LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134571.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.416 561 566 569 rBV 3065218 2693963 26.16% 6.216%
2 6.422 732 737 740 rBV 2873591 2617476 25.41% 6.039%
3 6.792 797 800 804 rBV 1365365 1192416 11.58% 2.751%
4 7.351 887 895 898 rBV 1872129 1619514 15.72% 3.737%
5 8.075 1013 1018 1021 rBV 1697082 1533538 14.89% 3.538%

6 8.580 1100 1104 1106 rBV2 108049 105993 1.03%
7 8.669 1116 1119 1122 rBV 243988 208183 2.02%
8 9.151 1197 1201 1204 rVB 2910917 2353065 22.85%
9 9.233 1212 1215 1219 rBV 343169 322228 3.13%

9.557 1265 1270 1272 rBV4 162279 199833 1.94%

OOV
I
N
]
R

11  9.769 1303 1306 1309 rBV 491012 366772 3.56%
12 9.827 1310 1316 1319 rVB 1532619 1223415 11.88%
13 10.269 1388 1391 1394 rVB 517752 379501 3.68%
14 10.492 1422 1429 1431 rBV 178056 229994  2.23%

NOONO
00
N
o))
B

15 10.610 1446 1449 1453 rBV 1361383 1208001 11.73% 787%
16 10.745 1469 1472 1479 rBV 477654 555788 5.40%  1.282%
17 11.192 1545 1548 1551 rBV 413747 316084 3.07% ©.729%
18 11.221 1551 1553 1559 rVB 153325 150843 1.46% ©.348%
19 11.316 1565 1569 1572 rBV 1301062 1091814 10.60%  2.519%
20 11.621 1618 1621 1624 rBV 339086 266319 2.59% 0.614%

21 11.721 1635 1638 1642 rBV 3276617 2853959 27.71% 6
22 11.851 1657 1660 1664 rBV2 255397 273323 2.65% ©
23 12.033 1687 1691 1695 rVB 242286 244443 2.37% 0.564%
24 12.421 1752 1757 1759 rBV 7395131 10299208 100.00% 23
25 12.439 1759 1760 1766 rVB2 6252322 4796598 46.57% 11

26 12.521 1771 1774 1777 rBV 1659971 1389826 13.49%
27 12.639 1791 1794 1800 rBV2 99390 133507
28 12.798 1818 1821 1823 rBV 172497 149406 1.45%

[y
w
()
R
O hOOW
w
s
v
R

29 12.910 1836 1840 1843 rBV 2484415 2041700 19.82% 711%
30 13.151 1878 1881 1887 rBV2 178094 242129 2.35% 559%
31 13.245 1895 1897 1900 rBV 129342 132578 1.29% ©.306%
32 13.498 1937 1940 1943 rVB 142342 131640 1.28% 0.304%
33 13.821 1992 1995 2001 rVB2 204174 237480 2.31% ©0.548%
34 13.921 2009 2012 2015 rBV 151915 151422 1.47% ©.349%
35 13.957 2015 2018 2022 rVV 1018698 908153 8.82%  2.095%

36 15.421 2264 2267 2277 rVB 559388 721597 7.01% 1.665%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 43341709
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Aug 2023 10:20
¢ CG\JU
. 03835-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
BF134571.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF134571.D\data.ms

5.416

6.422

6.792

7.351

o

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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF134571.D\data.ms

11.721

12.421
121439

12.910

1311h24¢

0
Time-->

o ‘ —
8.00 8.50 9.00 9.50 10.00 10.50 11.00

—
13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF134571.D\data.ms

13.957

15.421
13.498 138241

Time-->

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

T ‘ T
18.00

T ‘ T
18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.233 5.27 ng 322228  Acenaphthene-d10 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 68
5 1-Iodo-2-methylnonane 268 Cl1oH21I 1000101-47-9 64
Abundance Scan 1215 (9.233 min): BF134571.D\data.ms (-1212) (-) m/z 57.05 100.00%
57.0
RABaEsEEEE e
H 9.0 1,0, 9.00 9.20 9.40 9.60
ol b A7y, 2402 1982 m/z 43.05 78.17%
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 L B I L LI LN B
9.00 9.20 9.40 9.60
m/z 71.10 54.38%
99.0
O \2\6\\0‘\“ “‘\ ‘!‘ \“‘\ ““ \H T “]\.4\‘]-"0\ T \1\9?.0\ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
BEESREEE e
9.00 9.20 9.40 9.60
5000 m/z 41.05 39.58%
0,260 990 1410 1830 226.0
e
m/iz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- e RARRNEEAEE
57.0 9.00 9.20 9.40 9.60
m/z 85.10 34.46%
5000
ol il ‘ 113914001830 2530 2961
- e = R RN e
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Carbonic acid, octadecyl pr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.557 3.27 ng 199833  Acenaphthene-di10 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 83
2 Tetradecane 198 C14H30 000629-59-4 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 62
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 58
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 58

Abundance Scan 1270 (9.557 min): BF134571.D\data.ms (-1265) (-) m/z 57.10 100.00%

57.1
- m
‘9é0‘ |
99.0 132.0 .
ob—Al “ h‘!‘ I o[ fftante s 7110 82.64%
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 2
9.50
97.0 m/z 43.10  81.70%
02\7“\.0‘\“ “‘ H!‘ \M‘\ \‘”1\2‘3.9 ‘1\68\-0\ T ‘ \22\4\-0\ ‘ T T \2\97‘.(
miz--> 50 100 150 200 250
Abundance
57.0
T T
9.50
5000 m/z 55.10 38.54%
Rr7.0
. 90 1m0 1080
— T
m/iz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl- ——
57.0 9.50
m/z 41.10  38.21%
B m
97.0 127.0
PO T 180
ot bbbl Lot —
m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.769 6.00 ng 366772  Acenaphthene-d10 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1306 (9.769 min): BF134571.D\data.ms (-1303) (-) m/z 57.10 100.00%

57.1
5000 85.0

H ‘9.150‘ 10.00

113.1
el T2 140.21692 2122 wyp 43,10 76.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0

5000 i
85.0 9.50 10.00
290 m/z 71.10 56.84%

L‘ \‘\ H\ H\ Il \\\11?’0‘1410 169.0 226.0
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0

P
9.50 10.00

o

o

5000 m/z 85.05 38.29%
85.0
29.0

0 113.0 141.0 169.0 240.(

T T T T T T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane P e
57.0 9.50 10.00

m/z 41.05 35.54%

5000 85.0
29.0
\‘ L |113-0141.0 169.0 198.0

Ol rreprhery “‘ : ‘ —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.269 6.20 ng 379501  Acenaphthene-d10 9.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1391 (10.269 min): BF134571.D\data.ms (-1388) (- m/z 57.05 100.00%

57.0
5000 85.1

h lOfOO 10.50

113.1
el ST 140.2 1721197, 2262y, 43,10 74.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0

5000 e =
85.0 10.00 10.50
29.0

m/z 71.10 61.43%

H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0

T
10.00 10.50

o

5000 85.0 m/z 85.10 38.51%
29.0
113.0 1410 169.0 198.0
O b e P e T P T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane o T
57.0 10.00 10.50

m/z 41.05 35.13%

5000 85.0
29.0
Ll 3014101600 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.492 3.76 ng 229994  Acenaphthene-di10 9.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 95
2 Tridecane 184 C13H28 000629-50-5 72
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 70
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 1429 (10.492 min): BF134571.D\data.ms (-1422) (-} ' m/z 57.10 100.00%
57.1
- M
85.0 ol
113.1 10.50
145.0169.1
Ol ‘\Hu Al TR 202, s 43,10 46.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59577: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic g
57.0
8.0 125.0
' 184.0
5000 10%6
152.0 '
m/z 71.10 44.65%
O\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
e
10.50
5000 m/z 85.05 24.41%
85.0
29.0
0 113.0 141.0 184.0
T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59066: Undecane, 2,5-dimethyl- b
57.0 10.50
m/z 41.10 24.28%
29.0 112.0
O b 20 A0 s690 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50

8270-BF080123.M Thu Aug 03 04:33:59 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.745 10.18 ng 555788  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 89

Abundance Scan 1472 (10.745 min): BF134571.D\data.ms (-1469) (- m/z 57.10 100.00%

57.1
5000

)
1050  11.00

7.1
oM T0e Wiz 43.10 70.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123960: Heptadecane
57.0

5000 RN
10.50 11.00
m/z 71.10 63.25%

‘H“\‘\“\I\\‘\f‘\\(i?\‘\\\‘%%?‘.e\\‘\\H‘\H\‘HH‘HH‘HH‘\H\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

S
10.50 11.00
5000 m/z 85.10  41.85%

127.0 212.0
O e e T T T T T T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

#346740: Tritetracontane o
57.0 10.50 11.00
m/z 41.10  32.97%

‘l | ﬁ27-0 197.0 267.0 337.0 463.0 533.0 604.(

Ot - e e e e e e e e —

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.192 5.79 ng 316084  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1548 (11.192 min): BF134571.D\data.ms (-1545) (-} | m/z 57.10 100.00%
7.1

57.
5000

S
‘ 9 o 1ome 11.00 11.50
LA 340 1921 2842 w7 43.10 71.70%

m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0

5000 T
11.00 11.50
m/z 71.10 60.73%

9.0
L 1101830 2540
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

—
11.00 11.50
5000 m/z 85.10  40.50%

99.0
0 141.0183.0225.0267.0 323.0 380.(
e I B ST
m/z--> 50 100 150 200 250 300 350
Abundance

#123961: Heptadecane T
57.0 11.00 11.50

m/z 41.10 32.27%

) W
9.0
\‘ | F |7, 141.0183.0 240.0
A

ol d Ly 88 SR —
m/z--> 50 100 150 200 250 300 350 11.00 11.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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, 2,3,5-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.621 4.88 ng 266319  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 1621 (11.621 min): BF134571.D\data.ms (-1618) (-} ' m/z 57.10 100.00%
57.1
= —
h 99.0 1410 11.50 12.00
ol b |y 1410 1821 2462 3262 ./, 4310 66.50%
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 e e
11.50 12.00
m/z 71.10 63.54%
oL ™0 110 1830 2250 2600
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
57.0
— —
11.50 12.00
5000 m/z 85.10 42.28%
99.0 141.0
0220
77—
miz--> 50 100 150 200 250 300
Abundance #107217: Hexadecane T —
57.0 11.50 12.00
m/z 41.10 29.90%
5000
o L‘ L1290 1410 1830 2260
e s == =
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.721 52.28 ng 2853960  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1638 (11.721 min): BF134571.D\data.ms (-1635) (- m/z 74.05 100.00%
74.0
5000
143.1 i len oo
227.2 11.50 12.00
39 185.2 270.3
ol ‘M bbb L 0L S 8820 s 87,05 70.78%
miz-> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
1150 12.00
143.0 ITI z 36.14%
‘ |1l 1850 2270 2700
O\\\H“\\‘\‘M\“\‘\‘\\“\\‘\‘\“\\\‘\‘\}\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance
74.0
1150 1200
5000 m/z 28.94%
29.0
0 143.0 185.0 227.0 270.0
e
miz--> 50 100 150 200 250 300
Abundance #126208: Methyl tetradecanoate
74.0 1150 1200
m/z 26.96%
5000
UL 0 o
ol o L
m/z--> 50 100 150 200 250 300 1150 1200

8270-BF080123.M Thu Aug 03 04:34:02 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20

Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: 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 10 n-Hexadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.851 5.01 ng 273323  Phenanthrene-di10 11.316
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 90

Abundance Scan1660(11851num BF134571.D\data.ms (-1657) (- m/z 43.10 100.00%
5000
129.1
== =
171 1 2132 256.1 7 11.50 12.00
ob— ‘; b L L 8210 03 00 89.54%
miz--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 — P
129.0 11.50 12.00
213.0 m/z 60.00 85.86%
171.0 ‘
0! \\M‘MH‘“““‘H‘““““““““‘
miz--> 100 150 200 250 300 350
Abundance
73.0
Y W A
11.50 12.00
5000 129.0 ITI/Z 57.10 77 .27%
29.9 171.0
214.0
oLl b ol L
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid — 1
73.0 11.50 12.00
m/z 55.10 71.41%
5000
129.0
29. 185.0 228.0
“ HM‘ h“ ML m ‘ ) \u‘ ‘\ | L
ol e e — e — = =
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF080123.M Thu Aug 03 04:34:03 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Docosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.033 4.48 ng 244443  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 1691 (12.033 min): BF134571.D\data.ms (-1687) (-} | m/z 57.10 100.00%
57.1
1 T
9.0 12.00
141 0
ol A d Ly 34101832 2392 20813421 ., 43.10  62.76%
miz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
5000 —— :
12.00
9.0 m/z 71.10 59.88%
‘ | 1101830 390 3100
O\\\“\“‘\h‘\h‘\“\‘\\‘““\‘\\‘\“\\\\‘\\\\‘1\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
1 \
12.00
5000 m/z 85.10 44 .11%
99.0 183.0
0 141.0 310.0
i A
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7
57.0 12.00
m/z 41.10 25.90%
5000
oL L L F |y 141.0 183.0 225.0 267.0 3230 _ 3804 \ .
““‘ R B e e e
m/z--> 50 100 150 200 250 300 350 12.00

8270-BF080123.M Thu Aug 03 04:34:04 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.421 188.66 ng 10299200  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
Abundance Scan 1757 (12.421 min): BF134571.D\data.ms (-1752) (|  m/z 67.10 100.00%
67.1
5000 /k
1F.l I
64.1 263.1 12.50
oLtk ““H“““““‘hh‘w““]W 1L 2202 [T 318 4200 s g1.10  84.54%
miz--> 50 100 150 200 250 300 350 400
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 T
12.50
10.0 m/z 55.10 69.02%
. 294.0
0 ‘\“““‘\‘”‘ M‘H“ 'r]T640 ‘2\2\3\.(\)’ I \“ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0
—
12.50
5000 m/z 41.10 58.41%
110.0 294.0
. 164.0 5500
e L o A
m/z--> 50 100 150 200 250 300 350 400
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T
67.0 12.50
m/z 95.10 55.36%
5000
10.0 294.0
o T 0 0 0 1
m/z--> 50 100 150 200 250 300 350 400 12.50

8270-BF080123.M Thu Aug 03 04:34:05 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.439 87.86 ng 4796600 Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 94
5 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 94
Abundance Scan 1760 (12.439 min): BF134571.D\data.ms (-1759) (- m/z 55.10 100.00%
55.1
5000
1 264.3 e
‘ ‘ 180.2 “ 12.50
0 L‘\‘ w m“\h\m‘u\\h\um‘wwH!h it ‘\\L Py ??79‘ N ‘4‘2‘2‘-3 m/z 41.10 69 .80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
5000 1
12.50
0 264.0 m/z 69.10 58.13%
Lm0
O \\\“\!M \‘\H‘\\““\‘\m\‘ﬂ“l‘\\\“h‘\l‘1"‘J‘“‘\“‘\“““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
S
12.50
5000 98.0 m/z 79.10 52.74%
180.0 264.0
oAb AL b b e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194422: 16-Octadecenoic acid, methyl ester e
55.0 12.50
m/z 67.10 52.53%
5000 Ak
0 ‘H“ Hu‘\“ e
m/z--> 50 100 150 200 250 300 350 400 12.50

8270-BF080123.M Thu Aug 03 04:34:06 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.521 25.46 ng 1389830  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90

Abundance Scan 1774 (12.521 min): BF134571.D\data.ms (-1771) (- m/z 74.05 100.00%

74.0
5000
143.1 255.2 1 T
‘\ | T R LT 200 ;
oHH B RIS S S R S m/z 87.05  73.47%
m/z--> 100 150 200 250 300 350
Abundance #197275: Methyl stearate
74.0
5000
12 50
143.0 m/z 43.10 38.68%
| ‘ 199.0 255.0 298.0
O\\\\“‘\\‘\‘“‘\““\‘\‘\\’\\\\‘\\\\‘\\\\“\\\\‘\
miz--> 100 150 200 250 300 350
Abundance
74.0
12 50
5000 m/z 55.10 29.36%

143.0 255.0
199.0 298.0
O o LA B e L A o B
m/z--> 50 100 150 200 250 300 350
Abundance : i i

#143569: Pentadecanoic acid, methyl ester ‘
74.0 12 50

m/z 41.10  25.15%

5000
143.0
(ﬂ ‘ 213.0 256.0
0 | \M ‘\ i H L [T

m/z--> 50 100 150 200 250 300 350 12 50

8270-BF080123.M Thu Aug 03 04:34:07 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.639 2.94 ng 133507  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 Heneicosanoic acid 326 C21H4202 002363-71-5 58

Abundance Scan 1794 (12.639 min): BF134571.D\data.ms (-1791) (- m/z 43.10 100.00%

43.1
5000

185.1 241.2 L T
326.2 3869 : :

oIy m/z 55.85 94.46%

m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
mj 129.0
\
0

5000 e —
12.50 13.00
185.0 284.0 m/z 73.00 91.71%
O T \‘\ ‘ 29.0
m/z--> 5 100 150 200 250 300 350 400
Abundance
43.
5.0 256.0
P =
12.50 13.00
5000 m/z 57.10 85.32%
129.0
185.0
ol Ml g ) Lt
m/z--> 50 100 150 200 250 300 350 400
Abundance #109283: Tetradecanoic acid — —
73.0 12.50 13.00

m/z 59.95 80.88%

5000 129.0
185.0
M u‘u‘ I \“H‘ uh” Ju‘\ ul ‘ | \‘ | 2290

0 e e e T : e
miz--> 50 100 150 200 250 300 350 400 12.50 13.00

8270-BF080123.M Thu Aug 03 04:34:07 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Nonadecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.798 3.29 ng 149406  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 1821 (12.798 min): BF134571.D\data.ms (-1818) (-} ' m/z 57.10 100.00%
57.1
— —
‘ 13.1 169.1 2532 3272 12.50 13.00
ol bLLIIL 4691 2532 3272 3902 454 ... 711 67.12%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane
57.0
5000 —r— ——
12.50 13.00
m/z 43.10 65.41%
L M5060 2690
O \‘\‘\“\\‘\“\“‘\“\d\i“‘\‘\\‘\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
— =
12.50 13.00
5000 m/z 85.10 45.43%
o 1130 169.0 2250 281.0 337.0 394.0
P e T e T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane T —
57.0 12.50 13.00
m/z 41.10  28.26%
5000
oL L | 1130 169.0 225.0 281.0 380.0
A A S e e o —
m/z--> 50 100 150 200 250 300 350 400 450 12.50 13.00

8270-BF080123.M Thu Aug 03 04:34:08 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.151 5.33 ng 242129  Chrysene-di2 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1881 (13.151 min): BF134571.D\data.ms (-1878) (- m/z 57.10 100.00%

57.1
5000

—_—
1300 1350
225.1
ol ik mmw Am» Lr8Leh 8051 8741 4341 L 43,10 70.41%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158610: Octadecane, 2-methyl-
43.0

5000 — —
13.00 13.50

m/z 71.10 60.13%

J % 155.0 225.0
O\\"\‘\\\‘\‘\J\\‘\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance

57.0

T
13.00 13.50

5000 m/z 85.10 45.07%
113.0
0 169.0 2250 2810 000
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane T —
57.0 13.00 13.50
m/z 41.05 29.23%
5000

%

ol ‘L } 130 169.0 2250 2810 337.0 3940
A e SS9 398

T T
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 18 Methyl 18-methylnonadecanoate  Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.245 2.92 ng 132578  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 96
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 95
3 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 94
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
5 Methyl stearate 298 C19H3802 000112-61-8 93

Abundance Scan 1897 (13.245 min): BF134571.D\data.ms (-1895) (- m/z 74.00 100.00%

74.0
5000

143.0
199 1 2831 13 00 13 50

‘ | ) “ Cs i o002, 4183 B4 0 87 00 74.92%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232223: Methyl 18-methylnonadecanoate
74.0

o

5000
1300 1350
143.0 326.0 m/z 43.05 47 .20%
015‘ \\H\M\J‘\‘\\“\\\\‘\\\2\l5‘5\\0\‘\‘\\‘\\‘\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
74.0
— ——
13.00 13.50
5000 m/z 55.10 30.29%
143.0 326.0
15.0 199.0 269.0
(O I S o R AR

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

Abundance #179164: Hexadecanoic acid, 14-methyl-, methyl ester —— ——
74.0 13.00 13.50

m/z 41.10  25.96%

5000

143.0 284.0
1‘ h }H‘Hdu“ 1\9\90\
Ot A ST — —

m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 2-Bromo dodecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.498 2.90 ng 131640  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 87
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86
Abundance Scan 1940 (13.498 min): BF134571.D\data.ms (-1937) (| m/z 57.10 100.00%
57.1
5000 M
13.50
113.1 169.1 239.1 :
of el bl i S0 3011 8612 4463 1 10 73.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #132769: 2-Bromo dodecane
57.0
5000 T
13.50
m/z 43.10 69.44%
113.0 169.0
0 \\d\‘\“\‘}\‘\“\‘l‘\‘\‘\\‘\‘\\\‘\\2\4\.‘8.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
——
13.50
5000 m/z 85.05 55.27%
0 155.0 211.0 324.0 M
e e A A e S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #193303: Dodecane, 1-iodo- —
57.0 13.50
m/z 41.10 33.38%
155.
o L 020 20 -
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On : 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Pentadecafluorooctanoic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.821 5.23 ng 237480  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 94
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1995 (13.821 min): BF134571.D\data.ms (-1992) (-} | m/z 57.10 100.00%
57.1
5000
‘ F51 13,50 14.00
248.1 3452 : :
ol kbbbl 2981 8452 ar02 0 n/; 43.10 88.53%
m/z--> 50 100 150 200 250 300 350400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — e
13.50 14.00
m/z 55.05 71.34%
5.0 252.0
O \\“\‘\‘HH"\\\L]\“\‘H\‘HH‘\.\H‘HH‘\H-\‘\H\‘\\\\‘\H\‘\\\\‘\\Gﬂ.‘s\"
m/z--> 50 100 150 200 250 300 350400 450 500 550 600 650
Abundance
43.0
— ——
13.50 14.00
5000 m/z 83.10 63.11%
111.0
236.0
0 307.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173730: 9-Eicosene, (E)- — —
57.0 13.50 14.00
m/z 69.10 59.05%
5000
5.0
oL LU |17 1960 2800
e e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134571.D

Acqg On 1 02 Aug 2023 10:20
Operator : CG\JU

Sample : 03835-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
Tetradecane 9.233 5.3 ng 322228 3 9.827 1223420 20.0
Carbonic acid, ... 9.557 3.3 ng 199833 3 9.827 1223420 20.0
Hexadecane 9.769 6.0 ng 366772 3 9.827 1223420 20.0
Heptadecane 10.269 6.2 ng 379501 3 9.827 1223420 20.0
3-Methyl-4-(met... 10.492 3.8 ng 229994 3 9.827 1223420 20.0
Pentadecane 10.745 10.2 ng 555788 4 11.316 1091810 20.0
Octadecane 11.192 5.8 ng 316084 4 11.316 1091810 20.0
Decane, 2,3,5-t... 11.621 4.9 ng 266319 4 11.316 1091810 20.0
Hexadecanoic ac... 11.721 52.3 ng 2853960 4 11.316 1091810 20.0
n-Hexadecanoic ... 11.851 5.0 ng 273323 4 11.316 1091810 20.0
Docosane 12.033 4.5 ng 244443 4 11.316 1091810 20.0
9,12-Octadecadi... 12.421 188.7 ng 10299200 4 11.316 1091810 20.0
13-Octadecenoic... 12.439 87.9 ng 4796600 4 11.316 1091810 20.0
Methyl stearate 12.521 25.5 ng 1389830 4 11.316 1091810 20.0
Octadecanoic acid 12.639 2.9 ng 133507 5 13.957 908153 20.0
Nonadecane 12.798 3.3 ng 149406 5 13.957 908153 20.0
Octadecane, 2-m... 13.151 5.3 ng 242129 5 13.957 908153 20.0
Methyl 18-methy... 13.245 2.9 ng 132578 5 13.957 908153 20.0
2-Bromo dodecane 13.498 2.9 ng 131640 5 13.957 908153 20.0
Pentadecafluoro... 13.821 5.2 ng 237480 5 13.957 908153 20.0
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