LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc . SV-TP4-0316

ALS Vvial : 18 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-BP030623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@14131.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.134 325 331 342 rBV 823038 1150779 19.50% 2.926%
2 5.605 404 411 427 rBV 1942173 2930511 49.65% 7.451%
3 7.222 678 686 697 rBV 1905079 3169570 53.70%  8.059%
4 8.058 817 828 836 rBV 501135 827917 14.03%  2.105%
5 9.234 1019 1028 1039 rBV 1190000 2017193 34.18% 5.129%

6 10.887 1302 1309 1316 rBV 677233 1142079 19.35%
7 13.328 1716 1724 1737 rBV 2884393 4325342 73.
8 13.969 1827 1833 1837 rBV 248078 355841 6.03%
9 14.016 1837 1841 1847 rVB2 99335 160013 2
10 14.587 1929 1938 1947 rVB6 51523 139576 2

OCoOoOO0OO0ON
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R

11 14.704 1951 1958 1965 rBV 1067738 1555888 26.36%
12 15.987 2170 2176 2182 rBV 334826 457658  7.75%
13 16.063 2183 2189 2194 rVV 165577 228367 3.87%
14 16.198 2205 2212 2227 rBV 2783486 4006657 67.88% 10.
15 17.339 2402 2406 2414 rBV2 40770 72609 1.23%

OO0 krwW
U1
o]
=
R

16 17.463 2421 2427 2432 rBV 1316500 1891352 32.04%
17 17.504 2432 2434 2441 rVB 96826 131197 2.22%
18 18.322 2568 2573 2579 rBV 745557 1013787 17.18%
19 19.463 2762 2767 2772 rVB 319810 462707  7.84%
20 19.551 2778 2782 2788 rBV 224828 356303 6.04%

ORLr NGO BN
(%]
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R

21 19.816 2823 2827 2835 rVB 290511 407512  6.90%
22 19.998 2853 2858 2865 rBV 4783143 5902455 100.00% 15.
23 20.628 2961 2965 2969 rBV 808458 953516 16.15%
24 20.663 2969 2971 2979 rVB4 130057 192647 3.26%

NON U
N
N
A
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25 21.216 3061 3065 3071 rBV 691304 814941 13.81% 072%
26 21.428 3097 3101 3105 rVB 450577 553507 9.38% 1.407%
27 21.545 3116 3121 3126 rBV 1550939 2203765 37.34% 5.603%

28 24.080 3547 3552 3559 rVB2 954325 1905978 32.29%  4.846%

Sum of corrected areas: 39329667
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Mar 2023 21:03
: CG/IU
. 01954-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031723\
BP014131.D

SV-TP4-0316

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BP014131.D\data.ms

5.605 7.222

9.234

5.134 10.887

8.058

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BP014131.D\data.ms
19.998

13.328 16.198

17.463

14.704

2% 145 1?19%%

0~

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BP014131.D\data.ms

21.545

24.080

21.216
628 514

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc SV-TP4-0316

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.134 27.80 ng 1150780 1,4-Dichlorobenzene-d4 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 331 (5.134 min): BP014131.D\data.ms (-325) (-) m/z 43.00 100.00%
43.0
5000
101.1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
J ‘ 4.80 5.00 5.20 5.40
ol b i 26012208 3269 4289 8004 n/z 59.16  64.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N RN R R

4.80 5.00 5.20 5.40
101.0 m/z 101.18  25.23%

O ‘\\”\H\ “ \\‘\H TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
e
4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 15.46%
126.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime R EaaER L RR R
43.0 4.80 5.00 5.20 5.40
m/z 41.05 10.28%
5000
101.0
L AR R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc : SV-TP4-0316

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Longifolene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.969 4.57 ng 355841  Acenaphthene-d10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 97
3 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24 024741-64-8 96
4 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 95
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 90

Abundance Scan 1833 (13.969 min): BP014131.D\data.ms (-1827) (- m/z 91.05 100.00%
91.0
161.1

=

5000
Hh || a0
O il “Mﬂlh“u““u‘ 09 42944960 m/z 161.10  81.38%
mizw> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80100: Longifolene
91.0
161.0
5000 4
14.00
o ‘V\ ‘ m/z 105.05 72.71%
O‘\\\\”J\\J\l\\ ‘J\JHI\XLJM\\h\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #80509: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
161.0

%.

03 14.00
5000 ' m/z 78.95 66.37%

3

\unx
‘uu,uu uu‘ L L B L B B L L L R O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80430: (3R,4aS,5R)-4a,5-Dimethyl-3-(prop-1-en-2-yl)-1,

o

161.0 14.00
91.0 m/z 107.05 62.41%
5000
228 L
ol UMb Jh
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc SV-TP4-0316

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 3 (3R,3aR,7R,8aS)-3,8,8-Trime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.016 2.06 ng 160013  Acenaphthene-di10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,3aR,7R,8aS)-3,8,8-Trimethyl-... 204 C15H24 079120-98-2 70
2 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 64
3 s-Triazolo[4,3-a]pyridine, 3,5,7... 161 C9H11N3 004919-15-7 46
4 Copaene 204 C15H24 003856-25-5 46
5 .alpha.-Cubebene 204 C15H24 017699-14-8 30
Abundance Scan 1841 (14.016 min): BP014131.D\data.ms (-1837) (- m/z 69.05 100.00%
69.0 1611
5000
] oo
267.0 341.1 '
0 H‘w b 42914889549 m/z 93.10  97.76%
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #80386. (3R,3aR,7R,8aS)-3,8,8-Trimethyl-6-methyleneoc
69.0 161.0
5000 S :
14.00
’H m/z 119.00  89.63%
O\“\l‘J\ \‘\‘II\‘L\‘\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80333: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-meth
69.0
\
14.00
5000 m/z 161.10 87.01%
161.0
0 J\KJ!MAJL.\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #37431: s-Triazolo[4,3-a]pyridine, 3,5, 7-trimethyl- = ‘
119.0 14.00
m/z 41.00 79.96%
5000
0 ‘d" LA
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc SV-TP4-0316

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Cedrol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.987 5.88 ng 457658  Acenaphthene-d10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 91
2 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 80
3 4-(2,2,6-Trimethyl-bicyclo[4.1.0... 208 C14H240 077143-20-5 49
4 1,4 Benzodioxan-6-amine 151 C8HONO2 022013-33-8 30
5 Piperonylamine 151 C8H9NO2 002620-50-0 30

Abundance Scan 2176 (15.987 min): BP014131.D\data.ms (-2170) (- m/z 95.05 100.00%

95.0
5000
WML
obSBMALINL, | 28113440 4142 4820 549 /. 151 06 58.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101905: Cedrol
95.0
5000
1600
m/z 150.05 50.44%
207.0
PP, |
0\\u\‘\“‘h“\\\\\d‘\H“\M\m\\%‘f‘ﬂl\‘\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102051: (3R,3aS,6S,7R)-3,6,8,8-Tetramethyloctahydro-
95.0
1600
5000 ITI z 43.00 43.28%
il H | 3ps0729
okl
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #85264: 4-(2,2,6-Trimethyl-bicyclo[4.1.0]hept-1-yl)-butan-
43.0 150.0 1600

m/z 81.00  39.44%

i J“ J‘ »" L 2080 JUL

m/z--> 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\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc SV-TP4-0316

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.063 2.94 ng 228367  Acenaphthene-di10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene 182 C12H16N2 000103-33-3 64
4 Azobenzene, (E)- 182 C12H16ON2 017082-12-1 59
5 1,1-Diphenyl-2-phenylthiobut-3-e... 332 C22H200S 097370-20-2 45
Abundance Scan 2189 (16.063 min): BP014131.D\data.ms (-2183) (- m/z 105.00 100.00%
105.0
182.1
- J\¥
N \
25 16.00
o b L2521 3409 4149 4994 n/z 77.00  68.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 e :
16.00
m/z 182.05 52.94%
7.0
0 \‘\‘\‘\\”\\‘\\\\‘h\\!‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
N T
16.00
5000 182.0 m/z 51.00 25.41%
324 |1 |
o RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56777: Azobenzene =
77.0 16.00
m/z 50.00 8.86%
182.0
5000
0 m“m‘“""HM"‘_"""""‘H,mwwww‘_ —ld
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

17

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031723\
BP014131.D

Mar 2023 21:03

: CG/JU
: 01954-07

. 18

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

SV-TP4-0316

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 6 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.322 10.72 ng 1013790  Phenanthrene-d10 17.463
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 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81

Abundance Scan 2573 (18.322 min): BP014131.D\data.ms (-2568) (- m/z 73.00 100.00%

3

5000

%

2132 - —
w ‘ 18.00 18.50
0o Al ”}u": ﬁhn_m 2619 355.0 4639 5340 .., co.e0 84.48%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N L
18.00 18.50
m‘ 213.0 m/z 43.10 83.32%
0‘\\\\1" "1“\“}\“‘1!”‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 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 68.84%
171.0
o} 4 }HIMIW H_‘H_H‘,m‘,w,w,w,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid = T
73.0 18.00 18.50
m/z 55.05 68.73%
5000

199.0

dsollllLiso.

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

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc : SV-TP4-0316

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.551 3.23 ng 356303  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 2782 (19.551 min): BP014131.D\data.ms (-2778) (- m/z 73.00 100.00%
73.0
5000 NJMAMNN/%J\NMNWAJWJW
241.2 — ‘
I
0l H‘M‘Ju‘m Wil Lo, BIS0ST28 4761 849. . 43 05 g.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — ‘
185.0 19.50
H m/z 60.00 76.40%
Of' \’\I‘IM‘\MT‘\\\\\\\\‘\‘\\\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
T T
19.50
5000 m/z 57.05 69.55%
‘ 143.0 242.0
ML
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T ‘
73.0 19.50
m/z 55.10 68.29%
5000
L 214.0
0 M n\u\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc . SV-TP4-0316

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.628 8.65 ng 953516  Chrysene-di12 21.545
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 87
3 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 47
4 (4Br,8As)-(+)-48B,5,6,7,8,8A,9,10... 346 C22H3403 1000426-72-2 43
5 Podocarpa-8,11,13-trien-17-o0ic a... 344 C22H3203 024067-43-4 38

Abundance Scan 2965 (20.628 min): BP014131.D\data.ms (-2961) (- m/z 271.15 100.00%

1751 2711
5000
69.0

m I s551 20.50 21.00
ks L 355.14150 8041 015 10 95.84%

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

5000
20 50 21 00
m/z 201.10  69.45%

\\\\h’l\\“\\\\ ““mmhl\l”\lll \L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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
271.0

175.0 20 50 21 00
5000 m/z 189.05 40.88%

43.0
LS L0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200004: 13-Isopropy!

Ipodocarpen-12-ol-20-al
271.0 2050 2100
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5000 189.0
69.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc . SV-TP4-0316

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 9 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.216 7.40 ng 814941  Chrysene-di12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3065 (21.216 min): BP014131.D\data.ms (-3061) (- m/z 57.10 100.00%
7.1

5
5000

1p5.1 —
8.1 21.00 21.50

228.
or ML, 282 0051 ss50 4009 sa "o s ot ee

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0

5000

m/z 83.10 90.93%

5.0
’r ‘ 224.0
‘1\\\“J\\l\‘!‘h\\\\1‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0

o

5000 m/z 43.10 86.73%
125.0
o‘uhkpw‘thdW???P‘?EQP‘H‘W‘H‘_“W‘H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 —— —
57.0 21.00 21.50
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5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014131.D

Acqg On : 17 Mar 2023 21:03

Operator : CG/JU

Sample : 01954-07

Misc . SV-TP4-0316

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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|
2-Pentanone, 4-... 5.134 27.8 ng 1150780 1 8.063 827917 20.0
Longifolene 13.969 4.6 ng 355841 3 14.704 1555890 20.0
(3R,3aR,7R,8aS)... 14.016 2.1 ng 160013 3 14.704 1555890 20.0
Cedrol 15.987 5.9 ng 457658 3 14.704 1555890 20.0
Benzophenone 16.063 2.9 ng 228367 3 14.704 1555890 20.0
n-Hexadecanoic ... 18.322 10.7 ng 1013790 4 17.463 1891350 20.0
Octadecanoic acid 19.551 3.2 ng 356303 5 21.545 2203770 20.0
2-Phenanthrenol... 20.628 8.7 ng 953516 5 21.545 2203770 20.0
Cyclohexadecane 21.216 7.4 ng 814941 5 21.545 2203770 20.0
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