LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13628.D

Acqg On : 27 Jan 2023 21:07

Operator : CG/JU

Sample : 01328-16 :

Misc : COMP-4-BORING-1-23-25

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 P\Methods\8270E-BP012623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13628.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.222 3 6 11 rVB 1595893 1781226 16.12% 2.877%
2 5.216 338 345 359 rBV 1458299 2115403 19.15% 3.417%
3 5.687 417 425 439 rBV 3707721 5681626 51.43% 9.178%
4 7.299 690 699 710 rBV 3678160 5987335 54.20% 9.672%
5 8.152 837 844 851 rBV 943641 1462319 13.24% 2.362%

6 9.328 1035 1044 1056 rBV 1997090 3154275 28.55% 5.095%
7 10.981 1316 1325 1334 rBV 1187974 2027023 18.35%  3.274%
8 13.416 1731 1739 1755 rBV 5585294 8453894 76.52% 13.656%
9 14.787 1965 1972 1983 rBV 1832254 2759461 24.98%  4.458%
10 16.145 2197 2203 2208 rBV 125449 180415 1.63% 0.291%

11 16.275 2218 2225 2247 rBV 4447197 6695816 60.61% 10.816%
12 17.545 2434 2441 2453 rBV 2402824 3351538 30.34% 5.414%
13 18.398 2581 2586 2597 rBV 351346 536127 4.85% 0.866%
14 19.622 2790 2794 2801 rBV3 129682 189694 1.72% ©.306%
15 20.075 2866 2871 2881 rBV 8635552 11047240 100.00% 17.846%

16 21.298 3075 3079 3087 rBV3 363566 560452 5.07%  0.905%
17 21.627 3129 3135 3140 rBV 2355407 3301050 29.88% 5.333%
18 24.215 3568 3575 3586 rVB 1196778 2619022 23.71% 4.231%

Sum of corrected areas: 61903916
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 27 Jan 2023 21:07
: CG/JU
: 01328-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
BP013628.D

COMP-4-BORING-1-23-25

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

Time-->
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
BP013628.D

Jan 2023 21:07

: CG/JU
: 01328-16

11

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

COMP-4-BORING-1-23-25

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.222  24.36 ng 1781230 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance Scan 6 (3.222 min): BP013628.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
RN AREEENEEEES S
’ 3.303.40 3.50 3.60
obilil 1628 2330 3269 390.1455.85189 ./, 43.10  30.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R R R R
3.303.403.503.60
m/z 87.10 25.35%
O\\"\\U““\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
RN ARAREREE
3.303.403.503.60
5000 m/z 55.00 22.60%
OHM,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- ST
73.0 3.303.403.503.60
m/z 71.10 11.25%
5000
0HH\“\“Hm‘mwmmu\‘\u\‘\\H,HHWHWHWH,\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13628.D

Acq On : 27 Jan 2023 21:07

Operator : CG/JU

Sample : 01328-16 :

Misc COMP-4-BORING-1-23-25

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.216  28.93 ng 2115400 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Propanone, 1-cyclopropyl- 98 C6H100 004160-75-2 9

Abundance Scan 345 (5.216 min): BP013628.D\data.ms (-338) (-) m/z 43.00 100.00%

3.0
5000
101.0 R £l NN
‘ ’ 4.80 5.00 5.20 5.40 5.60
Ol 159.8219.9280.8340.9398.8458 65168 1/, s59.e0  53.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T T T[T T T T[T T TT T
4.80 5.00 5.20 5.40 5.60
‘1010 m/z 101.00 21.27%
O‘\\H\H\“I\\\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e A RAR R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 18.87%
101.0
o_MJMw‘Jw‘HHWH_H‘_m,‘m,w_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4528: 2,3-Butanedione, monooxime R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.20%
5000
101.0
S S S [FTTTTTTT ST T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13628.D

Acq On : 27 Jan 2023 21:07

Operator : CG/JU

Sample : 01328-16

Misc

ALS vial : 11

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

COMP-4-BORING-1-23-25

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 n-Hexadecanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.398 3.20 ng 536127  Phenanthrene-d10 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2586 (18.398 min): BP013628.D\data.ms (-2581) (-

9.

m/z 73.00 100.00%

5000

2

213.2
HH PL 0 ‘ 18.00 18.50
o AURLEEPO | 1L 12061 4008 4747 549 0 6o 00  83.00%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 — —
129.0 18.00 18.50
H m/z 43.05 72.21%
O ‘ TT \1 ‘H \ l\ ‘"‘ l\“\‘“\ \“ ‘ L 4\‘?\1’ h \ T ‘ TTrTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #92069: Tridecanoic acid
73.0
18.00 18.50
5000 ITI/Z 57.05 61.31%
171.0
o“ }Hm.\“.\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid = —
73.0 18.00 18.50
m/z 55.00 58.19%
5000

199.0

015.$L HHII ﬁm“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13628.D

Acq On : 27 Jan 2023 21:07

Operator : CG/JU

Sample : 01328-16 :

Misc : COMP-4-BORING-1-23-25

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 1-Tricosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.298 3.40 ng 560452  Chrysene-d12 21.627
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 97
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 93
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 1-Hentetracontanol 593 C41H840 040710-42-7 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 3079 (21.298 min): BP013628.D\data.ms (-3075) (- m/z 57.05 100.00%
57.0
5000 jtmw&ww&WAkﬁNW¥%Mvj\
— —
‘ 208.0 2810 461 21.00 21.50
- ‘\‘ muu,w S 239.0400.9461.0 5351 1 h; 43.05  73.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227233: 1-Tricosene
57.0
5000 — ——
21.00 21.50
m/z 55.05 71.89%
O‘\\\‘\ ‘J\\\\‘“\‘\\‘I\‘A\I\\‘\G\q\\z‘6\4\.93‘\zf\()‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
—— —
21.00 21.50
5000 m/z 83.05 69.20%
e e
ob bbbl Lhy Lm0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289619: 1-Hexacosanol T —
43.0 21.00 21.50
m/z 71.05 61.85%
0 ‘I‘I ‘” \1..1820 252.0  364.0
Ra ‘H‘w“u“u‘“‘w“u‘u“_“w‘u“u“_‘u,‘ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13628.D

Acqg On : 27 Jan 2023 21:07

Operator : CG/JU

Sample : 01328-16 :

Misc : COMP-4-BORING-1-23-25

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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|
Butane, 2-metho... 3.222 24.4 ng 1781230 1 8.152 1462320 20.0
2-Pentanone, 4-... 5.216 28.9 ng 2115400 1 8.152 1462320 20.0
n-Hexadecanoic ... 18.398 3.2 ng 536127 4 17.545 3351540 20.0
1-Tricosene 21.298 3.4 ng 560452 5 21.627 3301050 20.0
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