LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133224.D

Acqg On : 04 May 2023 11:07
Operator : CG\JU

Sample : PB152560BL

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133224.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 11 rVB 171256 202877 2.77% 0.374%
2 4.940 478 485 498 rVB 2332148 3521591 48.17% 6.493%
3 5.351 550 555 558 rBV 5518607 6598013 90.25% 12.166%
4 6.375 722 729 731 rBV 5301748 6607407 90.38% 12.183%
5 6.728 785 789 792 rBV 1816846 1509473 20.65% 2.783%

6 7.298 879 886 888 rBV 3855642 4437545 60.70%  8.182%
7 8.010 1002 1007 1010 rBV 2721614 2155485 29.48%  3.974%
8 9.092 1184 1191 1194 rBV 7037855 7055787 96.51% 13.010%
9 9.763 1297 1305 1308 rBV 3096871 2520789 34.48% 4.648%
10 10.557 1433 1440 1443 rBV 4043857 4421892 60.48% 8.153%

11 11.245 1553 1557 1560 rBV 3087580 2573759 35.20%
12 12.839 1822 1828 1831 rBV 6549357 7310883 100.00% 13.
13 13.363 1914 1917 1923 rBV 91381 81602 1.12%
14 13.880 2000 2005 2008 rBV 2188366 2059886 28.18%
15 14.362 2080 2087 2091 rBV 120468 133138 1.82%
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16 14.657 2131 2137 2142 rBV 159614 179063 2.45%
17 14.980 2188 2192 2198 rVB 185313 197152  2.70%
18 15.298 2240 2246 2250 rBV 1481027 1683069 23.02%
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19 15.339 2250 2253 2262 rVB 170480 225521 3.08% 416%
20 15.751 2318 2323 2328 rVB 126855 179303 2.45% 331%
21 16.227 2398 2404 2408 rBV3 141928 313878 4.29% ©.579%
22 16.780 2492 2498 2507 rVB2 76826 148518 2.03% 0.274%

23 17.439 2603 2610 2617 rVB2 52021 117957 1.61% 0.217%

Sum of corrected areas: 54234588

8270-BF042123.M Fri May ©5 14:28:50 2023 Pag 1



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\BF050423\

BF133224.D
: 04 May 2023 11:07
: CG\JU
: PB152560BL
: 3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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\BF@50423\
Data File : BF133224.D

Acqg On : 04 May 2023 11:07
Operator : CG\JU

Sample : PB152560BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 1 Propane, 1,1-dimethoxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.122 2.69 ng 202877 1,4-Dichlorobenzene-d4 6.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Methane, trimethoxy- 106 C4H1003 000149-73-5 28
3 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro02 005267-73-2 12
4 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
Abundance Scan 6 (2.122 min): BF133224.D\data.ms (-3) (-) m/z 75.00 100.00%
75.0
5000 45.0 J\
RN RAREEmEEEEEE RS
‘ 102.9 2.202.302.402.50
O prrr bl S e m/z 73.18 73.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 T T T T T T T T T[T
2.202.302.402.50
m/z 45.00 42.77%
0 \‘\ ‘\‘ ‘SS\MO il 103.0
\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5613: Methane, trimethoxy-
75.0
R NERE e R aaas o
2.202.302.402.50
5000 m/z 41.00 30.16%
31.0
ol L Il . 1050
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55143: 1,3-Dioxolane, 2-(1-bromoethyl)- R REARNR SRR
73.0 2.202.302.402.50
m/z 47.05 24.54%
5000
45.0
0 [ ) 107.0 135.0 179.0
R L Ea s B R B B S N BRAARGRRRNEENASRELES
m/z--> 20 40 60 80 100 120 140 160 180 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133224.D

Acqg On : 04 May 2023 11:07
Operator : CG\JU

Sample : PB152560BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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.
4.940 46.66 ng 3521590 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 485 (4.940 min): BF133224.D\data.ms (-478) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 AR o
4.60 4.80 5.00 5.20
! | 83.0 9
or-r——h—it—-"r—t— m/z 59.10 53.49%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 19.09%
15.0 101.0
‘ T | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e EARRmEESs ST,
4.60 4.80 5.00 5.20
5000 410 m/z 58.00 15.74%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate  BEEmEEE TS S
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.87%
5000
15.0 | 7%-0 100.0
O v e e AT
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@50423\
Data File : BF133224.D

Acqg On : 04 May 2023 11:07
Operator : CG\JU

Sample : PB152560BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.657 2.13 ng 179063  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2137 (14.657 min): BF133224.D\data.ms (-2131) (- m/z 57.10 100.00%

57.1
5000
=T

==
169.1 14.50 15.00
— “ : J‘W“‘2‘2‘5“3‘???‘?”“_”‘_H m/z 71.85 73.09%

miz--> 50 100 150 200 250 300 350 400

Abundance #158600: Nonadecane
57.0

5000 = =
14.50 15.00

m/z 43.10 68.73%

O \\“\“\\\“‘\]ﬁ“ \“\‘\ \“\6\9\0\‘\\\\%??P\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0

T
14.50 15.00

5000 m/z 85.05 45.70%
0 L) “h h\ n‘ ! \6\9 p . 225 0 281.0 337.0 42|2'(
e e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane P P
57.0 14.50 15.00

m/z 55.10  23.72%

) M
| ‘ I h “l 4 (169.0 2250 296.0

om‘_m‘m_m_m_m_m_m‘m — —
miz--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133224.D

Acqg On : 04 May 2023 11:07
Operator : CG\JU

Sample : PB152560BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.980 2.34 ng 197152  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Docosane 310 C22H46 000629-97-0 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
Abundance Scan 2192 (14.980 min): BF133224.D\data.ms (-2188) (- m/z 57.10 100.00%
57.1
9.0 LN
15.00
41.1 197.2
ol “‘ “h‘ i ““ LIS 1972 2531 3093 up 7110 64.20%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 T
15.00
9.0 m/z 43.05 59.28%
oLl L Ll |1y 141:018302250267.0309.0 367
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #212281: Docosane
57.0
—
15.00
5000 m/z 85.05 48.27%
9.0
oLl 14101830 2250 267.0 3100
A T AR STaaa SR
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane ™
57.0 15.00
m/z 41.00 19.70%
5000
9.0
0 \‘ I \“\ \‘h h‘ | :‘I\-4\19 1830 225.0 267.0 338.0
L B A AR AL S S ——
m/z--> 50 100 150 200 250 300 350 15.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\

Library Search Compound Report

Data File : BF133224.D

Acqg On : 04 May 2023 11:07
Operator : CG\JU

Sample : PB152560BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 5 Tetratetracontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.751 2.13 ng 179303  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 4-Methylheneicosane 310 C22H46 025117-29-7 91

Abundance Scan 2323 (15.751 min): BF133224.D\data.ms (-2318) (- m/z 57.10 100.00%
7.1

5
5000

7.1
o‘Hm‘_ma‘lfw\“‘,“2“53"1“_‘3‘5‘5‘:9‘_‘Hw‘_m_wm m/z 43.05 60.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — ——
15.50 16.00

m/z 71.10  59.54%

| 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘\H\‘HH‘\\H‘\HI]W\\T[HT\‘TFH}HH‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0

T
15.50 16.00

o

5000 m/z 85.10 47 .69%
0 ETsem0amne
et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298426: Octacosane T =
57.0 15.50 16.00

m/z 55.10  23.28%

11 i m

197.0 281.0 394.0

A

O e L e e e e e — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133224.D

Acqg On : 04 May 2023 11:07
Operator : CG\JU

Sample : PB152560BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.227 3.73 ng 313878  Perylene-d12 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Pentacosane 352 C25H52 000629-99-2 42
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 42
4 Heneicosane 296 C21H44 000629-94-7 42
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 42

Abundance Scan 2404 (16.227 min): BF133224.D\data.ms (-2398) (-] ' m/z 57.05 100.00%

57.0
5000 360.2
152.1

-
16.00 16.50
254.2

L‘lll‘zosq’l”” m/z 71.85  70.05%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141058: Octadecane
57.0

5000 i =
16.00 16.50

m/z 43.10 61.01%

“ 1130 1690 2540
\l\ l\“\‘T‘\"\“‘ \“‘\‘\ {“‘\1\\’\\\\"\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262013: Pentacosane

57.0

T
16.00 16.50

o

o

5000 m/z 85.05 55.14%
3.0
0 I |\ lhw h J Ly 118\3 “O . 239.0 295.0 352.0
A
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- = T
57.0 16.00 16.50

m/z 360.20 46.57%

5000

ol M | 10902250 2950 3510 449
AL PP 2250 2050 3510 440 SV Su—
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133224.D

Acqg On : 04 May 2023 11:07
Operator : CG\JU

Sample : PB152560BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Propane, 1,1-di... 2.122 2.7 ng 202877 1 6.728 1509470 20.0
2-Pentanone, 4-... 4.940 46.7 ng 3521590 1 6.728 1509470 20.0
Nonadecane 14.657 2.1 ng 179063 6 15.298 1683070 20.0
Hexacosane 14.980 2.3 ng 197152 6 15.298 1683070 20.0
Tetratetracontane 15.751 2.1 ng 179303 6 15.298 1683070 20.0
Octadecane 16.227 3.7 ng 313878 6 15.298 1683070 20.0
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