LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acqg On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc :

ALS Vvial : 21  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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF132708.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.622 342 346 351 rBV 39995 42740 1.30% 0.174%
2 5.228 444 449 455 rVB 934729 1076425 32.63% 4.370%
3 5.628 513 517 536 rBV 2866104 2923876 88.62% 11.871%
4 6.628 683 687 704 rBV2 2926065 3201275 97.03% 12.997%
5 6.992 745 749 752 rBV 1138510 897023 27.19% 3.642%
6 7.551 840 844 848 rBV 1639175 1524029 46.19% 6.188%
7 8.275 964 967 971 rBV 1183226 1050951 31.85% 4.267%
8 9.286 1136 1139 1146 rBV2 67344 72773  2.21%  ©.295%
9 9.351 1146 1150 1153 rBV 4206620 3299250 100.00% 13.395%
10 9.422 1159 1162 1165 rBV 87089 80876 2.45% 0.328%
11 9.739 1213 1216 1218 rBV 113801 86957  2.64% 353%

12 9.951 1249 1252 1256 rVB 157918 121838 3.69%
13 10.039 1263 1267 1270 rBV 1307304 1052274 31.89%
14 10.274 1304 1307 1311 rBV2 56588 53106 1.61%
15 10.451 1334 1337 1340 rVB 251193 182857 5.54%

OO0 hPOO®
N
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N
R

16 10.674 1370 1375 1378 rBV 230325 260327 7.89%
17 10.751 1385 1388 1391 rBV 363797 300656  9.11%
18 10.833 1398 1402 1406 rBV 1280162 1160395 35.17%
19 10.939 1415 1420 1423 rBV 542249 702548 21.29%
20 11.374 1492 1494 1497 rBV 317593 284079 8.61%

R NDR R
N
[y
=
R

21 11.410 1497 1500 1503 rVB 485965 459395 13.92%
22 11.533 1518 1521 1524 rBV 1181361 1021472 30.96%
23 11.757 1557 1559 1563 rBV 138404 134358 4.07%
24 11.804 1565 1567 1571 rVB 310897 254186 7.70%

PrRroOMPR
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25 12.051 1606 1609 1614 rVB 326437 375807 11.39% 526%
26 12.216 1634 1637 1640 rBV 304329 229510 6.96% ©.932%
27 12.610 1701 1704 1709 rBV 184576 185809 5.63% ©.754%
28 12.980 1765 1767 1771 rBV2 174184 175222 5.31% ©0.711%
29 13.127 1788 1792 1795 rVB 3027588 2489755 75.46% 10.108%

30 14.198 1971 1974 1977 rBV 547644 484387 14.68% 1.967%

31 15.751 2235 2238 2246 rVB 341018 446540 13.53%  1.813%

Sum of corrected areas: 24630696
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 09 Mar 2023 00:44
: CG\JU
: 01829-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
BF132708.D

: 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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

TIC: BF132708.D\data.ms

5.628 6.628

7.551

6.992
5.228

4.622

0
Time--> 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 7.80

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF132708.D\data.ms
9.351
13.127

11.533

8.275

412./3%216 12.610 12.980 uﬁ
7
v

0
Time-->

T — — — — — — —
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: BF132708.D\data.ms

14.198
15.751

-

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ‘ T
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\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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.
5.228 24.00 ng 1076430  1,4-Dichlorobenzene-d4 6.992

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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 449 (5.228 min): BF132708.D\data.ms (-444) (-) m/z 43.00 100.00%

43.0
5000
101'0 \\\\‘\\\\’\\\\‘\\\\‘\\\
5.00 5.20 5.40 5.60
83.0 ‘
oHH_Hm“mﬁyp‘Hpmn_m‘m‘_mlff?uo‘ m/z 58.95  65.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
5.00 5.20 5.40 5.60
101.0 m/z 101.00  24.39%
O\\\\‘2\5‘9\\“h\\\w"\\\\8‘3‘\.(\)\\“\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T aARREEESE
5.00 5.20 5.40 5.60
5000 410 m/z 57.95 16.01%
126.0
O i
m/z--> 20 40 60 80 100 120 140 160
Abundance #4576: Morpholine, 4-methyl- e RARERERREE S
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.84%
5000
15.0 710 101.0
Ol ot SRS GUST, O
m/z--> 20 40 60 80 100 120 140 160 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.951 2.32 ng 121838  Acenaphthene-di0 10.039

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 76
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
Abundance Scan 1252 (9.951 min): BF132708.D\data.ms (-1249) (-) m/z 57.05 100.00%
57.0

—

7.0 2122 10.00
o‘Hm,m%:‘HH_m_HWHwHH‘Hwa”wwm m/z 43.00  63.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #107218: Hexadecane

57.0
5000 1
10.00
m/z 71.05 61.42%
. Lizro a0
‘\\TT[\H\‘\\H‘H\\‘\\H‘\H\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—
10.00
5000 m/z 85.10 38.60%
ol mﬁz ‘1970267033704070 491.0 562.0
P N e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59040: Dodecane, 4-methyl- —
43.0 10.00
m/z 41.00 29.71%
5000
‘ } 141.0
O‘ﬂ,\\‘\J‘c‘\\!‘\\\\‘\\\\‘\u\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘m 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 3 Pentadecane, 7-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.451 3.48 ng 182857  Acenaphthene-di0 10.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 87
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 9-methylheptadecane 254 C18H38 026741-18-4 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1337 (10.451 min): BF132708.D\data.ms (-1334) (-) ' m/z 57.00 100.00%
57.0
—
h 113.1 1539 226.2 10.50
bbb 55 3539 1899 2262 2690 ./, 43.05  65.47%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 io%d
85.0 -
20.0 m/z 71.10 59.67%
140.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141062: Heptadecane, 8-methyl-
57.0
T
10.50
5000 85.0 m/z 85.18  41.43%
126.0
154.0
PN 1810 OO O W L
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #74005: Tetradecane T
57.0 10.50
m/z 41.00 30.19%
5000 85.0
29.0
|| 130141016001980
‘H‘H‘W‘Hw‘H‘_‘H‘HH‘H‘w‘HW‘H‘_‘H_‘H‘H‘WH‘W‘H‘ e
m/z--> 20 40 60 80 100120140160 180200220240260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Dodecane, 2-methyl-8-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.675 4.95 ng 260327  Acenaphthene-die 10.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-8-propyl- 226 CleH34 055045-07-3 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hexadecane 226 CleH34 000544-76-3 81
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78

Abundance Scan 1375 (10.674 min): BF132708.D\data.ms (-1370) (- m/z 57.10 100.00%

57.1
5000
T

—
10.50 11.00
169. 1
) — ‘“ | % b 23912810 m/z 71.05 57.30%
m/z--> 50 lOO 150 200 250 300 350
Abundance #107243: Dodecane, 2-methyl-8-propyl-
67.0
5000 o i
10.50 11.00
m/z 43.00 41.19%

1120 4830
ol Lyl [ eee0
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

T
10.50 11.00

5000 m/z 85.05 29.08%
ol \ \‘ | F v ;41 0183.0225.0267.0 323.0 380.(
i e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane T —
57.0 10.50 11.00

m/z 41.00 22.53%

B NM
‘ ‘ 9.0
)

0 I HF‘ , 141.0183.0 226.0
I B I o e e L B e B e e R —r —

m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF022223.M Fri Mar 10 11:01:09 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.751 5.71 ng 300656  Acenaphthene-die 10.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
3 N-(1-Cyanovinyl)benzamide 172 C1OH8N20 1000186-19-1 47
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 N-[2,2-Dichloro-1-(toluene-4-sul... 371 C16H15C12NO3S 136800-77-6 47
Abundance Scan 1388 (10.751 min): BF132708.D\data.ms (-1385) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 — ——
10.50 11.00
152.0
bttt e b 22302800 sz 77,00 64.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56922: Benzophenone
105.0
77.0
5000 — —
182.0 10.50 11.00
51.0 m/z 182.00  56.54%
O \\\‘.\‘\\\‘1\‘“‘\\\”1“\\\\‘\‘\\\‘\H\‘]-\5\}‘2\.‘(]\\\\‘HHH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 21.83%
51.0
ohso | | | 134.0 165.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47268: N-(1-Cyanovinyl)benzamide e e
105.0 10.50 11.00
m/z 181.05 9.01%
51.0
172.0
0 %50\ ey 1ﬁ20\ ‘ AR
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 2,6,10-Trimethyltridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.939 13.76 ng 702548  Phenanthrene-di0 11.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1420 (10.939 min): BF132708.D\data.ms (-1415) (- m/z 57.10 100.00%
57.1
5000 KNWAAMNLMJtﬁNwiAMﬁn
1131 LAl
11.00
183.2
oH‘Hmc“_“‘wm_ul“,”H}F’f‘_zmw_‘?,2‘5‘”3_2”5‘?”1”_‘ m/z 71.10 85.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 T
11.00
113.0 m/z 43.05 50.48%
J210) | LT 15401930 5260
H‘\\H‘HH‘\\H‘HH‘HH’\\H‘HH‘H\\‘HH‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
——
11.00
5000 m/z 85.10 33.48%
L2 L 101830 oo
H_HwH‘WHH_HWH‘WHH_HWH‘WHH_HWHH‘HH_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59036: Undecane, 6-ethyl- —
57.0 11.00
m/z 41.05 24.00%
5000
1120 154.0
27, :
N O O ™ -
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.374 5.56 ng 284079  Phenanthrene-die 11.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
Abundance Scan 1494 (11.374 min): BF132708.D\data.ms (-1492) () ' m/z 57.00 100.00%
57.0
2000 LM
— ——
9.1 111 11.00 11.50
ol dh b il 1411 103123512761 3315 ./, 7110  66.25%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — ——
11.00 11.50
m/z 43.05 64.60%
oL ey ‘\ “ 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
— ——
11.00 11.50
5000 m/z 85.10 41.69%
9.0 155.0 225.0
IR I G —
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- — —
57.0 11.00 11.50
m/z 41.00 27.47%
o MHMNW#VMMWN\ANWJMVKAA
[ | [T sty
ol e e e e e “ —
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 8 Hexadecane, 2,6,10,14-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.410 8.99 ng 459395 Phenanthrene-d10 11.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 97
2 Nonadecane 268 C19H40 000629-92-5 94
3 Tridecane 184 C13H28 000629-50-5 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1500 (11.410 min): BF132708.D\data.ms (-1497) (- m/z 57.10 100.00%
57.1
——
9.0
11.50
41.1 183.1 :
0b— \“““ LA L3 1830 2832 355 7110 81.55%
m/z--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
11.50
m/z 85.10 48.91%
113. 1
0 \“‘\ ‘\‘ “\‘U‘ \H‘\““‘ \“‘\“\ { “\ \8\‘3\9‘ T \2\5‘3\0\ L B
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
——
11.50
5000 m/z 43.05 42 .39%
9.0
oL 111 %9% 1010 1630 2250 2680
I A B o e e
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane —
57.0 11.50
m/z 41.00 22.23%
o W
9.0
‘ % 141.0 184.0
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.757 2.63 ng 134358 Phenanthrene-di0 11.533
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 Octadecane 254 (C18H38 000593-45-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1559 (11.757 min): BF132708.D\data.ms (-1557) (- m/z 57.10 100.00%

57.1
5000

9.1 7 T
| \‘\ " H‘ \‘\‘ '

141.0 1831 11.50 12.00
o e 2432 8021 iz 71.e5  92.60%

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 — e
11.50 12.00

m/z 43.00 59.09%
\ ‘L‘ )

9.0
ol 1Ll 1L 14101830 2250 267.0 309.0 3674
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0

T T
11.50 12.00

o

5000 ITI/Z 85.10 49,81%
9.0
oL L1111 141018302250 2050 3520
A A A A e
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane T —
57.0 11.50 12.00
m/z 55.00  24.54%
5000 W
9.0
L4 101830 2540
o e e S e e —— ——
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 10 Decane, 1l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.804 4.98 ng 254186  Phenanthrene-di0 11.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 81
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
3 Heptacosane 380 C27H56 000593-49-7 72
4 Nonadecane 268 C19H40 000629-92-5 62
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 58
Abundance Scan 1567 (11.804 min): BF132708.D\data.ms (-1565) (- m/z 57.10 100.00%
57.1
2000 J}W
— ——
9.1 1402 11.50 12.00
ok b b 2402 1921 2684 7 7110 7e.44%
m/z--> 50 100 150 200 250 300 350
Abundance #157263: Decane, 1-iodo-
43.0
5000 5.0 — ——
11.50 12.00
m/z 43.05 64.43%
141.0
O\\“\‘ ‘\‘Y“\”\“\\\\“‘\178\3\.()‘\\\\‘2\6§.\0\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #45487: Undecane, 2-methyl-
43.0
— ——
11.50 12.00
5000 m/z 85.10 49,77%
5.0
127.0
I T R
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane “ —
57.0 11.50 12.00
m/z 41.00 28.09%
. W
ol \ L F ‘3}410183022502670 3230 380
A A T T T e — —
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 11 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.051 7.36 ng 375807  Phenanthrene-di0 11.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1609 (12.051 min): BF132708.D\data.ms (-1606) (- m/z 73.00 100.00%
3.0
41.0
5000 129.1 'L
213.1 et :
ﬂ?l.l ‘ 256.1 12.00
0’ b Ll Lo Lo 12884 e ae 77,614
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
12.00
97.0 1710 2130 2560 m/z 43.10 72.16%
o! \‘Mh\“\ Ju‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ A “\‘ R
miz—-> 50 100 150 200 250 300
Abundance #109283: Tetradecanoic acid
73.0
T T \
12.00
5000 129.0 m/z 55.16 59.61%
185.0
228.0
oL — ‘H‘u‘n ‘H“H“ ‘\h\“‘ ‘M‘\‘\} “ | L “‘ . \‘ — ‘\‘ ——————
miz--> 50 100 150 200 250 300
Abundance #46964: n-Decanoic acid T
60.0 12.00
m/z 57.10 54.39%
5000 129.0
R7.0
172.0
o“um‘$uhﬂ?ﬁow‘;““ﬂ‘ T —
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 12 Tridecane, 7-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.216 4.49 ng 229510  Phenanthrene-die 11.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 7-propyl- 226 CléH34 055045-09-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Hexadecane 226 CléH34 000544-76-3 90

Abundance Scan 1637 (12.216 min): BF132708.D\data.ms (-1634) (- m/z 57.05 100.00%

57.0
5000

h 99.1 12100 12.50

1411
ol b L[y #411077.1 2172 2601 3061 1 7165 71.12%

m/z--> 50 100 150 200 250 300
Abundance #107221: Tridecane, 7-propyl-
43.0

85.0
5000 7 ——
12.00 12.50
140.0 m/z 43.05 65.01%
O T ‘\ ‘ ‘“\‘“‘ \H‘\ h“ \M\ T h T \“\. ‘ \2%6\.(\)‘ T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
— —
12.00 12.50
5000 ITI/Z 85.00 45 .64%
‘ 99.0
41.0
050 |11 101830 22m0 2960
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane 7 —
57.0 12.00 12.50

m/z 41.00  29.54%

5000 mﬂﬁﬂ//KﬁukMNmwaﬂAw

99.0
ol Ll 14101830 2250 267.0 338
‘ L7 3830 2250 2670 3%¢

7 —
m/z--> 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acq On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 13 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.610 3.64 ng 185809  Phenanthrene-die 11.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 90
4 Eicosane 282 C20H42 000112-95-8 86
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 86
Abundance Scan 1704 (12.610 min): BF132708.D\data.ms (-1701) (- m/z 57.10 100.00%
57.1
5000 m
—— —
‘ ‘ WO 12.50 13.00
ol w‘“w””“‘w“ AU AT 23112678 8151 . 7119 71.52%
miz--> 50 100 150 200 250 300
Abundance #212280: Docosane
57.0
5000 —r ——
12.50 13.00
99.0 310.0 ITI/Z 43.05 60.31%
LU 42 180 250 aare
okt \“\‘\‘u‘\ ‘\‘\‘H‘ i r\‘ ‘\\‘\\‘ ‘\\“\‘ T o -
miz--> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
—— —
12.50 13.00
5000 m/z 85.10 48.31%
99.0
oblL bl 3410 1m0 200
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T —
57.0 12.50 13.00
m/z 55.00  25.30%
5000
‘ 99.0 155.0 197.0
O‘WM“H‘WNu\‘M“uH““H‘ e — —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132708.D

Acqg On : 09 Mar 2023 00:44
Operator : CG\JU

Sample : 01829-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-... 5.228 24.0 ng 1076430 1 6.992 897023 20.0
Hexadecane 9.951 2.3 ng 121838 3 10.039 1052270 20.0
Pentadecane, 7-... 10.451 3.5 ng 182857 3 10.039 1052270 20.0
Dodecane, 2-met... 10.675 5.0 ng 260327 3 10.039 1052270 20.0
Benzophenone 10.751 5.7 ng 300656 3 10.039 1052270 20.0
2,6,10-Trimethy... 10.939 13.8 ng 702548 4 11.533 1021470 20.0
Heptacosane 11.374 5.6 ng 284079 4 11.533 1021470 20.0
Hexadecane, 2,6... 11.410 9.0 ng 459395 4 11.533 1021470 20.0
Hexacosane 11.757 2.6 ng 134358 4 11.533 1021470 20.0
Decane, 1-iodo- 11.804 5.0 ng 254186 4 11.533 1021470 20.0
n-Hexadecanoic ... 12.051 7.4 ng 375807 4 11.533 1021470 20.0
Tridecane, 7-pr... 12.216 4.5 ng 229510 4 11.533 1021470 20.0
Docosane 12.610 3.6 ng 185809 4 11.533 1021470 20.0
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