LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020551.D

Acqg On : 06 Jun 2024 21:59
Operator : MA/JU

Sample : P2686-05

Misc :

ALS Vvial : 16 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@20551.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 21 rVB 2123744 2642670 28.98% 4.473%
2 4.016 176 175 184 rVB 85759 112318 1.23% 0.190%
3 5.375 399 406 412 rBV 2987909 4392731 48.17% 7.435%
4 5.440 412 417 434 rVB 181094 413954 4.54% 0.701%
5 6.928 662 670 678 rBV 2909433 4684457 51.37% 7.928%

6 7.757 803 811 818 rBV 1010982 1657205 18.17%
7 8.904 999 1006 1014 rBV 1861578 2963667 32.50%
8 10.534 1273 1283 1290 rBV 1393527 2380660 26.11%
9 12.998 1693 1702 1714 rBV 4077949 6772436 74.27% 11.
10 14.386 1928 1938 1945 rBV 2024789 3228446 35.40%

kL huN
(]
N
)
R

11 15.898 2189 2195 2204 rBV 3947692 5526920 60.61%
12 16.145 2233 2237 2240 rBV 75271 113991 1.25%
13 17.192 2409 2415 2421 rBV 2249044 3664405 40.18%

OrRr OOV
N
[
N
R

14 18.133 2571 2575 2595 rVB 521975 850120  9.32% 439%
15 19.121 2740 2743 2746 rBV2 110742 132428 1.45% 224%
16 19.327 2775 2778 2785 rVB 185573 280533 3.08% 0.475%
17 19.480 2801 2804 2807 rBV3 135486 171107 1.88% ©.290%
18 19.539 2811 2814 2819 rVV 129708 188000 2.06% ©.318%
19 19.710 2839 2843 2851 rVB2 194673 395222 4.33% 0.669%
20 19.939 2876 2882 2887 rBV 7314969 9119027 100.00% 15.434%
21 20.286 2938 2941 2944 rBV 157652 172929 1.90% ©.293%
22 20.615 2993 2997 3000 rBV 384297 538696 5.91% 0.912%
23 20.651 3001 3003 3005 rBV2 189596 168488 1.85% ©.285%
24 21.327 3115 3118 3125 rVB2 684838 1024446 11.23% 1.734%
25 21.651 3167 3173 3178 rBV 2249445 3504103 38.43% 5.931%

26 25.015 3739 3745 3756 rVB 1428803 3984853 43.70% 6.744%

Sum of corrected areas: 59083812
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP©20551.D

Acqg On : 06 Jun 2024 21:59
Operator : MA/JU

Sample : P2686-05

Misc

ALS vial : 16 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: BP020551.D\data.ms
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 06

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
BP920551.D

Jun 2024 21:59

: MA/JU
. P2686-05

. 16

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

R.T. EstConc Area Relative to ISTD R.T.
3.028 31.89 ng 2642670 1,4-Dichlorobenzene-d4 7.757
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): BP020551.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
’ ‘ 3.103.203.303.40
Obhkil 1480 227.9289.1 368.1426.248325400 /7 43.05 37.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN RN
3.103.203.303.40
‘ m/z 55.10 27.73%
O A!l\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R RRE  RRAREEREEESES Y
3.103.203.303.40
5000 m/z 87.10 26.60%
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 41.05 12.27%
5000
0‘WWH\MWH‘&?%QM‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ P
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\BP060624\
Data File : BP©20551.D

Acqg On : 06 Jun 2024 21:59
Operator : MA/JU

Sample : P2686-05

Misc

ALS vial : 16 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 p-Xylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.440 5.00 ng 413954  1,4-Dichlorobenzene-d4 7.757

Hit# of 4 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97

2 Benzene, 1,3-dimethyl- 106 C8H1e0 000108-38-3 97

3 o-Xylene 106 C8H10 000095-47-6 97

4 Ethylbenzene 106 C8H10 000100-41-4 83
Abundance Scan 417 (5.440 min): BP020551.D\data.ms (-412) (-) m/z 91.00 100.00%

91.0
5000

5.20 5.40 5.60 5.80

Okl id 1652 239.1207.3355.2 4214 4864547 /7 106.05  45.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5720: p-Xylene
91.0
5000 \\\\‘\\j\\\‘\\\\‘\\\\‘\\\

5.20 5.40 5.60 5.80
m/z 105.10 21.85%

27\‘91\1 I “

e A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5747: Benzene, 1,3-dimethyl-
91.0

5.20 5.40 5.60 5.80

o

5000 m/z 77.05 11.37%
O‘\Z\Z\-P‘h‘\“\i\ J‘|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5719:O-Xy|ene L I R B
91.0 5.20 5.40 5.60 5.80

m/z 51.05 9.61%

) L
27.0,) )|

e RS R A ERRASEaa
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP©20551.D

Acqg On : 06 Jun 2024 21:59

Operator : MA/JU

Sample : P2686-05

Misc

ALS vial : 16

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 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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.133 4.64 ng 850120  Phenanthrene-di10 17.192
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 90

Abundance Scan 2575 (18.133 min): BP020551.D\data.ms (-2571) (- m/z 73.00 100.00%

73.0
5000
2132 —

ea, |
Ol ““JMA"H\H“‘H‘¥H3ﬁ§?“u4z4ﬁ§3%5 m/z 60.00 90.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 T
18.00 18.50

57.0 m/z 43.10 90.64%

‘\\ll\“"W Hl‘“‘h“l\\“““
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
5000 m/z 57.05 72.30%

171.0
}“ }MW‘A,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #109279: Tetradecanoic acid —— —
73.0 18.00 18.50

m/z 55.10  69.37%

sl l ¢

o H‘H‘w‘H"H‘W‘H“H‘W‘H‘M“W‘H‘M“w‘ — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP©20551.D

Acqg On : 06 Jun 2024 21:59
Operator : MA/JU

Sample : P2686-05

Misc

ALS vial : 16 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 3(2H)-Pyridazinone, 4,5-dia... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.710 2.26 ng 395222  Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 Cl6H1e 000129-00-0 70
2 Fluoranthene 202 Cle6H1e 000206-44-0 62
3 3(2H)-Pyridazinone, 4,5-diamino-... 202 C10H10N40 1000351-65-9 58
4 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 50
5 Benzaldehyde, 2,6-difuloro-3,4-d... 202 C9H8F203 152434-99-6 38

Abundance Scan 2843 (19.710 min): BP020551.D\data.ms (-2839) (- m/z 202.10 100.00%

202.1
5000

57.1 19.50 20.00
O bbbl 1380 | 3591 3461 4289 5183 ./, jpe.10  19.53%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78083: Pyrene
202.0
5000 = L

19.50 20.00
m/z 201.05 17.09%

101.0
39.0 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78088: Fluoranthene
202.0

T —
19.50 20.00

o

5000 m/z 57.10 11.59%
101.0
0390 ]
R A e N B o AR AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #77254: 3(2H)-Pyridazinone, 4,5-diamino-2-phenyl- — —

202.0 19.50 20.00
m/z 203.10  11.35%

69.0
5000
64?0

1||| \“ Il J“ u\ ‘ —

L B e e B B e e e O R R

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP©20551.D

Acqg On : 06 Jun 2024 21:59
Operator : MA/JU

Sample : P2686-05

Misc

ALS vial : 16 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 5 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.616 3.07 ng 538696 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 83
3 Pisiferol 302 C20H3002 024035-36-7 43
4 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 38
5 2,5,7-Trimethyl-4(1H)-quinolinon... 201 C13H15NO 1000497-22-7 15

Abundance Scan 2997 (20.615 min): BP020551.D\data.ms (-2993) (- m/z 271.10 100.00%
175.1 271.1

5000
69.1

%

M AL | 3334 447.2511.9 2050 . 21.00
‘H‘,L"“““M"““W‘”‘H‘““‘wu\‘” A T e e T m/z 175.10 97.76%

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

Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0

O

—

5000
20.50 21.00

m/z 201.10  73.85%

—

h \ e " ! \M Mnﬂ LIl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro

O

271.0
175.0 20.50 21.00
5000 ITI/Z 189.10 40.03%
43.0
0,\* “\“IXHM"“‘J“‘J\”‘ "‘3&2‘%f?uwmwuwmw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202315: Pisiferol T ——
271.0 20.50 21.00
m/z 286.15 31.64%
5000
189.0
69.0
e
o) T St B B S — - ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP©20551.D

Acqg On : 06 Jun 2024 21:59

Operator : MA/JU

Sample : P2686-05

Misc

ALS vial : 16

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 6 5-Eicosene, (E)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.327 5.85 ng 1024450  Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3118 (21.327 min): BP020551.D\data.ms (-3115) (-
57.1

m/z 57.10 100.00%

%

5000
‘ 1p5.1 — —
21.00 21.50
230.1 314.1 .
ol ‘“wauuPH‘H"H‘_‘H‘H‘4ﬁ5}ﬁz5ﬁ‘?4ﬂ“ m/z 43.10 91.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — e
21.00 21.50
’ m/z 55.10 90.39%
0 J‘m n 196.0 280.0

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

-

Abundance #173731: 3-Eicosene, (E)-
57.0
— ——
21.00 21.50
5000 m/z 83.10 87.98%
0 J‘ J‘H h 196.0 280.0 W\L
R E e AR RARRRRaRE R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #215083: 1-Heneicosanol “ T
55.0 21.00 21.50
m/z 97.10  78.05%
5000
5.0
ot assoz00 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060624\
Data File : BP020551.D

Acqg On : 06 Jun 2024 21:59
Operator : MA/JU

Sample : P2686-05

Misc

ALS Vvial : 16 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 31.9 ng 2642670 1 7.757 1657210 20.0
p-Xylene 5.440 5.0 ng 413954 1 7.757 1657210 20.0
n-Hexadecanoic ... 18.133 4.6 ng 850120 4 17.192 3664410 20.0
3(2H)-Pyridazin... 19.710 2.3 ng 395222 5 21.651 3504100 20.0
2-Phenanthrenol... 20.616 3.1 ng 538696 5 21.651 3504100 20.0
5-Eicosene, (E)- 21.327 5.8 ng 1024450 5 21.651 3504100 20.0
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