LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021424\
Data File : BP019703.D

Acqg On : 14 Feb 2024 16:05
Operator : MA/JU

Sample : P1461-04

Misc :

ALS Vvial : 12 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-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19703.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.628 89 92 101 rBV 34575 49428 1.26% ©0.279%
2 5.022 323 329 337 rBvV 59983 89368 2.27% 0.504%
3 5.481 400 407 417 rBV 882778 1367952 34.79% 7.722%
4 7.075 670 678 691 rBV 849643 1383983 35.20% 7.813%
5 7.905 812 819 828 rBV 239890 384278 9.77%  2.169%

6 9.069 1009 1017 1031 rBV 536940 936428 23.81% 5.286%
7 10.705 1286 1295 1304 rBV 273497 492937 12.54%  2.783%
8 13.163 1706 1713 1731 rBV 1462368 2249359 57.20% 12.698%
9 14.534 1939 1946 1959 rBV 427800 677230 17.22%  3.823%
10 14.763 1977 1985 1992 rVB4 20560 47792 1.22% 0.270%

11 16.028 2191 2200 2219 rBV 1275188 2070579 52.66% 11.
12 17.292 2408 2415 2421 rBV 576264 885293 22.51%
13 18.192 2557 2568 2577 rBV2 224041 350966  8.93%
14 19.304 2750 2757 2766 rBV 97362 162354 4.13%
15 19.428 2774 2778 2784 rBV2 86839 113266 2.88%
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16 19.657 2809 2817 2826 rVB 86446 132387 3.37%
17 19.863 2846 2852 2865 rBV 3052686 3932291 100.00% 22.
18 21.110 3060 3064 3069 rBV 181464 230270  5.86%
19 21.386 3105 3111 3115 rBV 783895 1119692 28.47%
20 23.804 3516 3522 3531 rVB 500552 1038541 26.41%
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Sum of corrected areas: 17714394
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 14 Feb 2024 16:05
: MA/JU
. Pl461-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021424\
BP019703.D

: 12 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019703.D\data.ms

5.481 7.075

9.069

7.905 10.705
3.628 5.022
I A

Time-->

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

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019703.D\data.ms
19.863

13.163
16.028

17.292
14.534

18.192
65

0
Time-->

12.00 12,50 13.00 13,50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BP019703.D\data.ms

21.386
23.804

21.110

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\BP021424\
Data File : BP019703.D

Acqg On : 14 Feb 2024 16:05
Operator : MA/JU

Sample : Pl1461-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 R-(-)-1,2-propanediol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.628 2.57 ng 49428 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
2 Propylene Glycol 76 C3H802 000057-55-6 72
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 39
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance  Scan 92 (3.628 min): BP019703.D\data.ms (-89) (-) m/z 45.05 100.00%
45.0

—

5000
O Ea  RARENEEEE e
3.40 3.60 3.80 4.00
Ol 089 2091 32603866 4627 5414 y,; 43.00  24.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 L L I L L L B
3.40 3.60 3.80 4.00
m/z 61.00 10.13%
O‘\”\”\L\J’l\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
R RN S
3.40 3.60 3.80 4.00
5000 m/z 44.00 4.80%
0‘\\Ju\‘,‘\‘u\‘uu‘\u\‘uu‘\u\‘uH‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl- S RRARWEEEE
45.0 3.40 3.60 3.80 4.00
m/z 42.00 4.42%
B WMMM
0k e e e e RSt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP021424\

Data File : BP@19703.D

Acqg On : 14 Feb 2024 16:05
Operator : MA/JU

Sample : Pl1461-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.022 4.65 ng 89368 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 38
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
4 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23

5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 329 (5.022 min): BP019703.D\data.ms (-323) (-) m/z 43.00 100.00%

3.0
5000
101.0

BARANREEEEEEES S a s s

. 4.60 4.80 5.00 5.20 5.40
obdd 1909  282.1 3640 4316489.1546. ./, 59,95  66.51%

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

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 [T T T T T T T
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  29.15%
O\\H\H\‘“ \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.90%
AN
A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- RREEEEE S S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 11.04%
5000
’ 116.0
ou"‘”““\ S e e,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021424\
Data File : BP@19703.D

Acqg On : 14 Feb 2024 16:05

Operator : MA/JU

Sample : Pl1461-04

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.192 7.93 ng 350966  Phenanthrene-d10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Octadecanoic acid 284 C18H3602 000057-11-4 68

Abundance Scan 2568 (18.192 min): BP019703.D\data.ms (-2557) (- m/z 72.95 100.00%

73.0
5000
213.2
B

=
e e
0l AL 4 Jwﬂm‘ 819 85614160 4835547 1/, 6p.00  71.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —
129.0 18.00 18.50
m/z 43.05 61.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
el

18.00 18.50
5000 m/z 55.10 59.92%

e

#92068: Tridecanoic acid Nw**”“””“Ak“”““””“”“

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

.0 18.00 18.50

m/z 41.05 54.47%

Abundance
5000
‘ 214.0
0 \u " M‘ el S

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

o

!
w
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021424\
Data File : BP019703.D

Acqg On : 14 Feb 2024 16:05
Operator : MA/JU

Sample : Pl1461-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.428 2.02 ng 113266  Chrysene-di12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 n-Decanoic acid 172 C1eH2002 000334-48-5 50
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 41
Abundance Scan 2778 (19.428 min): BP019703.D\data.ms (-2774) (- | m/z 73.00 100.00%
73.0
5000
241.2
1711 o En
19.50
341 0
0l At M N“W il M ! JHJLW 299 242 msz 43.05  80.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —
19.50
’ 284.0 m/z 57.05 80.05%
O‘\\"\ “ Hh“h\JWlW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
——
19.50
m/z 60.00 72.06%
5000 284.0 /
129.0
I 11 i Y S
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —
73.0 19.50
m/z 55.00 66.35%
5000
‘L 199.0
solllliise | o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP013124.M Thu Feb 15 10:31:54 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021424\
Data File : BP019703.D

Acqg On : 14 Feb 2024 16:05
Operator : MA/JU

Sample : Pl1461-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 1-Tetracosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.110 4.11 ng 230270  Chrysene-di12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 Heptacos-1-ene 378 C27H54 015306-27-1 91

Abundance Scan 3064 (21.110 min): BP019703.D\data.ms (-3060) (- m/z 83.05 100.00%

o MﬁwwwwmwwAmwwamwwww
226.1 T —
21.00 21.50
p4.1 ‘ 325.1
0 bbb L Iy et o A0 3546, /7 57, 10 99.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244230: 1-Tetracosene
55.0
5000 — ——
21.00 21.50
125.0 m/z 55.10  95.58%
‘\ 336.0
O‘\\\\\“\“Wl\“\l\‘\“i\’“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
—— —
21.00 21.50
5000 ITI/Z 97.10 92.20%
{l 5.0
o_u’M‘m‘“g‘\‘\w!,'u-‘lg?zq‘?f?}q"Hwwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287613: Nonadecyl trifluoroacetate T —
57.0 21.00 21.50
m/z 69.05 88.64%
5000
125.0
L, 2380 3110
o —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021424\
Data File : BP019703.D

Acqg On : 14 Feb 2024 16:05
Operator : MA/JU

Sample : Pl461-04

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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|
R-(-)-1,2-propa... 3.628 2.6 ng 49428 1 7.905 384278 20.0
2-Pentanone, 4-... 5.022 4.7 ng 89368 1 7.905 384278 20.0
n-Hexadecanoic ... 18.192 7.9 ng 350966 4 17.292 885293 20.0
Octadecanoic acid 19.428 2.0 ng 113266 5 21.386 1119690 20.0
1-Tetracosene 21.110 4.1 ng 230270 5 21.386 1119690 20.0
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