LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011624\
Data File : BF137078.D

Acqg On : 16 Jan 2024 14:38
Operator : CG\JU

Sample : PB158434BL

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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137078.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 502 506 517 rBv2 41168 73648 2.34%  0.395%
2 5.446 566 571 574 rBV 2415514 2442552 77.63% 13.086%
3 6.446 735 741 744 rBV 2233202 2438544 77.50% 13.064%
4 6.787 795 799 802 rBV 532167 448693 14.26%  2.404%
5 7.351 889 895 898 rBV 1446170 1678301 53.34% 8.991%

.057 1011 1015 1019 rBV 629997 595066 18.91%
.145 1193 1200 1202 rBV 3020170 3146353 100.00% 16.
.816 1310 1314 1318 rBV 740263 677062 21.52%
10.622 1446 1451 1454 rBV 1832400 1726137 54.86%
10 11.316 1565 1569 1572 rBV 808392 707364 22.48%

O O
w o wow

(9]

N

~N

R

11 12.916 1835 1841 1844 rBV 2911012 3031060 96.34% 16.238%

12 13.974 2017 2021 2028 rVB 547185 487138 15.48% 2.610%
13 14.745 2148 2152 2156 rVB 59938 64407 2.05% 0.345%
14 15.086 2206 2210 2215 rVB 76486 81639 2.59% 0.437%
15 15.468 2270 2275 2283 rVB2 337757 522528 16.61% 2.799%
16 15.927 2347 2353 2358 rVB2 78728 125780 4.00% 0.674%
17 16.445 2436 2441 2447 rVB 74622 136314 4.33% 0.730%
18 17.062 2540 2546 2554 rVB2 52734 114944 3.65% 0.616%
19 17.798 2665 2671 2681 rVB3 39650 105951 3.37% 0.568%
20 18.668 2814 2819 2827 rVB5 23737 62547 1.99% 0.335%
Sum of corrected areas: 18666028
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Jan 2024 14:38
¢ CG\JU
: PB158434BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011624\
BF137078.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

i u3nOdOa0nOCOeO
2500000
2000000
1500000
1000000

500000

0

TIC: BF137078.D\data.ms

5.446

6.446

7.351

6.787

5.063

Time-->

s L
L L L L L L L L I L L L L I L L L L I B B LR [TTT T[T [T T rrT

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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF137078.D\data.ms
9.145 12.916

10.622

0.816 11.316

L _ |

8.057

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

i u3nOdOa0nOCOeO
2500000
2000000
1500000

1000000

500000

TIC: BF137078.D\data.ms

13.974
15.468

. 15.0M 15.927 16.445 .
14.745 17.062 17.798 18.668

Time-->

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 18.00 18.50

8270-BF122023.M Wed Jan 17 07:38:48 2024 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011624\
Data File : BF137078.D

Acqg On : 16 Jan 2024 14:38
Operator : CG\JU

Sample : PB158434BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.063 3.28 ng 73648 1,4-Dichlorobenzene-d4 6.787

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 506 (5.063 min): BF137078.D\data.ms (-502) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.0 SN N WP,
| ‘ 831 4.80 5.00 5.20 5.40 ;
-t m/z 59.10 54.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R ARERRAREASE BRI
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.00 20.43%
O\\\‘\f‘f.f‘\\fﬁﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
 EAEEmaREE
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 13.51%
20.0 101.0
ol 0 L 730 850
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol ““‘H“/\H““W“‘
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.31%
5000 31.0 43.0 73.0
0 m‘mW‘:‘J“‘m“mWu1‘!‘m“1;”‘?‘5:9_“191‘1()”_ ‘(\”‘fﬁ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF122023.M Wed Jan 17 07:38:49 2024 Page: 3



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011624\

BF137078.D
: 16 Jan 2024 14:38
: CG\JU
: PB158434BL
: 3  Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 Triacontane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.745 2.47 ng 64407  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Docosane 310 C22H46 000629-97-0 91
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86

Abundance Scan 2152 (14.745 min): BF137078.D\data.ms (-2148) (-} ' m/z 57.05 100.00%
57.0
13.2 —— —
h h\\ﬂ 1y 169.1 2533 e = 9
0 byl \ o e m/z 71.05 68.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 s s
14.50 15.00
m/z 43.05 62.04%
O ‘\ i\ ]1 h‘ u‘ | \69 O 225 0 281 0 337 0 422 (
\\\\‘ \\‘\\\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0
—— —
14.50 15.00
5000 m/z 85.10 48.34%
0 “‘ \\ﬂlu‘3‘0\1\6\90 225.0 310.0
e S e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #287348: Octadecane, 1-iodo- — T
57.0 14.50 15.00
m/z 55.10 26.22%
5000
253.0
3.0
om"\\‘xu_\m‘w%?‘:"‘?_‘“_“““““3?9‘9“ -
m/z--> 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\BF011624\
Data File : BF137078.D

Acqg On : 16 Jan 2024 14:38
Operator : CG\JU

Sample : PB158434BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.086 3.12 ng 81639  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 1,3-Propanediol, dodecyl ethyl e... 272 C17H3602 1000406-35-1 86
Abundance Scan 2210 (15.086 min): BF137078.D\data.ms (-2206) (- m/z 57.05 100.00%
57.0
w0 NwWATWMNMVAMMWWM”J\N
| 920 15.00 |
141.0 1832 2252 ) '
0 “‘ “u “‘1‘ ““w“‘i I v, 8, o8 2or m/z 71.18  62.95%
miz-> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 - ‘
15.00
m/z 43.10 59.41%
99.0
0 26\0\‘\ “\ ‘H\ L M‘ | ‘\14;0\ 1830 225.0 282.0
T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane
57.0
T \
15.00
5000 m/z 85.10 48.91%
‘ 99.0 169.0
0l2600 || a0 | 280
miz--> 50 100 150 200 250
Abundance #306637: Eicosane, 1-iodo- T
57.0 15.00
m/z 55.05 21.39%
5000
99.0
olzsol L1 | 1550 sag gagp 20 T
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011624\
Data File : BF137078.D

Acqg On : 16 Jan 2024 14:38
Operator : CG\JU

Sample : PB158434BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 4-Methylheneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.927 4.81 ng 125780  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylheneicosane 310 C22H46 025117-29-7 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 2-Methylhexacosane 380 C27H56 001561-02-0 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83
Abundance Scan 2353 (15.927 min): BF137078.D\data.ms (-2347) (- m/z 57.05 100.00%
57.0
16.00
41.1 207 0 :
0l ‘H J “MH‘ “‘m il SolT 2808 3861 hyz 71.05  62.21%
m/z--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane
57.0
5000 T
16.00
‘ 9.0 267.0 m/z 43.10 60.37%
O \“\ \‘ “\ ‘h‘\ \“‘ fh \]‘T\4’\].‘(‘)\ ‘\ \]‘-?Z\‘O\ T ‘ \“\ T \3‘19\0\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
——
16.00
5000 m/z 85.10 48.72%
ol L H | 141-0183.0225.0267.0300.0 3650
““““““ b e
m/z--> 50 100 150 200 250 300 350
Abundance #287978: 2-Methylhexacosane —r
57.0 16.00
m/z 41.05 18.41%
- J\/\/\W\W\/\HWW
L 0y 0 o
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011624\
Data File : BF137078.D

Acqg On : 16 Jan 2024 14:38
Operator : CG\JU

Sample : PB158434BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1
R.T. EstConc Area Relative to ISTD R.T.
16.445 5.22 ng 136314  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
3 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
Abundance Scan 2441 (16.445 min): BF137078.D\data.ms (-2436) (- m/z 57.10 100.00%
57.1
200 \A/j\w
1650
410 197.2 :
ol Al | ! mu“‘ e e, 2521290 m/z 71.e5 67.01%
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
5000 T
16.50
m/z 43.10 59.20%
L | #05m0280 010 3070 sat
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287350: Octadecane, 1-iodo-
57.0
——
16.50
5000 m/z 85.10 49, 84%
155.0 253.0
ol ‘Mu“ LA
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- T
57.0 16.50
m/z 55.10 19.85%
5000
AR ITRENNE T LI .
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011624\
Data File : BF137078.D

Acqg On : 16 Jan 2024 14:38
Operator : CG\JU

Sample : PB158434BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.063 4.40 ng 114944  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 89
2 Docosane, 1-iodo- 436 C22HA5I 1000406-31-9 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87
Abundance Scan 2546 (17.062 min): BF137078.D\data.ms (-2540) (- m/z 57.10 100.00%
57.1
5000 M\thvﬁ‘
17.00 |
155.1 197.1 :
0l “‘\\ ik Hh\ “‘h‘uh‘ h‘w‘d‘\m\ g iy oy \\\\\\2‘3?“1‘ : ‘29‘5‘9 . ?5‘5‘(‘) ‘ m/z 43.10 77.51%
miz--> 50 lOO 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 —— :
17.00
m/z 71.05 71.15%
O \“\ \ ‘ T U‘ \H\”‘ \“\“\ \‘ “\]\_8\‘3\()‘ T \2\5‘3\()\ T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo-
57.0
T \
17.00
5000 m/z 85.05 61.26%
9.0
bl i 500y W00
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- T
57.0 17.00
m/z 55.05 27.02%
o WNWWJ\‘\WMN\W\/
9.0 155.0 225.0
om‘”_‘wu“Mm“”H_JHWH_HWH 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\BF011624\
Data File : BF137078.D

Acqg On : 16 Jan 2024 14:38

Operator : CG\JU

Sample : PB158434BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: 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 7 Pentacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.798 4.06 ng 105951  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Octacosane 394 C28H58 000630-02-4 83
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 83

Abundance Scan 2671 (17.798 min): BF137078.D\data.ms (-2665) (- m/z 57.05 100.00%
57.0
2000 mwwﬁw“ww/\MVmwmwa
99.0 — ——
| ‘ | 161.0 515 2253.3 350 17.50 18.00
olb—h ‘“M““HMHc‘““ s m/z 71.05 55.68%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — ——
17.50 18.00
9.0 m/z 85.05 46.80%
oLt h Al 141018302250 2050 352
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo-
57.0
— —
17.50 18.00
5000 m/z 43.00 46.33%
‘ a0 155.0
080 |y 1, 18 0er0 280
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane T ——
57.0 17.50 18.00
m/z 55.05 25.17%
o WWMAMNM
99.0
41.0
oL LA LLiL Y0020 om0
m/z--> 50 100 150 200 250 300 350 17.50 18.00

8270-BF122023.M Wed Jan 17 ©7:38:57 2024

Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011624\
Data File : BF137078.D

Acqg On : 16 Jan 2024 14:38
Operator : CG\JU

Sample : PB158434BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 8 Heptadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.668 2.39 ng 62547  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 53
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 52
3 Heneicosane 296 C21H44 000629-94-7 52
4 Heptadecane 240 C17H36 000629-78-7 50
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 50
Abundance Scan 2819 (18.668 min): BF137078.D\data.ms (-2814) (- m/z 57.05 100.00%
57.0
5000 WMA/WM
99.0 LA Mo s
‘ H 1351 173 1 o009 2600 18.40 18.60 18.80
oL—— 1 ‘mm‘ ‘H ‘\ “ H“\H“MHH‘ il ‘\ M‘H‘\ - [ ’ m/z 43.05 67.40%
miz--> 50 100 150 200 250
Abundance #141065: Heptadecane, 2-methyl-
43.0
5000 \\\8‘\\\\‘\\\\‘\\\\
85.0 18.40 18.60 18.80
m/z 71.05 53.65%
211.0
Ot—— ‘r“ ‘”‘\ ”M‘ rh‘\ ““ \‘1\2‘7\9 “1\6?(\)\ T }‘ T \25‘4\0\ T
miz--> 50 100 150 200 250
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
M
18.40 18.60 18.80
5000 m/z 85.10 53.15%
99.0
g0 |10 199 o
m/iz--> 50 100 150 200 250
Abundance #194590: Heneicosane M
57.0 18.40 18.60 18.80
m/z 55.10 32.69%
o WMWWMWM
99.0
0 26\10‘\ ‘\ H\ h\ h‘ u \?‘410‘ 183 0 225.0 296.(
e g i e LA Mo s
m/z--> 50 100 150 200 250 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011624\
Data File : BF137078.D

Acqg On : 16 Jan 2024 14:38
Operator : CG\JU

Sample : PB158434BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-... 5.063 3.3 ng 73648 1 6.787 448693 20.0
Triacontane 14.745 2.5 ng 64407 6 15.463 522528 20.0
Eicosane 15.086 3.1 ng 81639 6 15.463 522528 20.0
4-Methylheneico... 15.927 4.8 ng 125780 6 15.463 522528 20.0
Octacosane 16.445 5.2 ng 136314 6 15.463 522528 20.0
Hexadecane, 2,6... 17.063 4.4 ng 114944 6 15.463 522528 20.0
Pentacosane 17.798 4.1 ng 105951 6 15.463 522528 20.0
Heptadecane, 2-... 18.668 2.4 ng 62547 6 15.463 522528 20.0
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