LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131997.D

Acqg On : 10 Jan 2023 15:37
Operator : CG\JU

Sample : PB150032BL

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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131997.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.998 490 495 508 rBV 212403 335470  7.79% 1.483%
2 5.404 559 564 567 rBV 2627677 2578878 59.87% 11.403%
3 6.428 733 738 741 rBV 2448232 2617637 60.76% 11.575%
4 6.781 794 798 802 rBV 661971 519165 12.05% 2.296%
5 7.357 890 896 899 rBV 1661700 1732302 40.21% 7.660%

.069 1013 1017 1021 rBV 694465 682083 15.83% 3.016%
.157 1196 1202 1205 rBV 3617201 3389834 78.69% 14.989%
.833 1312 1317 1320 rBV 1021748 845169 19.62%  3.737%
10.633 1447 1453 1456 rBV 2584437 2354119 54.65% 10.409%
10 11.327 1567 1571 1574 rVB 1196958 954605 22.16% 4.221%

O O 0

11 12.733 18607 1810 1813 rBV 106981 82678 1.92% 0.366%
12 12.927 1837 1843 1845 rBV 4049575 4307817 100.00% 19.048%
13 13.439 1927 1930 1935 rBV 89719 80378 1.87% 0.355%
14 13.974 2017 2021 2025 rBV 873758 835548 19.40% 3.695%
15 14.745 2148 2152 2158 rVB 67179 67990 1.58% 0.301%
16 15.080 2205 2209 2214 rVB 77008 83259 1.93% 0.368%
17 15.445 2266 2271 2280 rVB 520021 706850 16.41% 3.126%
18 15.892 2341 2347 2355 rVB 70741 100381 2.33% 0.444%
19 16.392 2426 2432 2440 rVB 60394 108920 2.53% 0.482%
20 16.974 2526 2531 2540 rVB2 43941 89496 2.08% 0.396%
21 17.662 2642 2648 2656 rVB2 34430 81353 1.89% 0.360%
22 18.480 2780 2787 2798 rVB6 21549 61514 1.43% 0.272%
Sum of corrected areas: 22615446
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Jan 2023 15:37
¢ CG\JU
: PB150032BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
BF131997.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF131997.D\data.ms

5.404
6.428

7.357

6.781

4.998

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
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131997.D\data.ms
12.927
9.157

10.633

11.327
9.833

8.069

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
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: BF131997.D\data.ms

13.974
15.445

iﬂ39 14'145 15.080 15.892 16.392 16.974 17.662 18.480
‘ T T ‘ T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T T ‘ T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131997.D

Acqg On : 10 Jan 2023 15:37
Operator : CG\JU

Sample : PB150032BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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.
4.998 12.92 ng 335470 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 495 (4.998 min): BF131997.D\data.ms (-490) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISR A SR
4.60 4.80 5.00 5.20 5.40
1l \‘ 83.1 9
-yt m/z 59.00 64.86%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L B R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  23.29%
27.0 | ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
Ramas A RAR R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.20%
101.0
15.0
ol 00840 L
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RAREERARE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.91%
5000 41.0
oo amope g
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131997.D

Acqg On : 10 Jan 2023 15:37
Operator : CG\JU

Sample : PB150032BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.080 2.36 ng 83259  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane 310 C22H46 000629-97-0 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2209 (15.080 min): BF131997.D\data.ms (-2205) (- m/z 57.05 100.00%
57.0
‘ 9.0 “Od T
15.
41.1 211.1
0‘“‘JVNMWJ¢NM‘JN‘NN‘Ww‘u“ ??99““““ m/z 71.10 75.81%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 ool :
15.00
9.0 m/z 43.05 71.29%
o 1LL) )] 1410183.02250267.0 3000 367
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
R \
15.00
5000 m/z 84.95 58.26%
‘ 9.0
41.0
50 || L1 1H0m002s0 2060
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane o
57.0 15.00
m/z 55.00 30.56%
5000
9.0
0 \‘ ‘\‘ M “\ ] h‘ u‘ }4%(\) JT83Q 225.0 267.0 310.0
e B B T B A e —
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\BF011023\
Data File : BF131997.D

Acqg On : 10 Jan 2023 15:37
Operator : CG\JU

Sample : PB150032BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.892 2.84 ng 100381 Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2347 (15.892 min): BF131997.D\data.ms (-2341) (- m/z 57.05 100.00%
57.0
1550  16.00
207.0 : '
0 “M‘huw‘w‘Jlasg Ll 298 m/z 71.85  69.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 == e
15.50 16.00
m/z 43.00 59.11%
0 | H\ ‘h h‘ “‘ | \6\9 0 225 0 281.0 337.0 422(
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
— —
15.50 16.00
5000 m/z 85.05 49,94%
13.0 239.0
ol AL W L 090 T 2040 3520
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- = P
57.0 15.50 16.00
m/z 41.05 20.00%
B w“mwwwwwwﬂmeww\www/
ol AT 1690 2250 gs1o 3650
““"“‘““‘““‘H““““““‘H““‘ P ——
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131997.D

Acqg On : 10 Jan 2023 15:37
Operator : CG\JU

Sample : PB150032BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Octacosane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.392 3.08 ng 108920 Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 4-Methylheneicosane 310 C22H46 025117-29-7 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2432 (16.392 min): BF131997.D\data.ms (-2426) (- m/z 57.05 100.00%
57.0
o L\/\L
1600 1650
- ““w‘* 1 H\L | 1411830 23902820 3410 n/z 71.65 71.76%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 = -
16.00 16.50
m/z 43.05 61.96%
olid ‘\\ “\\ H | 141:0183.0225.0267.0309.0 365.0
\\\\‘\ \\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane
57.0
— ——
16.00 16.50
5000 m/z 85.05 53.97%
‘ 267.0
41.0
Lo a0
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane s T
57.0 16.00 16.50
m/z 99.00 21.74%
5000
41.0
RECREE M 1000250 2960
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\BF011023\
Data File : BF131997.D

Acqg On : 10 Jan 2023 15:37
Operator : CG\JU

Sample : PB150032BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 1@-Methylnonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.974 2.53 ng 89496  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
5 4-Methylheneicosane 310 C22H46 025117-29-7 90
Abundance Scan 2531 (16.974 min): BF131997.D\data.ms (-2526) (-} | m/z 57.05 100.00%
57.0
w0 M”wwwﬁwum/\wwwdwwdﬁw
9.0 L]
17.00
0l “‘ Al L H“ Ly ‘1‘6‘?‘.9‘”‘21}“5“.9 : ,2666 e ‘?5“4{9 m/z 71.85  73.50%
m/z--> 50 100 150 200 250 300 350
Abundance #176388: 10-Methylnonadecane
57.0
5000 T
17.00
0.0 154.0 m/z 43.00 61.36%
O \“‘\ ‘\““‘\ ““‘ \‘“‘\““[ \M \“‘\ T “‘\ T ‘ T ’2\67\.\0\ ‘ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
——
17.00
5000 m/z 85.00 51.16%
9.0
ol Wl 14101830 295103230
At e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane —
57.0 17.00
m/z 55.00  22.53%
o WWMA/\AMM/WW
9.0
oLl L] 1) 1410183.0 2250 267.0 300.0 367
T e A R S e e ——
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131997.D

Acqg On : 10 Jan 2023 15:37
Operator : CG\JU

Sample : PB150032BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Pentadecane, 7-(bromomethyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.662 2.30 ng 81353  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 90
2 Pentacosane 352 C25H52 000629-99-2 86
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 83

Abundance Scan 2648 (17.662 min): BF131997.D\data.ms (-2642) (- m/z 57.00 100.00%

57.0
5000
9.0 ‘

- [ L —
‘ H “ ‘ “ | 411 1970  266.0307.1 17.50 18.00
el L b LT Sy U myz 71.10 73.23%

1 1 ‘ T T \‘ ‘
miz--> 50 100 150 200 250 300 350
Abundance #204361: Pentadecane, 7-(bromomethyl)-
57.0

5000 — R
17.50 18.00

m/z 43.05 61.83%

T “\ U‘ “ T “ “ \“ fﬁ-\ \‘ ‘\J\-8\3\CJ’ 122\5)\(\) ‘ L ‘ L ‘ T
m/z--> 50 100 150 2000 250 300 350
Abundance #262011: Pentacosane
57.0

T —
17.50 18.00

o

o

5000 ITI/Z 85.10 60.01%
9.0
. ] | ‘\ | }4“1? 1830 225.0 2670 300.0 352.0
“““ ‘ I R S B e e
m/z--> 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- T —
57.0 17.50 18.00
m/z 99.00 22.49%
5000
1410
o il e 20050 290 s gl [l u
m/z--> 50 100 150 200 250 300 350 17.50 1800
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF131997.D

Acqg On : 10 Jan 2023 15:37
Operator : CG\JU

Sample : PB150032BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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-... 4.998 12.9 ng 335470 1 6.781 519165 20.0
Hexacosane 15.080 2.4 ng 83259 6 15.445 706850 20.0
Triacontane 15.892 2.8 ng 100381 6 15.445 706850 20.0
Octacosane, 2-m... 16.392 3.1 ng 108920 6 15.445 706850 20.0
10-Methylnonade... 16.974 2.5 ng 89496 6 15.445 706850 20.0
Pentadecane, 7-... 17.662 2.3 ng 81353 6 15.445 706850 20.0
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