LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71524\
Data File : BF138565.D

Acqg On : 15 Jul 2024 12:52
Operator : CG\JU

Sample : PB162035BL

Misc :

ALS vial : 3  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: BF138565.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.257 21 29 37 rvB 101155 150611 2.93% 0.447%
2 5.122 511 516 526 rVB 255521 395930 7.69% 1.174%
3 5.51@ 577 582 585 rBV 4799990 4801323 93.26% 14.237%
4 6.510 746 752 755 rBV 3865106 4452803 86.49% 13.204%
5 6.863 809 812 816 rBV 1086282 984819 19.13%  2.920%

6 7.433 902 909 912 rBV 2658152 2907862 56.48% 8.623%
7 8.145 1025 1030 1034 rBV 1322426 1215090 23.60%  3.603%
8 9.227 1207 1214 1217 rBV 5135331 5032739 97.75% 14.924%
9 9

.904 1323 1329 1332 rBV 1587387 1398375 27.16% 4.147%
10 10.698 1456 1464 1467 rBV 2953107 3038651 59.02% 9.011%
11 11.386 1577 1581 1585 rBV 1656814 1456417 28.29% 319%

12 12.633 1790 1793 1797 rBV 98808 74795 1.45%
13 12.786 1816 1819 1822 rBV 271221 208136  4.04%
14 12.980 1846 1852 1854 rBV 4717788 5148437 100.00% 1
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15 13.492 1934 1939 1944 rBV 182753 156793 3.05% 465%

16 14.021 2025 2029 2039 rBV 1051632 1046809 20.33% 3.104%

17 14.792 2156 2160 2166 rBV 43586 52732 1.02% 0.156%

18 15.492 2274 2279 2290 rBV 753306 1064265 20.67% 3.156%

19 15.945 2352 2356 2362 rBV2 42762 73855 1.43% 0.219%

20 16.451 2439 2442 2449 rVB3 39597 62792 1.22% 0.186%
Sum of corrected areas: 33723234
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071524\

BF138565.D
: 15 Jul 2024 12:52
: CG\JU
: PB162035BL
: 3  Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071524\
Data File : BF138565.D

Acqg On : 15 Jul 2024 12:52
Operator : CG\JU

Sample : PB162035BL

Misc

ALS vial : 3  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 3
R.T. EstConc Area Relative to ISTD R.T.
2.257 3.06 ng 150611 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 33
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
Abundance  Scan 29 (2.257 min): BF138565.D\data.ms (-21) (-) m/z 73.10 100.00%
73.1
5000 43.1
55.0
87.0
T
‘ ‘ 220 240 260
O et L 990 s 43,10 s1.16%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L B B
43.0 220 240 260
0 550 87.0 m/z 55.05 35.66%
29.0 ‘
O \\‘\\\\‘\\\”“\\\\"M\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
AN e S o e o
40 o5, 87.0 220 240 260
5000 ' m/z 87.00 26.39%
29.0
wo |
L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9513: 3-Pentanol, 2,4-dimethyl- T
73.0 220 240 260
m/z 41.05 17.44%
5000 55.0
43.0
27.0
ok 229t bl My 850 980 e
m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071524\
Data File : BF138565.D

Acqg On : 15 Jul 2024 12:52
Operator : CG\JU

Sample : PB162035BL

Misc

ALS vial : 3  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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.122 8.04 ng 395930 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 516 (5.122 min): BF138565.D\data.ms (-511) (-) m/z 43.10 100.00%
59.0
5000
| 61 1011 4.80 5.00 5.20 5.40
Ol el e e M/Z 59.05 53.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN B I B LR
59.0 4.80 5.00 5.20 5.40
m/z 101.10  14.92%
O\\‘\\\\‘\\\ﬁﬁ;?\\““\i\\‘\\‘1\‘\\\\‘\\\\?%\.0\\‘\\\1\()“1\“\0\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.10 14.35%
41.0
29.0 101.0
Ol M L 730 860 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- A e
59.0 4.80 5.00 5.20 5.40

m/z 41.05 8.61%

5000

101.0
41.0

27.0
ol 180 =00 1) 710 830
N RN SR R 1/ L R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071524\
Data File : BF138565.D

Acqg On : 15 Jul 2024 12:52
Operator : CG\JU

Sample : PB162035BL

Misc

ALS vial : 3  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 Hexadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.786 3.98 ng 208136  Chrysene-di12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 70
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 55
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38

Abundance Scan 1819 (12.786 min): BF138565.D\data.ms (-1816) (- m/z 56.10 100.00%
56.1
5000 A Aﬂ
257.3 A
1291
12.50 13.00
S ‘h H‘ B2, L. 1713 234 | ,‘ 82z s7.10 53.24%
miz--> 50 100 15 200 25 300
Abundance #214938: Hexadecanoic acid, butyl ester
56.0
5000 e ==
2570 12.50 13.00
1290 ' m/z 41.05 43.48%
2130 ‘ 312.(
0]\-8\4\ Il H‘m ‘rPH‘\ ks 171‘0‘ ‘ _— ‘ i ‘\‘
miz--> 50 100 150 200 250 300
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
56.0
prepmn =
12.50 13.00
5000 m/z 43.05 42.01%
257.0
129.0
\H 950 1“7 1710 2130 ‘ 312.(
0! N‘WNWMWu bt e e e e
m/iz--> 50 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester o= =5
56.0 12.50 13.00
m/z 55.05 31.76%
5000
1290 257.0
00 ey B0 g
Y O OB 0 - s b
m/z--> 0 100 150 200 250 300 12.50 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071524\

BF138565.D
: 15 Jul 2024 12:52
: CG\JU
: PB162035BL
: 3  Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 4 Octadecanoic acid, 2-methyl... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.492 3.00 ng 156793  Chrysene-di12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 89

2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 83
3 Butyl myristate 284 C18H3602 000110-36-1 59
4 Octadecanoic acid 284 (C18H3602 000057-11-4 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
Abundance Scan 1939 (13.492 min): BF138565.D\data.ms (-1934) (- m/z 56.10 100.00%
56.1
5000 FKM
285.3 j\ feo
1851 2412 ‘ , 13.50
340.:
ob—L h \Mﬂm‘m L. g L340 571 60.27%
miz--> 50 100 150 200 250 300
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester
56.0
5000 1
285.0 13.50
1290 m/z 43.10 52.04%
ol Lo 70 sso 2m0] |
N ‘\ T \ ’ T \‘ T ‘ T T ’ L ‘ T T } ‘
miz--> 50 100 150 200 250 300
Abundance #249002: Octadecanoic acid, butyl ester
56.0
285.0 SIS
13.50
m/z 41.05 42.50%
5000 1290
340.(
185.0 241.0
O\L\“H 3@MMWN)W“ \ ‘N‘Nf‘MWLW““M
mfz--> 50 100 150 200 250 300
Abundance #179088: Butyl myristate T
56.0 13.50
m/z 55.10 35.59%
5000 229.0
‘ ‘ 1290 185.0 ‘ 284.0
owu‘_‘H ‘*‘Ow‘h””” N S i
m/z--> 50 100 150 200 250 300 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71524\
Data File : BF138565.D

Acqg On : 15 Jul 2024 12:52
Operator : CG\JU

Sample : PB162035BL

Misc

ALS vial : 3  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... 2.257 3.1 ng 150611 1 6.869 984819 20.0
2-Pentanone, 4-... 5.122 8.0 ng 395930 1 6.869 984819 20.0
Hexadecanoic ac... 12.786 4.0 ng 208136 5 14.021 1046810 20.0
Octadecanoic ac... 13.492 3.0 ng 156793 5 14.021 1046810 20.0
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