LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc :

ALS Vvial : 15 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140430.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 4 15 rVB 623153 707242 35.01% 3.631%
2 3.946 309 315 323 rBV 14599 23414 1.16% 0.120%
3 5.081 500 508 517 rBV 131458 192802 9.55%  0.990%
4 5.498 574 579 600 rVB 1326074 1776067 87.93% 9.120%
5 6.510 745 751 765 rBV 1461034 1924567 95.28% 9.882%
6 6.869 807 812 818 rVB 542863 700628 34.69%  3.598%
7 7.287 874 883 890 rBV7 14035 37177 1.84% 0.191%
8 7.434 897 908 916 rBV 886564 1225720 60.68% 6.294%
9 7.510 916 921 925 rVW4 18308 30925 1.53% 0.159%
106 7.681 946 950 956 rVB3 28570 46648 2.31% 0.240%
11 7.792 966 969 972 rVB3 17717 20859 1.03% 0.107%
12 7.969 995 999 1004 rVB2 18297 25000 1.24% 0.128%
13 8.022 1004 1008 1012 rBV3 16729 27518 1.36% 0.141%
14  8.151 1023 1030 1037 rBV 682015 939122 46.49% 4.822%
15 8.204 1037 1039 1043 rVWV 61926 79432  3.93% 0.408%
16 8.239 1043 1045 1052 rVB7 22006 33948 1.68% 0.174%
17 8.357 1061 1065 1072 rVB5 32034 59041 2.92% 0.303%
18 8.439 1073 1079 1085 rBv4 32160 61911 3.07% ©0.318%
19 8.569 1097 1101 1103 rBV 49279 60622 3.00% 0.311%
20 8.657 1112 1116 1118 rBV 19573 25070 1.24% 0.129%
21 8.692 1118 1122 1127 rVV3 23585 42335 2.10% 0.217%
22 8.739 1127 1130 1133 rVB2 16882 21745 1.08% 0.112%
23 8.834 1143 1146 1149 rVB 32405 41562 2.06% 0.213%
24  8.928 1159 1162 1165 rBV4 16666 25804 1.28% 0.132%
25 9.028 1175 1179 1181 rBv4 22081 32362 1.60% 0.166%
26 9.169 1200 1203 1207 rVB 66613 81052 4.01% 0.416%
27  9.228 1207 1213 1221 rBV 1524486 2019873 100.00% 10.371%
28 9.304 1222 1226 1230 rBvV2 55248 86337 4.27% 0.443%
29 9.622 1276 1280 1287 rBV4 81840 121656 6.02% 0.625%
30 9.769 1301 1305 1309 rBv2 59227 79779 3.95% 0.410%
31 9.904 1324 1328 1332 rBV 688843 902311 44.67% 4.633%
32 9.939 1332 1334 1338 rVB 67668 68790 3.41% 0.353%
33 10.151 1367 1370 1379 rVB5 51983 97503 4.83% 0.501%
34 10.222 1379 1382 1385 rBV3 38830 55342 2.74% 0.284%
35 10.316 1394 1398 1403 rBv4 42818 90643 4.49%  0.465%
36 10.457 1418 1422 1426 rBV2 42396 61340 3.04% 0.315%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS Vvial : 15 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.551 1434 1438 1444 rVB 78466 128946 6.38% 0.662%
38 10.616 1445 1449 1456 rVW 167637 232798 11.53%  1.195%
39 10.698 1458 1463 1474 rVB 808392 1078310 53.39% 5.537%
40 10.816 1479 1483 1490 rVB 143098 220191 10.90% 1.131%
41 11.286 1560 1563 1569 rVB2 95670 139783 6.92% 0.718%
42 11.398 1577 1582 1590 rBV 773304 1098052 54.36% 5.638%
43 11.469 1592 1594 1597 rVB 62010 68770 3.40% 0.353%
44 12.010 1683 1686 1694 rVB2 146825 281490 13.94%  1.445%
45 12.616 1785 1789 1792 rBV 259572 305721 15.14% 1.570%
46 12.845 1824 1828 1834 rVB 270833 392158 19.41% 2.014%
47 12.980 1846 1851 1859 rVB 1295137 1711172 84.72% 8.786%
48 14.045 2027 2032 2044 rVB2 552233 975370 48.29% 5.008%
49 15.104 2208 2212 2220 rVB 71784 147805 7.32% ©.759%
50 15.474 2271 2275 2280 rVB 87420 135616 6.71% 0.696%

51 15.539 2280 2286 2298 rVB 432413 732911 36.29% 3.763%

Sum of corrected areas: 19475240
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Nov 2024 15:23
: RC/JU
: P4848-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
BF140430.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF140430.D\data.ms
6.510

5.498

7.434

116
6.869

5.081

3.946 7.287/1.518.6¢

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

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF140430.D\data.ms

9.228 12.980

10.698

11.398

8.151

12.6162.845

0
Time-->

=

— — — — — — 7
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: BF140430.D\data.ms

14.045

15.539

15.104 15.474

NAVAJ/Mffx_\A,«dw\j\

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 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.116  20.19 ng 707242  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 4 (2.116 min): BF140430.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1 /\
87.1 \\\‘\\\\‘\\\\’\\\\‘\\\\‘
91 2.202.302.40 2.50
Oyl 22 . w/z 43.10 37.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [ T T[T T T T[T T T T TTTT]
55.0 2.202.30 2.40 2.50
’0 87.0 m/z 87.10  25.87%
O\\’\\\‘H‘M\\\“‘\\\\‘\H\‘\H\H\l\\‘\\H‘HH‘HH‘\H\‘\\H‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
2.202.302.40 2.50
5000 41.0 550 m/z 55.10 24.33%
27.0
0 I ‘ ‘ 112.0 129.0
H,H‘W‘H‘_‘H‘H‘W‘H‘ R A Ra e AR RRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R B AR
73.0 2.20 2.30 2.40 2.50
m/z 41.10 11.91%
5000
45.0
29.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.081 5.50 ng 192802 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 508 (5.081 min): BF140430.D\data.ms (-500) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 R ERRERRESS
4.80 5.00 5.20 5.40
X | 83.0 .
ot e m/z 59.10 61.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LN L B L AN LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10  20.91%
31\'0 Ly | 83.0
0\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
AR AR REEREE
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.30%
41.0
29.0 101.0
IS SN PR [ Y T N—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- S ARRRR
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.28%
5000 41.0
29.
‘ ‘ 87.0
b 250 ML T80 | A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 3 1-Octadecanesulphonyl chloride Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.622 2.70 ng 121656  Acenaphthene-die 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 78
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53
Abundance Scan 1280 (9.622 min): BF140430.D\data.ms (-1276) (-) m/z 57.10 100.00%
57.1
5000 MMW
99.0 —— —
| “L “ H 1541 1932 9.50 10.00
ob b S m/z 71.10 95.08%
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 — ——
1.0 9.50 10.00
m/z 43.10 78.74%
1330
O T T ‘\ H‘ ‘ ‘ ““ ‘\‘H ‘\ \H“ f \1?5\ 0\ ‘ T T T T ‘ T \2\88\.(
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
—— —
9.50 10.00
5000 m/z 41.10 47 .40%
99.0
oL kL L, 2420 te30 2260 MW
m/iz--> 50 100 150 200 250
Abundance #178950: Carbonic acid, tetradecyl vinyl ester —— ——
57.0 9.50 10.00
m/z 85.10 44.62%
5000
‘ 97.0
ol 270 || L 1270 1601900 2010 S
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 4 Naphthalene, 2,3,6-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.151 2.16 ng 97503  Acenaphthene-di1e 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 92
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 92
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 86
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 86
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 86

Abundance Scan 1370 (10.151 min): BF140430.D\data.ms (-1367) (. m/z 170.10 100.00%

57.1 170.1
85.1
5000

127.1 1000
206.1 10.00 10.50

] Ll 200 mjz 57.10 85.97%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0

5000

—
10.00 10.50
m/z 155.10  80.15%

128.0
O \\\‘22\.9\“?%\.9“{ \‘7‘\6‘1‘.3‘\\]-\0‘2\.\0\‘\‘\‘!‘\\“‘\\J\m‘\“\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0

e e
10.00 10.50

5000 m/z 71.10 71.34%

115.0
PRS- N WA O N 1 E—
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #45531: Naphthalene, 1,4,5-trimethyl- —— ——
155.0 10.00 10.50

m/z 43.10 69.29%

5000
128.0
63.

° |
410, " 890 ‘ ull

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 5 Naphthalene, 1,6,7-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.316 2.01 ng 90643  Acenaphthene-dile 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
2 1-(2,2-Dimethylcyclopropyl)-2-ph... 178 C13H14 1000294-91-1 64
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 64
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 64
5 1H,3H-Thieno[3,4-c]thiophene, 4,... 170 C8H10S2 015441-54-0 62

Abundance Scan 1398 (10.316 min): BF140430.D\data.ms (-1394) (- m/z 170.10 100.00%
170.1

-

5000
— ‘ ‘
2072 10.00 10.50
(o} m/z 155.10 86.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-

170.0

F

5000 T ‘ ‘
10.00 10.50
m/z 169.10 60.91%

128.0
511'0‘\\ ?6H3\ 102'0\ \‘\ i ‘m | M“\ e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45552: 1-(2,2-Dimethylcyclopropyl)-2-phenylacetylene
1ot

55.0 ) M

o

=

T ‘ ‘
10.00 10.50
5000 ITI/Z 123.10 60.62%
91.0 1150
39.0 63.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl- — ——
170.0 10.00 10.50
m/z 43.10 52.42%
- W
128.0
o050 B b M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.551 2.86 ng 128946  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 72
5 Hexacosane 366 C26H54 000630-01-3 72
Abundance Scan 1438 (10.551 min): BF140430.D\data.ms (-1434) (-} | m/z 57.10 100.00%
57.1
‘991 1050 |
169.1 .
oH_mwHH‘_wm“‘_‘J‘u,"ﬁ‘?“l“_Mmﬁl‘f‘,%”wW‘,m m/z 71.10  57.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
5000 —— :
10.50
m/z 43.10 49.76%
0 27‘ h\ H\ [l H‘ J \1410 1830 225.0 282.(
H‘\H\‘\H\‘HH‘\H\‘HH’\\H‘H\\‘HH‘\\H‘HH’HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
T \
10.50
5000 m/z 85.10 27.96%
99.0
LB “ || 1410 1830 2399
R o RAAAARRRARREmsaRERER L S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107216: Hexadecane T ‘
57.0 10.50
m/z 41.10 25.28%
- W
99.0
0 27‘ ‘ \ [ u‘ | \14\10 183.0 226.0
e e e e e e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 7 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.616 5.16 ng 232798  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
3 Benzilic acid 228 C14H1203 000076-93-7 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1449 (10.616 min): BF140430.D\data.ms (-1445) (-] | m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.0 ) —
10.50 11.00
152.1
Ol e e b 20722321 27 00 70, 49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —= —
10.50 11.00
51.0 m/z 182.10  54.50%
0 2?.0 I 152.0
\\‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
P —
77.0 10.50 11.00
5000 m/z 51.05 25.34%
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109115: Benzilic acid T 1
105.0 183.0 10.50 11.00
770 m/z 181.10  13.34%
5000
51.0
O ZT0 kbbb 2300 e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Decane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.816 4.01 ng 220191  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 81
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 80
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
Abundance Scan 1483 (10.816 min): BF140430.D\data.ms (-1479) (| m/z 57.10 100.00%
57.1
5000 AMJ\/\/\
85.1
— —
131 0 184.1 10.50 11.00
| Ll L e | 21500442 ;
0“wu‘qunHMHM‘HM‘H_m‘_wwﬁuw‘uw‘uwu‘wuu‘uu m/z 71.10 77.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33083: Decane, 2-methyl-
57.0
5000 1050  11.00
85.0 . .
29.0 m/z 43.10 57.50%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
— —
10.50 11.00
5000 m/z 85.10 32.85%
85.0
200 113.0 o
ol ‘ bl L, 150" a5 00630
H‘_‘H_“‘H‘w‘HW‘H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141071: Heptadecane, 7-methyl- — ——
57.0 10.50 11.00
m/z 41.10 29.25%
85.0
118.0 168.0
P T R =1 JN B S
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 9 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.286 2.55 ng 139783  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 70
2 3-Ethyl-2,6,10-trimethylundecane 226 Cl6H34 1000432-25-9 64
3 Dodecane, 2-methyl-8-propyl- 226 C1l6H34 055045-07-3 62
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58
Abundance Scan 1563 (11.286 min): BF140430.D\data.ms (-1560) (- m/z 57.10 100.00%
57.1
5000 ge.1 1830 MW
—— —
‘ h | 11‘314” p16.12451 11.00 11.50
o‘H_m‘w_“wwJ‘W1‘“‘m‘mw"uHM‘m“m‘w_m_ m/z 71.10  83.31%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #74005: Tetradecane
57.0
5000 85.0 S —
11.00 11.50
29.0 m/z 85.10 51.33%
\H‘\\H‘\H\‘H\\‘\\H‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
—— —
11.00 11.50
5000 85.0 m/z 184.00 50.91%
113.0141.0
29.0
A e~
m/z--> 20 40 60 80 100120140160 180200 220240
Abundance #107243: Dodecane, 2-methyl-8-propyl- Ty =
57.0 11.00 11.50
m/z 43.10 49.43%
5000
85.0
1120 183.0
ot L2420y [ 260
m/z--> 20 40 60 80 100120140160 180200 220240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

: 16 Nov 2024 15:23
: RC/JU
. P4848-01

: 15  Sample Multiplier: 1

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 4H-Cyclopenta[def]phenanthrene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.010 5.13 ng 281490  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 52
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
4 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 38
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 25

Abundance Scan 1686 (12.010 min): BF140430.D\data.ms (-1683) (- m/z 189.10 100.00%
189.1
- AJMJLM
T \
64.0 93.4 9571 12.00
082 222.2 231, m/z 190.10  99.24%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 N
940 12.00
4. m/z 192.05  72.81%
3.0 630 | 1220 1620 ||
‘\H\‘\H\‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘\
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T \
12.00
5000 m/z 191.10 57.40%
94.0
o_m_Hwm“MMmwHH‘HH“Hw‘H‘H_ww_wmw
m/z--> 20 40 60 80 100120140160 180200 220240260 ”
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene “nnfphinl 1 ‘“ —
192.0 12.00
m/z 187.10 20.87%
L2280 630 %0 1260 1630 |
e e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140430.D

Acqg On : 16 Nov 2024 15:23
Operator : RC/JU

Sample : P4848-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.116 20.2 ng 707242 1 6.875 700628 20.0
2-Pentanone, 4-... 5.081 5.5 ng 192802 1 6.875 700628 20.0
1-Octadecanesul... 9.622 2.7 ng 121656 3 9.910 902311 20.0
Naphthalene, 2,... 10.151 2.2 ng 97503 3 9.910 902311 20.0
Naphthalene, 1,... 10.316 2.0 ng 90643 3 9.910 902311 20.0
Eicosane 10.551 2.9 ng 128946 3 9.910 902311 20.0
Benzophenone 10.616 5.2 ng 232798 3 9.910 902311 20.0
Decane, 2-methyl- 10.816 4.0 ng 220191 4 11.398 1098050 20.0
Tetradecane 11.286 2.5 ng 139783 4 11.398 1098050 20.0
4H-Cyclopenta[d... 12.010 5.1 ng 281490 4 11.398 1098050 20.0
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