LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138623.D

Acqg On : 23 Jul 2024 17:33
Operator : RC/JU

Sample : P3248-01

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_ F\Methods\8270-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138623.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 5 12 29 rVB 1290385 2035284 100.00% 14.609%
2 3.387 214 220 235 rBV 51142 113558 5.58% 0.815%
3 5.075 502 507 521 rVB 84094 123550 6.07% ©0.887%
4 5.481 570 576 581 rBV 1238546 1591602 78.20% 11.424%
5 6.487 741 747 752 rBV 1281987 1700564 83.55% 12.206%
6 6.681 773 780 791 rBV 18942 27531 1.35% 0.198%
7 6.851 804 809 814 rBV 358707 436348 21.44%  3.132%
8 7.410 898 904 910 rBV 776605 1059088 52.04% 7.602%
9 8.133 1021 1027 1032 rBV 464150 586153 28.80% 4.207%
10  8.445 1075 1080 1085 rBV 38466 55405 2.72% 0.398%
11  9.204 1203 1209 1214 rBV 1440806 1840298 90.42% 13.209%
12 9.886 1319 1325 1330 rBV 526203 658235 32.34% 4.725%
13 9.980 1334 1341 1348 rBvV 44293 68954 3.39% 0.495%
14 10.674 1453 1459 1474 rBV 838065 1075053 52.82% 7.717%
15 11.369 1572 1577 1582 rBV 484998 599083 29.43% 4.300%
16 11.892 1661 1666 1681 rBV2 34675 64642 3.18% 464%
17 12.951 1841 1846 1851 rBV 938315 1147863 56.40% 239%
18 13.863 1995 2001 2017 rBV3 26091 80786  3.97%

19 14.004 2020 2025 2034 rVB 250633 318096 15.63%
20 15.468 2268 2274 2286 rBV 228892 349576 17.18%
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Sum of corrected areas: 13931669
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138623.D

Acqg On : 23 Jul 2024 17:33
Operator : RC/JU

Sample : P3248-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF138623.D\data.ms
1400000

.163
5481 6.487

1200000
1000000
800000 7.410
600000

400000 6.851

200000

5.075
3.387 6.681

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ™ CTT T[T T T[T T[T Tt

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF138623.D\data.ms
1400000 9.204

1200000

1000000 12.951

10.674
800000

600000
8.133 9.886 11.369

400000

200000
8.445 L .980 11.892

0 T = T A —T —T ol — P
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF138623.D\data.ms

1400000

1200000
1000000
800000
600000

400000

14.004 15.468
200000

13.86
0 T ‘ T T T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138623.D

Acqg On : 23 Jul 2024 17:33
Operator : RC/JU

Sample : P3248-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 93.29 ng 2035280 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 12 (2.163 min): BF138623.D\data.ms (-5) (-) m/z 73.10 100.00%

73.1
5000 43.0
87.0

2.202.302.402.502.60

9.1
oHWWww“‘l“wu;ww,‘m_HWww,wwww m/z 43.05 46.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T T T[T T T [TTT T 771

43.0 2.202.302.402.502.60
87.0 m/z 55.05 32.70%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0

2.202.302.402.502.60

o

5000 ITI/Z 87.05 25.99%
55.0
27.0 41l
0230 L 1L 980 150
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol ERRREAREE S
73.0 2.202.302.402.502.60
87.0 m/z 41.05 15.12%
5000 41.0 55.0
27.0
0 1L ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘HM‘HM‘HM‘HM‘HM‘H‘HH,HH‘HH‘HH T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
BF138623.D

: 23 Jul 2024 17:33
: RC/JU
: P3248-01

. 16

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Sample Multiplier: 1

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (S)-(+)-1,2-Propanediol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.387 5.20 ng 113558 1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 Propylene Glycol 76 C3H802 000057-55-6 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9

5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance Scan 220 (3.387 min): BF138623.D\data.ms (-214) (-) m/z 45.10 100.00%
45.1
5000 A\\¥
AR e ARRE:
‘ 61.0 3.00 3.20 3.40 3.60 3.80
Ol e ottt e b 980 m/z 43.00  18.73%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
4:

5000 NABASNABRLABAL AN
3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.32%
of 290 J10 Il 520010 70
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
AL RASASRABASRA
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.05 5.72%

o

20.0
\‘\‘370“\‘530610 76.0
et I 3TO N, 530 760
miz-> 10 20 30 40 50 60 70 80 90

Abundance #1083: Propylene Glycol R
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.26%
5000
o 19.0 ‘\\370‘ 530%10 760
————— 2 e R REARARRE
m/z--> 10 20 30 40 50 60 70 80 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138623.D

Acqg On : 23 Jul 2024 17:33
Operator : RC/JU

Sample : P3248-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.075 5.66 ng 123550 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 507 (5.075 min): BF138623.D\data.ms (-502) (-) m/z 43.10 100.00%
3.1
59.0
5000
101.1
83.0 O‘ 4.80 5.00 5.20 5.40
ol m/z 59.85 59.61%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L B LA R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 16.51%
15.0 101.0
‘ T | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
A Ra e A RRREERE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.53%
101.0
41.0
o 220 w80 L
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R Ra A RRE T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.69%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138623.D

Acqg On : 23 Jul 2024 17:33
Operator : RC/JU

Sample : P3248-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.980 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.980 2.10 ng 68954  Acenaphthene-dio 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethyl-3-nonanol 172 C11H240 019780-71-3 22
2 3-Octanol, acetate 172 C10H2002 004864-61-3 22
3 1-Heptacosanol 396 C27H560 002004-39-9 10
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 10
5 17-Pentatriacontene 491 C35H70 006971-40-0 10

Abundance Scan 1341 (9.980 min): BF138623.D\data.ms (-1334) (-) m/z 43.05 100.00%

43.0
5000 101.1
55.1 =
| 72
0 “p L ‘L‘“‘M‘mh e e M/z 57.10 60.73%
miz--> 50 100 150 200 250 300 350
Abundance #47375: 5-Ethyl-3-nonano
57.0
5000 AW paiy IISAY
98.0 10.00
m/z 59.10 47.42%
‘ ‘ ‘ 143.0
04 \H\H“‘ “\‘H‘\‘“\“‘ \“‘\‘\ \“‘\ L e B
miz--> 50 100 150 200 250 300 350
Abundance #46977: 3-Octanol, acetate
43.0
AT S—
10.00
5000 m/z 101.10 42.48%
101.0
Pl | 1430
L T
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol b —
57.0 97.0 10.00
m/z 97.10 40.47%
5000
39.0
o LA L L 1810222.0260.0306.0 378« A
e e e e ‘ 4
m/z--> 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138623.D

Acqg On : 23 Jul 2024 17:33
Operator : RC/JU

Sample : P3248-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.16 ng 64642  Phenanthrene-die 11.369
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1666 (11.892 min): BF138623.D\data.ms (-1661) (- m/z 43.10 100.00%
43.1 73.0
5000
129.1
— ——
H M‘l 157.1185. 221‘3'2 2561 1150 12.00
— ”‘H“‘H‘“wHH‘Mm“H‘H_‘m_wwwl_ m/z 73.00  88.05%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T RS
11.50 12.00
m/z 60.00 87.94%
157-0185.0213'0 256.0 /
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
— ——
43.0 11.50 12.00
5000 m/z 41.05 82.88%
129.0
1710 2140
101.0 ‘ ‘
e wm ﬂ‘“ Jw‘:‘uw‘w‘HH_‘m_wwww
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid — =
43.0 73.0 11.50 12.00
m/z 57.05 75.00%
5000
129.0 242.0
199.0
| I
YU 8 0O O i R PO OO et
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138623.D

Acqg On : 23 Jul 2024 17:33
Operator : RC/JU

Sample : P3248-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.863 5.08 ng 80786  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Octacosanol 410 C28H580 000557-61-9 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 2001 (13.863 min): BF138623.D\data.ms (-1995) (- m/z 55.00 100.00%

58.0
97.1
5000

“ *39.1 2071 9810 1350 14.00

o Wb L wiz s7.e5  97.25%

m/iz--> 50 100 150 200 250 300 350

Abundance #209741: 1-Docosene

55.0
97.0
5000

1350 14.00

m/z 43.10 92.04%

Ol\4’\df‘ ““\ \‘H‘\‘H“ L }\ ‘\ ‘\ T \]-\0‘ L ’ T ??g-p\ T ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0

13. 50 l4 00
5000 ITI z 83.10 90.75%
9.0
otsa Ll m‘ ! # | 182022402000
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol L i) —0 fAfe
57.0 97.0 13. 50 14. 00
m/z 97.10 66.11%
5000
9.0
ol L ‘h 1 181.0222.0264.0306.0  378.( (WY LY
ety “‘ e e L
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138623.D

Acqg On : 23 Jul 2024 17:33
Operator : RC/JU

Sample : P3248-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.163 93.3 ng 2035280 1 6.851 436348 20.0
(S)-(+)-1,2-Pro... 3.387 5.2 ng 113558 1 6.851 436348 20.0
2-Pentanone, 4-... 5.075 5.7 ng 123550 1 6.851 436348 20.0
unknown9.980 9.980 2.1 ng 68954 3 9.886 658235 20.0
n-Hexadecanoic ... 11.892 2.2 ng 64642 4 11.369 599083 20.0
1-Docosene 13.863 5.1 ng 80786 5 14.004 318096 20.0
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