LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137594.D

Acqg On : 14 Mar 2024 16:59
Operator : CG\JU

Sample : PB159584BL

Misc :

ALS vial : 7 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137594.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.951 482 487 498 rBV 165357 272616 4.15% 0.637%
2 5.345 549 554 557 rBvV 5258759 5767735 87.72% 13.467%
3 6.363 722 727 730 rBV 4711241 5878270 89.40% 13.725%
4 6.722 785 788 799 rBV 1382792 1339068 20.36% 3.126%
5 7.292 880 885 888 rBV 3717270 3775392 57.42% 8.815%

.004 1002 1006 1036 rBV 1823461 1826511 27.78%
.086 1184 1190 1193 rBV 6232896 6575497 100.00% 15.
.757 1299 1304 1323 rBV 2269129 2002183 30.45%
10.545 1434 1438 1463 rBV 3528324 3687952 56.09%
10 11.239 1552 1556 1576 rBV 2156469 1900117 28.90%

O O 0
oo b Ul p
a
~N
ul
R

11 12.651 1793 1796 1802 rBV 170043 149013 2.27%
12 12.827 1822 1826 1830 rBV 5859930 6104694 92.84% 14.253%

®
w
A
o
R

13 13.357 1913 1916 1920 rBV 122344 101683 1.55% 0.237%
14 13.874 2000 2004 2019 rBV 1453048 1387636 21.10%  3.240%
15 14.651 2132 2136 2142 rBV 72857 73293 1.11% 0.171%
16 14.968 2186 2190 2196 rBV 101781 120384 1.83% 0.281%
17 15.298 2241 2246 2249 rBV 836228 1097942 16.70%  2.564%
18 15.333 2249 2252 2260 rVB 149888 213698 3.25% ©.499%
19 15.745 2316 2322 2330 rBV 113325 174502 2.65% 0.407%
20 16.215 2397 2402 2412 rVB 93058 165008 2.51% ©.385%
21 16.774 2491 2497 2507 rVB 59717 123059 1.87% ©.287%
22 17.433 2603 2609 2620 rVB5 38491 93456 1.42% 0.218%

Sum of corrected areas: 42829709
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 14 Mar 2024 16:59
¢ CG\JU
: PB159584BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031424\
BF137594.D

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF137594.D\data.ms

5.345
6.363

7.292

6.722

4.951

Time-->
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TIC: BF137594.D\data.ms

9.086 12.827

10.545

9.757 11.239

8.004

. ce| s

0
Time-->
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Time-->

TIC: BF137594.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137594.D

Acqg On : 14 Mar 2024 16:59
Operator : CG\JU

Sample : PB159584BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 1
R.T. EstConc Area Relative to ISTD R.T.
4.951 4.07 ng 272616 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 487 (4.951 min): BF137594.D\data.ms (-482) (-) m/z 43.00 100.00%
43.0
59.1
5000
1o 460480500520
83.0 :
\\\\‘\\\\“\\\\“\\\\‘\\\\“\\\\‘\\\\‘\\ mz 5916 54.0100
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B L BN B R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 18.58%
15.0 101.0
\\\‘\‘\w‘\\“h{\\}‘\\\\8‘3‘\.0\\\“‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
TR
4.60 4.80 5.00 5.20
5000 41.0 m/z 58.05 17.35%
H\‘ i 126.0142.0
et
miz--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate
43.0 460480500520
m/z 41.05 8.08%
5000
15‘-0 | 720 1000
| |

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137594.D

Acqg On : 14 Mar 2024 16:59
Operator : CG\JU

Sample : PB159584BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.651 2.15 ng 149013  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 92
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 64
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38

Abundance Scan1796(12651num BF137594.D\data.ms (-1793) (- m/z 56.10 100.00%

Il

L
2571 12.50 13.00

‘ 129.1
— \‘\‘ M h‘;“‘nﬁsﬂﬂ‘\:‘-\\u\‘ L v 171]T 21‘3‘2‘ L \L‘ — ‘3‘1‘2": m/z 57.10 56.21%

miz--> 50 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester

56.0

5000 ‘ ‘
12.50 13.00

43.05 37.79%

l 9 0 257.0
— \\ \h u“ H\\ o ‘hr b = ‘18‘5‘0‘ S \‘ ’ \“ — 3‘1“2‘(
miz--> 50 100 150 200 250 300
Abundance #214938: Hexadecanoic acid, butyl ester

56.0

12 50 13 00
5000 ITI/Z 41.10 33.87%
257.0
129 0
h H‘m PP, || 1o 2130 | ‘ ran A‘M
= — s P
miz--> 50 100 150 200 250 300 J\'
Abundance #214972: Butyl 4,8,12-trimethyl-tridecanoate pol e ;
56.0 129.0 12.50 13.00

m/z 55.00  28.76%

5000
199.0

H FE\)‘;\F\M a1 1850, 0 S A j\

m/z--> 50 100 150 200 250 300 12.50 13.00
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031424\
BF137594.D
: 14 Mar 2024 16:59

Operator : CG\JU

Sample
Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

: PB159584BL

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.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 3 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.968 2.19 ng 120384  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Pentacosane 352 C25H52 000629-99-2 83
4 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 83
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 2190 (14.968 min): BF137594.D\data.ms (-2186) (- m/z 57.10 100.00%
57.1

5000

-

I —
15.00
7.1
197.2267.1
‘\\\\‘\I\!\‘k‘fi\\“‘\l\\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\ m/z 71.05

75.30%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000
15.00
m/z 43.05 68.09%

111112701970 281.0  394.0

‘H‘\‘wuH‘\\H"\\H’\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

.

Abundance #347241: Tetratetracontane
57.0
T
15.00
5000 ITI/Z 85.10 57.71%
/] 1 || £27:0197.0267.0337.0407.0 491.0562.0
R A A P T e e e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262013: Pentacosane v
57.0 15.00
m/z 55.10  22.41%
h M
\ 70 210 as20
[T e T T T T T T T T ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137594.D

Acqg On : 14 Mar 2024 16:59
Operator : CG\JU

Sample : PB159584BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.745 3.18 ng 174502  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-Methyltetracosane 352 C25H52 001560-78-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
Abundance Scan 2322 (15.745 min): BF137594.D\data.ms (-2316) (- m/z 57.10 100.00%
57.1
99.1 Pt =
15.50 16.00
411 207
A wh‘ u“u““, |14 2070 2821 7140 es.75%
miz--> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000 s o
15.50 16.00
99.0 m/z 85.10 56.62%
T \“\ ‘\“‘ ‘\ “H‘ ”‘ h‘ \“‘ \% “ “\ ‘]‘\_8\3\(‘) \22\5\0\ ‘ \2\8\‘2.\0‘ T T T
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
15.50 16.00
5000 m/z 43.05 53.77%
99.0
15.0 ‘L \ Li h‘ | }41-0 1830 2250 2960
=l A
miz--> 50 100 150 200 250 300
Abundance #262014: 2-Methyltetracosane e : ‘
57.0 15.50 16.00
m/z 55.10 21.90%
5000
99.0
L HL M | 1410 1830 2250 267.0 309.0
““‘ . —— e R LA — ——
m/z--> 50 100 150 200 250 300 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

14

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031424\
BF137594.D

Mar 2024 16:59

¢ CG\JU
: PB159584BL

7

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.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 Octadecane, 1-iodo- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.215 3.01 ng 165008 Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
2 Hexacosane 366 C26H54 000630-01-3 76
3 Octacosane 394 (C28H58 000630-02-4 74
4 Heneicosane 296 C21H44 000629-94-7 74
5 Hentriacontane 437 C31H64 000630-04-6 72

Abundance Scan 2402 (16.215 min): BF137594.D\data.ms (-2397) (- m/z 57.05 100.00%
57.0
1600 1650
155.1 : :
“‘NVMWJMWm‘Mu 2080 2670 m/z 71.85 62.20%
miz--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo-
57.0
5000 - e
16.00 16.50
m/z 43.10 57.07%
155.0
15.4 ‘M‘ “ \‘\‘\ \“‘\*}?7‘\0\ \2\5“3\0\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
16.00 16.50
5000 m/z 85.10 50.88%
| ‘L‘ 1 M | 1#1:0183.0225.0267.0309.0_ 367.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane e 1y
57.0 16.00 16.50
m/z 55.05 18.31%
- m
Ll h‘ H J141918302250 281.0 337.0 394.
e “‘ A T T —— —
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137594.D

Acqg On : 14 Mar 2024 16:59
Operator : CG\JU

Sample : PB159584BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.774 2.24 ng 123059 Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Octadecane 254 C18H38 000593-45-3 86
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Hexacosane 366 C26H54 000630-01-3 68

Abundance Scan 2497 (16.774 min): BF137594.D\data.ms (-2491) (- m/z 57.10 100.00%

57.1
5000

T
i 27.1 16.50 17.00

210.1 282.0 o
‘HH‘H\‘\“\“\J\'\“‘\H\’\‘H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\ m/Z 71.05 60.947%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #314331: Triacontane
57.0

5000 T
16.50 17.00
m/z 43.05 59.42%

7.0
0197006703370 4220
‘\H\‘HH‘\H\‘HH’HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141056: Octadecane
57.0

l6f50 17f00
5000 m/z 85.05 51.84%
\HJﬂlwaﬁa‘Hw??ﬁpw*www*ww*wwwwwwwwww*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0 16.50 17.00

m/z 55.00 20.14%

B WMMV\
1 J [ 127-0197.0267.0337.0407.0 491.0562.0

‘ {3

‘\\j\\‘\\\\“\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31424\
Data File : BF137594.D

Acqg On : 14 Mar 2024 16:59
Operator : CG\JU

Sample : PB159584BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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-... 4.951 4.1 ng 272616 1 6.722 1339070 20.0
Hexadecanoic ac... 12.651 2.1 ng 149013 5 13.874 1387640 20.0
Octacosane 14.968 2.2 ng 120384 6 15.298 1097940 20.0
Eicosane 15.745 3.2 ng 174502 6 15.298 1097940 20.0
Octadecane, 1-i... 16.215 3.0 ng 165008 6 15.298 1097940 20.0
Triacontane 16.774 2.2 ng 123059 6 15.298 1097940 20.0
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