LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc :

ALS Vvial : 13  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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF126350.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 6.816 800 804 810 rBV 633365 516678 3.54% 1.844%
2 8.098 1017 1022 1028 rBV 761085 672067 4.60% 2.399%
3 9.522 1261 1264 1267 rBV 1230742 960454 6.58% 3.429%
4 9.580 1269 1274 1276 rBV2 131732 167649 1.15% 0.598%
5 9.851 1314 1320 1324 rBV 813986 832381 5.70% 2.971%
6 10.410 1410 1415 1419 rBV5 114301 266720 1.83% 0.952%
7 10.516 1429 1433 1439 rBV2 225855 320179 2.19% 1.143%
8 10.633 1451 1453 1455 rBV2 152224 149246 1.02% 0.533%
9 10.780 1473 1478 1484 rBV 515629 878322 6.01% 3.135%
10 10.963 1506 1509 1510 rBV 252638 243604 1.67% ©.870%
11 11.233 1553 1555 1561 rVB2 835208 980155 6.71%  3.499%
12 11.339 1571 1573 1576 rBV 522796 436435 2.99% 1.558%
13 11.398 1580 1583 1585 rBV 326340 419082  2.87% 1.496%
14 11.492 1597 1599 1602 rBV2 316637 301421 2.06% 1.076%
15 11.810 1651 1653 1656 rBV 529456 665992 4.56% 2.377%
16 11.880 1662 1665 1668 rBV2 1306634 1500087 10.27% 5.355%
17 11.945 1674 1676 1681 rBvV2 543321 747857 5.12%  2.670%
18 12.063 1693 1696 1698 rBV 702423 769638 5.27%  2.747%
19 12.210 1719 1721 1723 rBV 551748 512544 3.51% 1.830%
20 12.339 1741 1743 1746 rBV 645156 735764 5.04% 2.626%

21 12.451 1759 1762 1765 rBV 1240260 1330949 9.11% 4.751%
22 12.651 1783 1796 1801 rBV5 4297603 14606111 100.00% 52.140%

Sum of corrected areas: 28013335
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF126350.D\data.ms
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Abundance TIC: BF126350.D\data.ms
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5000000
4000000
3000000
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0 — =TT R — T 7 — — — —
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Abundance TIC: BF126350.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Methoxyacetic acid, 2-tetra... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.580 4.03 ng 167649  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 86
2 Pentacosane 352 C25H52 000629-99-2 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1274 (9.580 min): BF126350.D\data.ms (-1269) (-) m/z 57.05 100.00%
57.0

71 '9.50 ‘
L g 250 2052 T
Ol bl b 2R e m/z 71.10 82.02%
mlz--> 50 100 150 200 250 300 350
Abundance #181683: Methoxyacetic acid, 2-tetradecyl ester
57.0
5000 ‘9%0‘ \
m/z 43.10 73.11%
7.0
197.0
O “‘ Hhh‘ \“‘H\‘ ‘M‘ \M \%4\‘]"‘0‘\ T \H‘ T \2\4\3‘0\ LI ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
T \
9.50
5000 ITI/Z 85.05 41.87%
99.0
Ll 101830 250 2050 3s2:
e e e e
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — ‘
57.0 9.50
m/z 55.05 35.04%
h m
99.0
0 L\ H\ i \‘ | :\L4\1'0 183.0 239.0 296.0
A T L —r
m/z--> 50 100 150 200 250 300 350 9.50

8270-BF121521.M Mon Dec 27 17:47:33 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 unknownl©.410 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.410 6.41 ng 266720  Acenaphthene-die 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 38
2 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 35

3 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 35
4 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 35
5 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 35

Abundance Scan 1415 (10.410 min): BF126350.D\data.ms (-1410) (- m/z 97.10 100.00%
97.1

55.1
5000
125.1 ——
159.1 205.2 10.50
234.1
0 m/z 55.10 76.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #196828: Oxalic acid, cyclohexylmethyl octyl ester
97.0

55.0

é

5000 T

10.50
m/z 69.10  69.98%
|

29.0 H 157.0
‘ \W‘\ \“u T \“\ ’ \W‘\ T “‘h T \“‘ T \“\]\_’25-9 ‘H\ TT \“ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

o

\

Abundance #20;?70: Cyclopentane, 2-isopropyl-1,3-dimethyl-
97.0 1050
5000 m/z 83.10 50.29%
27.0
L) e
0o AR A AR AR SRS SRR

m/z--> 20 40 60 80 1

00 120 140 160 180 200 220 240

Abundance #115563: Sulfurous acid, butyl cyclohexylmethyl ester

55.0
5000

97.0

29.0‘ ‘
T O N

| 1270

T
10.50

m/z 41.05 43.33%

|

o

miz--> 20 40 60 80 1

00 120 140 160 180 200 220 240
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tridecane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.780 40.25 ng 878322  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72

Abundance Scan 1478 (10.780 min): BF126350.D\data.ms (-1473) (-] m/z 57.10 100.00%
57.1

3

5000
85.1
10.50 11.00
141. 183.2
0 ,,021512442 m/z 71.10  72.95%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #74008: Tridecane, 4-methyl-
43.0
71.0
5000 T T T T T T
10.50 11.00
m/z 43.10 51.34%
99.0 55.0
O \’\‘\‘H“MH“\‘H‘H’}\H“‘\\\‘\1‘2\\7\(\)‘H\H\‘\H\‘\]\-\9\8‘\\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
P e
10.50 11.00
5000 ITI/Z 85.10 27.51%
85.0
113.0
29.0 183.0
o L a0 T as02530
L ki Lo
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #90204: Dodecane, 2,7,10-trimethyl- — ——

57.0 10.50 11.00
m/z 41.10 18.81%

o

5000

%

29. 0‘ 85.0
I

‘ ‘ 113.0
|

L L >°141.0 183.0
o‘,HH_HwHH,HH_wwwwwwwwwwwm

T T
m/z--> 20 40 60 80 100120140160 180200220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.963 11.16 ng 243604  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Dodecane 170 C12H26 000112-40-3 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 78
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1509 (10.963 min): BF126350.D\data.ms (-1506) (- m/z 57.10 100.00%
57.1

5000 w
‘ 11.00
401 :
ol m‘“ b ‘” “ i, A9eles82 0 w/z 71.10 79.10%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 L
11.00
m/z 43.10 55.43%
ol L \ . ‘\ ] 1410183022502670 323.0  380.
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
——
11.00
5000 ITI/Z 85.10 42.33%
9.0
226.0
otsg LLLL | 1mowso0
m/z--> 50 100 150 200 250 300 350
Abundance #45481: Dodecane —
57.0 11.00
m/z 41.10 26.07%
5000 M
170.0
014.QF S—
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzenesulfonamide, N-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.233  44.92 ng 980155  Phenanthrene-d1e 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 90
2 Malononitrile, 2-phenylazo- 170 CSOH6N4 006017-21-6 50
3 N-hexylbenzenesulfonamide 241 C12H19N02S 007250-80-8 45
4 4-Chloro-2-methylphenol, O-metho... 200 C9H9C103 022979-64-2 40
5 N,N-Dichlorobenzenesulfonamide 225 C6H5C12N02S 000473-29-0 38

Abundance Scan 1555 (11.233 min): BF126350.D\data.ms (-1553) (1  m/z 77.00 100.00%

71.0 141.0
170.0
5000
1100 1150
41. . .
0 H‘,HH‘,“ﬁwl‘m‘;M%R‘?:‘l‘mm‘mH‘,H‘su_?9?:%?3‘%‘2“‘2‘?6‘;% m/z 141.00  90.10%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90631: Benzenesulfonamide, N-butyl-
71.0 141.0170.0
5000 — —
11.00 11.50
m/z 170.00 79.04%
28.0
213.0
O\H’\WH"“‘HM\‘HH“H\J\-(‘)\6\.\(\)‘\‘H\‘h\\\\’\\l\‘H\\‘H\‘\‘\H\‘\\H‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #46280: Malononitrile, 2-phenylazo-
71.0
T —
170.0 11.00 11.50
5000 ITI/Z 51.00 21.11%
39.0 ‘050
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #124493: N-hexylbenzenesulfonamide T T
141.0170.0 11.00 11.50
o m/z 57.10 15.61%
o MMM
ol 220 L, 1060 | | | 1202410
et e e e e e e e P P
m/z--> 20 40 60 80 100120140160180200220 240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.492 13.81 ng 301421  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 68
2 Tritetracontane 605 C43H88 007098-21-7 64
3 Heptacosane 380 C27H56 000593-49-7 64
4 Tetratetracontane 619 C44H99 007098-22-8 59
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58

Abundance Scan 1599 (11.492 min): BF126350.D\data.ms (-1597) (- m/z 57.10 100.00%
57.1

B

5000
——
‘ M 175.1 246.3 11.50
O bbbyt oy L m/z 43.10  75.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
5000 L
11.50
m/z 71.10 53.12%
o ” }£7-0197.0 267.0 338.0
‘HH‘H\!‘1\\Y‘\\H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
——
11.50
5000 m/z 85.10 41.08%
N l 127.0197.0 267.0337.0  463.0533.0 604.
A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane —
57.0 11.50
m/z 41.10 31.86%
5000

é

l‘ || }F7 019702670  380.0
0“H“HH“H“HH“‘H“H“HH“‘\\‘\\\\‘\\\\“H“HH“‘

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Tridecane, 6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.810 30.52 ng 665992  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 74
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 72
3 9-methylheptadecane 254 C18H38 026741-18-4 72
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 64
5 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 59

Abundance Scan 1653 (11.810 min): BF126350.D\data.ms (-1651) (1 m/z 57.10 100.00%
57.1

%

5000
‘ 97.1 — —
11.50 12.00
126.1 168.1
Ol ottt by 2O 2002 2905 myz 71,10 76.31%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107222: Tridecane, 6-propyl-

43.0

— —
11.50 12.00

m/z 43.10 69.83%

126.0 183 0

O ‘H\\i T ‘H\\‘\\H‘H\\‘\H\’\\H‘H\\‘\H\’\\H‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107221: Tridecane, 7-propyl-
43.0
P e
11.50 12.00
5000 85.0 m/z 85.10  58.50%
140.0
183.0
0 _\H“‘muH”:w‘luHMH‘w‘H‘,“‘H‘H‘w”‘H‘,‘ww_m‘w_m,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141059: 9-methylheptadecane — —
57.0 11.50 12.00
m/z 41.10 27.93%
5000
140.0
99.0
oot ek b e 1989, 290,
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownll.880 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.880 68.74 ng 1500090  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1-methylhexyl ester 186 C11H2202 039026-94-3 10
2 Butanoic acid, 1,1-dimethylethyl... 144 C8H1602 002308-38-5 10
3 Oxalic acid, ethyl neopentyl ester 188 C9H1604 1000309-72-4 10
4 Butanoic acid, 1-methylbutyl ester 158 C9H1802 060415-61-4 10
5 Pentyl tetratriacontyl ether 565 C39H800 1010406-42-7 9
Abundance Scan 1665 (11.880 min): BF126350.D\data.ms (-1662) (1 m/z 57.10 100.00%
57.1
5000 185.0217.0
87.0 121.0
273.1 - T
‘ ‘ 11.50 12.00
0 bl ll n - P A M m/z 55.10  62.69%
miz--> 50 100 150 200 250
Abundance #60792: Butanoic acid, 1-methylhexyl ester
71.0
5000 — ——
410 11.50 12.00
115.0 m/z 71.1@ 55.74%
0 \M\ w“‘”} H“ \““\ L‘ \‘\ T ‘]\-7\1\0\ (LA B s
miz--> 50 100 150 200 250
Abundance #24228: Butanoic acid, 1,1-dimethylethyl ester
57.0
— ——
11.50 12.00
5000 m/z 41.10 51.00%
27.0
CLLL%0 10
0“‘N‘W‘w“ L LA A o A
miz--> 50 100 150 200 250
Abundance #63370: Oxalic acid, ethyl neopentyl ester — —
57.0 11.50 12.00
m/z 43.10 49.82%
5000
27.0 133.0
oL d2Te 7T a0 SN
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF121521.M Mon Dec 27 17:47:40 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Decane, 3,8-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.945 34.27 ng 747857  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
2 1-Todo-2-methylnonane 268 C10H21I 1000101-47-9 81
3 Nonadecane 268 C19H40 000629-92-5 80
4 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 80
5 Hentriacontane 437 C31H64 000630-04-6 78

Abundance Scan 1676 (11.945 min): BF126350.D\data.ms (-1674) (-] m/z 57.10 100.00%

57.1
5000
‘ 99.1 12100
' 41.1 253.3 ‘
ol ““ b g4l 1792 224225332861 L, 7 16 65.11%
miz--> 50 100 150 200 250
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 tT
12.00
m/z 43.10 57.83%
‘ 99-0‘ 141.0
0 T T \“ ‘“\ ‘!‘ \M\ ‘ f‘ T T i‘ ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #157266: 1-lodo-2-methylnonane
43.0
P
12.00
5000 m/Z 85.10 44 .,58%
85.0
127.0
o L ‘h‘ L "7 1690 2110 2680
A e e S
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane —
57.0 12.00
m/z 41.10 27.02%
5000 WMJ\MM\MM
212l |1 [ a0 im0 mso w0 .
miz--> 50 100 150 200 250 12.00

8270-BF121521.M Mon Dec 27 17:47:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Nonadecane, 9-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.063 35.27 ng 769638  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 94
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 78
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 68
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
Abundance Scan 1696 (12.063 min): BF126350.D\data.ms (-1693) (- m/z 57.10 100.00%
57.1
5000
T \
99.1
12.00
140.1
obs u“ ‘HM Lo | o 1401 1822 2272 2813 . 9110 61.78%
miz--> 50 100 150 200 250 300
Abundance #176393: Nonadecane, 9-methyl-
57.0
5000 —— :
12.00
09.0 140.0 m/z 43.10 59.58%
02\7“\0‘r“ ”“‘ \‘h‘\ ““‘ \m iy !‘ ‘:IT?‘P\O T 2‘1\1\0\ T ‘2\67\0\ T
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-
57.0
T \
12.00
5000 m/z 85.10 47 .30%
27.0 ‘ 99.0 1550 197.0
0“LUW“M‘“‘M -
miz--> 50 100 150 200 250 300
Abundance #170573: Sulfurous acid, butyl decyl ester ——
57.0 12.00
m/z 41.10 23.44%
5000
27.0‘ 99.0 141.0
om“ il ‘Hwh‘ “w”‘ ——se e
m/z--> 50 100 150 200 250 300 12.00

8270-BF121521.M Mon Dec 27 17:47:42 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 9-methylheptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.210  23.49 ng 512544  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-methylheptadecane 254 C18H38 026741-18-4 78
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
3 Decane, 1-iodo- 268 C10H21I 002050-77-3 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 55

Abundance Scan 1721 (12.210 min): BF126350.D\data.ms (-1719) (-] m/z 57.10 100.00%

57.1
5000

— —
‘ 1992 159 12.00 12.50
- ”yk\‘“ | TP 1822 223225812901 .. 71,19 75.08%

m/z--> 50 100 150 200 250 300
Abundance #141059: 9-methylheptadecane
57.0

5000 — e
12.00 12.50
m/z 43.10 63.83%

99.0
A Ay L 19e0 2390
miz--> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-

o

0
57.0
7 —
12.00 12.50
5000 m/z 85.10 61.94%
113.0 183.0
0280L | L[], 180 a0
miz--> 50 100 150 200 250 300
Abundance #157263: Decane, 1-iodo- T —
43.0 12.00 12.50

m/z 41.10 24.61%

h I M
141.0

0 Ly [ 1830 268.0
A g4 ] 1830 2680

m/z--> 50 100 150 200 250 300 1200 1250

8270-BF121521.M Mon Dec 27 17:47:43 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Decane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.339 33.72 ng 735764  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 86
2 Heptacosane 380 C27H56 000593-49-7 83
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 78
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 1743 (12.339 min): BF126350.D\data.ms (-1741) (- m/z 57.10 100.00%
57.1

o W
1200 1250
41.1 : :
- “‘\ Hw 183222422678 . m/z 71.10  65.02%
m/z--> 50 100 150 200 250 300 350
Abundance #22066: Decane
57.0
5000 — —
12.00 12.50
m/z 43.10 47.37%
9 0 142.0
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— —
12.00 12.50
5000 ITI/Z 85.10 40.79%
oL | L F % 1410183.0225.0267.0 3230 330, M
e S e S S
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 12.00 12.50
m/z 41.10 24.20%
o WM/\/\/\A
9.0
0 ‘\‘ “\ I \‘ | \4%01830 239.0 296.0
A e P e
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 unknownl12.451 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.451 60.99 ng 1330950  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 49
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 46
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 43
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 43
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 38
Abundance Scan 1762 (12.451 min): BF126350.D\data.ms (-1759) (.  m/z 57.10 100.00%
57.1
5000
121.0 185.0 L —
| 8% 1541 217.0 p551 2871 12.50
0L ‘Uq WW‘“\W‘JIdc T ‘u“‘k‘ \‘w'\\t — m/z 71.10 67.48%
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 T
12.50
m/z 43.10 64.88%
99.0 140.0
182.0
05— ‘\““H‘\ “‘ \H‘\ h“ \”‘ 7 !‘ T \“\ T \2\26\0\ LA
miz--> 50 100 150 200 250 300
Abundance #74013: Tridecane, 2-methyl-
57.0
——
12.50
5000 m/z 55.10 37.18%
‘ ‘ 990 1550
obdd b [ T aes0
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- —
57.0 12.50
m/z 85.10 36.26%
5000
99.0
155.0 197.0
2 O Y O o M S—
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (E)-Hexadec-9-enoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.651 669.34 ng 14606100  Phenanthrene-d1e 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 91
2 6-Octadecenoic acid, (Z)- 282 (C18H3402 000593-39-5 91
3 Palmitoleic acid 254 C16H3002 000373-49-9 91
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 91
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91

Abundance Scan 1796 (12.651 min): BF126350.D\data.ms (-1783) (- m/z 55.10 100.00%
=

5000 NJK//\W
1250  13.00
371 264.3 - .
1802 2222
0 JM oyl fEEf 1 3041 m/z 69.10  69.84%
m/z--> 50 150 200 250 300
Abundance #140810. (E)-Hexadec-9-enoic acid
55.0
5000 — —
12.50 13.00
m/z 41.10 62.44%
Li2 1920 236.0
0- H‘\“\H‘\ “\‘\\r”‘\\\‘\‘\\\\‘\\
miz--> 50 150 200 250 300
Abundance #176219.64DMadecenok:add,(Z}
55.0
— —
12.50 13.00
5000 m/z 83.10 59.15%
264.0
37.0 180.0 222.0
o8 ol b b L
miz--> 50 150 200 250 300
Abundance #140796.Pahnkdek:add T ——
55.0 12.50 13.00
m/z 97.10 44.06%
o MM
236.0
m/z--> 50 100 150 200 250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126350.D

Acqg On : 23 Dec 2021 18:15
Operator : JU/CG

Sample : M5190-01 10X

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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|
Methoxyacetic a... 9.580 4.0 ng 167649 3  9.851 832381 20.0
unknown10.410 l10.410 6.4 ng 266720 3  9.851 832381 20.0
Tridecane, 4-me... 10.780 40.3 ng 878322 4 11.339 436435 20.0
Heptacosane 10.963 11.2 ng 243604 4 11.339 436435 20.0
Benzenesulfonam... 11.233 44.9 ng 980155 4 11.339 436435 20.0
Tetracosane 11.492 13.8 ng 301421 4 11.339 436435 20.0
Tridecane, 6-pr... 11.810 30.5 ng 665992 4 11.339 436435 20.0
unknownl1.880 11.880 68.7 ng 1500090 4 11.339 436435 20.0
Decane, 3,8-dim... 11.945 34.3 ng 747857 4 11.339 436435 20.0
Nonadecane, 9-m... 12.063 35.3 ng 769638 4 11.339 436435 20.0
9-methylheptade... 12.210 23.5 ng 512544 4 11.339 436435 20.0
Decane 12.339 33.7 ng 735764 4 11.339 436435 20.0
unknown12.451 12.451 61.0 ng 1330950 4 11.339 436435 20.0
(E)-Hexadec-9-e... 12.651 669.3 ng 14606100 4 11.339 436435 20.0
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