LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141385.D

Acqg On : 03 Feb 2025 22:37
Operator : RC/JU

Sample : Q1269-01

Misc :

ALS Vvial : 14 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-BF012925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141385.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.763 108 114 123 rVB 245054 396100 10.43% 1.749%
2 4.593 414 425 432 rBV 78650 118388 3.12% 0.523%
3  4.663 432 437 443 rVB 60692 85129 2.24% 0.376%
4 5.040 495 501 509 rvB2 173797 272939 7.19% 1.205%
5 5.428 561 567 582 rBV 2143302 2902035 76.42% 12.813%

6 6.440 732 739 756 rBV 2023575 2887031 76.02% 12.747%
7 6.793 794 799 804 rBV 442273 535400 14.10% 2.364%
8 7.357 888 895 900 rBV 1528942 2101366 55.33% 9.278%
9 8.075 1011 1017 1022 rBV 535254 706301 18.60%  3.118%

9.151 1193 1200 1205 rBV 2652692 3710737 97.71% 16.384%

11 9.828 1309 1315 1320 rBV 624360 804936 21.20%  3.554%
12 10.622 1443 1450 1468 rBV 1747748 2412253 63.52% 10.651%
13 11.316 1562 1568 1575 rBV 650357 809593 21.32%  3.575%
14 11.845 1653 1658 1673 rBV2 53869 98914 2.60% 0.437%
15 12.910 1832 1839 1844 rBV 2782944 3797603 100.00% 16.767%

16 13.957 2011 2017 2026 rBV 436838 585212 15.41% 2.584%
17 15.404 2257 2263 2275 rBV 269109 425029 11.19% 1.877%

Sum of corrected areas: 22648966
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03 Feb 2025 22:37
: RC/JU
1 Q1269-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
BF141385.D

: 14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF141385.D\data.ms

5.428 6.440

6.793
2.763 4.5%%3 5.040

Time-->
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7000000
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TIC: BF141385.D\data.ms

9.151

10.622

9.828 11.316

12.910

0
Time-->
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TIC: BF141385.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141385.D

Acqg On : 03 Feb 2025 22:37

Operator : RC/JU

Sample : Q1269-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
: 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 n-Propyl acetate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.763 14.80 ng 396100 1,4-Dichlorobenzene-d4 6.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 38
3 1-Butanamine 73 C4H11IN 000109-73-9 5
4 Isobutylamine 73 C4H11N 000078-81-9 5
5 Ethanimidic acid, ethyl ester 87 C4H9NO 001000-84-6 4
Abundance Scan 114 (2.763 min): BF141385.D\data.ms (-108) (-) m/z 43.05 100.00%
3.0
5000
61.0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
73.0 2.40 2.60 2.80 3.00
bttt b L 870 wyz el.e0  24.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4776 n-Propyl acetate
43.0
5000 L L L N B BN I
2.40 2.60 2.80 3.00
61.0 m/z 73.00 11.11%
73.0
150 20 2
O\\‘\\‘\\‘\\\\“\\\\“\{\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4786: Isopropyl acetate
43.0
A o
2.40 2.60 2.80 3.00
5000 m/z 42.05 10.70%
61.0
87.0
o 15.0 27.0 | ‘\ ) 101.0
R A R o o e Aaa
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #854: 1-Butanamine R REREREEE R
30.0 2.40 2.60 2.80 3.00
m/z 41.05 9.22%
5000
o150 41.0 56.0 730
e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141385.D

Acqg On : 03 Feb 2025 22:37
Operator : RC/JU

Sample : Q1269-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Propanoic acid, propyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.593 4.42 ng 118388 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 36
3 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 16
4 Azetidine 57 C3H7N 000503-29-7 9
5 Propanoic acid, anhydride 130 C6H1003 000123-62-6 9

Abundance Scan 425 (4.593 min): BF141385.D\data.ms (-414) (-) m/z 57.00 100.00%

57.0
5000
75.1
O aARAmaE R
41‘ ! 4.20 4.40 4.60 4.80 5.00
Ol m/z 75.10  28.43%
miz-> 20 40 60 80 100 120 140
Abundance #9259: Propanoic acid, propyl ester
57.0
29.0
5000 I L L B
75.0 4.20 4.40 4.60 4.80 5.00
m/z 43.05 22.86%
O T ‘ \‘!“\ T T }H‘ T \‘\ ‘ \‘\ \]-\0‘1\.0\]-\1\7‘.0\ T ‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #15457: Propanoic acid, butyl ester
57.0
‘V—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_F
4.20 4.40 4.60 4.80 5.00
5000 29.0 m/z 41.10 14.65%
75.0
0 ‘1‘0‘159“_‘”_‘”
miz--> 20 40 60 80 100 120 140
Abundance #95826: di-tert-Butyl dicarbonate M O e
57.0 4.20 4.40 4.60 4.80 5.00
m/z 42.10 9.74%
5000
41.0
0 25.0 “‘\‘ ,, 730 940 1190 146.0 M\A
R L e B e e R S TR R R
m/z--> 20 40 60 80 100 120 140 4.20 4.40 4.60 4.80 5.00
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Data Path

Data File :

Acqg On
Operator
Sample

Misc

ALS vial

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
BF141385.D

Library Search Compound Report

: 03 Feb 2025 22:37
: RC/JU
1 Q1269-01

14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 3 Acetic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4663 318ng 85129 1,4-Dichlorobenzene-da  6.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 61202 000123-86-4 78
2 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 33

3 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 25

4 1-Butanol, 4-chloro-, acetate 150 C6H11Cl02 006962-92-1 25
5 Di-n-propyl ether 102 C6H140 000111-43-3 17
Abundance Scan 437 (4.663 min): BF141385.D\data.ms (-432) (-) m/z 43.05 100.00%
3.0
5000
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y
‘ ‘73-0 2071 4.40 4.60 4.80 5.00
oHWH“,uH‘m‘H“W‘H_m_Mwwwwm m/z 56.10  37.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9201: Acetic acid, butyl ester
43.0
5000 \\\‘\\\\‘\\\\‘\\\\‘/\\\\\
4.40 4.60 4.80 5.00
73.0 m/z 41.05 17.76%
15.0 ‘ ‘ ‘
0H‘\‘\‘M‘\\"HH‘\“H‘\\‘\\:\L\o‘lw.pu‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24102: Acetic acid, hexyl ester
43.0
R ABREEREERESS
4.40 4.60 4.80 5.00
5000 m/z 61.00 13.83%
84.0
Ol 1160
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49477: 1,4-Butanediol, diacetate | F
43.0 4.40 4.60 4.80 5.00
m/z 73.00 13.03%
5000
71.0
114.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141385.D

Acqg On : 03 Feb 2025 22:37
Operator : RC/JU

Sample : Q1269-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 TIsopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.040 10.20 ng 272939 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 64
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 59
3 2,3-Hexanedione 114 C6H1002 003848-24-6 47
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 42
5 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 39
Abundance Scan 501 (5.040 min): BF141385.D\data.ms (-495) (-) m/z 43.05 100.00%
43.0
5000 71.0 A}k Jk
891 R RRRRER G
4.80 5.00 5.20 5.40
58}0 102.0115.0
0 "_m,"H‘HH":u‘_Hu}"H"uH‘ml“w(ﬂmwuw m/z 71.05 44.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15400: Isopropyl butyrate
43.0
71.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
4.80 5.00 5.20 5.40
89.0 m/z 41.05 22.42%
0 210 | | 10201150
\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 M
“H‘H‘w“u‘u‘w“
4.80 5.00 5.20 5.40
5000 m/z 59.05 21.50%
71.0
27.0 89.0
s grrbrer e et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8121: 2,3-Hexanedione fA‘H“‘H“‘H“‘H““
43.0 4.80 5.00 5.20 5.40
m/z 89.10  15.36%
5000
27.0 71.0
e e e e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141385.D

Acqg On : 03 Feb 2025 22:37
Operator : RC/JU

Sample : Q1269-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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.
11.845 2.44 ng 98914  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 1658 (11.845 min): BF141385.D\data.ms (-1653) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.1
157.1185.1 11. 50 12 00
0! m/z 73.00 92.91%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 -t
1150 1200
. 157.01g5 2130  256.0 m/z 60.00 90.22%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
1150 1200
5000 129.0 m/z 57.10 84.54%
199.0
s e
0%§RM“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid ranoe N ol T
73.0 11.50 12.00
43.0 m/z 55.00 81.51%
5000 129.0
185.0
|
0;§RW\WHMMMMmkﬁ“wuﬁmwwuwMwwwuwwuwwwwwuww
m/z--> 20 40 60 80 100120140160 180200 220 240 260 1150 1200
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141385.D

Acqg On : 03 Feb 2025 22:37
Operator : RC/JU

Sample : Q1269-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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|
n-Propyl acetate 2.763 14.8 ng 396160 1 6.793 535400 20.0
Propanoic acid,... 4.593 4.4 ng 118388 1 6.793 535400 20.0
Acetic acid, bu... 4.663 3.2 ng 85129 1 6.793 535400 20.0
Isopropyl butyrate 5.040 10.2 ng 272939 1 6.793 535400 20.0
n-Hexadecanoic ... 11.845 2.4 ng 98914 4 11.316 809593 20.0
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