LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS Vvial : 11 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: BF124363.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.404 561 564 575 rBv 819123 762579 37.70% 5.375%
2 6.428 735 738 750 rBV 734346 749420 37.05% 5.282%
3 6.781 795 798 803 rVB 274050 219341 10.84%  1.546%
4 7.351 891 895 898 rBV 599908 505496 24.99%  3.563%
5 7.975 998 1001 1013 rBV 264276 269125 13.30% 1.897%
6 8.069 1013 1017 1020 rVB 293924 243331 12.03% 1.715%
7 9.145 1196 1200 1203 rVB 1196884 878720 43.44%  6.194%
8 9.263 1216 1220 1224 rBV 84416 87246 4.31% 0.615%
9 9.486 1255 1258 1261 rBV 741142 607433 30.03% 4.281%
10 9.580 1270 1274 1281 rVB 302797 271410 13.42% 1.913%
11  9.639 1281 1284 1287 rVB 145377 105219 5.20% 0.742%
12 9.680 1288 1291 1295 rVwv3 94183 81842 4.05% 0.577%
13 9.733 1297 1300 1302 rVB3 51395 43524 2.15% 0.307%
14  9.828 1308 1316 1319 rBV2 2155618 1836196 90.77% 12.942%
15 10.086 1355 1360 1366 rBv8 45878 79573  3.93% 0.561%
16 10.227 1381 1384 1386 rBV3 62035 55238 2.73% 0.389%
17 10.475 1424 1426 1432 rVB 94483 88246 4.36% 0.622%
18 10.563 1438 1441 1443 rBv4 32403 41930 2.07% ©0.296%
19 10.616 1443 1450 1454 rBV 591020 598765 29.60% 4.220%
20 10.739 1466 1471 1474 rBV2 240285 312885 15.47% 2.205%

21 11.051 1522 1524 1526 rBV2 61009 57428 2.84%
22 11.180 1543 1546 1547 rBV 169103 138864 6.86%
23 11.210 1548 1551 1557 rVB 402643 380573 18.81%
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24 11.310 1566 1568 1572 rBV 294339 315261 15.59% 222%
25 11.451 1590 1592 1595 rBv4 77334 74047  3.66% 522%
26 11.522 1602 1604 1606 rBV2 77547 62883 3.11% 443%

27 11.563 1608 1611 1614 rVV 166468 180132  8.91%
28 11.610 1616 1619 1622 rVB 249757 217407 10.75%
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29 11.857 1659 1661 1667 rVB5 195784 267729 13.24% 887%
30 11.910 1667 1670 1671 rBV 179007 189667 9.38% 337%
31 12.016 1686 1688 1691 rBV 264327 263551 13.03% 1.858%
32 12.304 1735 1737 1742 rVB 420511 365988 18.09% 2.580%
33 12.521 1771 1774 1777 rBV2 314588 403621 19.95% 2.845%

34 12.910 1837 1840 1848 rBV2 1381769 2022809 100.00% 14.258%
35 13.810 1990 1993 1998 rBV3 737596 1410020 69.71%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc

ALS Vvial : 11 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
Sum of corrected areas: 14187499

8270-BF060321.M Fri Jun 18 13:26:41 2021 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Jun 2021 15:12
. M2710-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
BF124363.D

Ju/CaG

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF124363.D\data.ms

7.351

6.781

Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000

1000000

500000

L L L L B L L L I L L L I I B L L L L L L B I A L B LA L B B IO

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: BF124363.D\data.ms

12.910

9.145

0
Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000

0

iis

8.00

== —
10.00 10.50 11.00
TIC: BF124363.D\data.ms

— — — —
11.50 12.00 12.50 13.00

13.

Time-->

8270-BF060321

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\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.975 22.12 ng 269125 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 47

Abundance Scan 1001 (7.975 min): BF124363.D\data.ms (-998) (-) m/z 57.05 100.00%

57.0
5000
41.0
R
B0 011 1324 7.60 7.80 8.00 8.20
0 m_m\“! ‘ J!“;m ‘M“ i e m/z 45.00  77.50%
miz--> 20 40 60 80 100 120 140
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L N L BN BN R B
29.0 7.60 7.80 8.00 8.20
75.0 m/z 41.80  31.47%
O+ T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
e T e
7.60 7.80 8.00 8.20
5000 m/z 43.00 13.23%
41.
75.0
ool L | e
miz--> 20 40 60 80 100 120 140
Abundance #4468: 3,3-Dimethylbutane-2-ol
57.0 7.60 7.80 8.00 8.20
m/z 56.05 13.05%
41.
5000
87.0
0 ““‘\“HN“MW“M L i e

m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF060321.M Fri Jun 18 13:26:43 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.486 6.62 ng 607433  Acenaphthene-die 9.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 94
2 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 86
3 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 72
4 Benzeneacetic acid, 4-(1,1-dimet... 206 C13H1802 003549-23-3 72
5 2H-Indeno[1,2-b]furan-2-one, 3,3... 206 C13H1802 1000196-74-3 72
Abundance Scan 1258 (9.486 min): BF124363.D\data.ms (-1255) (-) m/z 191.20 100.00%
191.2
5000
57.0
131.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
91‘-0 ‘ 16‘3'1 | ‘ 9.20 9.40 9.60 9.80
Ol b bbb Ll w7z 57,05 28.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 L L L L L L B R
9.20 9.40 9.60 9.80
57.0 9
131.0 1630 m/z 206.20 21.45%
20) | L0 e ]
O\\\\‘\1\\“\\\\i\\\\“\}\\‘\H\\‘\"\\\\’\\\\’\\\\’\\\\’\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66115: Phenol, 2,4-bis(1,1-dimethylethyl)-
191.0
Crnp e e
9.20 9.40 9.60 9.80
5000 m/z 131.05 17.32%
57.0
29.0
Ot O 1150 14202830 ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66113: Phenol, 3,5-bis(1,1-dimethylethyl)-
191.0 9.20 9.40 9.60 9.80
m/z 192.10 16.21%
5000 57.0
90 1350 1630 | \
oSN W AR PR A A S SESEESS | S S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Phenol, 3-(1,1-dimethylethy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.580 2.96 ng 271410  Acenaphthene-die 9.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 70
2 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 58
3 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 58
4 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 53
5 Ethanone, 1-(3,4-dimethoxyphenyl)- 180 C10H1203 001131-62-0 53

Abundance Scan 1274 (9.580 min): BF124363.D\data.ms (-1270) (-) m/z 165.10 100.00%

57.1 165.1
5000
137.2
91.0 221.2
‘ ‘ ‘ 193.1 950
0 H"HH“M\;“M \“\M\HHH\ ‘\“\“\““H\“‘MHW‘ m/z 57.10 93.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #45476: Phenol, 3-(1,1-dimethylethyl)-4-methoxy-
165.0
5000 137.0 ‘9%0‘ [
107.0 m/z 180.10 59.21%
410 770 | |
O \\\’\\\\““\\‘\H\‘\‘\\\“‘\\‘\\‘\H\‘H\‘\\h“\\\\‘\\H“‘H\\‘\\\\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45450: 3-tert-Butyl-4-hydroxyanisole
165.0
T ‘ T \A \A ‘
9.50
5000 137.0 m/z 41.10 49.80%
41.0 91.0
SRR 223K SR e S N E——
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45147: 3',5'-Dimethoxyacetophenone T ‘
165.0 9.50
m/z 43.00 44.40%
43.0 77.0 1070
15.0 ‘ L ‘\ \
0 L.l i |

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Decane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.739 19.85 ng 312885  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 68
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 58
5 Tridecane, 5-propyl- 226 C16H34 055045-11-9 58
Abundance Scan 1471 (10.739 min): BF124363.D\data.ms (-1466) (- m/z 57.10 100.00%
57.1
- M
85.1 Sl —
113.2 183.1 10.50 11.00
141.1
0 bt bl s bbbk 23902480 /7 71,05 57.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28427: Decane, 2-methyl-
57.0
5000 Shee -
29.0 82.0 10-303 00 115.20857
. 112.0 m/z . .85%
LT o
O \H‘HHMHM ‘H}\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\\H‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
—— —
10.50 11.00
m/z 41.00 25.02%
5000 85.0
29.0 113.0
ol e b A LI aer0 00070
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl- —— —
57.0 10.50 11.00
m/z 55.00 23.21%
5000
29.0 85.0
0 b A0 1830 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Chamazulene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.051 3.64 ng 57428 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chamazulene 184 C14H16 000529-05-5 50
2 1,4,5,8-Tetramethylnaphthalene 184 C14H16 002717-39-7 50
3 Naphthalene, 1-methyl-7-(1-methy... 184 C14H16 000490-65-3 38
4 2,4,6(1H,3H,5H)-Pyrimidinetrione... 184 C8H12N203 007391-61-9 38
5 2,4,6(1H,3H,5H)-Pyrimidinetrione... 212 C10H16N203 000714-59-0 35

Abundance Scan 1524 (11.051 min): BF124363.D\data.ms (-1522) (- m/z 57.10 100.00%

57.1
184.1
5000
152.1
93.1 T
‘ 19.7 232.0 11.00
Ol sl Ll e m/z 184,05 56.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48919: Chamazulene
184.0
5000
11.00
153.0 m/z 169.10 56.28%
oo 8 ] |
O\\\‘\\\\‘\\\.\‘\\\U“H\‘\H}\‘\\\\‘\‘!‘\\““\\‘\‘\‘\Hl‘\\‘ \\\‘\\\\‘\\\\‘\\H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48928: 1,4,5,8-Tetramethylnaphthalene
184.0
T
11.00
5000 ITI/Z 71.10 43.69%
o gore uso O |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #48940: Naphthalene, 1-methyl-7- (1 methylethyl)- — ‘
169. 11.00
m/z 43.00 28.98%
5000 MJMﬂmeAVW”MJAUJJWMﬂN
141.0
115.0
o500 T -
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.180 8.81 ng 138864  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87

Abundance Scan 1546 (11.180 min): BF124363.D\data.ms (-1543) (- m/z 57.10 100.00%
57.1

- M
00 — —
“ “‘- 152.2 228.2 11.00 11.50
ol d b R m/z 43.10  71.91%
m/z--> 50 100 150 200 250 300 350
Abundance #83027: Hexadecane
57.0
5000 —r— ——
11.00 11.50
m/z 71.10 52.68%
9.0
OL\4-\d\ ‘ “ T “T‘ \‘“‘\ ““ !“ \]W\4V:L‘O\].\8\3\.O‘2\2\?.(\)‘ T T ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #105893: Heptadecane, 2-methyl-
43.0
— —
11.00 11.50
5000 ITI/Z 41.05 37.19%
5.0
211.0
I B D WE L L E—
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T ——
57.0 11.00 11.50
m/z 85.10 36.88%
5000
9.0
ol | 1), 141.0183.0225.0 281.0 337.0 394.
A R L B B e e S o e —— —
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.210 24.14 ng 380573  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 78
4 Dodecane, 2-methyl-8-propyl- 226 C1l6H34 055045-07-3 72
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 70

Abundance Scan 1551 (11.210 min): BF124363.D\data.ms (-1548) (- m/z 57.10 100.00%
57.1

[oe)
[42]
o
o

5000
11.00 11.50
141.1 197.2
0 _Hu“‘m‘ W”m‘wmHs“_‘”w“1‘?"9?_WWW%““‘“?‘W m/z 71.10  63.06%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #48831: Tridecane
57.0
5000 = ——
11.00 11.50
29.0 85.0 m/z 43.10 40.04%
o d | A‘JH“3°1410 184.0
‘H\\‘\H\‘HH‘HH‘H\\‘\H\‘\\H‘H\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #71409: Dodecane, 2,6,10-trimethyl-
57.0
P e
11.00 11.50
5000 ITI/Z 85.05 35.06%
85.0
127 0

L 1] 155018205100
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0 11.00 11.50
m/z 41.10 21.01%

o

%

5000

85.0
290 113.0

183.0
L ‘ ! H‘ L] 1550 | 225.0253.0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.00 11.50

o

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 unknownll.451 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.451 4.70 ng 74047  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 25
2 Octadecane 254 C18H38 000593-45-3 15
3 Dodecane 170 C12H26 000112-40-3 11
4 Pentadecane 212 C15H32 000629-62-9 11
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 11

Abundance Scan 1592 (11.451 min): BF124363.D\data.ms (-1590) (- m/z 57.00 100.00%

57.0
5000
. T

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #71409: Dodecane, 2,6,10-trimethyl-
57.0
\

o

5000 ‘ ‘
11.50
971)1270 m/z 55.10 76.32%
183.0
OHH‘HHUH\ ‘\ \““\H‘!““\\‘U\‘\‘\\\‘\\\\‘\\H“\\\\‘2\]\-\2\‘0\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #105883: Octadecane
57.0
—
11.50
5000 ITI/Z 71.10 59.60%
27.0
4.
S 0 O SN Y
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38318: Dodecane —
57.0 11.50
m/z 85.10 51.44%
B Mw
710, | 190, 1101700
O‘H‘_H‘_‘HMJH‘HH‘Hlwﬂ‘w‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘W —
m/z--> 20 40 60 80 100120140160180200220240260 11.50

8270-BF060321.M Fri Jun 18 13:26:50 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 unknownll.522 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.522 3.99 ng 62883  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, octyl- 196 C14H28 001795-15-9 47
2 Cyclohexane, 1,1'-(1,2-ethanediy... 194 C14H26 003321-50-4 47
3 Cyclohexane, decyl- 224 C16H32 001795-16-0 46
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 46
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 43

Abundance Scan 1604 (11.522 min): BF124363.D\data.ms (-1602) (- m/z 83.10 100.00%

55.0
5000
T \
11.50
0 m/z 82.05 82.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #58293: Cyclohexane, octyl-
83.0
5000 55.0 —r— |
11.50
m/z 55.05 68.93%
196.0
0 27“-0“‘\ L 1120140016807
\H\‘\WH’H\\‘\\H’HH‘HH‘HH‘\H\‘\H\‘\H\‘\\H’HH‘\\H’H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #56507: Cyclohexane, 1,1'-(1,2-ethanediyl)bis-
83.0
T \
55.0 11.50
5000 ITI/Z 41.00 48.60%
27.0 ‘ 194.0
O AL 860 L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #81252: Cyclohexane, decyl- —— ‘
83.0 11.50
m/z 81.10 41.00%
5000 55.0 M
0 Al | ) 111.01400 1810 2240
AR L e e AamamATRZaEEALEMEEEE L —r
m/z--> 20 40 60 80 100120140160180200220240260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.563 11.43 ng 180132  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Hexadecane 226 C1l6H34 000544-76-3 83
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 80
5 Tetradecane 198 C14H30 000629-59-4 78

Abundance Scan 1611 (11.563 min): BF124363.D\data.ms (-1608) (1 m/z 57.10 100.00%
57.1

5000 W
LN \
‘ ‘ 99.1 141.1 197.2 241 1 11.50
o] M— \“\ Ul “Hu\‘\\ M\Mm Uiyt \‘ ‘ﬁH\‘HM\ “\‘mh “i %7‘2‘1‘ m/z 71.10 77.01%
miz--> 50 100 150 200 250
Abundance #38315: Dodecane
57.0
5000 — ‘
11.50
m/z 43.10 59.96%
0 98.0 170.0
O T T ‘\ \ H‘\ ‘!‘ \“‘\ H‘ \“ T ;74\0.‘0 T 1 T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #94344: Heptadecane
57.0
LN \
11.50
5000 m/z 85.10 43.90%
99.0
2”0‘ \ H I J 1410 183.0 2490
0t S S e
m/z--> 50 lOO 150 200 250
Abundance #83026: Hexadecane T
57.0 11.50
m/z 55.10  29.72%
5000
99.0
0 27\‘0\‘\ M\ \ H\ H‘ 141 Q 183 0 22\6 0
el ‘ At —
m/z--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.610 13.79 ng 217407  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 72
2 Nonadecane 268 C19H40 000629-92-5 72
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 70

Abundance Scan 1619 (11.610 min): BF124363.D\data.ms (-1616) (- m/z 57.10 100.00%

57.1
5000
‘ ‘ 1150 12,00
97.1 127.0 235.2 : :
161.1 197.1
Oyt hedi £ 208 B9LE TP 2681 w2 43,10 49.89%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #71393: Pentadecane
57.0
5000 T T L
11.50 12.00
m/z 71.10 49.34%
990
0 27\‘.0\‘\\ H \‘\ Il | \14;0 18302120
\\\‘\\\\‘H\!‘\\\\‘\H![\\\\‘\\\\’\H\‘\\\\‘\\H‘HH‘HH’HH‘HH’\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117638: Nonadecane
57.0
—— —
11.50 12.00
5000 ITI/Z 85.10 32.03%
99.0
0 270 ‘ oy g 410 1830 2250 2680
‘H‘HH_‘H_H‘_HwH‘WHH,HH_‘H_HW‘HWH‘WHH‘HHV
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83023: Hexadecane T —
57.0 11.50 12.00
m/z 41.00 25.08%
5000 WﬂmAwawvhmvawawkﬂ
Hw‘HW‘Hw‘Hw‘Hw‘Hw‘HW‘HW‘HW‘HWH‘WH‘WH‘WH‘W‘ —— ——
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 n-Decanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.857 16.98 ng 267729  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 60
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 43
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 38

Abundance Scan 1661 (11.857 min): BF124363.D\data.ms (-1659) (-  m/z 55.10 100.00%

55.1
5000
— —
11.50 12.00
0 m/z 60.00 93.12%
m/z--> 50 100 150 200 250
Abundance #39474: n-Decanoic acid
73.0
129.0
5000 i A
43.0 11.50 12.00
m/z 73.00 91.43%
Lal i 172.0
O T T T T ‘H “\ \H “‘ H T ‘ T \‘ T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
phugaecf A
11.50 12.00
5000 129.0 m/Z 41.00 77 .14%
97.0
‘ 1710 213.0 256.0
oL— ‘M‘ m\h‘\ ‘H‘\ | ‘ “ | “‘ \‘ ““ T “\‘ —
m/z--> 50 100 15 200 250
Abundance #72643: Tridecanoic acid “ T
1
430 73.0 11.50 12.00
m/z 43.10 51.53%
5000 129.0
171.0
L
oL “‘ ‘H H\\ h! J ‘\\‘H“\ {‘\H‘h} “ ‘n“ i “‘ ‘ “‘ — — —r
m/z--> 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\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.910 12.03 ng 189667 Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetradecane 198 C14H30 000629-59-4 78
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 78
4 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 64
5 Pentadecane 212 C15H32 000629-62-9 60

Abundance Scan 1670 (11.910 min): BF124363.D\data.ms (-1667) (- m/z 57.10 100.00%
57.1

5000

g

15050 260.1292: 12.00
0! m/z 43.00 60.95%
m/z--> 50 100 150 200 250
Abundance #129491: Eicosane
57.0
5000 T

12.00

l m/z 71.10 54.90%
99.0
282.
O T 2\6‘\0\‘ ‘ H‘ H‘ H‘ \‘ T “]\-4“1 ﬂ T ?‘8\3 \Q’ \2?5\ O\ ‘ T \8\‘ \O‘
m/z--> 50 100 150 200 250
Abundance #59881: Tetradecane
0
——

12.00
5000 m/z 55.10  53.35%
“ Al

150 ae01%0

t

0 e
m/z--> 50 100 150 200 250
Abundance #134594: Octadecane, 1-chloro-
57.0 12.00
m/z 85.10 38.21%
5000
91.0
ol 2600, ‘ ‘\ \Mm 1230 1750 217.0 252.0 2880 L
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.016 16.72 ng 263551  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 10-Methylnonadecane 282 C20H42 056862-62-5 83
3 Nonadecane 268 C19H40 000629-92-5 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 9-methylheptadecane 254 C18H38 026741-18-4 80

Abundance Scan 1688 (12.016 min): BF124363.D\data.ms (-1686) (1 m/z 57.10 100.00%
57.1

5000 MW
12.00 |
99.2 .
- ““kuh bl 2002 1931 236027113020 . 4300 65.73%
m/z--> 50 100 150 200 250 300
Abundance #71396: Pentadecane
57.0
5000 — :
12.00
99.0 m/z 71.10 55.83%
0 :\ng T ‘\“ ‘“‘\ ‘!‘ \‘H‘\ ““ \H T “]\_4%‘0‘\ | ?1\‘2\0\ L L
m/z--> 50 100 150 200 250 300
Abundance #129494: 10-Methylnonadecane
57.0
—— ‘
12.00
5000 ITI/Z 85.10 38.87%
99.0 154.0
ob— HL \“‘ ns u”\ ‘\H\‘ \‘\“ - “\‘ R ‘2‘67"9 e
m/z--> 50 100 150 200 250 300
Abundance #117637: Nonadecane T ‘
57.0 12.00
m/z 41.00 29.37%
5000 M
99.0
oLl 10 ses0 0 -
m/z--> 50 100 150 200 250 300 12.00

8270-BF060321.M Fri Jun 18 13:26:55 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Eicosane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.304 23.22 ng 365988  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
2 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 91
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 80
4 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 78
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 78

Abundance Scan 1737 (12.304 min): BF124363.D\data.ms (-1735) (- m/z 57.10 100.00%
57.1

— ——
‘ ‘ 99.1 169.1 2171 2671 12.00 12.50
ol b Ll JA88ALT SR0T 22038023 s 71,10 47.24%
m/z--> 0 50 100 150 200 250 300
Abundance #141430: Eicosane, 2-methyl-
57.0
5000 — —
12.00 12.50
m/z 43.10 41.05%
99.0 10 253.0
0 2‘0‘ , h“ \“\ ‘\ , uh\ ‘\h\‘ ‘\“ ‘h‘ ‘““ ‘\ .‘\‘ %8‘\3‘9‘ PR ‘\‘\‘ . ‘2‘96‘0‘ .
miz--> 0 50 100 150 200 250 300
Abundance #71402: Tetradecane, 3-methyl-
57.0
— ——
12.00 12.50
5000 m/z 85.10 31.20%
99.0 183.0
41.0
miz--> 0 50 100 150 200 250 300
Abundance #19195: Octane, 3,5-dimethyl- — —
57.0 12.00 12.50
m/z 56.10 21.48%
99.0
m/z--> 0 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 Octadecane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.522 25.61 ng 403621  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 72
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 70
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Hexatriacontane 507 C36H74 000630-06-8 64

Abundance Scan 1774 (12.521 min): BF124363.D\data.ms (-1771) (-] m/z 57.10 100.00%

57.1
5000
7.1
T \
141.2 12.50
ob—il | M“MHM‘ VT %9‘3&2“2‘2«1 2285228883224 0 71 90 62.20%
m/z--> 50 100 150 200 250 300
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 T \
85.0 12.50
m/z 43.10 51.88%
27.0 .
Ot ‘i‘ il ”h‘ \h‘\ ““ \‘%\ ‘\ { ‘:‘L\G?.(\)\ T r22\‘5\0\ ‘2\68\(\)\ T
m/z--> 50 100 150 200 250 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— ‘
12.50
5000 ITI/Z 85.10 35.86%
99.0
0 ‘\\ “‘\ li \‘ | %4\10 183.0 239.0 296.0
el e e
m/z--> 50 100 150 200 250 300
Abundance #59890: Tridecane, 3-methyl- T ‘
57.0 12.50
m/z 55.10  35.65%
5000 M
‘ ‘ ‘99.0 169.0
e L — —
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS vial : 11 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 5
R.T. EstConc Area Relative to ISTD R.T.
13.810 20.00 ng 1410020 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-8-propyl- 226 C16H34 055045-07-3 90
2 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 87
3 Heptacosane 380 C27H56 000593-49-7 83
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
5 Hexadecane 226 C16H34 000544-76-3 74

Abundance Scan 1993 (13.810 min): BF124363.D\data.ms (-1990) (- m/z 57.10 100.00%

57.1
5000
T7 1 13‘50‘ ‘14‘00‘
1 . .
ol | A L u““\ Lifl11882 2532 8014 345 071 16 s4.40%
mlz--> 50 100 150 200 250 300 350
Abundance #83050: Dodecane, 2-methyl-8-propyl-
57.0
5000 — —
13.50 14.00
112.0 1850 m/z 43.10 34.34%
O \\L ’H h‘\h\“Th\‘\\‘\H\ \“\‘\22\6\\0‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #117657: Hexadecane, 2,6,10-trimethyl-
57.0
P P
13.50 14.00
5000 ITI/Z 55.10 32.26%
112.0  183.0
L‘ HAM ‘\ J 253.0
oAb by o b
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane “ T
57.0 13.50 14.00
m/z 85.10 26.26%
5000
9.0
oL \ | | |, 141.01830225.0267.0 323.0 3800
A e e e e — —
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\BF061721\
Data File : BF124363.D

Acqg On : 17 Jun 2021 15:12
Operator : JU/CG

Sample : M2710-01

Misc :

ALS Vvial : 11 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|
Ethanol, 2-(2-b... 7.975 22.1 ng 269125 2 8.069 243331 20.0
Phenol, 2,6-bis... 9.486 6.6 ng 607433 3 9.822 1836200 20.0
Phenol, 3-(1,1-... 9.580 3.0 ng 271410 3 9.822 1836200 20.0
Decane, 2-methyl- 10.739 19.9 ng 312885 4 11.310 315261 20.0
Chamazulene 11.051 3.6 ng 57428 4 11.310 315261 20.0
Hexadecane 11.180 8.8 ng 138864 4 11.310 315261 20.0
Tridecane 11.210 24.1 ng 380573 4 11.310 315261 20.0
unknown11.451 11.451 4.7 ng 74047 4 11.310 315261 20.0
unknown11.522 11.522 4.0 ng 62883 4 11.310 315261 20.0
Dodecane 11.563 11.4 ng 180132 4 11.310 315261 20.0
Nonadecane 11.610 13.8 ng 217407 4 11.310 315261 20.0
n-Decanoic acid 11.857 17.0 ng 267729 4 11.310 315261 20.0
Eicosane 11.910 12.0 ng 189667 4 11.310 315261 20.0
Pentadecane 12.016 16.7 ng 263551 4 11.310 315261 20.0
Eicosane, 2-met... 12.304 23.2 ng 365988 4 11.310 315261 20.0
Octadecane, 2-m... 12.522 25.6 ng 403621 4 11.310 315261 20.0
Dodecane, 2-met... 13.810 20.0 ng 1410020 5 13.986 1410020 20.0
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