LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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: BF125422.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 8 14 34 rVB 2108877 2877938 94.68% 12.306%
2 3.004 152 156 164 rVB 25456 42166 1.39% 0.180%
3 3.969 317 320 325 rVB 36934 44860 1.48% 0.192%
4 5.504 578 581 592 rBV 884145 821389 27.02%  3.512%
5 6.510 749 752 766 rVB 449516 483424 15.90% 2.067%
6 6.886 812 816 819 rBV 944230 853547 28.08%  3.650%
7 7.445 906 911 914 rBV 1736566 1511347 49.72% 6.462%
8 8.075 1014 1018 1029 rBV 95508 198441 6.53% 0.849%
9 8.169 1029 1034 1037 rBV 1231757 1098674 36.15% 4.698%
10 9.245 1212 1217 1220 rBV 2825487 2657388 87.43% 11.363%
11 9.845 1316 1319 1323 rVB 99579 75858 2.50% 0.324%
12 9.927 1328 1333 1336 rBV 1285441 1235698 40.65% 5.284%
13 10.122 1361 1366 1371 rBv4 28917 44843 1.48% 0.192%
14 10.345 1401 1404 1407 rVB 207354 155924 5.13% 0.667%
15 10.557 1434 1440 1448 rBvV8 19582 40826 1.34% 0.175%

16 10.716 1463 1467 1475 rBV 1969332 1814789 59.71%
17 10.822 1481 1485 1489 rBV 234956 208651 6.86%
18 11.269 1557 1561 1564 rBV 189584 151352  4.98%

[CRGECECEN]
o
N
N
R

19 11.410 1582 1585 1589 rBV 1347876 1271487 41.83% 437%
20 11.692 1630 1633 1640 rBV 86141 81512 2.68% 349%
21 11.933 1669 1674 1679 rBV 662257 678519 22.32% 901%
22 12.104 1697 1703 1706 rBV2 51376 56560 1.86% 242%
23 12.627 1788 1792 1801 rBV9 22167 65880 2.17%

24 12.716 1803 1807 1820 rBV 272388 359942 11.84%

NEFPOON
N
[o]
N
B

25 12.998 1851 1855 1858 rBV 3386340 3039532 100.00% 12.997%
26 13.345 1911 1914 1917 rBvV4 22936 32948 1.08% 0.141%
27 13.557 1947 1950 1953 rBV2 36759 48470 1.59% ©0.207%
28 13.845 1996 1999 2002 rBV 43693 52165 1.72% ©.223%
29 13.886 2002 2006 2008 rBV2 102377 116997 3.85% 0.500%
30 13.921 2008 2012 2022 rVB 321941 439704 14.47%  1.880%
31 14.057 2032 2035 2039 rVB 1191329 1027332 33.80% 4.393%
32 14.515 2110 2113 2122 rVB 58955 96458 3.17% 0.412%
33 15.551 2283 2289 2297 rBV 723527 994604 32.72%  4.253%
34 16.004 2362 2366 2372 rVB5 28307 48228 1.59% 0.206%
Q.

35 16.180 2392 2396 2406 rVB 66318 105553 3.47%
36 17.286 2576 2584 2592 rBV2 142521 321545 10.58%  1.375%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc

ALS vial : 6 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 18.797 2832 2841 2851 rVB4 77735 232288 7.64% ©.993%

Sum of corrected areas: 23386839
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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LSC Report - Integrated Chromatogram

BF125422.D
: 10 Sep 2021 14:07
Ju/CG
: M3681-04
: 6 Sample Multiplier: 1

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091021\

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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3.004

3.969
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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.
2.169 67.43 ng 2877940 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 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 14 (2.169 min): BF125422.D\data.ms (-8) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1
‘ 2.202.302.402.502.60
Ol 320 e m/z 43.00  45.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T [T T[T Tt
430 2.202.302.402.502.60
87.0 m/z 55.00 35.51%
\ \‘ 90 I
O\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R RERRAREEEEEIE
2.202.302.402.502.60
5000 m/z 87.10 25.99%
55.0
27.0 41l
oo L L e mse
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R AR
73.0 2.202.302.402.502.60
87.0 m/z 41.00 14.24%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘HM‘HM‘HM‘HM‘HM‘H‘HH,HH‘HH‘HH S EARRRRARRREEREARIEEE SR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 7
R.T. EstConc Area Relative to ISTD R.T.
8.075 3.61 ng 198441  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1018 (8.075 min): BF125422.D\data.ms (-1014) (-) m/z 57.00 100.00%
5

7.0
5000
41.0
PR T
75"1 101.0 130.9 7.80 8.00 8.20 8.40
Ol byl T Lt m/z 44.95  90.74%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LB L L I B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.e0 31.14%
Ot T \‘H“\‘ T “ ‘H‘\ T ‘!‘HH\ T ‘1“\‘ T ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
mi/z--> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
A
7.80 8.00 8.20 8.40
5000 m/z 56.00 17.14%
41.0
75.0
o0l Ul e
m/z--> 20 40 60 80 100 120 140
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0 7.80 8.00 8.20 8.40
m/z 75.10 16.30%
5000
41.0
101.0
ol 250 | | 730 130.0
e e e e e R Rmaa S
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@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.345 2.52 ng 155924  Acenaphthene-die 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 1404 (10.345 min): BF125422.D\data.ms (-1401) (1  m/z 57.00 100.00%
57.0
5000
85.1
10.00 10.50
113.1
Ol e 1222 m/z 43.00  63.15%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
5000 S e
10.00 10.50
85.0 o
29.0 m/z 71.05 48.01%
0 “ ‘ L | H‘ 113.0141.0169.0197.0226.0
\H‘HH‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0 \
= peoc L5
10.00 10.50
m/z 85.10 31.13%
5000 85.0
29.0
ol ||| 13014101600 2120
vt b R e R e
m/z--> 20 40 60 80 100120140160180200220240260 k
Abundance #158600: Nonadecane = posanpel
57.0 10.00 10.50
m/z 41.00 27.82%
5000 85.0
29.0
0 \‘ h H\ Il ulld3 0\141 0169.0197.0 268.(
HwHH_‘H_Hw‘HWHH‘HHMH‘_HWH‘WHHMH‘_HWH“ = T
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 2-Bromo dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.822 3.28 ng 208651  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 64
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
5 Nonadecane 268 C19H40 000629-92-5 58

Abundance Scan 1485 (10.822 min): BF125422.D\data.ms (-1481) (1 m/z 57.00 100.00%
57.0

5000
85.0
L Py
10.50 11.00
‘ 113.1 15009
Ol ol 1909 1830 4300 61.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 = e
10.50 11.00
85.0 o
20.0 m/z 71.05 52.64%
0 “ ‘ L 4 H‘ ,113.0141.0 169.0 197.0 226.0
H\’HH‘\\\\‘\\\\‘\HW‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #132769: 2-Bromo dodecane
57.0
- oty
10.50 11.00
m/z 85.05 32.83%
5000 85.0 /
290 113.0 169.0
Oty o 1800 T 240
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107244: Dodecane, 2-methyl-6-propyl- oy P
57.0 10.50 11.00
m/z 40.95 26.70%
5000 85.0
140.0
oH‘,‘WH_M‘\ﬁl?f?”wmw‘lﬁff?w%a@‘o_m oot bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.269 2.38 ng 151352  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 1561 (11.269 min): BF125422.D\data.ms (-1557) (. m/z 57.00 100.00%
57.0
ey ——
‘ ‘ 99.1 1411 11.00 11.50
0 ““‘*Wﬂuﬂ A m/z 43.00 60.30%
mfz--> 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 T e
11.00 11.50
m/z 71.05 52.93%
2o LS e e e
miz--> 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
pep=ty “
11.00 11.50
5000 m/z 85.05 37.25%
99.0
0 | H\ y. u‘ 1410 183.0 268.0
el At
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane P —
57.0 11.00 11.50
m/z 41.00 25.46%
5000
. il |, 110 1830 2250 267.0 338
“““ L A A AR e e T —
mlz--> 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 10.67 ng 678519  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 52

Abundance Scan 1674 (11.933 min): BF125422.D\data.ms (-1669) (- m/z 73.00 100.00%

43.0 |73.0
5000
129.1
213.2 o
| 1910, | 15711851 256.1 12.00
[J— m/z 60.00  96.72%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 ]
129.0 12.00
213.0 m/z 43.00 95.93%
‘ H(ﬂ 157.0185.0 ‘
O:I\-ﬁ‘()\\\\ HH\H\M}‘\‘HH\H““HH‘N“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
—
12.00
5000 129.0 m/z 57.00 84.22%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.00 82.27%
5000
129.0
185.0 228.0
1
0?7 —
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@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.716 5.66 ng 359942  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1807 (12.716 min): BF125422.D\data.ms (-1803) (- m/z 57.00 100.00%
7.0

5000
128.9
97.0 185.1 17 T
241.2
| M‘ h | \ 283.1 12 Py
oL MMl b bl L0 b P myz 43.00 98.35%
m/z--> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
430 730
5000 T —
129.0 284.C 12.50 13.00
m/z 59.95 89.04%
M ‘ 185.0  241.0
oL ‘h‘ H‘d‘u “‘ ‘H‘H M\ T B | ““ b ‘L ““ L
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
= =
12.50 13.00
5000 129.0 m/Z 73.00 83.00%
97.0
‘ 1710 213.0 256.0
oL— ‘M‘ m\h‘\ ‘H‘\ ml ‘ “ | “‘ \‘ ““\‘ . “\‘ —
m/z--> 50 100 15 200 250
Abundance #60689: Undecanoic acid LS T
60.0 12.50 13.00
m/z 55.00 76.23%
5000
29.0 129.0
186.0
= ““‘ U\‘u‘\ u‘l‘ M‘F H‘ “‘H\“ “‘\‘ . “‘ T e 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@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 Oxybis(propane-1,2-diyl) di... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.886 2.28 ng 116997 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxybis(propane-1,2-diyl) dibenzoate 342
2 Morpholine, 4-phenyl- 163
3 Benzoic acid, 2-benzyloxy-3-brom... 348
4 .delta.2-1,3,4-0Oxadiazolin-5-one... 163
5 Pentanediamide, N,N'-di-benzoyloxy- 370

C20H2205
C10H13NO
C17H17Br03
C7H5N302
C19H18N206

000094-03-1 58
000092-53-5 53
1000191-33-3 43
002845-82-1 27
1000253-26-3 22

Abundance Scan 2006 (13.886 min): BF125422.D\data.ms (-2002) (1  m/z 105.00 100.00%

105.0
163.1
5000

57.0
13.50 14.00
207.0
Ll v \ 282.0 m/z 163.05  61.40%

m/z--> 50 100 150 200 250 300 350
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0

5000
13. 50 14 00
m/z 77.00 25.38%

O T \‘ “ T ‘\ T “\ L ‘ \‘\ T “\ L ‘ L ‘ L ‘ T
mi/z--> 50 100 150 200 250 300 350
Abundance #38616: Morpholine, 4-phenyl-
105.0

o

163.0 13. 50 14 00
5000 m/z 57.00 14.86%
51.0
0“\\‘;“““”““HM_“HWHH‘HH‘HH_
m/z--> 50 100 150 200 250 300 350
Abundance #257245: Benzoic acid, 2-benzyloxy-3-bromopropyl ester “ —
105.0 13.50 14.00
163.0 m/z 43.00 10.75%
5000
65.0
T LS i e e e S B B e — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.921 8.56 ng 439704 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 91
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 52
4 Phthalic acid, dodecyl ethyl ester 362 C22H3404 1000308-93-4 43
5 2,3-Dimethyl-4a,8a-diphenyl-hexa... 326 C20H2204 1000297-07-0 43

Abundance Scan 2012 (13.921 min): BF125422.D\data.ms (-2008) (1  m/z 105.00 100.00%

105.0 1490
5000
P
5%0 070 1400
. 281.( o
O b ek b e e o, m/z 149.00  84.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000
1400
m/z 77.00 1.10%
51.0
ol \ 179.0
\H‘H\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0 1400
5000 ITI z 50.95 .44%
olso M0 1 1790 236.0
P e e T e BT e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27263: 2-(2-Carboxyvinyl)pyridine, trans
104.0 149.0 14.00
m/z 150.00 77%
5000
51.0
O‘kuwmhwumuu‘HWHHMMWHHMHWHHMHWHHMHW‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 [1-(2,6-Difluorobenzyl)-1,2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.180 2.12 ng 105553 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1-(2,6-Difluorobenzyl)-1,2,3-tr... 324 C15H18F2N402 1000481-77-3 53
2 N-(4-Chlorophenyl)-3,3-dimethylb... 225 C12H16C1INO 142810-47-7 50
3 2-Amino-5-fluorophenol 127 C6H6FNO 053981-24-1 50
4 2-Amino-3-fluorophenol 127 C6H6FNO 053981-23-0 50
5 Caprylic anhydride 270 C16H3003 000623-66-5 50

Abundance Scan 2396 (16.180 min): BF125422.D\data.ms (-2392) (-  m/z 127.10 100.00%

127.1
57.0
5000
T ‘ T \M‘ \W
| 2001 2431 5971 360 16.00 16.50
o] — ‘M \‘m\‘\ “1“1‘“‘“‘\““‘i m ‘\H‘H‘w“ﬂ“‘\\‘\\‘\ ‘u}\ w1 ‘\“ I \‘ R ITI/Z 57.00 56.93%
mlz--> 50 100 150 200 250 300 350
Abundance #228641: [1-(2,6-Difluorobenzyl)-1,2,3-triazol-4-yllmethyl
127.0
5000 —r —
16.00 16.50
m/z 55.00 17.70%
43.0 180.0 L5
05— ‘rHH‘\ 15\4.\0“‘\ \‘“\ 1 f i 1 \“ T \“\.\ T \2\8\1\0‘ :\32\4\0\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #105278: N-(4-Chlorophenyl)-3,3-dimethylbutanamide
127.0
— —
16.00 16.50
m/z 128.05 13.24%
5000 57.0
olsq \H 1R “ o :!'690 22'\50
T R e T e B e
miz--> 50 100 150 200 250 300 350 ﬁ n A ﬂ ﬂ ﬂ
Abundance #13464: 2-Amino-5-fluorophenol A‘ ‘ A, ‘ — A ‘
127.0 16.00 16.50
m/z 243.10 12.85%
5000
82.0
oLl b b S | S
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 2(1H)-pyridinone, 1-[(1-nap... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.286 6.47 ng 321545 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-pyridinone, 1-[(1-naphthal... 265 C16H11NO3 1010396-89-3 53
2 Urea, 1-(4-chlorophenyl)-3-propyl- 212 C10H13C1N20 013208-64-5 38
3 3-Butenoic acid, 2,2-diethyl-3-m... 156 C9H1602 038477-06-4 38
4 1H-Imidazole, 1-methyl-4-nitro- 127 CAHS5N302 003034-41-1 38
5 2-Hydroxy-4-hydroxylaminopyrimidine 127 C4H5N302 020555-88-8 38

Abundance Scan 2584 (17.286 min): BF125422.D\data.ms (-2576) (1  m/z 127.10 100.00%

57.0 12y.1
5000
243.2 17 OO 17 50
iy 2000 | og51305, 397
OH‘\“‘\“ ‘\H\H\H‘ ol ‘M‘\HH“\“H‘ \‘”‘w‘\‘\“\“H‘H‘\LH“‘\ m/z 57.00 4%
mlz--> 50 100 150 200 250 300 350
Abundance #154256: 2(1H)-pyridinone, 1-[(1-naphthalenylcarbonyl)o;
127.0
39.0
5000
17 OO 17 50
m/z 155.10 %
O h ﬂ \]-\9\2‘.0\\\\2‘6\5\.\0\‘\\\\‘\\\\ 1
miz--> 100 150 200 250 300 350
Abundance #89164.Urea,1{4—cmor0pheny0—3¢ﬂopyk
127.0
17.00 17. 50
5000 m z 43.00 . %
4.0 212.0
L2 O ) —
miz--> 50 100 150 200 250 300 350
Abundance #33881: 3-Butenoic acid, 2,2-diethyl-3-methyl- —— —
127.0 17.00 17.50
m/z 55.00 25.94%
5000 69.0
7o
T — — —
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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 .beta.-Alanine, N-(1-naphth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.797 4.67 ng 232288 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Alanine, N-(1-naphthoyl)-... 271 C16H17NO3 1000321-94-4 50
2 1-Naphthamide, N-methyl-N-octyl- 297 C20H27NO 1000421-43-7 49
3 1-Naphthamide, N-methyl-N-hexyl- 269 C18H23NO 1000421-43-4 49
4 1-Naphthamide, N-methyl-N-(2-eth... 297 C20H27NO 1000421-43-5 49
5 Imidazole, 4-amino-5-ethoxycarbo... 155 C6H9N302 021190-16-9 47
Abundance Scan 2841 (18.797 min): BF125422.D\data.ms (-2832) (1 m/z 155.05 100.00%
155.1
57.0
5000
A 3973 IR E
29 207.0 325 2 : 18.40 18.60 18.80
0’ : m/z 56.95 78.72%
mlz--> 50 100 150 200 250 300 350 400
Abundance #162178: .beta.-Alanine, N-(1-naphthoyl)-, ethyl ester
155.0
5000 L L L
271.0 18.40 18.60 18.80
m/z 127.05 50.51%
226.0
\2\9\.\0‘\7\?\'9“\\‘\\‘\1‘\“‘\“\\\\\‘\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #195701: 1-Naphthamide, N-methyl-N-octyl-
155.0
). VS WS YU A
18.40 18.60 18.80
5000 m/z 43.00 46.73%
4ﬁ0 101.0) \ilzo 29{0 @AﬂNWMVM%NWJ/\NMMM
(o) R W bt S S o e S
mfz--> 50 100 150 200 250 300 350 400
Abundance #159730: 1-Naphthamide, N-methyl-N-hexyl- I e e
155.0 18.40 18.60 18.80
m/z 71.00 30.64%
- W
oL 410 010 | 2120 2P0
e A A e R R R
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125422.D

Acqg On : 10 Sep 2021 14:07
Operator : JU/CG

Sample : M3681-04

Misc :

ALS vial : 6 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... 2.169 67.4 ng 2877940 1 6.886 853547 20.0
Ethanol, 2-(2-b... 8.075 3.6 ng 198441 2 8.169 1098670 20.0
Hexadecane 10.345 2.5 ng 155924 3 9.927 1235700 20.0
2-Bromo dodecane 10.822 3.3 ng 208651 4 11.416 1271490 20.0
Nonadecane 11.269 2.4 ng 151352 4 11.416 1271490 20.0
n-Hexadecanoic ... 11.933 10.7 ng 678519 4 11.416 1271490 20.0
Octadecanoic acid 12.716 5.7 ng 359942 4 11.416 1271490 20.0
Oxybis(propane-... 13.886 2.3 ng 116997 5 14.057 1027330 20.0
Diethylene glyc... 13.921 8.6 ng 439704 5 14.057 1027330 20.0
[1-(2,6-Difluor... 16.180 2.1 ng 105553 6 15.551 994604 20.0
2(1H)-pyridinon... 17.286 6.5 ng 321545 6 15.551 994604 20.0
.beta.-Alanine,... 18.797 4.7 ng 232288 6 15.551 994604 20.0
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