LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS Vvial : 18 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-BF011621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123007.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.21e 14 21 27 rVB 1248361 1612688 31.10% 5.904%
2 5.510 577 582 585 rBV 969764 924268 17.82% 3.384%
3 6.504 747 751 757 rBV2 643253 888937 17.14% 3.254%
4 6.716 783 787 790 rBV 160413 124268 2.40%  0.455%
5 6.892 813 817 821 rBV 577803 513063 9.89% 1.878%
6 7.451 906 912 915 rBV 1331232 1417361 27.33% 5.189%
7 8.181 1031 1036 1038 rBV 777960 855060 16.49%  3.130%
8 8.198 1038 1039 1042 rVB 157904 81763 1.58% 0.299%
9 8.722 1121 1128 1133 rVB 87515 86956 1.68% 0.318%
10 9.257 1213 1219 1222 rBV 3976768 4214313 81.27% 15.429%
11 9.369 1233 1238 1242 rVB 1034768 905946 17.47% 3.317%
12 9.645 1281 1285 1288 rBvV 284743 260565 5.02% 0.954%
13 9.933 1327 1334 1338 rBV 1621867 1495369 28.84% 5.475%
14 10.516 1429 1433 1440 rBV 148210 142358 2.75% 0.521%
15 10.722 1462 1468 1471 rBV 2933673 2764123 53.30% 10.120%
16 11.422 1582 1587 1590 rBV 1327409 1201296 23.17% 4.398%
17 11.945 1669 1676 1680 rBV 286296 264437 5.10% 0.968%
18 11.980 1680 1682 1692 rVB2 36948 69082 1.33% 0.253%
19 12.404 1751 1754 1758 rBV 70523 74471 1.44% 0.273%
20 12.474 1762 1766 1770 rVWW 146319 178011 3.43% 0.652%

21 12.516 1770 1773 1778 rVB 87220 86727 1
22 12.669 1794 1799 1863 rVB2 103345 123085 2
23 12.733 1806 1810 1816 rBV 158104 226036  4.36%
24 12.886 1834 1836 1839 rBV 126662 104966 2
25 13.016 1852 1858 1861 rBV 5227809 5185537 100.

OO0
00
N
00
B

26 13.245 1891 1897 1900 rBV 131002 140341 2.71%
27 13.586 1952 1955 1959 rVB2 65314 60744  1.17%
28 13.910 2007 2010 2020 rBV 477036 573542 11.06%

OhNOO®
=
(o]
(o]
R

29 14.063 2032 2036 2040 rBV 1442349 1305539 25.18% 780%
30 14.539 2115 2117 2128 rVB5 41862 70303 1.36% 257%
31 15.539 2281 2287 2293 rBV2 972817 1266738 24.43% 4.638%
32 16.086 2375 2380 2388 rBV5 42232 96410 1.86% ©.353%

Sum of corrected areas: 27314303
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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\BF011821\

BF123007.D
: 19 Jan 2021 1:47
Ju/CG
¢ M1157-01
: 18 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47

Operator Ju/caG

Sample : M1157-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.210 62.87 ng 1612690 1,4-Dichlorobenzene-d4 6.898
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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 21 (2.210 min): BF123007.D\data.ms (-14) (-) m/z 73.10 100.00%

73.1
43.0
5000
87.1

‘ ‘ ‘ L 90 ‘ 2 20 2. ‘40 2. 60
Ol bt M m/z 43.00  55.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- /\
73.0
5000 SSSABESEESNS

220 240 260

430 87.0 m/z 55.00  34.15%

29.0
Wl \‘ 90 1],
O\‘\\\\‘\\\\‘f\f\‘\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
220 2.40 260
5000 41.0 55.0 ITI/Z 87.10 24.77%
27.0
o H ‘m \“ i | 1120 1290
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- PV
73.0 2.20 2.40 2.60
m/z 41.05 18.63%
5000
45.0
29.0 “ 59.0 |
O e b e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 unknown6.716 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.716 4.84 ng 124268 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 40
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 40
3 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 38
4 2-Butanol 74 C4H1e0 000078-92-2 38
5 Ethyl ether 74 C4H100 000P60-29-7 36
Abundance Scan 787 (6.716 min): BF123007.D\data.ms (-783) (-) m/z 45.00 100.00%
45.0
5000
59.1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
| 72‘-1 a1 6.40 6.60 6.80 7.00
bbb b - 890 20 m/z 59.10 25.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8832: 2-Propanol, 1-propoxy-
43.0
73.0 A
5000 L L LR R R
590 6.40 6.60 6.80 7.00
m/z 43.00 14.35%
31.0
ok 180 il by 890 10301170
\H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
N REany EEe R
6.40 6.60 6.80 7.00
m/z 72.10 13.53%
5000 59.0
31.0 72.0
o bl WL sso %0170
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #21970: Ethanol, 2-[2-(2-propenyloxy)ethoxy]- R EE
45.0 6.40 6.60 6.80 7.00
m/z 44.10 7.38%
5000
29.0
ol 180 ||| B0 T30 890 40304470
et e e e e e e R e |
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 Thymol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.722 2.03 ng 86956  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thymol 150 C10H140 000089-83-8 95
2 3-Methyl-4-isopropylphenol 150 C10H140 003228-02-2 90
3 Phenol, 2-methyl-5-(1-methylethyl)- 150 C1@H140 000499-75-2 87
4 Phenol, 2,3,4,6-tetramethyl- 150 C10H140 003238-38-8 80
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 72
Abundance Scan 1128 (8.722 min): BF123007.D\data.ms (-1121) (-) m/z 135.05 100.00%
135.1
5000
91.1
115.1 e A RRREEs S
39.0
‘ 651 | ‘ ‘ “ 1510 8.40 8.60 8.80 9.00
O ekt el e R m/z 150.05 27.27%
m/z--> 20 40 60 80 100 120 140
Abundance #23669: Thymol
135.0
5000 L L R L B R
8.40 8.60 8.80 9.00
m/z 91.10 22.10%
910 1150 /
0 4170 " 65‘0 L “ 1l T ‘ 15\10
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #23730: 3-Methyl-4-isopropylpheno
135.0
SN | P S
8.40 8.60 8.80 9.00
5000 m/z 115.10 16.95%
91.0
oLiso 390 eeo | 1070 | 180
D L aa T
miz--> 20 40 60 80 100 120 140
Abundance #23799: Phenol, 2-methyl-5-(1-methylethyl)- ‘w‘ﬁu“‘u“u“u“
135.0 8.40 8.60 8.80 9.00
m/z 39.00 11.06%
5000
91.0
ol 180 390 650 | UM ] 1m0
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 unknown9.369 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.369 12.12 ng 905946  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexyne-2,5-diol, 2,5-dimethyl- 142 C8H1402 000142-30-3 28
2 3,6-Dimethyl-6-hepten-4-yn-3-o0l 138 C9H140 003601-67-0 17
3 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 17
4 2,9-Decanedione 170 C10H1802 016538-91-3 9
5 8-(2-Acetyloxiran-2-yl)-6,6-dime... 236 C14H2003 091186-38-8 9

Abundance Scan 1238 (9.369 min): BF123007.D\data.ms (-1233) (-) m/z 43.00 100.00%

43.0
5000 109.1
151.1
T
69.0 9.00 9.20 9.40 9.60
Otttk b m/z 109.10  47.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19756: 3-Hexyne-2,5-diol, 2,5-dimethyl-
43.0
109.0
5000 810 L L L L B LA BN I
9.00 9.20 9.40 9.60
m/z 151.05 26.80%
O\\\\‘\“\H\\“‘\\‘\‘H“‘\M\‘\\“‘\\\\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17567: 3,6-Dimethyl-6-hepten-4-yn-3-ol
43.0 109.0
e RaREEES S
9.00 9.20 9.40 9.60
5000 m/z 41.00 19.59%
65.0
oh ‘1‘5“?““‘ H{‘; Al il ‘ﬁ ath - “‘ ‘1‘3‘? ‘O‘ R e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #82808: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol R R RER A
43.0 9.00 9.20 9.40 9.60
m/z 68.95 9.69%
5000
109.0 151.0
‘ 69.0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 5
R.T. EstConc Area Relative to ISTD R.T.

11.945 4.40 ng 264437  Phenanthrene-die 11.422
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1676 (11.945 min): BF123007.D\data.ms (-1669) (- m/z 43.00 100.00%

43.0 73.0
5000
129.1
——
| 101.0, | 157118522132 o) 12.00
0“WH‘“Wu m/z 73.00 94.08%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0 Lo
171.0 12.00
914.0 m/z 60.00 87.60%
O?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
=
12.00
5000 129.0 m/Z 57.05 83.11%

' 1510185021&0 256.0
\‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance i i

e
#95851: Pentadecanoic acid T
43.0 73.0 12.00

m/z 55.10  78.76%

5000 129.0
199.0
o 1
lSO“‘HHh‘HH\HMHH\ L

O e L ““““‘ ——
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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-Octadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.475 2.96 ng 178011 Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 91
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
3 1-Octadecene 252 C18H36 000112-88-9 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 90

Abundance Scan 1766 (12 474 min): BF123007.D\data.ms (-1762) (- m/z 55.00 100.00%

5I:
97.1
5000
75
oww‘lw‘ ‘:“‘H‘uu“Huwfw\uuuu,ﬁ?,??ﬂ?%w_m_m,u m/z 57.05 85.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #119523: 1-Octadecano
55.0
97.0
5000 U
12.50
m/z 43.00 77.62%
o 2 168.0 224.0253.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127770: 9-Eicosene, (E)-
57.0
——
12.50
5000 ITI/Z 83.05 69.14%
27.0
0 | 260 168.0 209.0
e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104184: 1-Octadecene T
57. 12.50
m/z 41.10 67.53%
B %WJLAWWFﬂﬁAwﬂKﬁMVKﬂ
27.0
0 | w 168.0 210.0 252.0
RRARAARRRAY —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 Bis(2-ethylhexyl) maleate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.669 2.05 ng 123085 Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 90
2 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 38
3 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 35
4 3-Hexanone 100 C6H120 000589-38-8 30
5 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 27
Abundance Scan 1799 (12.669 min): BF123007.D\data.ms (-1794) (- m/z 57.05 100.00%
57.0
117.0
o AWAﬂﬂﬂAwwAﬂb\Jwbkww
—— —
UL s
O L I m/z 71.10 65.23%
miz--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
57.0 117.0
5000 e ——
12.50 13.00
m/z 117.00 52.36%
N \ H\ LA 1850 229.0  297.0 341.
\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #85769: Oxalic acid, 2-ethylhexyl ethyl ester
57.0
12.50 13.00
5000 m/z 70.05 48.42%
HIITIAREE
L S 0 N P i
miz--> 50 100 150 200 250 300
Abundance #178439: Oxalic acid, decyl 2-ethylhexyl ester g —
57.0 12.50 13.00
m/z 43.05 46.05%
5000
112.0
‘ 1850
REY 1 U N S e
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.733 3.76 ng 226036  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 46
5 Undecanoic acid 186 C11H2202 000112-37-8 46

Abundance Scan 1810 (12.733 min): BF123007.D\data.ms (-1806) (-  m/z 43.05 100.00%

43.0
5000
5.1 129'1 T ‘ T T ‘ T
1851 54120843 12.50 13.00
0 “‘MV uMWMM“NWv\uou“‘JM““““‘ m/z 57.00 73.41%
mlz--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 e —
12.50 13.00
185.0 241.0 284.0 ITI/Z 55.05 63.76%
O\\\‘ ‘“M‘M‘\“‘\\‘\\“‘\\‘\\“\\\‘\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
—r —
12.50 13.00
m/z 73.00 54.93%
5000 284.0 /
3.0 129.0
‘ 185.0 2410
0 \‘ﬂ‘\ MMM““‘ M\ uf ‘\‘\ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
miz--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid — —
73.0 12.50 13.00
m/z 59.95 52.35%
5000 129.0
185.0
29. H 2280
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.245 2.15 ng 140341 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 1897 (13.245 min): BF123007.D\data.ms (-1891) (- m/z 57.10 100.00%
57.1

1300 1350
141.1 : -
oL d M Lt 2 m/z 43.10  74.49%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 — —
13.00 13.50
m/z 71.10 60.72%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
— —
13.00 13.50
5000 ITI/Z 85.10 41.84%
ol L \ | % ‘1410183022502670 323.0 380.0
et A B e R
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T —
57.0 13.00 13.50
m/z 55.10  27.70%
o MWJUVLMMJAWMwW%j\NM
9.0
e e e —— ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.910 8.79 ng 573542 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 2010 (13.910 min): BF123007.D\data.ms (-2007) (- m/z 57.10 100.00%
57.1

97.1
5000
00
39.2 :
ol “HwH\ L1 w83 2801 m/z s5.e5  94.57%
miz--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
53.0
97.0
5000 17
14.00
‘ m/z 43.05  94.49%
Olﬂ'\q‘\“ “\‘H\‘ \‘H‘\‘H“ U‘ \%??‘0‘\1\8\1\0‘ L \398\9\ T
miz--> 50 100 150 200 250 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
3.0
83.0 Sae
14.00
5000 m/z 83.10 71.18%
25.0
}‘H\“‘h“ - 196'0

0 100 150 200 250 300

ow T

N

m/z-->
Abundance #185169: Heptadecyl trifluoroacetate —
57.0 14.00
97.0 m/z 69.05 62.47%
5000
oL LLLLLLLE20 120 290 290 s \
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123007.D

Acqg On : 19 Jan 2021 1:47
Operator : JU/CG

Sample : M1157-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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... 2.210 62.9 ng 1612699 1 6.898 513063 20.0
unknown6.716 6.716 4.8 ng 124268 1 6.898 513063 20.0
Thymol 8.722 2.0 ng 86956 2 8.181 855060 20.0
unknown9.369 9.369 12.1 ng 905946 3 9.933 1495370 20.0
Tridecanoic acid 11.945 4.4 ng 264437 4 11.422 1201300 20.0
1-Octadecanol 12.475 3.0 ng 178011 4 11.422 1201300 20.0
Bis(2-ethylhexy... 12.669 2.0 ng 123085 4 11.422 1201300 20.0
Octadecanoic acid 12.733 3.8 ng 226036 4 11.422 1201300 20.0
Octacosane 13.245 2.1 ng 140341 5 14.063 1305540 20.0
1-Docosene 13.910 8.8 ng 573542 5 14.063 1305540 20.0
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