LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125410.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 12 19 37 rVB 1490542 2013792 39.98% 5.166%
2 5.516 578 583 586 rBV 4316486 4267742 84.72% 10.947%
3 6.522 748 754 757 rBV 3695787 4271741 84.80% 10.958%
4 6.881 812 815 819 rBV 1161002 1029753 20.44% 2.641%
5 7.451 906 912 915 rBV 2711749 2811587 55.82% 7.212%

6 8.069 1014 1017 1029 rBV 123669 225766  4.48% 0.579%
7 8.169 1029 1034 1037 rBV 1401912 1351632 26.83%  3.467%
8 9.245 1211 1217 1220 rBV 5006852 4712915 93.56% 12.089%
9 9.922 1327 1332 1336 rBV 1770873 1541351 30.60%  3.954%
10 10.122 1361 1366 1371 rBV3 35224 53267 1.06% 0.137%

11 10.716 1460 1467 1470 rBV 3697991 3392910 67.36%
12 11.069 1521 1527 1537 rBV9 30542 61068 1.21%
13 11.410 1581 1585 1589 rBV 1728716 1587581 31.52%

ON PO
(]
~N
N
R

14 11.933 1668 1674 1685 rBV2 690048 859381 17.06% 204%
15 12.080 1696 1699 1705 rVV 80639 92346  1.83% 237%
16 12.145 1705 1710 1725 rVB 43686 141695 2.81% ©.363%
17 12.716 1802 1807 1812 rBV 279566 297530 5.91% ©0.763%
18 12.786 1812 1819 1827 rVB3 82095 232755 4.62% ©.597%
19 13.004 1850 1856 1859 rBV 4960817 5037323 100.00% 12.921%
20 13.610 1953 1959 1966 rVB2 133295 266016 5.28% 0.682%

21 13.845 1994 1999 2002 rBV 50607 64918 1.29%
22 13.886 2002 2006 2008 rVVv2 88424 114325 2.27%
23 13.915 2008 2011 2026 rVB2 333113 639019 12.69%

OWROO®
[e))]
w
o]
B

24 14.057 2031 2035 2038 rVB 1451061 1282490 25.46% 290%
25 14.210 2057 2061 2062 rBV 47522 51465 1.02% 132%
26 14.233 2062 2065 2072 rVB 159448 243373  4.83% 0.624%
27 14.510 2104 2112 2116 rBV 64747 89759 1.78% ©.230%
28 14.768 2151 2156 2161 rBV 153605 254118 5.04% ©.652%
29 14.821 2161 2165 2171 rVB 74833 93049 1.85% 0.239%
30 14.904 2175 2179 2181 rBV 52622 55396 1.10% 0.142%
31 15.168 2221 2224 2231 rVB 55334 72301 1.44% 185%
32 15.351 2249 2255 2263 rVB 125561 223184  4.43% 572%

33 15.545 2283 2288 2296 rVB 791458 1059939 21.04%
34 16.004 2361 2366 2374 rVB 109399 206957
35 16.762 2489 2495 2502 rBVv4 44456 107476
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36 17.174 2562 2565 2575 rVB4 41775 101366 2.01% 0.260%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

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-BF081821.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.656 2643 2647 2654 rVB3 35251 77227 1.53% 0.198%
Sum of corrected areas: 38984513
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090921\

BF125410.D
9 Sep 2021 13:46
Ju/CG

: M3681-01

: 7 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
2.199 39.11 ng 2013790 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 19 (2.199 min): BF125410.D\data.ms (-12) (-) m/z 73.05 100.00%
73.0 ﬂ
5000 43.0

P

‘ J 880 220 2.40 2.60
Ol L 580 Il 880 1149 .0 43,00  43.07%

m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 L B e AR
2.20 2.40 2.60
43.0

m/z 55.00 34.31%

27.0 ‘ 8$0
O T ‘ L ‘ T “1 T “ T \ \ ’ \ T \‘\ ’ L ‘ L ‘ LI
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0

2.20 2.40 2.60

5000 55.0 m/z 87.10 24.86%
39
0 I ‘ \ JL 880 1120 129.0
“““““ “““ T T T
m/z--> 0 20 40 80 100 120
Abundance #2245: Snane tetramethyl- e
73.0 2.20 2.40 2.60

m/z 41.00 14.08%

5000
430

m/z--> 0 20 40 60 80 100 120 2. 20 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.069 3.34 ng 225766  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 56
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 47

Abundance Scan 1017 (8.069 min): BF125410.D\data.ms (-1014) (-) m/z 57.00 100.00%

57.0
5000
41.0

75.0 N AR R
101.1 7.80 8.00 8.20 8.40

B ‘”‘H W“‘w“‘”ghm_l?‘z‘o_m m/z 44.95  90.99%

m/z--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

5000 P T T
29.0 7.80 8.00 8.20 8.40

75.0 m/z 41.00  34.88%

0= T \‘H“\‘ T “‘H‘\ T ‘ ‘Uur T ‘1“\‘ T \“\‘ \lrofo‘.rowlwlg‘owlwswz.\o‘ T
miz-> 20 40 60 80 100 120 140
Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0

\H‘HH‘HH‘HH’HH

7.80 8.00 8.20 8.40

5000 m/z 56.00 17.77%
41.0
75.0
‘ 101.0
ol ol N e
m/z--> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether
45.0 7.80 8.00 8.20 8.40

m/z 75.00  14.55%

5000 29.0
101.0

83.0
0 “m LU \LO L 130.0
SNV

m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 10.83 ng 859381  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1674 (11.933 min): BF125410.D\data.ms (-1668) (1 m/z 73.00 100.00%

43.0 |73.0
5000
129.1
213.2 | =
157.1185.1 256.1 12.00
oww“‘:‘” m/z 59.95 98.81%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 ]
213.0 12.00
‘ 157.0185.0 m/z 43.00 95.16%
O
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
—
12.00
5000 129.0 m/z 57.05 85.83%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.00 80.59%
5000 129.0
199.0
e e L
015-OL L \‘ i \\H by \H ‘\H ul ‘ | ‘
HW‘HW‘H"HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW“ e

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.716 3.75 ng 297530  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1807 (12.716 min): BF125410.D\data.ms (-1802) (- m/z 57.00 100.00%
5710

5000
97.0 185.1 241.2 T — 1
‘ ‘ ‘ 284.1 12.50 13.00
0 1l ‘MJ “\MH‘\\ “1““‘ sty b ‘L e \‘ TR - A m/z 43.00 98.55%
m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
5000 — —
129.0 12.50 13.00
' 284.C m/z 59.95 97.80%
M ‘ 1850 2410
01?-9 ‘\‘ ‘}“ ‘H‘u H\ Al u‘h‘h M‘ o . Ll \‘ - “ ks
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
s =
12.50 13.00
5000 m/z 73.00 88.82%
129.0
213.0
‘ 171.0 ‘
0 , “\ ‘HH M‘ | I ‘ “ “ “‘u\‘ T ‘ “ S
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid e -
73.0 12.50 13.00
43.0 m/z 55.00 80.87%
5000
129.0
185.0 228.0
0 . “‘ w ‘u‘u“ ‘HM“ \\‘H‘L {M‘\‘ il “ ‘ L m‘\ “\‘ \‘ S —— —— —
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@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.786 3.63 ng 232755 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Docosane 310 C22H46 000629-97-0 86
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 1819 (12.786 min): BF125410.D\data.ms (-1812) (- m/z 57.00 100.00%
57.0

-

5000
— —
H ”141_1207.9 12.50 13.00
O et e e m/z 71.80 59.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 e —
12.50 13.00
m/z 43.00 48.79%
o /| 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\H‘\\H‘\\H‘H\!]W\\T[HT\‘TFH}\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #212281: Docosane
57.0
—— —
12.50 13.00
5000 ITI/Z 85.10 36.51%

L H#701970 3100

=

O e R e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107216: Hexadecane T —
57.0 12.50 13.00
m/z 55.00 17.44%
h wﬁ/\w
L gre a0
e e e e — T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.610 4.15 ng 266016 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Hentriacontane 437 C31H64 000630-04-6 81
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 1959 (13.610 min): BF125410.D\data.ms (-1953) (- m/z 57.00 100.00%
57.0

%

5000
‘ 991 13.50 14.00
141.0169.2 : :
oW‘me‘ummpmwwmm_u‘puw‘uwu‘f}%ﬁ‘u_‘H_%gﬁﬁ m/z 43.00 55.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
5000 T T
13.50 14.00
m/z 71.10 55.14%
99.0
\’H\\‘HH‘\H\‘\H\‘\\H‘\\H‘\H\’HH‘\\H‘\\H‘HH‘HH‘HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141057: Octadecane
57.0
i —
13.50 14.00
5000 ITI/Z 85.05 46.83%
99.0
‘“Hw‘HWH‘WHH‘HH_‘H_H‘VHW‘HWH‘WHH‘HH_‘HVH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo- T —
57.0 13.50 14.00
m/z 55.00 21.04%
5000
270‘ ‘ 99"0 155.0 225.0
o‘,‘T"‘M"1"“w‘“m""‘“"‘M‘w"‘M,"H"""HWMWMW,M — e
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.915 9.97 ng 639019 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 72
2 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 43
3 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 22
4 N-(Methoxymethyl)benzamide 165 C9H11NO2 013156-28-0 22
5 E-2-Hexenyl benzoate 204 C13H1602 076841-70-8 22

Abundance Scan 2011 (13.915 min): BF125410.D\data.ms (-2008) (1  m/z 105.00 100.00%

105.0
149.0
5000

55.0
‘ 14 00
h‘ \‘ \‘ Il M‘H i

| 179.1 216.1248.1 281.(

Oreprrerdbibby b d Ly b A79L, 216124812810 /) 949 @9 81.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216951: Diethylene glycol dibenzoate
1050 4490
5000

14 00
m/z 77.00  43.89%

51.0
ols0 | | 179.0
\H‘H\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27263: 2-(2- Carboxywnpryndme trans
104.0 149.

14 00
5000 m/z 55.00 16.78%

51.0
O‘H_mekwumuu‘HWHHMMWHH“HWHH_HWHH_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #61894: 2-Phenyl-4-ethylidene-2-oxazolin-5-one
105.0 14 00

m/z 57.00 12.47%

5000
51.0
A 1430 187.0

L M
miz--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.233 3.80 ng 243373 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2065 (14.233 min): BF125410.D\data.ms (-2062) (1 m/z 57.00 100.00%
57.0
1400 1450
69.1 : :
om“ MMM “"ﬁ”“‘2‘2‘1‘1‘“233‘?””‘mwm m/z 43.00  60.37%
mlz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 —r ——
14.00 14.50
m/z 71.10 60.06%
O T ‘\ \ ‘ H‘ \”‘\JA‘ \“\‘\ \‘ ‘1‘\6\9\0\ ‘2\2\5\ \0‘ \2\8\2\0‘\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
— —
14.00 14.50
5000 m/z 85.10 43.59%
o \J 1690 2250 3000 365.0 4364
A S
miz--> 50 100 150 200 250 300 350 400
Abundance #176392: Nonadecane, 2-methyl- — —
57.0 14.00 14.50
m/z 55.00 24.33%
- MMJf\AM4W/\JWMwAWwWW
LLLL D 1600 2390
0 ‘N““““"up"‘“‘H\“““““““‘M“‘ —— —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.768 3.96 ng 254118 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2156 (14.768 min): BF125410.D\data.ms (-2151) (1 m/z 57.00 100.00%
57.0

145 1500
0 HH‘M‘“ LA, h‘ LRI 2681 oz 7110 58.76%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T —
14.50 15.00
m/z 43.00 55.10%
ol \ e ‘\ ; }41 0183.0225.0267.0 323.0 380.(
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
m/z--> O 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
14.50 15.00
5000 ITI/Z 85.10 38.58%
‘ 9.0
41.0
olsd ||| 01830250 2s60
m/z--> O 100 150 200 250 300 350
Abundance #246481: Tetracosane — —
57.0 14.50 15.00
m/z 55.00 19.09%
- M'W\JM
9.0
A A e — ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.351 4.21 ng 223184 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
4 Octacosane 394 (C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2255 (15.351 min): BF125410.D\data.ms (-2249) (- m/z 57.05 100.00%
57.0

2 M
15‘06 ‘15‘50‘
41. 211 1 267 9 : :
o m‘u 1 H J“Jﬁ e 3890 s 71,00 59.06%
m/z--> 0 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 — At
15.00 15.50
m/z 43.00 48.28%
0 \‘ \L ‘ H\ I H‘ \‘ J\\-4%L \0 ]\'83 0225 0 268 0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— ——
15.00 15.50
5000 m/z 85.05 45.35%
0 ‘ ““ ‘ ”h‘ i M | 14}9183 0225 0267.0309.0 367.(
i R e e B
m/z--> 0 50 100 150 200 250 300 350
Abundance #158611: Octadecane, 2-methyl- — T
57.0 15.00 15.50
m/z 55.00 25.01%
‘ 225.0
141.0 183.0 68.0
o%?»\‘\_Mu\m_‘H,m‘”%w,w_w S
m/z--> 0 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.003 3.91 ng 206957 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 91
3 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 91
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2366 (16.004 min): BF125410.D\data.ms (-2361) (- m/z 57.05 100.00%
57.0

o /LJL/
T |
‘ 1411 16.00
ol 111 ML Alp.a8sr e m/z 71.05 58.45%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 e
16.00
m/z 43.00 50.00%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #126398: Tridecanol, 2-ethyl-2-methyl-
57.0
N |
16.00
5000 ITI/Z 85.10 43.75%
‘ h ‘ 141.0 211.0
ol
miz--> 50 100 150 200 250 300 350
Abundance #204361: Pentadecane, 7-(bromomethyl)- — |
57.0 16.00
m/z 55.00 19.08%
o W
225.0
Ll e Moo .
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.762 2.03 ng 107476 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 83
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Triacontane 422 C30H62 000638-68-6 80

Abundance Scan 2495 (16.762 min): BF125410.D\data.ms (-2489) (- m/z 57.00 100.00%
57.0

—— —
‘ ‘ | JH %‘? 11210.0 265.0 16.50 17.00
ol b At JEA2I00 2000wz 71.e0  60.12%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 —r— ——
16.50 17.00
m/z 43.00 56.42%
LT pe90 2250 2620
O\\‘\‘\‘ ‘\‘\“\l\‘\f’\‘g\‘\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
—— —
16.50 17.00
5000 m/z 85.10 46.74%
oL Ll 002250 20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- —— —
57.0 16.50 17.00
m/z 55.00 20.44%
ol u“‘ ‘ ‘h W LI 19002250 2950 3510 449 S
m/z--> 50 100 150 200 250 300 350 400 450 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90921\
Data File : BF125410.D

Acqg On : 9 Sep 2021 13:46
Operator : JU/CG

Sample : M3681-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.199 39.1 ng 2013790 1 6.886 1029750 20.0
Ethanol, 2-(2-b... 8.069 3.3 ng 225766 2 8.169 1351630 20.0
n-Hexadecanoic ... 11.933 10.8 ng 859381 4 11.410 1587580 20.0
Octadecanoic acid 12.716 3.8 ng 297530 4 11.410 1587580 20.0
Tetratetracontane 12.786 3.6 ng 232755 5 14.057 1282490 20.0
Octadecane 13.610 4.2 ng 266016 5 14.057 1282490 20.0
Diethylene glyc... 13.915 10.0 ng 639019 5 14.057 1282490 20.0
Eicosane 14.233 3.8 ng 243373 5 14.057 1282490 20.0
Heptacosane 14.768 4.0 ng 254118 5 14.057 1282490 20.0
Nonadecane 15.351 4.2 ng 223184 6 15.545 1059940 20.0
Octacosane 16.003 3.9 ng 206957 6 15.545 1059940 20.0
Heneicosane 16.762 2.0 ng 107476 6 15.545 1059940 20.0
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