LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc :

ALS vial : 5 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-BF122624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140997.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.057 499 504 511 rVB 64239 103763 1.11% 0.112%
2 5.440 561 569 574 rBvV 5711654 8350835 89.26% 9.000%
3  6.445 732 740 753 rBV 5506639 8573909 91.65% 9.241%
4 6.663 773 777 784 rBV 131088 164660 1.76% 0.177%
5 6.822 797 804 811 rVB 1141313 1489285 15.92% 1.605%
6 6.886 811 815 819 rBV 78391 98918 1.06% 0.107%
7 7.386 890 900 904 rBV 4080861 5596498 59.82% 6.032%
8 7.422 904 906 910 rVB 286929 326042 3.49% 0.351%
9 7.639 936 943 950 rVB2 210093 319565 3.42% 0.344%
10 7.751 950 962 965 rBv6 60943 165447 1.77% 0.178%
11 7.792 965 969 972 rBV2 95360 143066 1.53% 0.154%
12 7.857 977 980 984 rVvV 115849 139363 1.49% 0.150%
13 7.904 984 988 991 rBV 108941 128866 1.38% 0.139%
14 8.010 1002 1006 1010 rBV 127579 158201 1.69% 0.171%
15 8.104 1011 1022 1027 rBV2 1895287 3453985 36.92% 3.723%
16 8.169 1029 1033 1036 rVB 299589 369248 3.95% 0.398%
17 8.204 1036 1039 1047 rBV7 85705 203828 2.18% 0.220%
18 8.316 1054 1058 1060 rBV3 92505 144686 1.55% 0.156%
19 8.404 1066 1073 1078 rBV5 436480 984460 10.52% 1.061%
20 8.451 1078 1081 1084 rVV2 241205 265690 2.84%  0.286%
21 8.486 1084 1087 1090 rVB 361906 409930 4.38% 0.442%
22 8.528 1090 1094 1104 rVB 792883 1261553 13.49% 1.360%
23 8.610 1104 1108 1111 rBV4 148301 210020 2.24% 0.226%
24  8.651 1111 1115 1118 rBV3 225165 362735 3.88% 0.391%
25 8.698 1118 1123 1127 rBV 2727136 3373198 36.06% 3.636%
26 8.792 1136 1139 1143 rVB 474025 623169 6.66% 0.672%
27 8.880 1151 1154 1157 rBV2 207959 266795 2.85% 0.288%
28 8.986 1168 1172 1174 rBV 617670 955335 10.21% 1.030%
29 9.063 1182 1185 1189 rBV 640155 729824 7.80% 0.787%
30 9.104 1189 1192 1193 rBV 507869 526196 5.62% 0.567%
31 9.128 1193 1196 1200 rVB 1412923 1720628 18.39% 1.854%
32 9.180 1200 1205 1209 rVB 6691995 8676042 92.74% 9.351%
33 9.222 1209 1212 1215 rBV 119913 115527 1.23% 0.125%
34 9.263 1215 1219 1224 rBV 4169927 5680798 60.72% 6.123%
35 9.522 1260 1263 1265 rBV2 157482 247694  2.65% 0.267%

36 9.580 1268 1273 1281 rVV3 1193469 2274239 24.31% 2.451%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc :

ALS vial : 5 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-BF122624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.639 1281 1283 1287 rVB 195676 209808 2.24%  0.226%
38 9.733 1295 1299 1301 rBV2 98489 156618 1.67% 0.169%
39 9.792 1302 1309 1313 rVV 1764362 2407205 25.73% 2.594%
40  9.857 1313 1320 1325 rVB 1863318 2540481 27.16% 2.738%
41 10.022 1345 1348 1351 rBV2 74311 114594  1.22% 0.124%
42 10.051 1351 1353 1356 rvV 93706 106976 1.14% 0.115%
43 10.116 1360 1364 1368 rVB4 125415 163030 1.74% 0.176%
44 10.292 1387 1394 1401 rVB2 365877 516006 5.52% 0.556%
45 10.510 1427 1431 1436 rBV 72748 104635 1.12% 0.113%
46 10.569 1436 1441 1448 rVB 784877 1017415 10.88% 1.097%
47 10.645 1448 1454 1459 rBV 4706233 6304503 67.39% 6.795%
48 10.769 1470 1475 1483 rVB2 115015 209999 2.24% 0.226%
49 11.339 1567 1572 1579 rBV 1905581 2368722 25.32% 2.553%
50 11.410 1579 1584 1588 rVB2 143141 183972 1.97% 0.198%
51 11.874 1657 1663 1684 rBV 1455890 2264922 24.21% 2.441%
52 12.580 1774 1783 1791 rBV2 214603 505499 5.40% 0.545%
53 12.657 1791 1796 1808 rVV 603862 934578 9.99% 1.007%
54 12.933 1836 1843 1848 rBV 6650693 9355118 100.00% 10.083%
55 13.063 1861 1865 1870 rBV 142857 182681 1.95% 0.197%
56 13.827 1991 1995 2006 rVB 401974 703993 7.53% 0.759%
57 13.974 2015 2020 2027 rVB 1521866 1964176 21.00% 2.117%
58 14.157 2048 2051 2061 rVB 95885 168548 1.80% 0.182%
59 14.462 2100 2103 2113 rVB2 81690 139926 1.50% 0.151%
60 15.433 2262 2268 2274 rBV 1055321 1546434 16.53% 1.667%

Sum of corrected areas: 92783837
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 27 Dec 2024 15:26
: RC/JU
: P5299-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
BF140997.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF140997.D\data.ms

5.440 6.445

7.386

6.822

5.057 6.6636886 227,631

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

Time-->

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF140997.D\data.ms

9.180 12.933

.263 10.645

99827 11.339
11.874

~O

0

T8 292 ﬁ\\ 125 3.063
A 10540769 Mo

— ‘ S = T R —7
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF140997.D\data.ms

13.974
15.433

13.827
14.157 14.462

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\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 Decane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.663 2.21 ng 164660 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 90
2 Nonane 128 C9H20 000111-84-2 90
3 Undecane 156 C11H24 001120-21-4 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 777 (6.663 min): BF140997.D\data.ms (-773) (-) m/z 57.05 100.00%
57.0
- MMM
85.0 R LR maass R
‘ ‘ 6.40 6.60 6.80 7.00
"w‘H““‘H“u‘“;"1"‘_1‘1‘3“1‘“1‘4‘2“2‘“””_”‘2‘9‘79 m/z 43.05 96.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane
43.0
5000
71.0 6.40 6.60 6.80 7.00
m/z 41.05 46.31%
15.0 L‘ Lo 90 120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14523: Nonane
43.0
6.40 6.60 6.80 7.00
5000 m/z 71.10 37.59%
85.0
15.0 ‘ L1 128.0
AN R o Emaa e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33078: Undecane R R
43.0 6.40 6.60 6.80 7.00
m/z 85.05 22.77%
5000 71.0
\‘ || 990 1270 1560
H“H“_“w"H“H“H“_“w“u“u“u“_“‘  EAEBRREEEEEE T
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26

Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 2 Undecane, 2,6-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.169 2.14 ng 369248 Naphthalene-d8 8.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 97
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 80
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 72
Abundance Scan 1033 (8.169 min): BF140997.D\data.ms (-1029) (-) m/z 57.10 100.00%
57.1
AT
98.1 166.2 7.80 8.00 8.20 8.40
e Log7e 1T 1400 1662 Lt us 16 41.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 L L L L B B B
7.80 8.00 8.20 8.40
m/z 71.10 36.68%
290 ‘ 98.0
T ‘ \‘\‘\ \“‘\ T \‘!“ T \H\ \Siq\ T \“‘ T U\ ’ T \]-\4‘1\.9\ T ‘1\6\9\'(\)‘ L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
Al Y
7.80 8.00 8.20 8.40
5000 m/z 41.10 24.31%
290 85.0
: 113.0
L MO 1550 e
m/z--> 20 60 80 100 120 140 160 180
Abundance #59062: Undecane, 3,5-dimethyl- e BEmAammmEs SR
57.0 7.80 8.00 8.20 8.40
m/z 56.10 13.10%
5000
29.0 85.0
1 ‘ |4 ) 1120 155.0 184.0
et R R ARRET
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 unknown8.404 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.404 5.70 ng 984460 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6-Dioxacycloheptadecan-7-one 256 C15H2803 006707-60-4 35
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 35
3 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H1l6 050746-53-7 27
4 Cyclohexane, (1-methylpropyl)- 140 CleH20 007058-01-7 27
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 25
Abundance Scan 1073 (8.404 min): BF140997.D\data.ms (-1066) (-) m/z 57.10 100.00%
57.1
BERER AR
137.1166.2 8.00 8.20 8.40 8.60 8.80
0 207.0 m/z 43.10  54.36%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #143300: 1,6-Dioxacycloheptadecan-7-one
55.0
5000 R RN RN
850 8.00 8.20 8.40 8.60 8.80
1220 m/z 55.10 54.35%
27,0 182.0
TTTT ‘ T \"\ \‘i ”\ \“ ‘“} ‘\ \H‘M\ ‘hw\ T \héﬁ \(‘)}h\‘\ T “‘\‘\ T \‘ ‘2\]\-§ ‘(\)\ TT ‘ %5\\6.\
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #59041: Dodecane, 6-methyl-
57.0
R REERERE
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.10 51.03%
290 98.0
Loy L 1400 1840
b e e T T e
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #12240: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans- R EAREARaRES
55.0 83.0 8.00 8.20 8.40 8.60 8.80
m/z 83.10 45.91%
5000
27.0
m/z--> 20 40 60 80 100120140160 180200220240 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 Dodecane, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.486 2.37 ng 409930 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 95
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 93
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 1087 (8.486 min): BF140997.D\data.ms (-1084) ()| m/z 57.10 100.00%

57.1
5000 85.1 MJ\&/
R RRE R EANRaE
‘ || s 14121652 L0 8.20 8.40 8.60 8.80
e el Ml bbb 2900 m/z 43.10 98.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59048: Dodecane, 2-methyl-
57.0
85.0
5000 L L R B L BN LR
8.20 8.40 8.60 8.80
29.0 141.0 m/z 71.106  53.95%
T I
L | I i I
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
S RREEE R e R
8.20 8.40 8.60 8.80
5000 71.0 m/z 41.10 50.59%
99.0 141.0
SN G T OO .. SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170573: Sulfurous acid, butyl decyl ester R Eamaaa
57.0 8.20 8.40 8.60 8.80
m/z 85.10 42.88%
5000 85.0
29 0
H | || 1120 1410 193.0
‘H"H“H"_“w“H“H“H“_“w“u“u“u“ R R RAREE R e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 Dodecane, 4,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.528 7.30 ng 12615560  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 89
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72
3 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 72
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 64
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
Abundance Scan 1094 (8.528 min): BF140997.D\data.ms (-1090) (-) m/z 57.10 100.00%
57.1
- Ajkv,NAAJ\wﬁA/AMAJ&
sad 8.20 8.40 8.60 8.80
113.1 . . . .
155.2
“"‘““;‘w“‘m“l‘“‘1‘”‘1“‘”\‘“_”““““““45‘3‘372‘“” m/z 71.10  63.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
5000 UL B R R R B |
8.20 8.40 8.60 8.80
290‘ 85.0 m/z 43.10 53.87%
113.0
\‘\‘\‘\\‘\\\H‘\\“}\“‘\‘\\\‘\\H\‘\\\\‘\]\-5\!:\-)‘()\\\]\_8‘3\\()\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59036: Undecane, 6-ethyl-
57.0
R AAERamsEEeE
8.20 8.40 8.60 8.80
5000 m/z 41.10 32.84%
29.0 850 1120
‘ ‘ ‘ ‘ 154.0
"»"‘H‘t"AM‘uu‘H‘www‘_l?%?mhw“1?4‘9‘_‘
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #33093: Nonane, 2,6-dimethyl- A mamaEEE
43.0 8.20 8.40 8.60 8.80
71.0 m/z 56.10 24.34%
113.0
910 T 1410
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF122624.M Sat Dec 28 05:55:31 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.698 19.53 ng 3373200 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
Abundance Scan 1123 (8.698 min): BF140997.D\data.ms (-1118) (-) m/z 57.10 100.00%
57.1
5000
85.1
T
8.40 8.60 8.80 9.00
112.1
0 m‘mJ“;HH‘_JM1”JH_m_}‘4‘1“2‘“ml‘?f“?wwm m/z 43.10  79.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 LB L B I B LA LR
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.18 54.80%
“ H\ \‘\ \\‘ 1L 11?)0 L 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
R RAmmmEe R
8.40 8.60 8.80 9.00
5000 85.0 m/z 41.10  38.30%
29.0
Hw‘u\‘wuHH_‘w“wﬁ‘lﬁ?‘}f‘&?&699}2?9”,\”\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane A BEARREamE S
57.0 8.40 8.60 8.80 9.00
m/z 85.10 33.06%
5000
85.0
29.0
‘\ “ | ‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e e e AT e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF122624.M Sat Dec 28 05:55:31 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 Octacosane, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.792 3.61 ng 623169 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
2 Octacosane 394 C28H58 000630-02-4 72
3 Hexadecane 226 C16H34 000544-76-3 64
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 64
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 59

Abundance Scan 1139 (8.792 min): BF140997.D\data.ms (-1136) (-) m/z 57.10 100.00%

57.1
- M
R AR
‘ % 8.40 8.60 8.80 9.00 9.20
"Up‘d“Ww‘M‘,}??}““““““““““ m/z 71.10 42.00%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 L R LB B I
8.40 8.60 8.80 9.00 9.20
9.0 m/z 43.10 40.99%
L] e100es 0225.0267.03090 365.0
\\\‘\\\‘\\\\’\\\\‘ \\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
O RRNEREEE SRS
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 29.83%
“ Hh\ \h\ “ h \\4%(‘)1\_830225.0 281'0 337'0 394'(
B T A e
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane R A Raaae BEE
57.0 8.40 8.60 8.80 9.00 9.20
m/z 85.10  26.73%
5000
‘\ ‘L‘ |4 %9‘9 141.0183.0226.0
B s e R e
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00 9.20

8270-BF122624.M Sat Dec 28 ©5:55:32 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 Tridecane, 6-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.986 7.52 ng 955335  Acenaphthene-di1e 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 52
3 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 47
4 Tridecane 184 C13H28 000629-50-5 47
5 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 43
Abundance Scan 1172 (8.986 min): BF140997.D\data.ms (-1168) (-) m/z 57.10 100.00%
57.1
5000
85.1
EEaEREREEE SRS
109.1 187.1 180.2 8.60 8.80 9.00 9.20 9.40
SRS el D207 7 43,10 57.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74011: Tridecane, 6-methyl-
57.0
5000 [ L R B
8.60 8.80 9.00 9.20 9.40
m/z 71.10  48.44%
29.0 ‘ 850 126.0
\\\‘\‘\‘\ \“‘\ T \H“ T \Hi T “1‘\ \‘\““\\‘\\‘\h\'\\‘\\\\%\6\9\.9‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74012: 3,5-Dimethyldodecane
57.0
ERmEAEEEEE LR
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.10 44.52%
85.0
29.0
L amo 1090 4
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59054: Undecane, 4,7-dimethyl- AR o
43.0 8.60 8.80 9.00 9.20 9.40
m/z 55.10 31.70%
- i W
21.0 “\ L L 1990 1270 1560 184.0
e e e e e e e e R EAARE AR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF122624.M Sat Dec 28 ©5:55:32 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 2-Bromo dodecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.063 5.75 ng 729824  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 81
Abundance Scan 1185 (9.063 min): BF140997.D\data.ms (-1182) (-) m/z 57.10 100.00%
57.1
- J\A/J\/\JL
R R ABERRSEEEES e
99.1 8.80 9.00 9.20 9.40
‘ ‘ ‘ 155.2 194.2
oMb i 29 m/z 43.10  89.90%
miz--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane
57.0
5000 L L R B B R
8.80 9.00 9.20 9.40
m/z 71.10 51.27%
‘ 99.0 169.0
T Z\Q\\O‘\“ ‘”“\ “r“ \h‘\ “‘ \‘ \13\5\.0‘ T ‘\ T I " T T
miz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
R ERmaaasmaEA T
8.80 9.00 9.20 9.40
5000 m/z 41.10 43.86%
‘ 99.0 154.0
A T 9T 2300 2610
m/iz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- e AREREERE S
57.0 8.80 9.00 9.20 9.40
m/z 85.10 38.90%
h JL\,_/\/\/\/\J\W
99.0
‘2‘3\‘0““““““““‘Mm“‘1‘6?'9“””,”?96‘"
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40

8270-BF122624.M Sat Dec 28 ©5:55:32 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 10 Tridecane, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.104 4.14 ng 526196 Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 92
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 64
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59
Abundance Scan 1192 (9.104 min): BF140997.D\data.ms (-1189) (-) m/z 57.10 100.00%
57.1
5000
85.1
R ERRRREEE SRS S
1131 169.2 8.80 9.00 9.20 9.40
Obrrrprreedls u‘u ol 1901 TT1942 sz 43.10 0 48.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 L B R IR I
8.80 9.00 9.20 9.40
29.0 85.0 m/z 71.18  46.20%
169.0
TT \‘ T \“‘ T \H\ T “\‘\ T \“?‘\1\3\.‘0\‘\]\-%‘0\.\0\ T ‘ T H\ T ‘ T ;\9\8‘.9 TT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45507: Decane, 3,8-dimethyl-
57.0
 RRAREE S S
8.80 9.00 9.20 9.40
5000 m/z 41.10 35.08%
85.0
29.0
‘ ‘ 113.0 141.0
el b b L 1690
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74012:; 3,5-Dimethyldodecane AR EaR R
57.0 8.80 9.00 9.20 9.40
m/z 85.10 31.78%
5000
85.0
29.0
"w»‘\‘miu"Hu‘«"mHﬁ?ﬁ?ﬂ““}?3'9_‘19?-9”
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF122624.M Sat Dec 28 ©5:55:33 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 11 Dodecane, 2,6,10-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.128 13.55 ng 1720630  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 59

Abundance Scan 1196 (9.128 min): BF140997.D\data.ms (-1193) (-) m/z 57.10 100.00%

57.1
5000
85.1
R ERARRESEERETEE S
H | 127.1 , 1832 8.80 9.00 9.20 9.40
ol 358 b 1952 1882 21220 g0 10 91.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 UL L B R I B R |
8.80 9.00 9.20 9.40
29.0 85.0 m/z 43.10 56.00%
\‘\‘\‘\ T ‘ T \H ‘ T \‘\ T ‘ \‘\ T \ “1‘]-}‘3“0‘\‘ TT ‘ \]T!:_\)?‘(\)\ \178‘\3\0\\2‘0\6\\()\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
e RRARSEAE T e
8.80 9.00 9.20 9.40
5000 m/z 41.10 33.87%
29.0 ‘ 85.0
113.0
‘_J‘qh‘w“M“wu"HN‘_u?ﬁ¥pu“‘}??9“u“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #224373: Sulfurous acid, 2-ethylhexyl nonyl ester R RaRE e AR
57.0 8.80 9.00 9.20 9.40
m/z 85.10 32.56%
5000
290‘ 85.0 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF122624.M Sat Dec 28 ©5:55:33 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 12 Tetradecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.263 44.72 ng 5680800 Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74
Abundance Scan 1219 (9.263 min): BF140997.D\data.ms (-1215) (-) m/z 57.10 100.00%
57.1
5000
AEEEEE SIS S
h 1131 141 9.00 9.20 9.40 9.60
Obrrrdh ot i 3511412 1602 1982 0 43 10 77.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L L R B L B R
85.0 9.00 9.20 9.40 9.60
20.0 m/z 71.10 57.64%
TTT ‘\‘\‘\ \ T \H ‘ T \“\ T “1‘\ T \“‘]\-\].}:‘3\‘()\‘\]\-\4.‘%'-\9\]‘-\62\()‘\\]-%?\0\\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
O EAREREESS R
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 39.58%
29.0
11
bt 11291410 1690 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane T
57.0 9.00 9.20 9.40 9.60
m/z 85.10 36.39%
5000 85.0
29.0
d | 1301410 1690 2120
H“H‘w“H‘H“_‘H“H‘_“W‘H“H‘w“u‘u“_‘u R ARBEREEEASS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

8270-BF122624.M Sat Dec 28 05:55:34 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 13 2,6,10-Trimethyltridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.580 17.90 ng 2274240  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 86
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 80
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 80
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 76

Abundance Scan 1273 (9.580 min): BF140997.D\data.ms (-1268) (-) m/z 57.10 100.00%

57.1
‘991 ‘9%0‘
’ 141.2 193.2 :
- “‘u”, Lor o 222 m/z 71.10  86.42%
miz-> 50 100 150 200 250 300
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 — :
9.50
m/z 43.10 84.29%
113.0
l\-8\q\ ‘1‘ “\ “ \“\ “L \“\‘\ ‘\‘ “\ %8“3‘0‘ \2\26\9 LA B B B
miz--> 50 100 150 200 250 300
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
T \
9.50
5000 m/z 41.10 40.92%
113.0
183.0
- \“u“‘w\, | 1800
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- T ‘
57.0 9.50
m/z 55.10 39.86%
5000
990 18550
B I O O Y o
m/z--> 50 100 150 200 250 300 9.50

8270-BF122624.M Sat Dec 28 05:55:34 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 14 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.792 18.95 ng 2407210  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1309 (9.792 min): BF140997.D\data.ms (-1302) (-) m/z 57.10 100.00%
57.1
5000
— =
9.50 10.00
113.1
0 m_um“_‘HW“H‘w‘H‘_m_u‘lf"l‘%}??%”“‘2“1‘2“3“” m/z 43.10  74.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 —r =
85.0 9.50 10.00
29.0 m/z 71.10 57.92%
d ‘M L 11301410 1600 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
—— =
9.50 10.00
5000 m/z 85.10 37.51%
85.0
29.0
‘\ ‘ Lo M‘ 113.0 141.0 169.0 197.0 226.0
e e e R R e TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane T ==
57.0 9.50 10.00
m/z 41.10 34.36%
5000 85.0
29.0‘
113.0 1
L 01410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF122624.M Sat Dec 28 05:55:34 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 15 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.292 4.06 ng 516006  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 87
Abundance Scan 1394 (10.292 min): BF140997.D\data.ms (-1387) (-} | m/z 57.10 100.00%
57.1
= —
10.00 10.50
113.1
om‘WW‘H_J‘:"1”w‘wmﬂ""l”lw”%??"‘2“””2‘2“’]2‘ m/z 43.10  73.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 " —
10.00 10.50
290 85.0 m/z 71.10  57.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
- —
10.00 10.50
5000 85.0 m/z 85.10 38.87%
29.0‘
113.0 198 0
ol R0.1410 1690 1950
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane = —
57.0 10.00 10.50
m/z 41.10 33.58%
5000 85.0
29.0
J Lo M801410 1600 2120
A B e e A A — ==
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\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 16 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.569 8.01 ng 1017420  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 384 C20H1603 023246-12-0 72
3 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 1441 (10.569 min): BF140997.D\data.ms (-1436) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
0 |21 | e g
ot e e e e e m/z 77.00 65.03%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — :
10.50
m/z 182.10 49.01%
50.0

\ 120

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
77.0
T \
10.50
m/z 51.00 26.23%
5000 182.0
28.0 ‘ ‘
PO SOV N G (Y O 1 1
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #59333: Benzoyl bromide —
105.0 10.50
770 m/z 181.10 8.06%
5000
50.0
‘HH_u“wHwwwH"MH_HwHH_HwHH_ww_ww‘ —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 17 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.874 19.12 ng 2264920  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan1663(11874nﬂm:BF140997IﬂdMaJns(4657)0 m/z 73.00 100.00%

73.0
5000
129.0
2132 — —
| 1711 ‘ 256.3 11.50 12.00
o Ll L 8298 4316 5. 00%

mi/z--> 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid

5000 129.0 N T
11.50 12.00
1710 213.0 256.0 m/z 60.00 88.69%
S ‘M‘ m\h”w ‘H‘\ ul \ ‘ ‘ . \‘ “‘ - “\‘ T
100

——

%

mi/z--> 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
— =
11.50 12.00
5000 129.0 m/z 57.10 75.64%
29 171.0
‘ 214.0
““‘ \\h”\‘\\\\}“\“‘\“““\““““"“‘
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid = T
73.0 11.50 12.00
m/z 41.10 72.66%
5000 129.0
199.0 2420
m/z--> 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 18 6-Octadecenoic acid, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.580 4.27 ng 505499  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 99
2 Oleic Acid 282 C18H3402 000112-80-1 99
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 97
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 96
Abundance Scan 1783 (12.580 min): BF140997.D\data.ms (-1774) (- m/z 55.10 100.00%
5!:
T \
Wl H‘ 3370 181.1 2221 264.1 12.50
el Al e m/z 41.10  71.41%
miz-> 50 100 150 200 250
Abundance #176219: 6-Octadecenoic acid, (Z)-
55.0
5000 S ‘
264.0 12.50
m/z 69.10  66.75%
37.0 180.0 222.0
18.9 H‘\M M bty L L
miz--> 50 100 150 200 250
Abundance #176208: Oleic Acid
55.0
T \
12.50
5000 m/z 43.10 58.25%
264.0
LGS w0 20
il gl g
miz--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid —
55.0 12.50
m/z 83.10 50.58%
5000
37.0 264.0
]-‘5 ‘O\“ \‘ \ \‘\W‘HHH\‘ H‘m ‘\‘]"8‘0‘0 ‘ ?%2 ‘0‘ ‘ ‘L‘ . —
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 19 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.657 7.89 ng 934578  Phenanthrene-d1e 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1796 (12.657 min): BF140997.D\data.ms (-1791) (- m/z 43.10 100.00%
43.1 73.0
5000 1290
185.2 . L T
‘ ‘ 2412 ez 12.50 13.00
. ‘; \H‘ ‘Hhh u‘u‘\ b e Lo \‘ RSN K ‘L‘ m/z 73.00 93.94%
m/z--> 150 200 250
Abundance #179091. Octadecanoic acid
43.0 73.0
5000 129.0 - e
12.50 13.00
284.C o
185.0 241.0 m/z 60.00 82.52%
N \‘\
miz--> 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
430 73.0 256.0
— —
12.50 13.00
5000 m/z 57.10 80.99%
129.0
213.0
bl ]
, ‘\ }\‘ M‘ H‘ hh‘w ‘H‘Mm N ‘ ‘ u\ T - “‘ -
miz--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid — —
43.0 73.0 12.50 13.00
m/z 55.10 73.80%
5000 129.0
1990 242.0
HJ‘HH U‘H \\h”\ M‘\ al ‘1¢3‘3“0“‘ ‘ — — — —
m/z--> 50 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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 20 5-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.827 7.17 ng 703993  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1995 (13.827 min): BF140997.D\data.ms (-1991) (- m/z 57.10 100.00%
571.1
7.1
5000
— ——
| \52o  oas 13.50 14.00
- H“\‘J‘Mmm 2L~ m/z 43.16  89.04%
m/z--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 0 — —
13.50 14.00
m/z 55.18  80.05%
T \“\ \ ‘ \h ‘\“H L “ } ??\178\2\()‘2\2\3\()\ ‘ \2\8\0\0‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #155961: 1-Nonadecene
43.0 97.0
— ——
13.50 14.00
5000 m/z 83.10 72.52%
39.0
L[ 0 18202240 266.0
e L B R e T L o
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene “ T
57.0 97.0 13.50 14.00
m/z 69.10  65.29%
L0 a0 a0 s T
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140997.D

Acqg On : 27 Dec 2024 15:26
Operator : RC/JU

Sample : P5299-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.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|
Decane 6.663 2.2 ng 164660 1  6.828 1489290 20.0
Undecane, 2,6-d... 8.169 2.1 ng 369248 2 8.104 3453990 20.0
unknown8.404 8.404 5.7 ng 984460 2 8.104 3453990 20.0
Dodecane, 2-met... 8.486 2.4 ng 409930 2  8.104 3453990 20.0
Dodecane, 4,6-d... 8.528 7.3 ng 1261550 2 8.104 3453990 20.0
Tridecane 8.698 19.5 ng 3373200 2 8.104 3453990 20.0
Octacosane, 2-m... 8.792 3.6 ng 623169 2  8.104 3453990 20.0
Tridecane, 6-me... 8.986 7.5 ng 955335 3 9.857 2540480 20.0
2-Bromo dodecane 9.063 5.8 ng 729824 3 9.857 2540480 20.0
Tridecane, 3-me... 9.104 4.1 ng 526196 3 9.857 2540480 20.0
Dodecane, 2,6,1... 9.128 13.6 ng 1720630 3  9.857 2540480 20.0
Tetradecane 9.263 44.7 ng 5680800 3  9.857 2540480 20.0
2,6,10-Trimethy... 9.580 17.9 ng 2274240 3 9.857 2540480 20.0
Pentadecane 9.792 18.9 ng 2407210 3 9.857 2540480 20.0
Hexadecane 10.292 4.1 ng 516006 3  9.857 2540480 20.0
Benzophenone 10.569 8.0 ng 1017420 3 9.857 2540480 20.0
n-Hexadecanoic ... 11.874 19.1 ng 2264920 4 11.339 2368720 20.0
6-Octadecenoic ... 12.580 4.3 ng 505499 4 11.339 2368720 20.0
Octadecanoic acid 12.657 7.9 ng 934578 4 11.339 2368720 20.0
5-Eicosene, (E)- 13.827 7.2 ng 703993 5 13.974 1964180 20.0
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