LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124212.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.475 572 576 581 rBvV 776620 659250 8.36% 2.095%
2 6.487 744 748 751 rBV 740933 645440 8.18% 2.051%
3 6.845 806 809 814 rVB 291144 211943 2.69% 0.674%
4 7.410 901 905 908 rBV 546925 455896 5.78% 1.449%
5 8.128 1024 1027 1030 rVB 334589 273252  3.47% 0.868%
6 9.151 1199 1201 1205 rVB 211375 177506 2.25% 0.564%
7 9.204 1206 1210 1213 rBV 1035772 901212 11.43% 2.864%
8 9.292 1220 1225 1228 rBV5 173472 267041 3.39% 0.849%
9 9.610 1274 1279 1282 rBV2 586230 918032 11.64% 2.917%
106 9.757 1300 1304 1307 rBv4 355579 465050 5.90% 1.478%
11  9.804 1308 1312 1314 rVB 581627 578742  7.34%  1.839%
12 9.875 1320 1324 1325 rBV2 362030 431564 5.47% 1.372%
13 9.928 1330 1333 1336 rBV5 225573 279501 3.54% ©0.888%
14  9.998 1343 1345 1348 rBV3 147723 161394 2.05% 0.513%
15 10.086 1358 1360 1363 rVB3 243670 199987 2.54% 0.636%
16 10.151 1368 1371 1374 rBV2 494876 503971 6.39% 1.602%
17 10.210 1379 1381 1383 rBV3 215529 252094 3.20% 0.801%
18 10.269 1388 1391 1394 rVB3 325999 341844  4.33% 1.086%
19 10.304 1394 1397 1401 rBV2 772221 729772 9.25% 2.319%
20 10.357 1403 1406 1408 rBV3 298797 380327 4.82% 1.209%
21 10.557 1436 1440 1445 rVB 2003471 2117133 26.85% 6.728%

22 10.839 1482 1488 1491 rBV 4613578 6412242 81.31% 20.378%
23 11.316 1563 1569 1572 rBV 5900881 7885922 100.00% 25.061%

24 11.663 1625 1628 1631 rBV 1748691 1660572 21.06% 5.277%
25 12.386 1749 1751 1756 rVB 1192647 1320971 16.75% 4.198%

26 12.592 1784 1786 1790 rBV3 595727 599730 7.61%
27 12.980 1847 1852 1861 rVB2 1005758 1996573 25.32%
28 14.027 2027 2030 2036 rVB 349124 385225 4.88%
29 15.492 2275 2279 2284 rVB2 189703 254345 3.23%
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Sum of corrected areas: 31466531
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: M2601-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
BF124212.D

9 Jun 2021 16:57

Ju/ca

: 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1le+07

8000000

6000000

4000000

2000000

0

TIC: BF124212.D\data.ms

5.475 6.487
6.845 7.410

Time-->
Abundance
1le+07

8000000

6000000

4000000

2000000

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

TIC: BF124212.D\data.ms

11.816

0
Time-->

Abundance
1le+07

8000000

6000000

4000000

2000000

—— — — —— —— — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF124212.D\data.ms

14.027
15.492

Time-->

8270-BF060321

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\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Decane, 3,8-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.151 8.23 ng 177506  Acenaphthene-die 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 59
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 53
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 1201 (9.151 min): BF124212.D\data.ms (-1199) (-) m/z 57.10 100.00%
57.1

5000 MNJM/J
8.809.009.209.40
97.1 . . . .
159.1 193.3
[ b I 222 o m/z 71.85 63.70%
miz--> 50 100 150 200 250
Abundance #38344: Decane, 3,8-dimethyl-
57.0
5000 L AL B L BN BN R B
8.80 9.00 9.20 9.40
m/z 43.10 48.61%
\ ‘ 113.0
O \2\6 \0‘\‘ “‘\ ‘\“ T ‘\ “‘ \“ T T F‘S‘S\O\ T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
s eRSAuERERS S
8.80 9.00 9.20 9.40
5000 m/z 41.10 33.80%
99.0
oo b b LUy 3410 1830 20 _ons
m/z--> 50 100 150 200 250
Abundance #163874: Tetradecane, 1-iodo- T
57.0 8.80 9.00 9.20 9.40
m/z 55.10 32.08%
B M\N\/\Aq/\/\/\/
99.0 155.0
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown9.292 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.292 12.38 ng 267041  Acenaphthene-die 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Tetradecene, (E)- 196 C14H28 041446-78-0 41
2 Cyclododecanol, 1-ethenyl- 210 C14H260 006244-49-1 41
3 5-Tetradecene, (E)- 196 C14H28 041446-66-6 41
4 1-Pentadecene 210 C15H30 013360-61-7 41
5 3-Tridecene, (Z)- 182 C13H26 041446-53-1 35

Abundance Scan 1225 (9.292 min): BF124212.D\data.ms (-1220) (-) m/z 55.10 100.00%
55.1

5000 M
R R R EEEEE
9.00 9.20 9.40 9.60
o} m/z 57.10 89.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58284: 4-Tetradecene, (E)-
553.0
5000 L B B B R
29.0 8.0 9.00 9.20 9.40 9.60
m/z 41.05 64.87%
.0 196.0
0+ \\‘}“\\‘\‘\‘\“\]\-L\“‘O\.(\)\\]‘_\6\8\.\0‘\\\1‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69508: Cyclododecanol, 1-ethenyl-
55.0
D
83.0 9.00 9.20 9.40 9.60
5000 290 m/z 43.00 63.14%
111.0
| H 35.0 183.0 210.0
(o REE [ bt P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58292: 5-Tetradecene, (E)- A ERR T R
55.0 9.00 9.20 9.40 9.60
m/z 69.00 59.26%
5000 83.0
29.0
111.0
o ) 139.0 1680 1960
! A e RBAmama R R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Heptadecane, 2,6,10,14-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.610 42.54 ng 918032  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 83
2 10-Methylnonadecane 282 C20H42 056862-62-5 80
3 Decane, 5-propyl- 184 C13H28 017312-62-8 74
4 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 72
5 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 64
Abundance Scan 1279 (9.610 min): BF124212.D\data.ms (-1274) (-) m/z 57.10 100.00%
57.1
5000 W
-
113.1 . .
159.1 193.2
ol U‘,h‘u “w“w‘hw [T N R i m/z 43.10  74.35%
miz-> 50 100 150 200 250
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 e ——
9.50 10.00
m/z 71.10  72.04%
O \“ T ‘H‘ \“‘\ ‘a.l\“swo‘\l4\‘3‘0\ %8\‘3\()‘ [ — \25|3\0\ \2\96‘{
miz--> 50 100 150 200 250
Abundance #129494: 10-Methylnonadecane
57.0
—— —
9.50 10.00
5000 m/z 41.05 41.94%
99.0 154.0
02‘7\\‘:0\“"“\‘ u”\ ‘\H\‘ \‘\L - “\‘ . : ‘2§?'Q —
miz--> 50 100 150 200 250
Abundance #48838: Decane, 5-propyl- T —
57.0 9.50 10.00
m/z 55.05 36.45%
5000
27‘.0 112.0
ol ol b i s [aso 1ss0 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\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown9.757 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.757  21.55 ng 465050  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 41
2 1-Decene, 10-bromo- 218 C10H19Br 062871-09-4 38
3 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 38
4 Triallylsilane 152 C9H16Si 001116-62-7 35
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 35

Abundance Scan 1304 (9.757 min): BF124212.D\data.ms (-1300) (-) m/z 55.10 100.00%

55.1
5000 .

T
9.50 10.00
Om‘uu‘{“ m/z 69.10  85.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26751: 6-Octenal, 3,7-dimethyl-, (R)-
41.0 69.0

5000 95.0 —— e
9.50 10.00
121.0 m/z 41.05 85.37%
154.0
0 %?\?\H\ u?_ﬁL HHHL\‘\M\M‘ \‘\H‘L T “‘ i EEASN RN RERRR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75249: 1-Decene, 10-bromo-
55.0
— —
9.50 10.00
5000 ITI/Z 83.10 46.67%

o

97.0
29.0
N O 1P e T 1Y)
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #66968: Cyclopropane carboxamide, 2-cyclopropyl-2-met T —
41.0 69.0 9.50 10.00

m/z 57.10 44.87%

5000

C

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown9.804 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.804 26.82 ng 578742  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 054699-31-9 43
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 35
3 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 27
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 18
5 Acridine, 9-methyl- 193 C14H11IN 000611-64-3 18
Abundance Scan 1312 (9.804 min): BF124212.D\data.ms (-1308) (-) m/z 193.20 100.00%
198.2
55.0
97.1
5000
123.1
- =
152.2 9.50 10.00
0! e MH bl L2202 s 55 00 73.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56429: 2(1H)-Naphthalenone, octahydro-4a,7,7-trimethy
55.0 109.0
83.0
194.0
5000 137.0 — e
165.0 9.50 10.00
m/z 69.05 68.84%
O'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25430: Neopentylidenecyclohexane
69.0
— ——
9.50 10.00
so00, 40 109.0 137,0 m/z 41.65 61.00%
o501 s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71860: 1-Hexyl-2-nitrocyclohexane “ —
55.0 9.50 10.00
83.0 m/z 97.10 55.35%
5000
111.0
| H 167.0
L e Rane — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknown9.998 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

9.998 7.48 ng 161394  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, bromo-, ethyl ester 166 C4H7Bro02 000105-36-2 10
2 Bicyclo[3.1.1]heptan-3-one, 2-(2... 208 C14H240 1000163-96-5 10
3 4-Hexenoic acid, 2-acetyl-2,4-di... 212 C12H2003 1000159-11-3 10
4 Bicyclo[1l.1.1]pentane, 1,3-dipro... 180 C11H1602 1000287-90-9 10
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-94-0 9

Abundance Scan 1345 (9.998 min): BF124212.D\data.ms (-1343) (-) m/z 57.10 100.00%
57.1

5000 123.1

:

10.00

0“u“_“w“u m/z 55.10 96.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35276: Acetic acid, bromo-, ethyl ester M
29.0
5000 121.0 U
10.00
930 m/z 43.00  56.44%
S
O‘M“‘\“W““T‘M‘vw“\w“$“w‘u‘w“ww‘w‘\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67891: Bicyclo[3.1.1]heptan-3-one, 2-(2,2-dimethylpropy
57.0

:

10.00
5000 m/z 41.10  45.58%

111.0 139 0
\\‘

29. o 83.0
1660 2080

“, “““
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #70908: 4-Hexenoic acid, 2-acetyl-2,4-dimethyl-, ethyl es
43.0 10.00

m/z 123.10  41.40%

o

z

5000

69.0 95.0

194.0
b ‘\m MH‘H 145.0169.0 ™

123.0
)

m/z-->

20 40 60 80 100 120 140 160 180 200 220
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.086 9.27 ng 199987  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 64
2 Octane, 2-methyl- 128 C9H20 003221-61-2 64
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 59
4 Octacosane 394 (C28H58 000630-02-4 59
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
Abundance Scan 1360 (10.086 min): BF124212.D\data.ms (-1358) (- m/z 57.10 100.00%
57.1
5000
85.1
155.1 1000 !
‘ 11‘32 | 207.2 e 10.00
Olerrprereler bbb bt b et e €325 m/z 43,10 75.72%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #38317: Dodecane
57.0
5000 — :
85.0 10.00
29.0 m/z 71.10 49.41%
112.0 170.0
141.0
OH\‘\‘\‘\\‘\HH‘H“}\“1\HH‘H”\‘\‘H\‘\\H‘\\‘H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #12665: Octane, 2-methyl-
43.0
T \
10.00
5000 m/z 85.10 34.31%
71.0
Ll e
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl- — ‘
57.0 10.00
m/z 41.00 31.50%
5000
85.0
29.0
0 L) 01410 183051102300
e e e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.151 23.36 ng 503971  Acenaphthene-d10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 58
2 Tetradecane 198 C14H30 000629-59-4 52
3 Octacosane 394 (C28H58 000630-02-4 52
4 Hexadecane 226 C16H34 000544-76-3 52
5 Hexacosane 366 C26H54 000630-01-3 50

Abundance Scan 1371 (10.151 min): BF124212.D\data.ms (-1368) (-1 m/z 57.05 100.00%
57.0

2

5000
133.1
U] MA¢J 2042 10.00 1050
0“HW‘HéN"_wwp‘u‘uu‘uu‘u‘wu‘WH‘W‘HW‘HW‘H m/z 43.10 70.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 B e
10.00 10.50
m/z 71.10 67.94%
o JHH?HR;wozw03NO4mo 491.0 562.0
‘HH‘HH‘\\\\‘\H!]WHT[HT\‘TFH}HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59881: Tetradecane
57.0
T —
10.00 10.50
5000 ITI/Z 55.10 56.29%
0 M 1192701980
R a e B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane T —
57.0 10.00 10.50
m/z 41.05 51.90%
5000

ol Ul || 127.0197.0 281.0  394.0
“H“H‘w“u‘u“"H“H‘_“w“u‘u“_‘u“u‘_“w“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.00 10.50

%

8270-BF060321.M Thu Jun 10 13:42:48 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl1©.210 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.210 11.68 ng 252094  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexyl-1-nitrocyclohexane 213 C12H23N02 118252-09-8 22
2 2-Propanone, 1,1,1,3,3,3-hexaflu... 166 C3F60 000684-16-2 22
3 Butanoic acid, 3-methyl-2-methyl... 128 C7H1202 003070-67-5 22
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160 015358-88-0 18
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 018358-53-7 14

Abundance Scan 1381 (10.210 min): BF124212.D\data.ms (-1379) (1 m/z 55.10 100.00%

55.1
95.1
5000 1551 1932
128.0 — e
H M | 2181 10.00 10.50
omwmmi‘w\Mw\W,‘hl“u‘w‘!”}u“h m/z 69.10  74.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71861: 1-Hexyl-1-nitrocyclohexane
53.0 83.0
5000 111.0 T T
10.00 10.50
167.0 m/z 95.10  59.70%
O\\\\‘\\\\“\\\\‘\\\\‘\\\‘\’\\‘\\‘\“\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35245: 2-Propanone, 1,1,1,3,3,3-hexafluoro-
69.0
—— —
10.00 10.50
97.0 o
5000 m/z 83.10  55.04%
147.0
31.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12342: Butanoic acid, 3-methyl-2-methylene-, methyl es P ——
41.0 10.00 10.50
69.0 m/z 41.10 52.77%
15.0
5000
97.0
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF060321.M Thu Jun 10 13:42:49 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl1®.269 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.269 15.84 ng 341844  Acenaphthene-d10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-4-(1-methy... 188 C9H1leC12 002077-14-7 38
2 1,3-Cyclohexadiene, 2,6,6-trimet... 188 C14H20 052260-01-2 38
3 1,8-Naphthyridin-2-amine, 5,7-di... 173 C1OH11N3 039565-07-6 30
4 Naphthalene, 1,2,3,4-tetrahydro-... 188 C14H20 019063-11-7 30
5 1-Ethynyl-3,5-dimethyladamantane 188 C14H20 1000245-73-3 30

Abundance Scan 1391 (10.269 min): BF124212.D\data.ms (-1388) (- m/z 57.10 100.00%
57.1

173.1
5000
85 1 1311
A —
207.2 10.00 10.50
O el 1‘”‘ AJH“, i ‘ W‘h Al m‘ﬂ‘ b 2382 7 173,10 64.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52029: Benzene, 1,2-dichloro-4-(1-methylethyl)-

178.0

.

5000
10.00 10.50

m/z 43.05 53.03%

O,

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51803: 1,3-Cyclohexadiene, 2,6,6-trimethyl-1-(3-methyl-
131.0 1738.0
— —
10.00 10.50
5000 m/z 193.15 36.58%
43.0 91.0
0! u”“Hwh‘wH‘wwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40480: 1,8-Naphthyridin-2-amine, 5,7-dimethyl- = ——
173.0 10.00 10.50
m/z 71.10 33.42%
5000
146.0
390 77.0 1040 “ |
O et ey ot e ko ek ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF060321.M Thu Jun 10 13:42:50 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270

-BF060321.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 4,4-Dimethoxy-2,5-cyclohexa... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.304 33.82ng 720772 Acenaphthene-d1e 5.89
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4-Dimethoxy-2,5-cyclohexadien-... 154 C8H1003 000935-50-2 50

2 3-Fluorobenzoic acid, 2-tridecyl... 322 C20H31F02
3 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30

4 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17N02
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803

Abundance Scan 1397 (10.304 min): BF124212.D\data.ms (-1394) (-,
123.1

55.1
5000 81.1

207.2

151.1 179.2 34.0
ol .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27434: 4,4-Dimethoxy-2,5-cyclohexadien-1-one
128.0

5000
95.0

41.0
65.0 ‘lSﬁD

O' \“‘i“\\\““”\\\}‘\\“\\‘!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #162933: 3-Fluorobenzoic acid, 2-tridecyl ester
123.0

5000 43.0

69.0 95.0
182.0

0 IO 0 . O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthe

1000280-60-2 50
1000100-23-6 47
1000306-89-3 46
080114-28-9 46

m/z 123.10 100.00%

-

— —
10.00 10.50

m/z 55.10 56.09%

°

%

— —
10.00 10.50

m/z 69.10 45.75%

o

%

— —
10.00 10.50
m/z 41.05 43.26%

o

T

— —
10.00 10.50

o

69.0 95.0 1238.0 207.0
: m/z 81.10 42.81%
5000
‘ ‘ 151.0
me‘mw‘!u“m‘!‘_‘:‘wH“‘W‘lW‘m‘mw!H‘hm‘u — e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF060321.M Thu Jun 10 13:42:50 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown1®.357 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.357 17.63 ng 380327  Acenaphthene-d10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 38
2 Decane, 3-methyl- 156 C11H24 013151-34-3 35
3 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 30
4 2,6-Dimethyldecane 170 C12H26 013150-81-7 20
5 Decane 142 C10H22 000124-18-5 18

Abundance Scan 1406 (10.357 min): BF124212.D\data.ms (-1403) (-  m/z 55.05 100.00%
550

5000

§

10.00 10.50
01 m/z 57.10 98.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87666: Tetradecane, 1-chloro-
57.0
91.0
5000 = —
10.00 10.50
29.0 m/z 71.1@ 57.79%
0 “ \ n‘\ H ‘ MH “1\\190\1470175020302320
\H‘HH‘\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28429: Decane, 3-methyl-
57.0
= ——
10.00 10.50
5000 850 m/z 43.10 56.30%
29.0
126.0
Obrerr b e b 2888
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12353:3—Methyh2{2—ox0propyDﬂMan = —
57.0 10.00 10.50
m/z 146.05 54.83%
5000
Otrrrprrrr e e et e e e e - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF060321.M Thu Jun 10 13:42:51 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Undecane, 3,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.557 98.11 ng 2117130  Acenaphthene-die 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 80
3 Heneicosane 296 C21H44 000629-94-7 72
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
5 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 64

Abundance Scan 1440 (10.557 min): BF124212.D\data.ms (-1436) (. m/z 57.10 100.00%
57.1

. m
10.50 |
99.1 .
0 135119022022 2393 m/z 71.10 43.46%
miz--> 50 100 150 200 250
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000 —
10.50
m/z 43.10 42.14%
113.0
0 \Z\Qlwo‘\“ ““\ ‘1‘ \”‘\ h‘ \“\ T \15“5\0\ L B B B B
m/z--> 50 100 150 200 250
Abundance #83031: Tridecane, 5-propyl-
57.0
RN T
10.50
5000 m/z 41.05 24.46%
112.0
- w‘\\u bd L 15201830 2260
m/z--> 50 100 150 200 250
Abundance #141425: Heneicosane T ‘
57.0 10.50
m/z 85.10  21.92%
5000
99.0
015-0\‘ L L L gy 1410 1830 2250 296.(
el e e —
m/z--> 50 100 150 200 250 10.50

8270-BF060321.M Thu Jun 10 13:42:52 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Pentadecane, 2,6,10,14-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.839 16.26 ng 6412240  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 97
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 91
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 90
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72

Abundance Scan 1488 (10.839 min): BF124212.D\data.ms (-1482) (- m/z 57.10 100.00%
57.1

o]
al
[

5000
113.2 10.50 11.00
141.1 183.2 ' :
Ol 20 T 2142 253.2 m/z 71.10  67.94%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 - T
10.50 11.00
85.0 o
113.0 ITI/Z 43.10 49,31%
29.0 183.0
ol Ll s M gp500830
‘H\\‘\H\‘\\H‘HH‘H\\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl-
57.0
P e
10.50 11.00
5000 m/z 85.10 26.23%
85.0
0 o || ‘ %1410 1830 560
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #117655: Heptadecane, 2,6-dimethyl- = ——
57.0 10.50 11.00

m/z 41.05 24.74%

5000

113.0
H J u‘ L | 1410 1820 2250253.0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 10.50 11.00

[o¢]
[&]
o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Hexadecane, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.316 20.00 ng 7885920  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 83
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1569 (11.316 min): BF124212.D\data.ms (-1563) (- m/z 57.10 100.00%

57.1
5000
99.1 lde ide
ob u“ “‘ LAl | f482 1832 21022583 m/z 71.10  70.14%
miz--> 50 100 150 200 250
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
11.00 11.50
0 m/z 43.10  41.32%
113.
27.0
0% “}\- ‘\‘ “‘\ ‘H‘ \H‘\ ‘M‘ \“‘ T “\ ?‘5‘3\0-\‘]—8\“3\0“ I — \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —
11.00 11.50
5000 ITI/Z 85.10 38.92%
99.0
0 ‘\\ \“‘\ i \‘ H‘ \14-}0 183.0 239.0 296.(
A
miz--> 50 100 150 200 250
Abundance #59882: Tetradecane — —
57.0 11.00 11.50
m/z 41.05 24.33%
27.0 99.0
ﬁ LI LA, a0 980
ot pl — —
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF060321.M Thu Jun 10 13:42:53 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Heptadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.663 4.21 ng 1660570  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Dodecane 170 C12H26 000112-40-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90

Abundance Scan 1628 (11.663 min): BF124212.D\data.ms (-1625) (- m/z 57.10 100.00%
57.1

| 991 1150 1200
141.2 . .
1832 241.2
ol M b, HH\ R P23 myz 71010 78.34%
miz--> 50 100 150 200 250
Abundance #94346: Heptadecane
57.0
5000 7 ——
11.50 12.00
99.0 m/z 43.10 63.51%
0 \2\5‘l\0‘r““‘\ ‘M‘ \‘H‘\ HL \“‘ T “14‘-‘1‘0\ %8\3\0‘ T \2\4??\ [
m/z--> 50 100 150 200 250
Abundance #38316: Dodecane
43.0
—— —
11.50 12.00
5000 m/z 85.10 43.77%
85.0
‘ | ] 1270 1700
A Il S —
m/z--> 50 100 150 200 250
Abundance #141426: Heneicosane T ——

57.0 11.50 12.00
m/z 55.10  22.73%

5000

99.0

41.0
o260l || 1| 1410 1830 22s0 296

miz--> 50 100 150 200 250 11.50 12.00

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Dodecane, 2-methyl-8-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.386 3.35 ng 1320970  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-8-propyl- 226 C16H34 055045-07-3 90
2 Pentadecane, 3-methyl- 226 C16H34 002882-96-4 87
3 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 87
4 Octadecane, 3-methyl- 268 C19H40 006561-44-0 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1751 (12.386 min): BF124212.D\data.ms (-1749) (- m/z 57.10 100.00%
57.1
5000
— —
| | ° 169.2 506 1239.2 275.4 1299 12:50
oL M AL N 20612902 2104 3128 7 71.10 56.29%
miz--> 50 100 150 200 250 300
Abundance #83050: Dodecane, 2-methyl-8-propyl-
57.0
5000 — —
12.00 12.50
m/z 43.10 38.52%
112.0 183.0
O T T ‘“ ‘“ ‘\ hh‘ \h‘\ “[ \h T 144‘0\ H\ \H ‘ T \26\()\ ‘ L T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #83037: Pentadecane, 3-methyl-
57.0
— —
12.00 12.50
5000 m/z 85.10 33.76%
99.0 197.0
| 0 ‘
oAbl 4L
miz--> 50 100 150 200 250 300
Abundance #71401: Tetradecane, 3-methyl- — —
57.0 12.00 12.50
m/z 41.10 18.97%
5000
99.0 183.0
ooy A [y o
m/z--> 50 100 150 200 250 300 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060921\
Data File : BF124212.D

Acqg On : 9 Jun 2021 16:57
Operator : JU/CG

Sample : M2601-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Decane, 3,8-dim... 9.151 8.2 ng 177506 3 9.892 431564 20.0
unknown9.292 9.292 12.4 ng 267041 3 9.892 431564 20.0
Heptadecane, 2,... 9.610 42.5 ng 918032 3 9.892 431564 20.0
unknown9.757 9.757 21.6 ng 465050 3 9.892 431564 20.0
unknown9. 804 9.804 26.8 ng 578742 3 9.892 431564 20.0
unknown9.998 9.998 7.5 ng 161394 3 9.892 431564 20.0
Dodecane 10.086 9.3 ng 199987 3 9.892 431564 20.0
Tetratetracontane 10.151 23.4 ng 503971 3 9.892 431564 20.0
unknown10.210 10.210 11.7 ng 252094 3 9.892 431564 20.0
unknown10.269 10.269 15.8 ng 341844 3 9.892 431564 20.0
4,4-Dimethoxy-2... 10.304 33.8 ng 729772 3 9.892 431564 20.0
unknown10.357 10.357 17.6 ng 380327 3 9.892 431564 20.0
Undecane, 3,6-d... 10.557 98.1 ng 2117130 3 9.892 431564 20.0
Pentadecane, 2,... 10.839 16.3 ng 6412240 4 11.398 7885920 20.0
Hexadecane, 2,6... 11.316 20.0 ng 7885920 4 11.398 7885920 20.0
Heptadecane 11.663 4.2 ng 1660570 4 11.398 7885920 20.0
Dodecane, 2-met... 12.386 3.4 ng 1320970 4 11.398 7885920 20.0
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