0
U 213.0
S m— HHW“M_"w\w‘HWWWWWW -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

8270E-BP052924.M Wed Jun 12 07:53:24 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP©20588.D
Acqg On : 11 Jun 2024 14:59
Operator : MA/JU
Sample : P2767-01
Misc
ALS vial : 6 Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.481 22.69 ng 3085460 Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 91
2 Phthalic acid, isobutyl octyl ester 334 C20H3004 1010309-04-5 83
3 Phthalic acid, isobutyl undecyl ... 376 C23H3604 1010308-97-3 83
4 1,2-Benzenedicarboxylic acid, bi... 250 C14H1804 000605-45-8 80
5 Dibutyl phthalate 278 C16H2204 000084-74-2 78
Abundance Scan 2464 (17.481 min): BP020588.D\data.ms (-2459) (- | m/z 149.00 100.00%
149.0
5000 /J\ﬁ»
57.1 s
223.1 17.50
Obrrbthier b - 284.3341.0398.9455.8513.1 /7 57,10 19.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170896: 1,2-Benzenedicarboxylic acid, bis(2-methylprop
149.0
5000
17 50
57.0 ITI z 41.10 9.66%
! 230
O\\\\[\\W\‘\\\\ \‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241696: Phthalic acid, isobutyl octyl ester
149.0
17 50
5000 m/z 150.00 9.53%
57.0
obids . #3080
et e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284749: Phthalic acid, isobutyl undecyl ester =
149.0 17.50
m/z 104.00 7.74%
5000
57.0
Y O s - Ju
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50

8270E-BP052924.M Wed Jun 12 07:53:25 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\

BP©20588.D
: 11 Jun 2024 14:59
: MA/JU
. P2767-01
: 6 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 unknownl8.122 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.122 2440 ng 3317520  Phenanthrene-d1e 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 99

000638-53-9 95
000057-11-4 93

214 C13H2602
284 C18H3602

2 Tridecanoic acid
3 Octadecanoic acid

4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 2573 (18.122 min): BP020588.D\data.ms (-2560) (- m/z 73.00 100.00%
73.0
20 /\/\J\h
213.2 i Gt
W} ‘ 18.00 18.50
ob JAMAEEPE 4|1 peatsaro 4149 480.0545¢ /0 60 00 86.85%
m/z--> 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
W 213.0 m/z 43.10 85.72%
O\\i‘ \\"“J"‘\“\‘\l\1\\f‘\“\fl\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 ITI/Z 57.10 73.04%
171.0
o\‘\ N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid —— —
73.0 18.00 18.50
m/z 55.10 70.76%
5000
H 185.0  284.0
0 wﬂh \&uﬂﬂﬂpu“‘u“‘Hw‘_“‘_“w“‘w“‘w“u“ e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP052924.M Wed Jun 12 07:53:26 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP©20588.D

Acqg On : 11 Jun 2024 14:59

Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Octadecanoic acid, 2-(2-hyd... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.469 43.60 ng 6766760  Chrysene-d12 21.639
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83

Abundance Scan 2802 (19.469 min): BP020588.D\data.ms (-2793) (-

3

m/z 73.00 100.00%

-

5000
241.2
‘ ‘ ‘ 1714 \ { 19.50
- “ i Aokl | 8412 417.1475.95360 ./, 4319 93.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 —
185.0 19.50
‘ " m/z 60.00 85.43%
O‘\\l\!l"\ \’\II\”\J“IW‘“\\l\\“\l\‘l\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

73.0

-

19.50
5000 m/z 57.10  79.53%

otsoL " HHN ,.Wllg‘gﬂ

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

-

Abundance #143510: n-Hexadecanoic acid
60.0 19.50
m/z 55.10 75.59%
5000 129.0
H 213.0
S m— ““u\wm\‘Hm_m‘“mWHWm‘w‘w‘w“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP052924.M Wed Jun 12 07:53:27 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP©20588.D

Acqg On : 11 Jun 2024 14:59

Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Pentadecane, 8-hexyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
21.528 10.07 ng 1562600 Chrysene-d12 21.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3152 (21.527 min): BP020588.D\data.ms (-3147) (|  m/z 57.10 100.00%
57.1
o L
21550 |
169.1 :
0 H“ h L2232 2051 38044421 549 ;71 10 67.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 —— :
21.50
43.10 58.50%
o0  196.0 m/z
0\J“\}\\\”‘Wl\\\\f‘\\\\I‘ll\\z\s‘z\p\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
T
21.50
5000 m/z 85.10 51.78%
0 HHH "P2110 2810
e AL BT o
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- 7 ‘
57.0 21.50
m/z 55.10 23.86%
h N\J\Jt/w/\/
113.0 239.0
0 ,} L[ 1890 771""296.0352.0
"H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘W‘H,H‘w‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BP052924.M Wed Jun 12 07:53:28 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Triacontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.339 10.64 ng 16515760  Chrysene-d12 21.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 94
2 Tricosane 324 (C23H48 000638-67-5 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3290 (22.339 min): BP020588.D\data.ms (-3286) (- m/z 57.10 100.00%
57.1
2000 VA\JL/\wA/\VMJ\,ﬂ
— —
PF 2111 22.00 22.50
0 m‘m‘H'Le‘mu"H"m“3???"”‘f“l“?‘z‘_‘?‘??ﬁ‘?‘}?‘ m/z 71.10 67.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0
5000 — -
22.00 22.50
m/z 43.10 61.37%
ok Hm 197.0 267.0 337.0 422.0
\\\‘11\\[IWWT‘\1\\‘!\\T‘\1\\‘\\\\[\\1\‘\!\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0
— —
22.00 22.50
5000 m/z 85.10 52.83%
1 324.0
m 197.0 267.0
0 MHMH Y i
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- “ T
57.0 22.00 22.50
m/z 55.10 23.65%
w J\\/V*//\/\q*/\“
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Docosane, 11-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.280 12.94 ng 2008490  Chrysene-d12 21.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
2 2-Methylpentacosane 366 C26H54 000629-87-8 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
4 Tricosane 324 C23H48 000638-67-5 93
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 3450 (23.280 min): BP020588.D\data.ms (-3445) (- m/z 57.10 100.00%
57.1
5000 A/L
— —
‘1F 197.2 23.00 23.50
b J WL 2972 30933663 4589 549 1/, 7119  67.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 —_,— ma——
23.00 23.50
m/z 43.10 57.47%
ol M ALIED 2100 30905664
TT ‘\\\\‘\\\\‘\1\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane
57.0
—— —
23.00 23.50
5000 m/z 85.10 50.12%
‘ 323.0
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 23.00 23.50
m/z 55.10  23.88%
239 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
BP©20588.D

: 11 Jun 2024 14:59

: MA/JU

. P2767-01

: 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Hexadecane, 1-iodo- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
25.616 10.91 ng 1895270  Perylene-di12 24.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 95
2 Tetracosane 338 (C24H50 000646-31-1 95
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 94
4 Nonadecane 268 C19H40 000629-92-5 94
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3847 (25.615 min): BP020588.D\data.ms (-3842) (- m/z 57.10 100.00%
57.1
—— —
WF 197.2 26 3 25.50 26.00
oMw_\uww‘ 2011 3551 4290 5042 m/z 71.16  71.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 p— —
25.50 26.00
0 m/z 43.10 55.47%
1
O\“TT‘\11\L\\L\l[‘\‘\\\‘\\‘\\‘\\\\‘\\3\\5‘2\\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
—— —
25.50 26.00
5000 m/z 85.10 52.35%
0 L J 1\ 1\1111917.0 267.0 3380
‘H“H“H“_“‘“H“H“H“_“w“u“u“u“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212289: Pentadecane, 8-heptyl- — —
57.0 25.50 26.00
m/z 55.10 23.75%
210.0
5000
127.0
] e
o""""""""‘w""""""H_Wwwww e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Cholesterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.509 12.75 ng 2214680  Perylene-d12 24.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 99
3 Lathosterol 386 C27H460 000080-99-9 83
4 Cholesta-3,5-diene 368 C27H44 000747-90-0 64
5 Cholest-5-en-3-0l, (3.alpha.)- 386 C27H460 000474-77-1 62

Abundance Scan 3999 (26.510 min): BP020588.D\data.ms (-3990) (- m/z 43.10 100.00%

43.1
105.1 2753
5000
T \
I
0bem J:'m ‘ 4453 5350 m/z 55.10  77.69%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #292874: Cholesterol
43.0
105.0 386.0
5000 275.0 — ‘
213.0 26.50
” m/z 105.05 76.79%
O‘\\‘l\ ‘ \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one

—

43.0
26.50
5000 m/z 145.05 76.56%
‘ H H 213 05750 386.0
O “““l‘h““““ “”}‘\*J‘J“‘U“ bt b o frrn “‘\M“ [
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292875: Lathosterol T ‘
43.0 386.0 26.50
255.0 m/z 57.10 74.26%
105.0
5000
o L iz il .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 .gamma.-Sitosterol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
29.833 10.63 ng 1846260  Perylene-di12 24.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 87
3 (3S,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 60
4 Campesterol 400 C28H480 000474-62-4 53
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 32
Abundance Scan 4564 (29.833 min): BP020588.D\data.ms (-4554) (- m/z 43.10 100.00%
43.1
o ‘MA—N
5000
— ——
m M l 29.50 30.00
0l ol AT725371  m/z 55.10  62.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — ——
414.0 29.50 30.00
” } 213 0 3030 m/z 57.10  60.79%
0 ‘J‘T\ ‘ : MMM“ “ MM\MH \IL‘..J‘ ‘h‘ ‘ ‘ : ‘ e H}‘ ' ‘ G
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
— ——
29.50 30.00
5000 m/z 107.10 59.76%
107.0 414.0
‘ H ‘ 213 0 03 0
0l “\‘HI‘“‘H‘\‘ 1‘1\“&\\‘“ “”\\H‘ WI Hu h\ “m“ " o ‘ﬂ\‘ ' ‘ y ‘J‘ o ‘\ ‘H‘ - RaasanmsEa
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 — —T—
43.0 29.50 30.00
m/z 145.05  55.85%
5000 145.0 382.0
REUI )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 29.50 30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020588.D

Acqg On : 11 Jun 2024 14:59
Operator : MA/JU

Sample : P2767-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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|
Butane, 2-metho... 3.028 139.5 ng 7779890 1 7.752 1115690 20.0
n-Hexadecanoic ... 7.299 58.8 ng 32784106 1  7.752 1115690 20.0
Pentadecanoic acid 8.069 11.0 ng 612532 1  7.752 1115690 20.0
Tridecanoic acid 8.687 13.3 ng 743211 1 7.752 1115690 20.0
unknown14.598 14.598 47.5 ng 5926680 3 14.369 2492630 20.0
Oleic Acid 15.993 25.5 ng 3461230 4 17.175 2719250 20.0
1-Tridecene 16.034 12.9 ng 1758930 4 17.175 2719250 20.0
cis-Vaccenic acid 16.104 19.9 ng 2702420 4 17.175 2719250 20.0
Octadecanoic acid 16.322 90.5 ng 12301700 4 17.175 2719250 20.0
Tetradecanoic acid 16.375 49.3 ng 6703360 4 17.175 2719250 20.0
n-Decanoic acid 16.481 199.2 ng 27078000 4 17.175 2719250 20.0
1,2-Benzenedica... 17.481 22.7 ng 3085460 4 17.175 2719250 20.0
unknown18.122 18.122 24.4 ng 3317520 4 17.175 2719250 20.0
Octadecanoic ac... 19.469 43.6 ng 6766760 5 21.639 3103950 20.0
Pentadecane, 8-... 21.528 10.1 ng 1562600 5 21.639 3103950 20.0
Triacontane 22.339 10.6 ng 1651570 5 21.639 3103950 20.0
Docosane, 11-bu... 23.280 12.9 ng 20084990 5 21.639 3103950 20.0
Hexadecane, 1-i... 25.616 10.9 ng 1895270 6 24.992 3475090 20.0
Cholesterol 26.509 12.8 ng 2214680 6 24.992 3475090 20.0
.gamma.-Sitosterol 29.833 10.6 ng 1846260 6 24.992 3475090 20.0
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