LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS Vvial : 16 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122155.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.339 550 553 580 rBV 1673537 2065750 94.91% 12.377%
2 6.369 725 728 756 rBV 1867341 2176475 100.00% 13.041%
3 6.581 761 764 784 rVW 25490 80524 3.70% 0.482%
4 6.716 784 787 798 rVB 610904 590045 27.11%  3.535%
5 7.286 880 884 909 rBV 1227638 1335190 61.35% 8.000%
6 7.998 1002 1005 1013 rBV 804545 715941 32.89% 4.290%
7 8.586 1101 1105 1109 rBV 39004 35012 1.61% 0.210%
8 9.069 1183 1187 1196 rVB 2323401 2061841 94.73% 12.354%
9 9.145 1197 1200 1204 rVB2 29452 27644 1.27% 0.166%
10 9.469 1252 1255 1260 rBV 314411 276679 12.71% 1.658%
11  9.610 1276 1279 1281 rBV3 25540 33109 1.52% 0.198%
12 9.651 1283 1286 1288 rvB2 36255 31765 1.46% 0.190%
13 9.692 1288 1293 1294 rBv4 31016 48378 2.22% 0.290%
14  9.745 1299 1302 1306 rVV 922006 816433 37.51% 4.892%
15 10.145 1368 1370 1373 rBV2 57056 43925 2.02% ©0.263%
16 10.539 1434 1437 1442 rBV 802891 928846 42.68% 5.565%
17 10.657 1455 1457 1460 rVB 104624 94593 4.35% 0.567%
18 11.121 1534 1536 1541 rVB 165021 178393 8.20% 1.069%
19 11.233 1552 1555 1559 rBV 812812 819699 37.66% 4.911%
20 12.268 1729 1731 1734 rVB 177243 152634 7.01% 0.915%

21 12.815 1821 1824 1831 rVB 1675919 1614371 74.17%
22 13.715 1974 1977 1996 rVB3 148038 405183 18.62%
23 13.880 2001 2005 2013 rVB 593216 633168 29.09%

OO WN W
N
0
S
3R

24 14.368 2084 2088 2095 rVB5 50162 90959  4.18% 545%
25 14.627 2129 2132 2138 rVVe 21529 34269 1.57% 205%
26 14.692 2141 2143 2148 rVB2 36965 40685 1.87% 0.244%
27 14.762 2152 2155 2159 rVB 118329 112649 5.18% ©.675%
28 14.939 2182 2185 2189 rVB 101377 116943 5.37% ©.701%
29 14.998 2189 2195 2207 rVB4 64710 204060 9.38%  1.223%
30 15.309 2243 2248 2258 rVB 468860 614015 28.21% 3.679%
31 15.486 2274 2278 2284 rVB3 41619 54619 2.51% ©.327%
32 15.698 2310 2314 2320 rVB 83085 113798 5.23% 0.682%
33 16.439 2436 2440 2446 rVB4 23312 40686 1.87% 0.244%
34 16.709 2483 2486 2492 rVB2 25866 37923 1.74%  ©.227%
35 16.945 2523 2526 2532 rVB4 25116 38883 1.79% ©.233%
36 17.345 2590 2594 2599 rVB6 12896 24608 1.13% 0.147%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc

ALS Vvial : 16 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 16689695
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Oct 2020 19:02

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
BF122155.D

Ju/CaG
L4526-01

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF122155.D\data.ms

6.369
5.339

7.286

6.716

6.58

Time-->
Abundance

2000000

1500000

1000000

500000

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: BF122155.D\data.ms
9.069

12.815

11.233

7.998

8.586

0
Time-->
Abundance

2000000

1500000

1000000

500000

— = \ — — —
.00 10.50 11.00
TIC: BF122155.D\data.ms

~ \ —— — — ——
8.00 8.50 10 11.50 12.00 12.50 13.00

13.880

15.4885-698 16.43916.7096.945

17.345

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02

Operator : JU/CG

Sample L4526-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: 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-ethoxyethoxy)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6581 2.73ng 80524  1,4-Dichlorobenzene-d4  6.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 CeH1403 000111-90-0 78

2 2-Butanol

3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178

4 Ethanol, 2-(2-methoxyethoxy)-
5 2-Propanol, 1-propoxy-

120
118

C4H1e0

C8H1804
C5H1203
C6H1402

Abundance Scan 764 (6.581 min): BF122155.D\data.ms (-761) (-)

000078-92-2 45
000112-50-5 39
000111-77-3 39
001569-01-3 38

m/z 45.10 100.00%

45.1
5000
720 U L L R
M | h‘ 104.0 6.20 6.40 6.60 6.80 7.000
-ttt m/z 59.00 31.95%
miz--> 20 40 60 80 100 120 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
43.0
|
5000 U L B R
6.20 6.40 6.60 6.80 7.00
2910 72.0 m/z 72.00 18.31%
Otr" “ \H‘\ T “h\‘\ T }‘\ T M‘\ ‘8\8\.(\)\1‘0‘}4.\0\ T \1:\35\‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #837: 2-Butano
43.0
R R AR
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 12.80%
29.0
T 73.0
o
miz--> 20 40 60 80 100 120 140
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- T
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 12.31%
5000
29,0 %9 890
LB LT e aaso
et e e R e
m/z--> 20 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.657 2.31 ng 94593  Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 74
4 Octane, 2-methyl- 128 C9H20 003221-61-2 64
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
Abundance Scan 1457 (10.657 min): BF122155.D\data.ms (-1455) (- m/z 57.10 100.00%
57.1
5000 M
85.1 ——
‘ | ‘ 11‘311410 1831, 2442 1050 11.00
bt b bbbt 210D myz 710100 71.99%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 —r— ——
10.50 11.00
29.0 85.0 m/z 43.10 51.31%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
—— —
10.50 11.00
5000 m/z 41.10 24.17%
85.0
29.0
NI | 1139141 0169 01070
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl- —— ——
57.0 10.50 11.00
m/z 55.10 24.08%
5000
85.0
113.0 169.0
A A A CR 2 I
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.121 4.35 ng 178393  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 78

Abundance Scan 1536 (11.121 min): BF122155.D\data.ms (-1534) (- m/z 57.10 100.00%
57.1

5000

%

85.1
3.1 11.00 11.50
141.1 183.1
0 ,‘21622621 m/z 71.10  72.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83028: Hexadecane
57.0
5000 850 T T T T I T
11.00 11.50
m/z 43.10 49.96%
0220 | | | [ 141.0160.0197 02260
’\H\‘HH‘HH‘H\\‘HH‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140552: Dodecane, 1-iodo-
57.0
—— —
11.00 11.50
5000 85.0 m/z 85.10  39.47%
29.0 113.0 155.0
o M0 O .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- —— —
57.0 11.00 11.50
m/z 41.10 32.75%
5000
85.0
29.0 3.0
o) L1 a0 1830010 ssa0zm
et b e e e e e e —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50

8270-BF101220.M Thu Oct 29 15:39:51 2020 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.268 3.72 ng 152634  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 87
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 1731 (12.268 min): BF122155.D\data.ms (-1729) (- m/z 57.10 100.00%
57.1
5000
‘ ‘ 99.1 12,00 12.50
155.1 238.2 : :
I — “‘ L “ L i pera 2382 2891 o) 16 68.73%
m/z--> 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
5000 — —
12.00 12.50
99.0 m/z 43.10 57.07%
0 25‘10 ““\ ”H‘ \‘”‘\ h‘ i \‘%419\ %8\3\0‘ \22\5\0\ T \296‘0\
m/z--> 50 100 150 200 250 300
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57.0
— —
12.00 12.50
5000 m/z 85.10 42.63%
99.0
‘ “ ‘ 141.0 211.0
ol b L
m/z--> 50 100 150 200 250 300
Abundance #124147: 2-Bromotetradecane — 7
57.0 12.00 12.50
m/z 55.10 23.32%
5000
99.0
410 197.0
m/z--> 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\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.715 12.80 ng 405183 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 91
3 Cyclopentadecane 210 C15H30 000295-48-7 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 87

Abundance Scan 1977 (13.715 min): BF122155.D\data.ms (-1974) (-, m/z 55.10 100.00%
551

97.1 W
5000
—— —
| ‘ I 400 186.0  247.1 282.1 1350 14.00
ol Ul b R m/z 57.10 94.36%
miz--> 50 100 150 200 250
Abundance #155046: 1-Heneicosano
53.0
97.0
5000 e ——
13.50 14.00
m/z 83.10 85.83%
39.0
0 :\ngdw‘ ‘\“ ‘H\ ‘\‘ \‘ \‘H“ ‘H‘ \‘R ‘H “”\ ‘%8\2.\0‘ \22\4\0\ ‘2\66\0\ ™
miz--> 50 100 150 200 250
Abundance  #181286: 3-Chloropropionic acid, heptadecyl ester
57.0
97.0 e ——
13.50 14.00
5000 ITI/Z 43.10 84.47%
0 ? ‘\\\339\171'0 219'0 250.0 MMK\/M
! Al e
miz--> 50 100 150 200 250
Abundance #69584: Cyclopentadecane T —
55.0 13.50 14.00
m/z 69.10  75.55%
5000 o A%%vmwwmmﬂ&mmWMw»mw
| H ‘ 0 0
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.368 2.87 ng 90959 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 49
2 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 49
3 Silane, [(11-chloroundecyl)oxy]t... 278 C14H31C1l0Si 026305-82-8 47
4 n-Nonadecanol-1 284 C19H400 001454-84-8 43
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 30

Abundance Scan 2088 (14.368 min): BF122155.D\data.ms (-2084) (- m/z 43.10 100.00%

43.1 83.0
123.1
5000
217.2 259.1
67.1 T L
Lt L
0 “Hﬂ‘j %«MHWMH‘$N‘“k““““““‘ — m/z 83.05 96.02%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 — ——
14.00 14.50
m/z 69.05 81.75%
39.0
O \‘\ Il \‘ ‘\ ‘ ‘ ‘H‘ \H\ \“\ \h %8;.0222'0 2640 306'0 378.(
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #191698: Bromoacetic acid, hexadecyl ester
3.0
83.0 — —
14.00 14.50
5000 m/Z 97.10 74.20%
TS.O
196.0
ol J‘ e H‘ P . —
m/z--> 50 100 150 200 250 300 350
Abundance #125668: Silane, [(11-chloroundecyl)oxy]trimethyl- — —
97.0 14.00 14.50
55.0
m/z 55.10  73.55%
5000
0 2630 B
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.762 3.67 ng 112649 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Tetradecanal 212 C14H280 000124-25-4 90
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87

Abundance Scan 2155 (14.762 min): BF122155.D\data.ms (-2152) (1 m/z 57.05 100.00%
57.0

96.1
5000
e o
138.1 14.50 15.00
178.0 2531
ob— MM“‘ A TR 2211 7502 m/z 43.05 91.45%
miz--> 50 100 150 200 250
Abundance #117606: Octadecana
43.0/ 82.0
5000 — —
14.50 15.00
24.0 m/z 82.05 79.65%
H | Wl I i 2P
O T T T . ‘\ : ‘ T T ‘\ I L f ‘ \ VH T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #129467:Oxhane,heMadeCW—
43.0 2.0
o F
14.50 15.00
5000 m/z 55.10 63.39%
24.0
L ‘m 1660 2220 264.0
ob—l St S
miz--> 50 100 150 200 250
Abundance #71297: Tetradecanal T —
57 14.50 15.00
m/z 96.10 52.86%
5000
27,0 H 138.0168.0
UIEEE R Y E Wi el LSRN
m/z--> 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.939 3.81 ng 116943 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2185 (14.939 min): BF122155.D\data.ms (-2182) (- m/z 57.10 100.00%
57.1

30 15.00
ob— \L“ m‘l‘ ! “‘ ot “55“1“”2‘2‘5‘ ‘1‘2(‘37‘ L e m/z 71.85 66.15%
mlz--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 T
15.00
m/z 43.05 65.55%
9.0
‘\ L)) 134101830 254.0
O\\‘\\‘\\‘“‘\“‘\Y‘\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
—
15.00
5000 ITI/Z 85.10 46.61%
9.0
ol | ] 141.0183.0225.0 281.0 337.0 394.
i S m e e
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane 1
57.0 15.00
m/z 55.05 25.09%
- M/L\f\J\/\MA/\/V‘
aso || [01moms0 200 .
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Heptafluorobutyric acid, n-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.998 6.65 ng 204060 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 95
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 95
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 93
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 93

Abundance Scan 2195 (14.998 min): BF122155.D\data.ms (-2189) (- m/z 57.05 100.00%

51.0
5000 11.1
——
Ll
ol A LR Rt “ M B0 m/z 55.18  99.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #230207: Heptafluorobutyric acid, n-octadecyl ester
57.0
5000 11.0 T
15.00
m/z 43.10  95.90%
0
O\\‘l\‘\“\\‘\\“‘ l1‘2520448(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
——
15.00
5000 11.0 ITI/Z 83.10 94.73%
o UL gm0 zze0 a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecy! trifluoroacetate T
57.0 15.00
m/z 97.05 81.84%
- X W\'\JLAA/\/LWNJ
0 \‘ \‘ “ Jh 16.8 0 224 0 297 0 348 0
““_““ A R e —
m/z--> 50 100 150 200 250 300 350 400 450 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.698 3.71 ng 113798 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octadecane 254 C18H38 000593-45-3 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2314 (15.698 min): BF122155.D\data.ms (-2310) (- m/z 57.05 100.00%
57.0

2

5000
1550  16.00
7.1 : :
21.0
o‘Hm“mwilmww,m‘_m_HwHH‘HHw‘_m_wm m/z 71.10  69.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57.0
5000 — —
15.50 16.00
‘ m/z 43.05 56.29%
O‘\\J’\\‘J\l\\J\?‘\?\Z\;(“)\J\-%T\.\OH‘2\\8%.‘()\\H‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
— —
15.50 16.00
5000 m/z 85.05 48.04%

1 || £27:0197.0267.0337.0407.0 491.0562.0

|

-

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105886: Octadecane 7 —
57.0 15.50 16.00
m/z 55.00 22.60%
5000

3

7.0
UIES, ., 200

O e bt e e — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122155.D

Acqg On : 28 Oct 2020 19:02
Operator : JU/CG

Sample : L4526-01

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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-e... 6.581 2.7 ng 80524 1 6.716 590045 20.0
Dodecane, 2,7,1... 10.657 2.3 ng 94593 4 11.233 819699 20.0
Hexadecane 11.121 4.3 ng 178393 4 11.233 819699 20.0
Heneicosane 12.268 3.7 ng 152634 4 11.233 819699 20.0
1-Heneicosanol 13.715 12.8 ng 405183 5 13.880 633168 20.0
1-Heptacosanol 14.368 2.9 ng 90959 5 13.880 633168 20.0
Octadecanal 14.762 3.7 ng 112649 6 15.309 614015 20.0
Octadecane 14.939 3.8 ng 116943 6 15.309 614015 20.0
Heptafluorobuty... 14.998 6.7 ng 204060 6 15.309 614015 20.0
Eicosane 15.698 3.7 ng 113798 6 15.309 614015 20.0
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