LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample : M1770-07

Misc :

ALS vial : 7 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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123439.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.252 20 28 33 rBV 4004551 5166258 63.90% 10.370%
2 2.358 41 46 52 rvVB 191307 233795 2.89% 0.469%
3 5.14e0 512 519 525 rVB 115356 152518 1.89% 0.306%
4 5.528 581 585 589 rBV 3841726 3807935 47.10% 7.643%
5 6.528 750 755 760 rBV 2758594 2593057 32.07% 5.205%
6 6.910 817 820 824 rBV 1680469 1405176 17.38% 2.821%
7 7.475 910 916 919 rBV 4586944 4959709 61.35% 9.955%
8 8.198 1034 1039 1042 rBV 2127280 1843707 22.81% 3.701%
9 9.281 1217 1223 1226 rBV 8402596 8084640 100.00% 16.228%

9

.669 1285 1289 1293 rBV 124089 127789 1.58%

()
N
9]
~N
R

11 9.957 1334 1338 1341 rBV 2495887 2000549 24.75% 4.016%
12 10.163 1365 1373 1379 rBV 430728 437248 5.41% 0.878%
13 10.751 1467 1473 1476 rBV 5563486 5224776 64.63% 10.487%
14 11.022 1516 1519 1523 rVB 103336 81698 1.01% ©.164%
15 11.104 1529 1533 1538 rBV 141104 137876 1.71% ©.277%

16 11.304 1562 1567 1573 rBV4 69737 144339 1.79%
17 11.445 1588 1591 1595 rBV 2073616 1815408 22.46%
18 11.975 1675 1681 1691 rBV 826941 911393 11.27%
19 12.433 1756 1759 1762 rBV 117511 99952 1.24%
20 12.686 1796 1802 1811 rBV 286937 374122 4.63%

OO0 RrRr WO
00
N
]
R

21 12.763 1812 1815 1822 rVB 202848 211419  2.62%
22 13.045 1858 1863 1866 rBV 6543088 6080673 75.21% 12.
23 13.322 1907 1910 1917 rBV 363436 358183  4.43%
24 13.939 2012 2015 2027 rVB 954134 1071358 13.25%
25 14.098 2038 2042 2045 rBV 1183140 1072976 13.27%

NNONOG
~N
[ty
o)
IS

26 15.604 2292 2298 2302 rBV 916053 1165308 14.41%
27 16.168 2389 2394 2402 rBV2 133451 258012 3.19% ©.518%

N
w
w
O
R

Sum of corrected areas: 49819874
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123439.D\data.ms
8000000

7000000
6000000
5000000 475
4000000 2252 5.528

3000000 6.528

2000000 6.910

1000000

.358 5.140

L L L L L B L L L L L L L L L L L B L L L L L L L L I L R AL LI I B I

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF123439.D\data.ms

8000000 9.281

o

7000000 13.045
6000000 10.751
5000000
4000000

3000000 0.957

8.198 11.445
2000000

1000000 10.163 i 3.3
. 9.669 i 1110210130 | rpasstagems || 193
— —— —— s A S Vil W N S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 1250 13.00
Abundance TIC: BF123439.D\data.ms

8000000

7000000
6000000
5000000
4000000
3000000

2000000

13.9 %’098 15.604

1000000
16.168

O T ‘ T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.252 73.53 ng 5166260 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance  Scan 28 (2.252 min): BF123439.D\data.ms (-20) (-) m/z 73.10 100.00%

3.1
43.1
5000
87.1
L ma e S
‘ ‘ 91 220 240 260
Obrperperrr e it b e m/z 43.10 53.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B B
220 240 260
43.0 -
‘ 87.0 m/z 55.05 37.51%
O H\‘\H\‘HH“HH“HH‘H\\9‘9\\"\}\\‘\\H‘HH‘HH’HH‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
T
220 240 260
5000 m/z 87.10 26.87%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol e
73.0 220 240 2.60
87.0 m/z 41.05 17.37%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Propane, 1,1-dimethoxy- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.358 3.33 ng 233795 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 40
3 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 36
4 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 36
5 Methane, trimethoxy- 106 C4H1003 000149-73-5 33
Abundance  Scan 46 (2.358 min): BF123439.D\data.ms (-41) (-) m/z 75.10 100.00%
75.1
45.0
5000
‘ 220 240 260
57.0 : : :
O prrre ooy il 2B nz 73,10 70.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
73.0
29.
5000 90 450 L L L L B B

220 240 2.60
m/z 45.00 57.76%

; ST (T T
\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15029: Acetic acid, dimethoxy-, methyl ester
75.0
R
220 240 2.60
m/z 41.00 37.41%
5000 47.0
31.0
0 ‘ ,89.0 1030
e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4925: Aminoacetaldehyde dimethyl acetal R AR mmm e
75.0 220 240 2.60
m/z 47.10  28.23%
5000
300 47.0
15.0
A . B 1Y S N |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.140 2.17 ng 152518 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
5 Propylamine 59 C3H9N 000107-10-8 7

Abundance Scan 519 (5.140 min): BF123439.D\data.ms (-512) (-) m/z 43.00 100.00%

43.0
5000 59.0
R EREANEEER
831 1011 4.80 5.00 5.20 5.40
0 b et el e m/z 59.00 49.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A e
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 15.62%
O \\\‘\f‘f‘f‘\\I‘SIMTI\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide
43.0
e EamaRmEESs ST
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 15.26%
73.0
101.0
280 || | 0 |
Ot e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e EARNEmEEsSEL
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.38%
5000
101.0
oL 180 310 | 589 790 60
R Ea T e R e RAARARRaR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Dodecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.163 4.37 ng 437248  Acenaphthene-d10 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 91
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Nonanoic acid 158 C9H1802 000112-05-0 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50

Abundance Scan 1373 (10.163 min): BF123439.D\data.ms (-1365) (1 m/z 60.00 100.00%

60.0
5000
129.1
e ‘ 1o 10,00 10.50
200.1 . :
Obrrrrrs LJ»H "q)‘Hw‘tH“_“wa m/z 73.00  84.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61117: Dodecanoic acid
73.0
43.0
5000 A .
129.0 10.00 10.50
157.0 200.0 m/z 43.10 76.14%
‘ 101.0 ‘
O\\\‘\‘\\\“\‘\\H!M‘\w\\““\“\‘\\‘H“‘\\\f‘\\‘\\‘M\\\\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60.0
T —
10.00 10.50
5000 ITI/Z 41.10 64.50%
29.0 85.0 129.0
186.0
157.0
0 07,9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid T —
60.0 10.00 10.50
m/z 55.00 62.02%
5000
29.0 115.0
87.0
L ) || 1sso
(o] R I bl e e e e = A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.975 10.04 ng 911393  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 81
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1681 (11.975 min): BF123439.D\data.ms (-1675) (- m/z 43.10 100.00%
3.1
73.0
5000
129.0
=
| 101.1 1y 232 12.00
[— m/z 60.00 87.28%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72643: Tridecanoic acid
e
43.0 730
5000 129.0 e
12.00
171.0 m/z 57.10 80.36%
R
O:I\-ﬁl‘()\‘}\\‘“‘\\”\“\‘1\‘\‘H!\H““H‘M‘\‘\‘H“\\}\“HH‘\‘H\‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
—
12.00
5000 129.0 m/Z 73.00 80.17%
157-0185.0213'0 256.0
oww“:‘”
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95854: Pentadecanoic acid ]
43.0 73.0 12.00
m/z 41.05 74.86%
5000
1290 242.0
199.0
| S
Oyl bl L o
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 unknownl2.686 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.686 4.12 ng 374122  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 46
2 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 46
3 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 45
4 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 43
5 Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 38

Abundance Scan 1802 (12.686 min): BF123439.D\data.ms (-1796) (- m/z 55.10 100.00%
55,1

> AJUwﬁNWWWKﬁMNNWAAM
137.1 e i
12.50 13.00
65.2193.0221.2 264.
0! 193.0 m/z 57.10 95.29%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethyl-
553.0
97.0
5000 e =
12.50 13.00
21.0 m/z 43.00  77.95%
LLd) ] wso
O\H\’\}\\HH‘\“ ‘\“{\\H“!‘H‘\“\H\‘\‘H\i\\\\’\\\\‘H\\‘HH‘\H\‘\\H‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
55.0
P e
83.0 12.50 13.00
5000 ITI/Z 41.05 77 .44%
27.0
H ‘ 112.0
Ol b e
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #105678: cis-9-Hexadecenoic acid —— T
55.0 12.50 13.00
m/z 97.10 62.12%
5000 83.0
11.0
270, Lk L], 3520 asao 2360
ol e de g — .
m/z--> 20 40 60 80 100120140160180200220240260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.763 2.33 ng 211419  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1815 (12.763 min): BF123439.D\data.ms (-1812) (- m/z 43.05 100.00%

43.0
73.0
5000
129.0
—— —
| 1851 24l2 o, 12.50 13.00
ob——M, m/z 57.10  88.89%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 — —7
12.50 13.00
185.0 2410 284 m/z 55.00 77 .33%
ob—— }‘H’ h“ \M “H} m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
—— —
12.50 13.00
5000 129.0 m/z 73.00 75.37%
‘ 199.0 2420
ol W,HL il HHM“H H\h‘\‘ il ‘\“1‘6@0{\‘ \i . ‘\“ .
m/z--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid — T
73.0 12.50 13.00
43.0 m/z 60.00 74.71%
5000 129.0
185.0
|
oL— “‘ ‘;H’HH h“ \‘H‘\“‘ M‘H‘L ;‘\\‘\‘m} “ ‘ L, \“ - \‘ — ‘\‘ — s e
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Dibenzosuberone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.322 6.68 ng 358183 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzosuberone 208 C15H120 001210-35-1 86
2 1,10-Phenanthroline, 2,9-dimethyl- 208 C14H12N2 000484-11-7 72
3 2-p-Tolyl-2,3-dihydro-1H-benzo[1... 208 C13H13BN2 1000296-11-8 72
4 3-Phenyl-1-indanone 208 C15H120 016618-72-7 72
5 Benzeneacetonitrile, 4-amino-.al... 208 C14H12N2 004760-58-1 72
Abundance Scan 1910 (13.322 min): BF123439.D\data.ms (-1907) (1  m/z 208.10 100.00%
208.1
5000 A
o —
0 94.6 152.0 ‘ 303, 13.00 13.50
Ob e pore byt e 8085 g 007, 05 40.41%
miz--> 50 100 150 200 250 300
Abundance #67907: Dibenzosuberone
208.0
5000 1300 13.50
89.0 165. : : .
m/z 209.10 17.48%
10| |, a00; | )| |
05— ‘\‘i‘ \“\“‘\“\ “ bttty i“ \”‘\ L B B s B
miz-> 50 100 150 200 250 300
Abundance #67829: 1,10-Phenanthroline, 2,9-dimethyl-
208.0 A
i prosghess
13.00 13.50
5000 m/z 178.10 14.57%
104.0
oP80 830 [P0 100 ame |
miz--> 50 100 150 200 250 300
Abundance #67675: 2-p-Tolyl-2,3-dihydro-1H-benzo[1,3,2]diazaborolr i B
208.0 13.00 13.50
m/z 179.10 10.28%
5000
76.0 131.0 166.0 | H‘
R T o i g
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.939 19.97 ng 1071360 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2015 (13.939 min): BF123439.D\data.ms (-2012) (- m/z 57.05 100.00%
57.0
5000
11.1
=
e
ol ddlhii 2671 2522 8391 ./, 55010 97.26%
mlz--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl trifluoroacetate
57.0
5000 T
110 14.00
m/z 43.05 96.12%
oLl \u ‘\ 14680 238.0283.0 334.0
\\\‘ T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
=
14.00
5000 11.0 m/z 83.05 70.40%
miz--> 50 100 150 200 250 300 350 400
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester P
57.0 14.00
m/z 69.10 63.16%
169.0
224.
0 ‘L Y L PROe0 a2 D
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample . M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.168 4.43 ng 258012 Perylene-di2 15.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 2394 (16.168 min): BF123439.D\data.ms (-2389) (-1  m/ 57.10 100.00%

57.1
5000
111.1

16 OO 16 50

LIbi) 671 264.9  339.1
O e Lt L L R 43.05 80.67%
miz--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0
111.0
16 00 16 50

55.05 79.19%

I ‘ \H\ L\ \L]]\ i .O 2220 278 0323.0 378.0
\\\\‘ \\‘ ‘\\\\‘\ ‘\ \‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0

5000

o

16 OO 16 50
5000 1110 83.05  60.42%
ol LLALLLLS ‘h (W07 2220 3080
miz-> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0 16 00 16 50

69.05 56.40%

5000
11.0
169 0
\‘ I J\ 238.0283.0 434.(

O“u“““‘ A I Gl AL AN, &
miz--> 50 100 150 200 250 300 350 400 16.00 1650
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123439.D

Acqg On : 24 Mar 2021 15:08
Operator : JU/CG

Sample : M1770-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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|
Butane, 2-metho... 2.252 73.5 ng 5166260 1 6.910 1405180 20.0
Propane, 1,1-di... 2.358 3.3 ng 233795 1 6.910 1405180 20.0
2-Pentanone, 4-... 5.140 2.2 ng 152518 1 6.910 1405180 20.0
Dodecanoic acid 10.163 4.4 ng 437248 3 9.957 2000550 20.0
Tridecanoic acid 11.975 10.0 ng 911393 4 11.445 1815410 20.0
unknownl12.686 12.686 4.1 ng 374122 4 11.445 1815410 20.0
Octadecanoic acid 12.763 2.3 ng 211419 4 11.445 1815410 20.0
Dibenzosuberone 13.322 6.7 ng 358183 5 14.098 1072980 20.0
Heptadecyl trif... 13.939 20.0 ng 1071360 5 14.098 1072980 20.0
1-Heptacosanol 16.168 4.4 ng 258012 6 15.604 1165310 20.0
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