LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10 Instrument :
Operator : JU/CG BNA_F

Sample : M2490-01 ClientSampleld :
Misc : 72-11986

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124041.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 7 14 19 rBV 538402 700730 44.56% 5.204%
2 2.275 27 32 38 rvB 34911 48670 3.09% 0.361%
3 5.104 509 513 524 rVB 271998 332836 21.16% 2.472%
4 5.510 577 582 585 rBV 1418632 1264958 80.44%  9.394%
5 5.904 646 649 653 rBB 30606 24434 1.55% 0.181%
6 6.516 748 753 756 rBV 1387959 1279858 81.38% 9.505%
7 6.716 784 787 793 rBV 45557 47584 3.03% ©0.353%
8 6.892 813 817 820 rBV 406141 350343 22.28% 2.602%
9 7.451 907 912 915 rBV 1026599 871334 55.41% 6.471%
106 8.175 1031 1035 1038 rBV 571075 435591 27.70%  3.235%
11 9.251 1214 1218 1221 rBV 2029334 1572609 100.00% 11.679%
12 9.639 1281 1284 1291 rBV 228852 176329 11.21% 1.309%
13 9.927 1330 1333 1337 rBV 613234 509261 32.38% 3.782%
14 10.716 1463 1467 1470 rBV 1211563 1024214 65.13% 7.606%
15 11.416 1582 1586 1589 rBV 615176 510204 32.44%  3.789%
16 11.439 1589 1590 1593 rVB 96138 54654 3.48%  0.406%
17 11.939 1673 1675 1679 rVB2 81739 753106 4.79%  ©.559%
18 12.027 1687 1690 1693 rBV2 19294 20023 1.27% 0.149%
19 12.627 1789 1792 1796 rBV 99362 87382 5.56% 0.649%
20 12.857 1826 1831 1834 rBV 95233 99923 6.35% 0.742%

21 13.004 1852 1856 1859 rBV 1595152 1347735 85.70% 10.009%
22 13.086 1863 1870 1872 rBV7 12051 22537 1.43%
23 13.233 1890 1895 1897 rBv4 20091 28800 1.83%
24 13.904 2006 2009 2018 rBV 241414 347976 22.13%

UINO®O®
N
=
D
B

25 14.039 2029 2032 2034 rBV 825080 748035 47.57% 555%
26 14.062 2034 2036 2038 rVV 437540 355075 22.58% 2.637%
27 14.086 2038 2040 2042 rVB 44151 32955 2.10%  ©.245%
28 14.486 2104 2108 2111 rVB6 15863 23481 1.49% ©.174%
29 14.545 2113 2118 2126 rBV3 100681 179060 11.39%  1.330%
30 14.992 2192 2194 2197 rVB3 36072 29883 1.90% 0.222%
31 15.109 2211 2214 2217 rBV3 35335 50900 3.24% ©.378%
32 15.192 2225 2228 2231 rVB3 49264 52625 3.35% 0.391%
33 15.233 2231 2235 2239 rBV6 47137 74929 4.76%  ©.556%
34 15.421 2264 2267 2271 rVB4 35917 42737 2.72% ©.317%
35 15.486 2275 2278 2281 rBV4 26260 31741 2.02% ©0.236%

36 15.551 2285 2289 2293 rBV = 282669 368721 23.45% 2.738%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.792 2328 2330 2333 rVB4 25423 20389 1.30% 0.151%
38 16.033 2367 2371 2377 rVB3 40006 62382 3.97% 0.463%
39 16.109 2377 2384 2389 rBvS8 52643 128073 8.14% 0.951%
40 16.856 2507 2511 2515 rBV6 20377 31118 1.98% 0.231%
Sum of corrected areas: 13465399
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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\BF052421\

BF124041.D
: 24 May 2021 17:10
Ju/CG
¢ M2490-01
: 9 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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.
2.169 40.00 ng 700730 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 25
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance  Scan 14 (2.169 min): BF124041.D\data.ms (-7) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.1
87.1
AT
‘ ‘ 2.202.302.402.502.60
0 H“H“_“‘_“w“uhlm“mwﬂw“WLJH“H“H“ m/z 43.00 48.86%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 IR RN R RN RN RN R
43.0 2.202.302.402.502.60
550 87.0 m/z 55.10  37.34%
29.0 ‘
0\\\‘\\\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\\“\\\\“\}\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
73.0
B Eaaas e EaamaRaREa R
55.0 2.202.302.402.502.60
5000 43.0 m/z 87.10  26.17%
27.0
15.0
Ol e e e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1996: Silane, tetramethyl- B aRa s aRamasEanEsuy
73.0 2.202.302.402.502.60

m/z 40.95 14.73%

5000
43.0
o 20 180 290 | 530630 | 80 A

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknown2,27 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.275 2.78 ng 48670 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanamine, N,N-dimethyl-, N-oxide 75 C3H9NO 001184-78-7 5
2 Methane, nitroso- 45 CH3NO 000865-40-7 4
3 Methylal 76 C3H802 000109-87-5 4
4 Glycine 75 C2H5NO02 000056-40-6 4
5 2-Hydrazinoethanol 76 C2H8N20 000109-84-2 4
Abundance  Scan 32 (2.275 min): BF124041.D\data.ms (-27) (-) m/z 75.10 100.00%
75.1
45.0
5000
R AR T
| ‘ 57‘-0 220 240 260
Ot e e e m/z 73.10 57.89%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #907: Methanamine, N,N-dimethyl-, N-oxide
75.0
58.0
5000 LI LA L L I IL B E I
220 240 2.60
42.0 o
30.0 m/z 45.00 57.85%
0 51.0“- }\H‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
30.0
450 LI L L L I L B
220 240 2.60
5000 m/z 41.00 36.46%
15.0
OrrrrpreH et e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #934: Methylal - /1“ R
45.0 220 240 2.60
m/z 47.10 33.18%
5000 29.0 75.0
0 180 |/ .. 570
T T T e e e T B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10

Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.104 19.00 ng 332836 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 3-Octanol 130 C8H180 000589-98-0 33
Abundance Scan 513 (5.104 min): BF124041.D\data.ms (-509) (-) m/z 42.95 100.00%
43.0
59.1
5000
o RRARmEE ]
‘ 83.1 1011 4.80 5.00 5.20 5.40
Obrrprrrrprrer el et e e e m/z 59.10 59.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU B L R L R |
59.0 4.80 5.00 5.20 5.40
m/z 58.00 16.33%
O\\‘\\\\‘\\\ﬁ?“\.(\)\\“w\\\‘\\}\‘\\\\‘\\\\8‘:\)"\-(\)\‘\\\]-\()“]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
AR AR RRa R
4.80 5.00 5.20 5.40
5000 m/z 101.10 15.38%
41.0
29.0 101.0
0 73.0 86.0
T e e e T T
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8358: 2-Hexanol, 2-methyl- AR AR RREEY
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.11%
5000
43.0
31.0 e
ot Ll ome®e
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@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.716 2.72 ng 47584  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 56
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 50
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 39
5 Diethyl carbitol 162 C8H1803 000112-36-7 28
Abundance Scan 787 (6.716 min): BF124041.D\data.ms (-784) (-) m/z 45.00 100.00%
45.0
5000
72'1 \\‘\\A\\‘\\\\‘\\\\’\\\\‘
| | M 104.1 6.40 6.60 6.80 7.00
Ot it e e e e e m/z 59.10 39.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 H‘HH‘H\M/\HH,HH‘
6.40 6.60 6.80 7.00
290 72.0 m/z 72.10 17.36%
o140 801040 1350
\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
45.0
e AANmREES S,
6.40 6.60 6.80 7.00
5000 m/z 43.10 15.47%
27.9 73.0
0 103.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9257: Ethanol, 2-(2-methoxyethoxy)- L A AR
45.0 6.40 6.60 6.80 7.00
m/z 73.00 11.84%
5000 29.0
89.0
PN | oy ”‘M/Mwﬂw,w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10

Operator Ju/caG

Sample : M2490-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.939 2.95 ng 75310  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Trehalose 342 C12H22011 000099-20-7 43
4 Dodecanoic acid 200 C12H2402 000143-07-7 43
5 Tetradecanoic acid 228 C14H2802 000544-63-8 42

Abundance Scan 1675 (11.939 min): BF124041.D\data.ms (-1673) (- m/z 73.10 100.00%
3.0 ,73.1
5000
L e ‘NMA‘AI\‘A W
11112911570 ‘ 256.4 12.00
0 H‘H‘_m"1‘”‘_““”““““”_wwwl_ m/z 43.05 94.52%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 m/z 59.95 93.57%
‘ H‘ ‘ 157018502130 256.0
O\H‘HH“}‘HH\H\H‘H‘HH\‘}h“‘\\”‘M\“\‘H‘HH‘HH‘\‘\H‘H\‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
LT
43.0 12.00
5000 m/z 55.05 85.27%
129.0
1710 2140
0150 101.0
T T T e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #177856: Trehalose —
73.0 12.00
m/z 41.10 73.32%
5000
0 235.0
T T T ‘ T
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@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.904 19.60 ng 347976 Chrysene-d12 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 87
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 87
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 87
Abundance Scan 2009 (13.904 min): BF124041.D\data.ms (-2006) (- m/z 55.00 100.00%
55.0
> I AWMW%MMwWMﬁ\w“wNWMNww
| a0s
ol il J“““\ 13921903, ° e m/z 57.10 98.83%
miz--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000 T
14.00
J m/z 43.10  79.67%
01\4.'\ \““\\\‘H‘\“‘ ]*810308.0
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—
14.00
5000 111.0 m/z 83.05 62.24%
0 154.0196.0238.0 283.0 384.(
e e e T T
miz--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol —
430 83.0 14.00
' m/z 69.10 53.39%
5000
25.0
o 16702100 _ 2800 o
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 E-14-Hexadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.545 10.09 ng 179060 Chrysene-d12 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 86
2 1-Docosene 308 C22H44 001599-67-3 83
3 Cyclohexadecane 224 C16H32 000295-65-8 83
4 Cycloeicosane 280 C20H40 000296-56-0 68
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 62
Abundance Scan 2118 (14.545 min): BF124041.D\data.ms (-2113) (-} ' m/z 57.10 100.00%
57.1
T \
14.50
ob— Lk m/z 55.80  85.46%
miz-> 50 100 150 200 250 300
Abundance #92510: E-14-Hexadecenal
43.0
83.0
5000 —— ‘
14.50
m/z 43.00 84.46%
25.0
o L] \‘h | % | 168.0203,02380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance
57.0 970
L \
14.50
5000 m/z 69.10 61.70%
308.0
139.0
ol5:0 181.0 223.0 266.0
L B o A S B
miz--> 50 100 150 200 250 300
Abundance #81246: Cyclohexadecane T
55.0 14.50
m/z 83.10 59.24%
97.0
5000
39.0 224.0
b Ll 00 o0 -
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl5.19 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.192 2.85 ng 52625 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 47
2 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 47
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 47
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 47
5 Octadecane 254 C18H38 000593-45-3 47

Abundance Scan 2228 (15.192 min): BF124041.D\data.ms (-2225) (- m/z 57.10 100.00%

57.1
5000

I 11391632 520, 2981 60, 15.00 1550
T m/z 43.00 62.87%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0

5000

o

— —
15.00 15.50

m/z 71.10  45.06%

13.0
0 u‘l \}]\H h‘ I \].16\9'\(-)\2\2‘5'0 309.0 365.0 437.1
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0

— —
15.00 15.50

5000 m/z 85.10 41.27%
111.0
199.0
O e e T T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- T T
57.0 15.00 15.50
m/z 41.05 30.00%
5000

r

\\‘\\\\‘1\‘\\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\

13.0
olrd ‘ |77 169.0 2250 2810 3370 3930
- — —
miz-> O 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF051421.M Tue May 25 14:12:12 2021

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Cetene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.233 4.06 ng 74929 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 81
2 5-Fluoro-3-trifluoromethylbenzoi... 474 C27H42F402 1000338-91-1 76
3 Z-8-Hexadecene 224 C16H32 1000130-87-5 72
4 1-Octadecene 252 C18H36 000112-88-9 72
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 72

Abundance Scan 2235 (15.233 min): BF124041.D\data.ms (-2231) (- m/z 57.10 100.00%

57.1
5000

111.2
— —
L Py 275
0l ‘k‘M\‘\w”MWM\‘J‘UJ‘“‘_MHJH‘_m_m‘m m/z 43.10  66.37%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #81244: Cetene
43.0
7.0
5000 —— —
15.00 15.50
m/z 97.85 64.55%
|

| | J\ 1540 224.0
LG L L L B S B L IR S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
83.0 191.0

— —
15.00 15.50

5000 m/z 83.10 62.21%
29.0 139.0 266.0
0 474.0
R L e TR I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81245: Z-8-Hexadecene T ——
41.0 15.00 15.50

m/z 69.05 60.48%

7.0 224.0
5000

ol \ 1830 |

L by
L L L B L L L L L L L L T T

m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl5.42 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.421 2.32 ng 42737 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonic acid, 2-bromo-, ... 250 C7H7Bro03S 1000163-27-7 38
2 1-(2-Bromo-2-chloroethenyl)-4-ch... 250 C8H5BrCl2 1000305-36-0 38
3 Benzo[e]pyrene 252 C20H12 000192-97-2 38
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 35
5 4'-Methoxyflavone 252 C16H1203 004143-74-2 30
Abundance Scan 2267 (15.421 min): BF124041.D\data.ms (-2264) (-} | m/z 252.10 100.00%
252.1
5000
113.0
43‘ 0 ‘ ‘ 315.0 308. 15.50
ol \“ ‘\ !h ‘Hu Iy \‘M‘M‘\“i Hm‘ ‘Uh‘ \‘\ A ‘ﬂ Ml H‘HLM‘ H‘ “‘ = m/z 250.10 51.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #102654: Benzenesulfonic acid, 2-bromo-, methyl ester
252.0
157.0
75.0 ﬂ
5000 A\ A\M\ I h\ A\ \A T
15.50
m/z 253.20 38.78%
29.
O 160203& ‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance
136.0 252.0
15.50
5000 m/z 113.00 33.59%
75.0
0 192.0
e M B e B e o
miz--> 50 100 150 200 250 300 350 400 h MM
Abundance #104221: Benzol[e]pyrene ‘ R
252.0 15.50
m/z 124.85 20.50%
5000
126.0
0l 41.0 840 \H 200.0, |
e e T ;
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.033 3.38 ng 62382 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 55
2 Hexacosane 366 C26H54 000630-01-3 49
3 1-Chloroeicosane 316 C20H41C1 042217-02-7 49
4 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 47
5 Docosane 310 C22H46 000629-97-0 47
Abundance Scan 2371 (16.033 min): BF124041.D\data.ms (-2367) (- m/z 57.00 100.00%
57.0
5000 WWWJ\/W
9.2 A I
41.1 193.0 2391 314.2 16.00
0! m/z 71.10 67.69%
miz--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 — :
16.00
m/z 43.10 65.47%
9.0
0 L 11 “H\ \“\ H‘ | :!\.4}9 :!'8\3(\) 2250 28\20
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
1 \
16.00
5000 m/z 85.10 36.31%
99.0
o 141.0 183.0 225.0 267.0 309.0  366.
. e e
miz--> 50 100 150 200 250 300 350
Abundance #158254: 1-Chloroeicosane T
57.0 16.00
m/z 55.10 25.29%
LT
316.0
050 | || 111 1410 1890 2450 3160 _—
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@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10

Operator : JU/CG

Sample : M2490-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 13 1-Hexadecanol, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.109 6.95 ng 128073 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 62
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 58
3 Dichloroacetic acid, 2-pentadecy... 338 C17H32C1202 1000280-64-7 58
4 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 58
5 2- Bromopropionic acid, pentadec... 362 C18H35Bro02 1000292-44-2 53

Abundance Scan 2384 (16.109 min): BF124041.D\data.ms (-2377) (-
57.1

m/z 57.10 100.00%

5000 W\\WJ\W
P e
olLL L A \H\MM l nm w Ao T njz 83.10 84.94%
miz--> 50 100 15 O 200 250 300 350
Abundance #107668: 1-Hexadecanol, 2-methyl-
57.0
5000 — e
97.0 16.00 16.50
m/z 55.00 73.09%
L9000 0
O \H\“‘ }‘\“\ W “\ LI ‘ } T \ ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 — e
16.00 16.50
5000 ITI/Z 43.00 65.83%
125.0
182.0
ol LA oy W e
miz--> 50 100 150 200 250 300 350
Abundance #175065: Dichloroacetic acid, 2-pentadecyl ester P ——
43.0 16.00 16.50
m/z 69.00 48.20%
5000
83.0
L 50 ser0 200
0‘\\‘\\““\”h\\\‘\\‘\;hh\;‘“H'H‘LH“HH‘HH“ — —
mlz--> 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52421\
Data File : BF124041.D

Acqg On : 24 May 2021 17:10
Operator : JU/CG

Sample : M2490-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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... 2.169 40.0 ng 700730 1 6.892 350343 20.0
unknown2, 27 2.275 2.8 ng 48670 1 6.892 350343 20.0
2-Pentanone, 4-... 5.104 19.0 ng 332836 1 6.892 350343 20.0
Ethanol, 2-(2-e... 6.716 2.7 ng 47584 1 6.892 350343 20.0
n-Hexadecanoic ... 11.939 3.0 ng 75310 4 11.416 510204 20.0
1-Docosene 13.904 19.6 ng 347976 5 14.062 355075 20.0
E-14-Hexadecenal 14.545 10.1 ng 179060 5 14.062 355075 20.0
unknown15.19 15.192 2.9 ng 52625 6 15.551 368721 20.0
Cetene 15.233 4.1 ng 74929 6 15.551 368721 20.0
unknown15.42 15.421 2.3 ng 42737 6 15.551 368721 20.0
Eicosane 16.033 3.4 ng 62382 6 15.551 368721 20.0
1-Hexadecanol, ... 16.109 7.0 ng 128073 6 15.551 368721 20.0
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