LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137554.D

Acqg On : 11 Mar 2024 13:41
Operator : CG\JU

Sample : PB159519BL

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

Signal : TIC: BF137554.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.328 35 41 47 rVB 79322 112397 1.34% 0.217%
2 2.452 58 62 72 rVB 65763 101826 1.22% 0.197%
3 5.210 528 531 543 rBV 203650 317351 3.79% 0.614%
4 5.581 589 594 597 rBV 6027607 6262029 74.74% 12.107%
5 6.551 753 759 762 rBV 5663631 6506866 77.66% 12.580%

6 6.904 815 819 837 rBV 1602938 1491900 17.81% 2

7 7.463 909 914 944 rBV 4012562 4505956 53.78%  8.711%

8 8.175 1030 1035 1051 rBV 1860156 2047173 24.43% 3

9 9.257 1213 1219 1222 rBV 6772023 7526004 89.83% 14.550%
9.933 1328 1334 1337 rBV 2456003 2375445 28.35%

IN
ul
0!
w
3R

11 10.727 1464 1469 1495 rBV 4452098 4754936 56.75%
12 11.427 1584 1588 1608 rBV 2765371 2536205 30.27%
13 12.863 1828 1832 1836 rBV 260473 239402  2.86%
14 13.039 1857 1862 1865 rBV 8116752 8378159 100.00% 1
15 13.574 1949 1953 1957 rBV 207264 168880 2.02%

o o® hUO
IS
o
w
3R

16 14.092 2037 2041 2054 rBV 2090921 1968637 23.50%
17 14.921 2175 2182 2191 rBV 103464 174536 .08%
18 15.292 2240 2245 2252 rBV 96102 123364 1.47%

N
ONOOW
N
w
O
R

19 15.645 2300 2305 2313 rBV 1012676 1458997 17.41% 821%

20 15.721 2314 2318 2325 rVB 106258 157977 1.89% 305%

21 16.221 2398 2403 2410 rBV 79621 143346 1.71% 0.277%

22 16.809 2497 2503 2511 rVB 72966 148607 1.77% 0.287%

23 17.509 2615 2622 2633 rBV3 48668 113842 1.36% 0.220%

24 18.350 2756 2765 2766 rBV4 55230 110529 1.32% 0.214%
Sum of corrected areas: 51724364
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Mar 2024 13:41
¢ CG\JU
: PB159519BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031124\
BF137554.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF137554.D\data.ms

5.581
6.551

7.463

6.904

2.328152 5.210

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
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF137554.D\data.ms
13.039

9.257

10.727

11.427
9.933

8.175

12??#
A L

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF137554.D\data.ms

14.092

15.645

13.574 14.921 15.292 72 16.22 16.809 17.509 18.350

Time-->

J I
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\BF@31124\
Data File : BF137554.D

Acqg On : 11 Mar 2024 13:41
Operator : CG\JU

Sample : PB159519BL

Misc

ALS vial : 3  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.
5.210 4.25 ng 317351 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
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 531 (5.210 min): BF137554.D\data.ms (-528) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 ERRRNEEEES SRR S
‘ 831 0 4.80 5.00 5.20 5.40 5.60
el e e e M/z 59,180 52.76%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 5.00 5.20 5.40 5.60
59.0 m/z 58.10  17.20%
WL LG n | |
H‘HH[HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
RERRNEEEENEEEES SEEn s
4.80 5.00 5.20 5.40 5.60
5000 m/z 101.10 16.55%
41.0
27.0 101.0
"Ml“‘w‘i:‘NHWH;MZ?:Q‘mwH“w_ww_ww‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.46%
5000 41.0
A=Y 126.0 143 0
e e e T e e e e o e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137554.D

Acqg On : 11 Mar 2024 13:41
Operator : CG\JU

Sample : PB159519BL

Misc

ALS vial : 3  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 2
R.T. EstConc Area Relative to ISTD R.T.
12.863 2.43 ng 239402  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 87
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35
Abundance Scan 1832 (12.863 min): BF137554.D\data.ms (-1828) (- m/z 56.10 100.00%
56.1
5000
257.3
‘ 129 ‘ 12.50 13.00
2132 : :
b “H h“‘ L u - b — ‘ B2 Tz s7.10 57.16%
miz--> 50 150 200 25 300
Abundance  #214982: Hexadecan0|c acid, 1,1-dimethylethyl ester
56.0
5000 o S
12.50 13.00
m/z 41.10 41.83%
1 90 257.0
. “‘ L \Mh HMM u“ H\\ ‘\”‘hr‘r P ‘18‘5‘0‘ S \‘ ’\“ — ‘3‘1“2‘(
miz-> 50 100 150 200 250 300
Abundance #214938: Hexadecanoic acid, butyl ester
56.0
- oy
12.50 13.00
5000 m/z 43.10 39.63%
257.0
1290
h H‘ M 1710 2130 | ‘ ran
T \ T \ ‘H ‘\ \ T ‘ \ T T T T ‘ TT
m/iz--> 50 100 150 200 250 300
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester = —
56.0 12.50 13.00
m/z 55.10 32.75%
5000
257.0
129
lgpoa ) ame 20 || sl LWL
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137554.D

Acqg On : 11 Mar 2024 13:41
Operator : CG\JU

Sample : PB159519BL

Misc

ALS vial : 3  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 3 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.921 2.39 ng 174536  Perylene-di2 15.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2182 (14.921 min): BF137554.D\data.ms (-2175) (-} | m/z 57.05 100.00%
57.0
5000
15.00
— H 1 “L | 141218320052 om11 n/z 71.05  70.56%
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 “““ﬂh ‘ T 7
15.00
F oo m/z 43.05 61.57%
T \“\ ‘\‘ “ “ \“\“L \‘ \]T\4\1‘()\118\2\9 T \2\49‘0\ 1T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—
15.00
5000 m/z 85.10 48.71%
‘ 9.0
41.0
150 | ||| ¥40um0zs0 ass0
m/z--> 0 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- — = ,
57.0 15.00
m/z 55.05 21.76%
5000
9.0
N “\\ || 141.0183.0925.0267. 0309.0_ 3650
i “‘H“““““““H‘ AR B —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137554.D

Acqg On : 11 Mar 2024 13:41
Operator : CG\JU

Sample : PB159519BL

Misc

ALS vial : 3  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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.721 2.17 ng 157977  Perylene-di2 15.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 (C25H52 000629-99-2 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexacosane 366 C26H54 000630-01-3 83
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2318 (15.721 min): BF137554.D\data.ms (-2314) (- m/z 57.10 100.00%
57.1

5000

F

9.1

‘ | | ‘ 1 1961 267.1 1550 16.00
- JM‘W“M‘VM “ R m/z 71.05 64.67%

m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0

5000 s e
15.50 16.00

m/z 43.10 59.27%

9.0
150‘M li JJ 141.0 183.0 225.0 296.0
\\\\‘f\\[\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0

T
15.50 16.00

5000 m/Z 85.10 51.78%
e I e I R
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane ol PR
57.0 15.50 16.00
m/z 55.10  23.70%
5000
9.0
150 | L4y d0ams0 200 el
miz--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137554.D

Acqg On : 11 Mar 2024 13:41
Operator : CG\JU

Sample : PB159519BL

Misc

ALS vial : 3  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 5 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.809 2.04 ng 148607 Perylene-d12 15.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90

Abundance Scan 2503 (16.809 min): BF137554.D\data.ms (-2497) (- m/z 57.05 100.00%

57.0
5000

9 l ‘ T T ‘ T
16.50 17.00

1.2
— “‘H‘ I J““H‘ L] ““1‘33‘2‘2‘2‘5“1‘ — m/z 71.1e  77.56%
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane

57.0

%—

5000
16.50 17.00

m/z 85.10  55.42%

| | h‘ | H ] 141 0183.0225.0 281.0 337.0 394.

miz> 0 50 100 150 200 250 300 350

L

Abundance #275537: Hexacosane
57.0
; ey
16.50 17.00
5000 ITI/Z 43.05 51.91%
L B L B ALl I LA AT TS S,
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane “ T
57.0 16.50 17.00
m/z 55.10 24.69%
5000
9.0
15.4 L 1), 141018302250  296.0
N e o B e — —
m/z--> 0 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137554.D

Acqg On : 11 Mar 2024 13:41
Operator : CG\JU

Sample : PB159519BL

Misc

ALS vial : 3  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-... 5.210 4.3 ng 317351 1 6.904 1491900 20.0
Hexadecanoic ac... 12.863 2.4 ng 239402 5 14.092 1968640 20.0
Heptadecane 14.921 2.4 ng 174536 6 15.645 1459000 20.0
Heneicosane 15.721 2.2 ng 157977 6 15.645 1459000 20.0
Octacosane 16.809 2.0 ng 148607 6 15.645 1459000 20.0
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