LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15311.D

Acqg On : 26 May 2023 16:17
Operator : CG/JU

Sample : 02908-09

Misc :

ALS vial : 4 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©52423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@15311.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.158 330 335 343 rVB 100140 138888 1.58% 0.330%
2 5.634 409 416 427 rBV 1475013 2131212 24.27% 5.059%
3 7.258 685 692 702 rVB 889144 1380828 15.73% 3.278%
4 8.105 829 836 844 rBV 511494 795438 9.06% 1.888%
5 9.281 1028 1036 1045 rBV 1641499 2716987 30.94% 6.450%

6 10.934 1310 1317 1325 rVB 616414 1019469 11.61% 2
7 13.375 1725 1732 1739 rBV 3841100 5542332 63.12% 13.
8 14.745 1959 1965 1974 rBV 913602 1291731 14.71% 3.067%
9 15.140 2028 2032 2039 rVB 97617 138709 1.58% ©
10 16.004 2171 2179 2187 rVB 111576 307658 3.50% ©

11 16.104 2190 2196 2201 rVB 342712 481874 5.49%
12 16.234 2212 2218 2226 rBV 2981227 4391476 50.01% 10.425%

[N
=
N
N
R

13 16.881 2323 2328 2338 rBV3 136584 307152  3.50% ©.729%
14 17.498 2428 2433 2439 rBV 1089994 1596568 18.18%  3.790%
15 18.363 2573 2580 2591 rBV 2156281 3202374 36.47% 7.602%
16 18.639 2623 2627 2631 rBV 225837 321892 3.67% 0.764%
17 18.692 2631 2636 2647 rVB 389415 706416 8.04% 1.677%
18 18.880 2665 2668 2674 rVB2 72151 115651  1.32% ©.275%
19 19.445 2761 2764 2766 rBvV2 80541 99689 1.14% 0.237%
20 19.586 2783 2788 2807 rVB 1230206 1778978 20.26% 4.223%

21 20.039 2859 2865 2870 rBV 7108774 8781041 100.00% 20.846%

22 20.322 2910 2913 2919 rVB3 85930 119757 1.36% 284%
23 20.798 2991 2994 2998 rVB 110694 129864 1.48% 308%

24 21.263 3069 3073 3081 rBv4 183432 294954  3.36%
25 21.580 3122 3127 3132 rBV 1527390 2034841 23.17%

POOO
~N
[
(]
R

26 24.127 3554 3560 3571 rVB 1034141 2297736 26.17% 5.455%

Sum of corrected areas: 42123515

8270E-BP052423 .M Tue May 30 14:07:11 2023 Pa 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 26 May 2023 16:17
: CG/IU
. 02908-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
BP915311.D

: 4 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP015311.D\data.ms

5.634 9.281

7.258
8.105 10.934

5.158

0
Time-->

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

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP015311.D\data.ms
20.039

13.375

16.234
18.363

19.586
14.745

15.140 169 16.881 'a80  19.4 MJ@.}E
40 50

0

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP015311.D\data.ms

21.580
24127

21.263
20,798 *17 N —

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

8270E-BP@5242
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15311.D

Acqg On : 26 May 2023 16:17
Operator : CG/JU

Sample : 02908-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 8
R.T. EstConc Area Relative to ISTD R.T.
5.158 3.49 ng 138888 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 33
3 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Tetraglyme 222 C10H2205 000143-24-8 23
Abundance Scan 335 (5.158 min): BP015311.D\data.ms (-330) (-) m/z 43.00 100.00%
43.0
RS
| 10£ o 4.80 5.00 5.20 5.40
Ol e 206.9266.9 35834194 5268 n/; 58.95  58.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N LR L R
4.80 5.00 5.20 5.40
m/z 101.00 21.92%
O‘\L“f‘%[ \]\-‘(\)“\-\0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
T e e
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.41%
AT T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53395: 2,5,8,11-Tetraoxadodecane R RS
59.0 4.80 5.00 5.20 5.40
m/z 41.00 7.94%
- w/mmj\/w/w\ma/\
“ ’ 133.0
O e R R R R A
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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
BP915311.D

: 26 May 2023 16:17
: CG/IU
. 02908-09

4

hod
le

ry

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.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 2 Dodecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.140 2.15 ng 138709  Acenaphthene-di10 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 81
2 Undecanoic acid 186 C11H2202 000112-37-8 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Nonanoic acid 158 C9H1802 000112-05-0 49
5 Octanoic acid 144 C8H1602 000124-07-2 43

Abundance Scan 2032 (15.140 min): BP015311.D\data.ms (-2028) (- m/z 73.00 100.00%

73.0
5000

57.1 o -
M I \l 221.0280.6 355.1 422.0 503.9 15.00 15.50
iy Vw”w“wy*w R R A m/z 60.00

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75713: Dodecanoic acid
73.0

5000 — e

15.00 15.50
‘ J 4} 200.0 m/z 41.00
“1 i IMJ\ n

‘H\\ \\‘\Hr‘\H\‘\H\‘\H\‘\H\‘\H\‘\\H‘\\H‘HH‘\

60.0 ' MVJ\AV\/\NVY\/W

o

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60690: Undecanoic acid

15.00 15.50
43.05

5000 m/z .
129.0
| Iﬂ‘ ‘H “ u’ ‘ 1
SR A SR SR SR SRR SRR SRR SRR

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

Abundance #92070: Tridecanoic acid T —
73.0 15.00 15.50

m/z 55.00

5000
171.0
T

0$‘ %Mu‘m‘\ ‘

\ \ 7
50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

o

m/z--> 0
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\

Library Search Compound Report

Data File : BP@15311.D

Acqg On : 26 May 2023 16:17
Operator : CG/JU

Sample : 02908-09

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.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 3 4-Methyleneproline Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.004 4.76 ng 307658  Acenaphthene-d10 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyleneproline 127 C6HONO2 1000131-14-7 72
2 1-Pyrrolid-2-one, N-carboxyhydra... 143 C5H9N302 1000130-58-6 56
3 N-Ethyl-2-benzyloxycarbonylazeti... 219 C13H17NO2 054773-07-8 50
4 .gamma.-L-glutamyl-L-glutamic acid 276 C1@H16N207 001116-22-9 50
5 L-Proline, 5-oxo-, methyl ester 143 C6HINO3 004931-66-2 50

Abundance Scan 2179 (16.004 min): BP015311.D\data.ms (-2171) (- | m/z 84.00 100.00%
84.0
5000 h/ﬁ(//fﬂ/\kkN/vWWw
RN [
\ 168.0 16.00
OLddd 1680 241129863550 4291 4991 ./, 41,60  28.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13473: 4-Methyleneproline
84.0
5000 — :
16.00
m/z 56.00 18.82%
O\\\M‘J\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #23242: I-Pyrrolid-2-one, N-carboxyhydrazide
84.0
RN \
16.00
5000 m/z 44.00 12.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97669: N-Ethyl-2-benzyloxycarbonylazetidine e ‘
84.0 16.00
m/z 85.00 5.51%
- mewmmwww/wawAww&wm
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00

8270E-BP052423.M Tue May 30 14:07:16 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15311.D

Acqg On : 26 May 2023 16:17
Operator : CG/JU

Sample : 02908-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.104 7.46 ng 481874  Acenaphthene-d10 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 56
4 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 56
5 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 45
Abundance Scan 2196 (16.104 min): BP015311.D\data.ms (-2190) (| m/z 104.95 100.00%
105.0
182.1
5000
— —
16.00 16.50
ol30R A L L 284.1341.0402.7 5028  y/z 77.00  65.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000
1600 1650
m/z 182.10 52.04%
7.0
O\\\}\\\\‘\\\\f‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56775: Azobenzene
71.0
1600 1650
5000 51.00 25.88%
182.0
0"’“*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57937: Methanone, phenyl-2-pyridinyl-
105.0 1600 1650
183.0 50.00 8.56%
7.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1600 1650

8270E-BP052423.M Tue May 30 14:07:17 2023 Page: 6



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
BPO15311.D
: 26 May 2023 16:17

Operator : CG/JU

Sample
Misc
ALS Vvial : 4

Quant Method
Quant Title

TIC Library

. 02908-09

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.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 5 Undecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.881 3.85 ng 307152  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 59
2 Tetradecanoic acid 228 C14H2802 000544-63-8 56
3 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 50

1251330-45-6 46
054576-36-2 30

4 3-Piperidinamine, 1-(1-methyl-1H... 180 C9H16N4
5 Benzene, 1-methyl-3-[(2-methylpr... 180 C11H16S

Abundance Scan 2328 (16.881 min): BP015311.D\data.ms (-2323) (-
73.0 137.0

m/z 137.00 100.00%

—

5000
228.2 16.50 17.00
ol 318.4 400.9 476.1535.2 m/z 73.00 94.58Y%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60690: Undecanoic acid
60.0
5000 “ —
129.0 16.50 17.00
} ' m/z 43.05 81.81%
O‘\\\‘“’ 'IHI!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #109279: Tetradecanoic acid

73.0

:

16.50 17.00
5000 m/z 60.00 77.68%

185.0

l?}LH ’ HHM. Loy

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54484: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0

O

-

16.50 17.00

m/z 124.00 73.94%

- WJL\/
o,MmJm e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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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\BP052623\

BP015311.D
: 26 May 2023 16:17
: CG/JU
: 02908-09
: 4 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.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 1

R.T. EstConc Area Relative to ISTD R.T.
18.363 40.12 ng 3202370  Phenanthrene-d10 17.498
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 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Isopropyl palmitate 298 C19H3802 000142-91-6 53

Abundance Scan 2580 (18.363 min): BP015311.D\data.ms (-2573) (- m/z 73.00 100.00%
73.0
5000 J\\E
2132 — =
“H 3.0 18.00 18.50
oL L \\\\um“‘??‘l‘?”?ﬁ‘ﬂ?‘429‘0“‘“?9‘55‘4?3 m/z 60.00  85.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
18.00 18.50
“ 213.0 m/z 43.05 82.17%
O\\i“ \L"“J'“\“\\l\\\\f‘\ \\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
= —
18.00 18.50
5000 m/z 55.00 68.37%
171.0
o“\ m'"“ﬂ'\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid = —
73.0 18.00 18.50
m/z 41.00 66.14%
5000
L 228.0
143.0 ‘
““I’ mm“‘\u \un\w\ I
O T e n — T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP052423.M Tue May 30 14:07:19 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15311.D

Acqg On : 26 May 2023 16:17
Operator : CG/JU

Sample : 02908-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 trans-Sinapaldehyde Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.639 4.03 ng 321892  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 95
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 89
3 Phenanthrene, 9-methoxy- 208 C15H120 005085-74-5 49
4 4-(4-Fluoro-3-methylphenyl)-1,3-... 208 C1OH9FN2S 003830-48-6 43
5 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 41

Abundance Scan 2627 (18.639 min): BP015311.D\data.ms (-2623) (- m/z 208.10 100.00%

208.1
5000 137.0
77.0

\h}M\“I \ ‘ 18.50 19.00
- ‘M‘h‘l\wd‘ﬂ" ‘Jn ” \ ||I\ uu u — e ‘:‘3‘2‘4“9‘ - ‘4‘1‘5‘.‘2“ ‘4§9‘;‘§4‘8‘1 m/Z 165.00 55.33%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0

5000 — s
137.0 18.50 19.00

77.0 m/z 137.00  42.20%

\\A\‘HMA}‘UJLHJH‘L‘T‘ITJ\MW"H\“\‘!J‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

18.50 19.00

o

o

5000 ITI/Z 77 .00 28.26%
65.0 137.0 l
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85330: Phenanthrene, 9-methoxy- T —
208.0 18.50 19.00

m/z 177.05  27.06%

390 104.0 .

Ol e e p b S =
miz--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP052423.M Tue May 30 14:07:20 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15311.D

Acqg On : 26 May 2023 16:17
Operator : CG/JU

Sample : 02908-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 trans-Sinapyl alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.692 8.85 ng 706416  Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 96
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 72
3 1-(1-Hydroxybutyl)-2,5-dimethoxy... 210 C12H1803 149083-03-4 64
4 Syringylacetone 210 C11H1404 019037-58-2 60
5 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 53

Abundance Scan 2636 (18.692 min): BP015311.D\data.ms (-2631) (- m/z 167.05 100.00%

167.1
5000 770
T

MM Jm h i 283.0341.9401.1461.1 549. 1850 19.00
_m,'«‘w“' bl | 253-0331.9401.1461.1 5491 'm/z 210.10  93.78%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 = —r—
1 18.50 19.00
77.0 ﬂ’ m/z 77.00  38.05%
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
— —
18.50 19.00
5000 77.0 ITI/Z 149.00 36.70%

o

1490
}?M \H\JHH"’\ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #87173: 1-(1-Hydroxybutyl)-2,5-dimethoxybenzene —
167.0 18.50 19.00

m/z 154.00 36.67%

5000
41.0 109 ‘o | ‘
H Il ‘u i ‘

Y L s K e e =
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\

Library Search Compound Report

Data File : BP@15311.D

Acqg On : 26 May 2023 16:17
Operator : CG/JU

Sample : 02908-09

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.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 9 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.586 17.49 ng 1778980  Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2788 (19.586 min): BP015311.D\data.ms (-2783) (- m/z 73.00 100.00%
73.0
5000 /NwA\K*VJV
2412 = :
‘ M 1711 19.50
o MMlALLL ] \““‘*“““““3‘4;“;““4‘1‘4‘9“‘17495369 m/z 43.10  88.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — ‘
19.50
H 185.0 284.0 m/z 60.00 79.80%
O\"\H‘ ‘1"\'[‘”“‘\1‘4\“‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
=1 [
19.50
5000 m/z 57.05 72.77%
L 228.0
“ i }h m “‘\ i ‘ Hﬂ \
((RRSR RS R B R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid s ‘
43.0 19.50
m/z 55.00 69.38%
5000
129.0 242.0
o, ~J
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\BP052623\
Data File : BP@15311.D

Acqg On : 26 May 2023 16:17
Operator : CG/JU

Sample : 02908-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 10 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.263 2.90 ng 294954  Chrysene-di12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Tetracosene 336 C24H48 010192-32-2 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
Abundance Scan 3073 (21.263 min): BP015311.D\data.ms (-3069) (- m/z 57.05 100.00%
57.0
5000 m
>t 208. él‘od 21‘56
267.0 341.1 | . ’
o‘u‘uu‘uuquuwwﬂu‘W‘H‘_“w‘uéﬁ§9ﬁ359‘§4ﬁ m/z 55.00  90.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol
55.0
5000 —r —
21.00 21.50
125.0 m/z 43.05 89.52%
O‘\\J\M“\\\\‘l\l\‘\\‘!‘h\l\]-\g\e‘\o\\\z‘e\?\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene
43.0
—— —
21.00 21.50
111.0 S
5000 m/z 83.05 84.62%
ol Lo o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T —
57.0 21.00 21.50
m/z 69.10 79.76%
5000
125.0
0 \‘\ "}‘\“1\1\.1960 292.0 364.0
A R R N e e AR AR AR RARRE SRS —— ——
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\BP052623\
Data File : BP@15311.D

Acqg On : 26 May 2023 16:17
Operator : CG/JU

Sample : 02908-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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-... 5.158 3.5 ng 138888 1 8.105 795438 20.0
Dodecanoic acid 15.140 2.1 ng 138709 3 14.745 1291730 20.0
4-Methyleneproline 16.004 4.8 ng 307658 3 14.745 1291730 20.0
Benzophenone 16.104 7.5 ng 481874 3 14.745 1291730 20.0
Undecanoic acid 16.881 3.9 ng 307152 4 17.498 1596570 20.0
n-Hexadecanoic ... 18.363 40.1 ng 3202370 4 17.498 1596570 20.0
trans-Sinapalde... 18.639 4.0 ng 321892 4 17.498 1596570 20.0
trans-Sinapyl a... 18.692 8.8 ng 706416 4 17.498 1596570 20.0
Octadecanoic acid 19.586 17.5 ng 1778980 5 21.580 2034840 20.0
1-Heneicosanol 21.263 2.9 ng 294954 5 21.580 2034840 20.0
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