LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc : 917-J-WS-081624

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-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@21589.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 27 rVB 10419953 13090411 50.65% 11.246%
2 5.405 401 411 419 rBV 2745850 4070346 15.75% 3.497%
3 6.969 669 677 688 rBV 1783448 2833856 10.97% 2.435%
4 7.805 812 819 827 rBV 1306164 2109651 8.16% 1.812%
5 8.958 1005 1015 1024 rBV 3615061 6100027 23.60% 5.241%

6 10.599 1282 1294 1307 rBV 1839557 3089592 11.95%  2.654%
7 11.334 1413 1419 1424 rBV 216485 363595 1.41% ©.312%
8 13.063 1706 1713 1734 rBV 9425361 14116289 54.62% 12.128%
9 14.457 1943 1950 1956 rBV 3240496 4204194 16.27% 3.612%
10 15.975 2201 2208 2222 rBV 9684629 14151982 54.76% 12.158%

11 17.269 2421 2428 2436 rVB 3053383 5194153 20.10% 4.462%
12 17.345 2437 2441 2445 rBV 211260 286922 1.11% 0.247%
13 18.216 2582 2589 2595 rBV 762739 1463670 5.66% 1.257%
14 18.416 2611 2623 2627 rBv4 887705 2771662 10.72%  2.381%
15 18.469 2630 2632 2635 rVB2 245416 325559 1.26% ©.280%
16 18.757 2677 2681 2686 rBV2 324954 657456 2.54% ©.565%
17 18.951 2711 2714 2719 rVB 250748 343393 1.33% ©.295%
18 19.316 2772 2776 2780 rBV2 186997 299508 1.16% ©.257%
19 19.533 2807 2813 2819 rVB3 528993 1145349  4.43%  0.984%

20 19.992 2885 2891 2896 rVB 20610114 25844330 100.00% 22.203%

21 20.216 2927 2929 2931 rBV2 399280 412667 1.60% ©.355%
22 21.092 3074 3078 3084 rBv4 305715 650204  2.52% 0.559%
23 21.404 3126 3131 3136 rBV3 769924 1496689 5.79% 1.286%
24 21.727 3180 3186 3193 rVB2 3286014 5504103 21.30% 4.729%
25 25.168 3763 3771 3782 rVB2 1882754 5872027 22.72% 5.045%

Sum of corrected areas: 116397635
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
BP©21589.D

: 21 Aug 2024 02:44

: RC/JU

: P3657-01

917-J-WS-081624

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP021589.D\data.ms
2e+07
1.5e+07
028
le+07
5000000
8.958
5.405
6.969 7.805 10.599
0 11.334
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021589.D\data.ms
26407 19.992
1.5e+07
1e+0713.063 15.975
5000000 21.727
14.457 17.269
20. 21.043-404
17045 O Brspean 3993 O
O o B e A L e e L B e A S 8 B o
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: BP021589.D\data.ms
2e+07
1.5e+07
le+07
5000000
MLMMAW%M
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP©21589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc

ALS vial : 16 Sample Multiplier: 1

917-J-WS-081624

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 124.10 ng 13090400 1,4-Dichlorobenzene-d4 7.805
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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (3.028 min): BP021589.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
‘ 3.103.203.303.40
o il 165022412823 3641421148015378 ., 43.10  29.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL AL B R R IR
3.103.203.303.40
m/z 87.10  28.48%
O\\“\LU“M\J\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R ABRRRREEEEEEE
3.103.203.303.40
5000 m/z 55.05 23.35%
o““,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R ABRRRREEEEEE S
73.0 3.103.203.303.40
m/z 71.10 10.86%
5000 A\
oH\\w“mH‘m"HH"m‘uH‘mWHWHWHHMHW S ———
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\BP082024\
Data File : BP021589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc : 917-J-WS-081624

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.334 2.35 ng 363595 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 Carbonic acid, sec-butyl phenyl ... 194 C11H1403 013183-17-0 59
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 58

Abundance Scan 1419 (11.334 min): BP021589.D\data.ms (-1413) (- m/z 94.00 100.00%
94.0

T

Abundance #84780: Carbonic acid, neopentyl phenyl ester -
94.0 11.00 11.50

m/z 152.05 14.34%

5000
— ‘
‘\ ‘15\2-1 11.00 11.50
o SUAL L, 2251 3161 411447405347 /7 77.00  25.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000 — —
11.00 11.50
m/z 78.00 14.68%
3Lﬂlh ‘ 152.0
O‘\‘\‘!‘!“"\\1!‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
= e
11.00 11.50
5000 ITI/Z 108.05 14.36%
152.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
e

5000

R AT

== \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP©21589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc

ALS vial : 16 Sample Multiplier: 1

917-J-WS-081624

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 3 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.216 5.64 ng 1463670  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 53

Abundance Scan 2589 (18.216 min): BP021589.D\data.ms (-2582) (- m/z 73.00 100.00%
73.0
5000 J‘—‘\
213 2 e —
“ 18.00 18.50
oAUl V"w"?‘\u\'gm‘“‘“‘3‘1‘91“wf‘?‘?‘ﬁ’f‘?’ﬁ?‘w m/z 60.00 75.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 e e
18.00 18.50
‘ 157.0 m/z 43.10 61.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 55.05 56.70%
‘ ‘ 185 0 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75718: Dodecanoic acid 7 —
73.0 18.00 18.50
m/z 57.05 56.53%
5000
157.0
0kl m“‘“l\ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc 917-J-WS-081624

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Lupeol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.416 10.67 ng 2771660  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 98
2 Lupeol, trifluoroacetate 522 C32H49F302 1000394-56-7 76
3 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 64
4 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30H500 1000513-01-3 64
5 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30@H500 1000513-01-4 56

Abundance Scan 2623 (18.416 min): BP021589.D\data.ms (-2611) (- m/z 95.10 100.00%
95.1
189.2

5

5000
\ \ w ‘ 257.3 426 18.50
315 3
ol Al M'u“h,ww, b e ‘4‘?9“3?47“ m/z 81.05 94.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316485: Lupeol
109.0 189.0
5000 ‘8‘ 6
426.0 93 116 ° 90.027
l ‘ ﬁ57 0315.0 m/z . .02%
O‘\\\\‘\\H\\ !H\‘h\\\”'\ l"\!\l!hh]\\n\\“‘\“\\\‘\J\\‘\l‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #341092: Lupeol, trifluoroacetate
107/0
——
189.0 18.50
5000 ITI/Z 107.10 87.29%
365.0
I i
oL MM L L lutoo 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
——

Abundance #331419: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso
189.0 18.50

m/z 189.20  84.43%

5000

43.0 109.0
i) zo0

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

4

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc 917-J-WS-081624

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 .alpha.-Amyrin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.757 2.53 ng 657456  Phenanthrene-di10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 96
2 .beta.-Amyrin 426 C30H500 000559-70-6 93
3 Urs-12-en-24-oic acid, 3-oxo-, m... 468 C31H4803 020475-86-9 86
4 Urs-12-en-3-o0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 68
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 49

Abundance Scan 2681 (18.757 min): BP021589.D\data.ms (-2677) (- m/z 218.20 100.00%

218.2
5000
95.1

61.1 ‘ e
18.50 19.00
“ w 281.1 426.3
0 38“ '_a H‘ “"‘Mum"H"3““‘1_1”””_”59‘?9“‘ m/z 95.10  35.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316499: .alpha.-Amyrin
218.0
5000 —r ——
18.50 19.00

m/z 203.15 32.47%

135.0 426.0
AT 200 mes0 TN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316496: .beta.-Amyrin
218.0

T T
18.50 19.00

5000 m/z 189.20 30.16%

426.0
s ‘JJ‘Mmmw"‘_25?‘9”?’?5?9‘w_wmw
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #331383: Urs-12-en-24-oic acid, 3-oxo-, methyl ester, (+) —— —
218.0 18.50 19.00

m/z 107.05  29.52%

5000
133.0
T 468.0

|

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc 917-J-WS-081624

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 unknownl9.534 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.534 4.16 ng 1145350  Chrysene-d12 21.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 38
2 1,3-Diethyl-2-hydroxybenzothiazo... 274 C14H14N202S 1000227-15-3 35
3 2(1H)-Phenanthrenone, 3,4,4a,4b,... 274 C19H300 007715-44-8 35
4 Lupeol 426 C30H500 000545-47-1 30
5 Glutinol 426 C30H500 000545-24-4 30

Abundance Scan 2813 (19.533 min): BP021589.D\data.ms (-2807) (- m/z 259.30 100.00%

259.3
95.1
5000
173.2
L — T
19.50
328.0 393.4
e 47515353 | 95.10  78.76%

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

Abundance #238676: 6.beta.Bicyclo[4.3.0Jnonane, 5.beta.-iodomethy
109.0

41.0

W “ l’ ‘l “‘” | ‘x m 332.0

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

Abundance #165590: 1,3-Diethyl-2-hydroxybenzothiazolo[3,2-a]pyrim
259.0

&

5000 205.0 1950

m/z 43.10 71.86%

o

.

T
19.50
5000 m/z 69.10 70.52%

69.0 163.0
‘\u\“,J‘\“m\”“‘“\\‘H'\"\\[HL\“Mu‘\“‘\u\‘uu‘uu‘uu‘uu‘uu‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166382: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,1( P
259.0 19.50

m/z 55.10 60.65%

o

&

5000
41.0 136.0

| \h o) Hﬂ“\ ﬂ‘m‘h,ﬂm | HN'L)\ |

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

.

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc : 917-J-WS-081624

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Azulene, 1,4-dimethyl-7-(1-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.092 2.36 ng 650204  Chrysene-di12 21.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 55
2 2-Chloro-N1,N1-dimethylbenzene-1... 198 C10H15C1N2 1000509-37-8 46
3 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 46
4 1,2,3,4-Tetrahydrophenanthrene-4... 198 C14H140 056179-82-9 35
5 Pyrrolo[1,2-a]pyrazine-1,4-dione... 349 C21H23N302 041222-64-4 30

Abundance Scan 3078 (21.092 min): BP021589.D\data.ms (-3074) (- m/z 198.15 100.00%
108.2

%

5000 404.4
55.1
3 28‘1 1339 1 { 474.8 21.00
0 bl 3393 L] 47485361 183 10 95.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74037: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0
5000 1 \
21.00
m/z 404.40 51.16%
o 1150
0 u l o Juhu | ]\ I m “\ J

L N L R B I R R I B R A R IR R A

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

Abundance #73255: 2-Chloro-N1,N1-dimethylbenzene-1,4-diamine, N
183.0

7

\ \
21.00

5000 m/z 185.15 34.77%
98.0

“ l Jn II\ || “JJ\ JJ 1 Ill]\ IL

O

e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74038: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)- ‘ ‘
183.0 21.00

m/z 145.05 34.10%

5000

15.0 83.0 H‘
0‘NN«,WW“HMM‘JHH‘HH“m‘mWm_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP©21589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc

ALS vial : 16 Sample Multiplier: 1

917-J-WS-081624

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 8 Heptacos-1-ene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.404 5.44 ng 1496690  Chrysene-di12 21.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 91
2 Nonacos-1-ene 406 C29H58 018835-35-3 91
3 Octacosanol 410 C28H580 000557-61-9 87
4 Eicosyl methyl ether 312 C21H440 1000406-29-4 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87

Abundance Scan 3131 (21.404 min): BP021589.D\data.ms (-3126) (- m/z 83.05 100.00%
3.0
5000 MMWJMwwan/\MMW¢NMNWM\
259.3 e
‘ ‘ ‘ 21.50
ot AL ““W “H"_“‘“3‘2‘91‘”ﬂ??f“}?p‘f‘_?’f‘%f m/z 69.10 94.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene
57.0
5000 T
21.50
125.0 m/z 57.10 92.78%
378.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
——
21.50
5000 m/z 55.10 92.22%
125.0
oL LML aez0 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308226: Octacosanol —
83.0 21.50
m/z 97.10 92.04%
B iM
oL LLLLLLEPP0 2220 2920 3920
RS ERE —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021589.D

Acqg On : 21 Aug 2024 02:44

Operator : RC/JU

Sample : P3657-01

Misc : 917-J-WS-081624

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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... 3.028 124.1 ng 13090400 1 7.805 2109650 20.0
1-Phenoxypropan... 11.334 2.4 ng 363595 2 10.599 3089590 20.0
n-Hexadecanoic ... 18.216 5.6 ng 1463670 4 17.269 5194150 20.0
Lupeol 18.416 10.7 ng 2771660 4 17.269 5194150 20.0
.alpha.-Amyrin 18.757 2.5 ng 657456 4 17.269 5194150 20.0
unknown19.534 19.534 4.2 ng 1145350 5 21.727 5504100 20.0
Azulene, 1,4-di... 21.092 2.4 ng 650204 5 21.727 5504100 20.0
Heptacos-1-ene 21.404 5.4 ng 1496690 5 21.727 5504100 20.0
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