LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131964.D

Acqg On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc :

ALS Vvial : 11  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: BF131964.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.010 492 497 510 rBV 227819 392796  7.20%  1.398%
2 5.410 559 565 568 rBv 2878609 3009581 55.15% 10.712%
3 6.428 732 738 741 rBV 2523202 3101435 56.84% 11.039%
4 6.781 795 798 802 rBV 678879 613222 11.24% 2.183%
5 7.363 890 897 899 rBV 1723506 2067012 37.88% 7.357%

.075 1013 1018 1021 rBV 941246 815448 14.94%  2.902%
.157 1196 1202 1205 rBV 3931417 4243973 77.78% 15.105%
.833 1311 1317 1321 rBV 1156300 1068013 19.57%  3.801%
10.633 1447 1453 1456 rBV 3048616 3029697 55.52% 10.783%
10 11.327 1567 1571 1574 rBV 1459359 1208770 22.15% 4.302%

O O

11 12.739 1807 1811 1814 rBV 138013 112813 2.07% ©0.402%
12 12.927 1837 1843 1846 rBV 4989966 5456647 100.00% 19.422%

13 13.445 1927 1931 1934 rBV 132006 106288 1.95% ©.378%
14 13.980 2018 2022 2025 rBV 1202796 1062871 19.48% 3.783%
15 14.745 2148 2152 2156 rBV 83843 79724  1.46% 0.284%
16 15.080 2204 2209 2215 rVB 100866 111790 2.05% ©0.398%
17 15.445 2265 2271 2280 rBV 736578 951237 17.43%  3.386%
18 15.886 2341 2346 2352 rBV 90204 131314  2.41% 0.467%
19 16.386 2424 2431 2443 rBV2 82290 143746 2.63% ©.512%
20 16.915 2510 2521 2525 rBv4 29617 95714 1.75% 0.341%
21 16.968 2525 2530 2540 rVB 59896 130267 2.39% 0.464%
22 17.656 2640 2647 2659 rVB3 40933 102766 1.88% 0.366%
23 18.480 2779 2787 2795 rVB5 24143 60554 1.11% 0.216%

Sum of corrected areas: 28095678
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 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

Abundance TIC: BF131964.D\data.ms

4000000

3000000 5.410

6.428

2000000 7.363

1000000
6.781

5.010

o

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 TIC: BF131964.D\data.ms

12.927

4000000 9.157

10.633
3000000

2000000

11.327
9.833

1000000 8.075

12.739
1 Y | S | U | S — MJL

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF131964.D\data.ms

4000000

3000000

2000000

13.980

1000000 15.445

o

3.445 14.745 15.080 15.886 16.386 168968 17.656 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 ‘ T T T T ‘ T T T ‘ T

Time--> 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\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.010 12.81 ng 392796  1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 497 (5.010 min): BF131964.D\data.ms (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 T
4.60 4.80 5.00 5.20 5.40
g4l 830 p
o m/z 59.00 63.23%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL B AL B N
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.94%
270 ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
s A RAREE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.37%
101.0
o 180 . 600 840
e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.92%
5000 41.0
0 \H \‘ \‘ Il ‘ 12\6'0 142.0 /\
—_— R R
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\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.739 2.12 ng 112813  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 97
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 70
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 60
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 27
5 5-Methyl-2-hexanol, trifluoroace... 212 C9H15F302 1000364-20-2 27

Abundance Scan 1811 (12.739 min): BF131964.D\data.ms (-1807) (- m/z 56.00 100.00%
56.0
5000
257.1 )\
129.0 -l H—
h . ‘ 1710 2131 ‘ oy 12.50 13.00
ol—d b L L b PS5 myz 57.00 57.01%
m/z--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 T T A T /\\A \/\ T \A\
12.50 13.00
‘ ‘ ‘ 257.0 m/z 41.10 44.71
o] L2 ‘ . 18802100 | 312
miz--> 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0 A
S| LV W
12.50 13.00
5000 m/z 43.05 40.75%
129. 257.0
LLLETO0 e O
X010 Y v B W -
miz--> 50 100 150 200 250 300 )\ M\
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester r———=h ‘A‘ ‘A‘
56.0 12.50 13.00
m/z 55.10 38.47%
5000
257.0
129.0
LT mo e | s |y
o RS LT O L ot . e — L
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\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37

Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 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
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Octadecanoic acid, 2-methyl... Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
13.445 2.00 ng 106288  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 64

2 Butyl myristate 284 (C18H3602 000110-36-1 59
3 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 49
4 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 30
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 30
Abundance Scan 1931 (13.445 min): BF131964.D\data.ms (-1927) (- m/z 56.10 100.00%
56.1
5000
285.3 |
e
1850 13.50
| ‘ AL, 2412 ‘ 340.C 3
e D lyadyi ik b ST m/z 57.05  66.08%
miz--> 50 150 200 250 300
Abundance  #249033: Octadecanou: acid, 2-methylpropyl ester
56.0
5000 \/\\ A T T T jL\
285.0 13.50
1290 m/z 41.10 47 .40%
ool L gap T wss0 20| | s
- ‘\ T \ ‘ T \‘ L “ L ‘ L ‘ L } ‘
miz--> 50 100 150 200 250 300
Abundance #179088: Butyl myristate
56.0
TN e
13.50
m/z 43.05 46 .94
5000 229.0
‘ ‘ 1290 185.0 284.0
NI T o Y S
miz—-> 50 100 150 200 250 300 ﬂ
Abundance #249007: Octadecanoic acid, butyl ester ‘/\‘ A - -
56.0 13.50
m/z 55.00 43,597
285.0
5000
129.0
‘ ‘ 185.0 241.0 340.(
NHEDLE N S b
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Dotriacontane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.080 2.35 ng 111790  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 83
Abundance Scan 2209 (15.080 min): BF131964.D\data.ms (-2204) (- m/z 57.05 100.00%
57.0
5000
15.00
169.1 281.1
ol “ﬁ_”mw LBz m/z 71.00 71.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 o ‘
15.00
m/z 43.05 65.42%
0 i x‘ u‘ ‘h]‘.‘ J‘ ‘ | ‘ J \ \2|250 295.0 351.0 449(
\\\\‘ \\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
T \
15.00
5000 m/z 85.10 52.56%
L
Om‘m LA 5902250 2960
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane A
57.0 15.00
m/z 55.00 24.22%
5000
‘ \Hl 169.0 367.0
ol b a1/, 2690 2250 2950 3670 o
m/z--> 50 100 150 200 250 300 350 400 450 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.886 2.76 ng 131314  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2346 (15.886 min): BF131964.D\data.ms (-2341) (- m/z 57.05 100.00%
57.0
1550 1600
41.1183.1
0 %2811 B m/z 71.10 72.37%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 e -
15.50 16.00
m/z 43.05 60.83%
O \“\ ‘\“‘ \“U‘ \h‘\ h“ \“‘ \1(\ “ “‘\%8\‘3\0‘2!2\!5\(\)‘ \2\8\2\? L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
= =p=
15.50 16.00
5000 m/z 84.95 49.03%
90
B E L = S
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane “ e
57.0 15.50 16.00
m/z 54.95 23.91%
5000
ol |} H | 141 0183.0225.0 281.0 337.0 394.
“““““““““‘““““““““““ = —
m/z--> 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\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.386 3.02 ng 143746  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2431 (16.386 min): BF131964.D\data.ms (-2424) (-) ' m/z 57.10 100.00%
57.1
5000
ot 16.00 16.50
141.0 183.1 . ’ :
- \““u“h‘ w‘“u “L Liffi 30832288 2810wz 7110 77.26%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 = .
16.00 16.50
9.0 m/z 43.10 65.24%
oL 1Ll ]| 1410 183.0 2250 267.0 300.0 367.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
== e
16.00 16.50
5000 m/z 85.00 55.89%
9.0
0 L /" u“\ \“\ H‘ 1 %4}9 ]\_8\39 2250 282.0
ey
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane P e e
57.0 16.00 16.50
m/z 55.05 24.40%
5000
9.0
L] 11018300050 2050 3520
A A — —
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\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.915 2.01 ng 95714  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 90
2 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 43
3 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 43
4 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13BO6 1000150-23-7 43
5 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 38
Abundance Scan 2521 (16.915 min): BF131964.D\data.ms (-2510) (-] | m/z 360.10 100.00%
360.1
5000 152.0 /\
390 770 ‘ ‘ 254.1 17. oo
oL I \““‘H Mu‘ A “HH m‘“ ‘2‘0?‘9\\‘ . “M‘ i RS m/z 152.00 8.94%
m/z--> 50 100 150 200 250 300 350
Abundance #270190: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.(
5000
1700
152.0 272.0 m/z 361.20 9.00%
0L390 77.0 1190.0228.0 , | |
\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #270187: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl
360.(
1700
5000 m/z 359.20 6.74%
180.0
ol 300 780 1200 " 24002840 d\
T e T R e
m/z--> 50 100 150 200 250 300 350
Abundance #269506: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-h
360.( 1700
m/z 179.05 1.26%
5000
207.0
0]‘5'0 n \\\\61 % lL ]\-2\3? ]T\Gﬁ\. L 2570 " 318 ‘ ‘\ 1
e L o —L
m/z--> 50 100 150 200 250 300 350 1700
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.968 2.74 ng 130267 Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 10-Methylnonadecane 282 C20H42 056862-62-5 87
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 2530 (16.968 min): BF131964.D\data.ms (-2525) (- m/z 57.05 100.00%

57.0
5000
e

17.00
41.1209.0
ow_wuuﬂl‘uwH_mw“3‘2“7‘?”“_Mw_m,ww m/z 71.10 60.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 N%M\ Tq "“/‘W
17.00

m/z 43.05 49.67%

ol || F#7:0197.0 281.0  394.0
\H\‘\1\\‘\H\‘HH‘\\H‘\H\‘H\\‘HH‘\H\‘\H\‘HH’HH‘\\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131964.D

Acq On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS Vial : 11 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.656 2.16 ng 102766  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2647 (17.656 min): BF131964.D\data.ms (-2640) (- m/z 57.05 100.00%
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5000

99.0
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m/z--> 50 100 150 200 250 300 350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131964.D

Acqg On : 09 Jan 2023 15:37
Operator : CG\JU

Sample : PB150003BL

Misc

ALS vial : 11 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-... 5.010 12.8 ng 392796 1 6.786 613222 20.0
Hexadecanoic ac... 12.739 2.1 ng 112813 5 13.980 1062870 20.0
Octadecanoic ac... 13.445 2.0 ng 106288 5 13.980 1062870 20.0
Dotriacontane, ... 15.080 2.4 ng 111790 6 15.445 951237 20.0
Eicosane 15.886 2.8 ng 131314 6 15.445 951237 20.0
Hexacosane 16.386 3.0 ng 143746 6 15.445 951237 20.0
(1,1'-Biphenyl)... 16.915 2.0 ng 95714 6 15.445 951237 20.0
Octacosane 16.968 2.7 ng 130267 6 15.445 951237 20.0
Pentacosane 17.656 2.2 ng 102766 6 15.445 951237 20.0
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