LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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: BF125322.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 31 rVB 2951462 4031630 58.51% 10.569%
2 5.528 580 585 588 rBV 2188075 2143374 31.11% 5.619%
3 6.533 752 756 769 rVB 1490520 1334183 19.36% 3.498%
4 6.904 816 819 823 rBV 1064956 934843 13.57%  2.451%
5 7.475 910 916 919 rBV 3352512 3150584 45.72%  8.260%

6 8.098 1018 1022 1034 rBV 225685 428603 6.22% 1.124%
7 8.192 1034 1038 1041 rBV 1535650 1213120 17.61% 3.180%
8 9.269 1216 1221 1224 rBV 6029434 5426355 78.75% 14.226%
9 9.951 1333 1337 1340 rBV 1554932 1436331 20.84%  3.765%
10 10.139 1365 1369 1377 rBV2 47292 80185 1.16% ©0.210%

11 10.739 1467 1471 1475 rBV 3722592 3918260 56.86% 10.272%
12 11.439 1586 1590 1593 rBV 1851932 1588583 23.05% 4.165%
13 11.951 1672 1677 1683 rBV 436061 541360 7.86% 1.419%
14 12.739 1806 1811 1820 rVB 234548 301784 4.38% ©.791%
15 13.027 1848 1860 1863 rBV 6305747 6890731 100.00% 18.065%

16 13.827 1988 1996 2001 rBV 173157 329940 4.79%  0.865%
17 13.909 2006 2010 2013 rBV2 59715 78789 1.14% 0.207%
18 13.945 2013 2016 2022 rBV 185987 220938 3.21% ©.579%
19 14.080 2035 2039 2043 rBV 1625061 1451115 21.06%  3.804%
20 14.457 2096 2103 2108 rBV 158109 336994 4.89% 0.883%
21 14.515 2109 2113 2115 rBV2 72662 111550 1.62% ©.292%
22 15.033 2196 2201 2208 rBV 120267 220147 3.19% 0.577%
23 15.204 2226 2230 2236 rVB 75604 91694 1.33% 0.240%
24 15.586 2289 2295 2304 rBV 1007375 1370390 19.89%  3.593%
25 15.698 2308 2314 2322 rVB2 98684 224055 3.25% ©.587%
26 16.045 2369 2373 2378 rVB 78469 100364 1.46% 0.263%
27 16.898 2513 2518 2527 rVB4 82480 188598  2.74%  0.494%

Sum of corrected areas: 38144500
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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\BF@90221\
BF125322.D

2 Sep 2021 15:55

Ju/caG

: M3606-01

: 6 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 86.25 ng 4031630 1,4-Dichlorobenzene-d4 6.910

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 14 (2.169 min): BF125322.D\data.ms (-8) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1
‘ 570 ‘ 2.202.302.402.502.60
Ol 2O 11801290 10 43,00 44.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T[T T[T TTTTT
430 2.202.302.402.502.60
' 87.0 m/z 55.00  35.08%
29.0 g
O\‘H\”“HH“‘!‘\‘!\‘\!\?"(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R R SRR,
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.74%
27.0
0Ll 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e
73.0 2.202.302.402.502.60
m/z 41.00 14.47%
5000 43.0
58.0
Obrprrthbirrrepter e A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 2
R.T. EstConc Area Relative to ISTD R.T.
8.098 7.07 ng 428603 Naphthalene-d8 8.192

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1022 (8.098 min): BF125322.D\data.ms (-1018) (-) m/z 56.95 100.00%

57.0
5000
41.0
75.0 AR Ramm R R RRE
7.80 8.00 8.20 8.40
Ly \‘M M‘ 101.0 131.0 )
Ot gl T 20D m/z 45.00  87.99%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L B R BB L
29.0 7.80 8.00 8.20 8.40
75.0 m/z 40.95 31.06%

Ot T \‘H“\‘ T “ ‘H‘\ T ‘!‘HH\ T ‘1“\‘ T ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0

7.80 8.00 8.20 8.40

5000 m/z 75.00  15.31%
41.0
75.0
miz--> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether A
45.0 7.80 8.00 8.20 8.40

m/z 56.00 14.50%

5000 29.0
101.0
83.0
0 “m i ‘Lo L 130.0
N N

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\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.951 6.82 ng 541360 Phenanthrene-d10 11.439
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 1677 (11.951 min): BF125322.D\data.ms (-1672) (- m/z 59.95 100.00%
60.0
5000
129.0
8 213.1 T
157.1 :
li ﬂ " el ] 2sea -
O+ i U‘”HWpWpr‘pu‘_H‘_H‘_H‘_M‘_HEM m/z 43.00 97.74%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 17
129.0 12.00
213.0 m/z 73.00 96.82%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ R\H HH\H \M{‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
43.0 73.0
=
12.00
5000 129.0 m/z 57.00 84.38%
171.0
214.0
OISD?
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.00 77.80%
5000 129.0
199.0
s e
osol WAl A [0 1L, | o
m/z--> 20 40 60 80 100120140160 180 200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.739 3.80 ng 301784  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1811 (12.739 min): BF125322.D\data.ms (-1806) (- m/z 43.00 100.00%

43.0 73.0
5000
129.0
185.1 241.2 R R
‘ ‘ 284.1 12.50 13.00
W — Aot b 4L b L myz 73.00 88.84%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 o ——
12.50 13.00
1850 o410 2240 m/z 59.95  86.36%
oL ““ WMJ H‘ H“H\ HM‘ M \‘ L, ‘ \‘r “ - \‘ “\ ‘\‘ ,
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
= —
12.50 13.00
5000 129.0 m/z 57.00 83.87%
‘ 199.0 2420
oL H‘H‘n ll HHM“H H\h‘\‘ il ‘\“1‘61-0;\‘ \i . ‘\“ .
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 55.00 74.28%
5000 129.0
7.0 1710 2130 256.0
o) M— ‘M‘H‘H U!‘ H‘\ Hh”\ u‘\ il ‘ ‘ ‘ . \‘ ““\‘ . “\‘ - —— —r—
m/z--> 50 100 50 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.827 4.55 ng 329940 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90

Abundance Scan 1996 (13.827 min): BF125322.D\data.ms (-1988) (- m/z 57.00 100.00%

57.0
5000
1350  14.00
155.1 : :
ol ‘h J W Lo, 2l 2809 myz 71.5  55.98%
miz--> 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — ——
13.50 14.00
m/z 43.00 53.15%
ol \ e ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> O 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
— ——
13.50 14.00
5000 ITI/Z 85.10 41.88%
iy R L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- — ——
43.0 13.50 14.00
m/z 55.00 20.48%
- wwa/WMwJAVJ\%WMJLW
0 | \ \\ H :\‘Lz\? (\) ]F69 0 2250 295 0 337.0
““‘ B e R A0 B AR AL S — ——
mlz--> 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\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 Phenyl(2-phenyl-1,3-dioxola... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.945 3.05 ng 220938 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 78
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 59
4 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 52
5 Phthalic acid, cycloheptyl hexyl... 346 C21H3004 1000322-83-2 38

Abundance Scan 2016 (13.945 min): BF125322.D\data.ms (-2013) (-  m/z 105.00 100.00%

1050 1400
5000

T
51.0 14.00

Oberrrreprobigebbps e o e e e ok m/z 149.00  82.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #197039: Phenyl(2-phenyl-1,3-dioxolan-2-ylymethanol, ac
149.0
5000 105.0 I
14.00

o

m/z 77.00 40.80%

43.0 7450 h 178.0207.0 239.0
H\‘\\H‘H\\‘\\\f‘\\f\‘H\\’\\H‘\H\‘\\\\‘\\H‘H\\’\\H‘\H\’\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0

=
14.00

5000 ITI/Z 51.00 10.11%
45.0
| 760, |
O' ettt e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0 14.00
m/z 149.95 8.79%
5000
51.0
305 LM B S SO M 14 R —— AT
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\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.457 4.64 ng 336994 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane 310 C22H46 000629-97-0 87
5 Eicosane, 1l-iodo- 408 C20H41I 1000406-31-8 87

Abundance Scan 2103 (14.457 min): BF125322.D\data.ms (-2096) (- m/z 57.00 100.00%
57.0

2 \%J\ML
1450
141 0 197.0 :
ob— “ LA H‘ Ly 2830 m/z 71.85 60.55%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 T
14.50
m/z 43.00 55.47%
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—
14.50
5000 ITI/Z 85.05 45.23%
o ‘ \L\ Hh\ \h\ M h‘ 14% (\)183-0225'0267'0309'0 3670
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7
57.0 14.50
m/z 55.00 22.85%
o KMWAVAWN%/\A/AMMMJRW
41.0
RN M 1018300250 2080 o
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.033 3.21 ng 220147 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexatriacontane 507 C36H74 000630-06-8 86

Abundance Scan 2201 (15.033 min): BF125322.D\data.ms (-2196) (- m/z 57.00 100.00%
57.0

9.1 R ‘
L)1) 341 21002532 1599
L L e e B e R m/z 71.10  60.27%
m/z--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 ——
15.00
m/z 43.05 51.41%
9.0
01\5.\ T ‘!‘ \“‘\ ““ \“ \]“.\4\‘]"‘9\ T \]-\9?.?\ L ‘ L ‘ T 1T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
R \
15.00
5000 ITI/Z 85.05 45 .40%
9.0
0 ‘ | uh\ \h\ “\‘ h‘ %\.4%9 ;8‘30 225.0 267.0 309.0 367.(
e e
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T
57.0 15.00
m/z 55.00 22.17%
e M\WJ\W}W
9.0
otsg L L1l | 3000 200 L
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.698 3.27 ng 224055 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane 254 C18H38 000593-45-3 86
3 Octacosane 394 (C28H58 000630-02-4 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 2314 (15.698 min): BF125322.D\data.ms (-2308) (- m/z 57.00 100.00%

57.0
5000

9.0 1550 1600
141.1
ot ““w‘““ Ay I35 3830, 2513 s2r0 m/z 71.00  56.81%
mlz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000
1550 1600

m/z 43.00 51.80%

o ‘\ ‘ | %9‘9 141.0183.0226.0

\\\‘ T \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #141057: Octadecane

57.0
— —
15.50 16.00
9.0
1] y \ | 14101830 2540
O L L B e L e
m/z--> O 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0 1550 1600

m/z 55.00 16.04%

5000 WMW

ol L H | 141918302250 281.0 337.0 394.
AL Ly e 3ee e 2810 3370 394 —— —

m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF081821.M Fri Sep 03 12:34:15 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 unknownl6.898 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.898 2.75 ng 188598 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline, 1,2,3,4-tetrahydro-2,... 189 C13H19N 1000308-78-8 47
2 Phosphoric acid, di(3-butenyl) p... 282 C14H1904P 006612-66-4 47
3 1,2,5-Trimethylindol-6-amine 174 C11H14N2 1000389-10-0 43
4 7-Methoxy-1-naphthol 174 C11H1002 067247-13-6 43
5 4-tthynylaniline, N-(tert-butyld... 231 C14H21NSi 1000449-79-1 38

Abundance Scan 2518 (16.898 min): BF125322.D\data.ms (-2513) (1  m/z 174.10 100.00%

174.1
5000
430 910 269.1 410.-
2232 3111365 1 16.50 17.00
0 - m/z 160.95 33.69%
mlz--> 50 100 150 200 250 300 350 400
Abundance #63904: Quinoline, 1,2,3,4-tetrahydro-2,2,4,8-tetramethyl
174.0
5000 — S
16.50 17.00
m/z 159.05 26.29%
79.0 132.0‘
O \\\‘\‘\“‘\‘\‘“\M‘\‘}‘L\dh“d‘} \‘\‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175464: Phosphoric acid, di(3-butenyl) phenyl ester
174.0 WWW
e T
16.50 17.00
5000 ITI/Z 43.00 25.38%
55.0
40&0 ‘ 228.0
obbdad LI L e
miz--> 50 100 150 200 250 300 350 400
Abundance #49007: 1,2,5-Trimethylindol-6-amine — ——
174.0 16.50 17.00
m/z 175.05 24.04%
5000
87.0
39.0 ‘ 130.0 ‘
ok ‘\‘N wuu‘\‘\h‘uu\h“ \‘\}\ ‘m‘hh‘ \!\w ‘H‘h‘\“} s B P P
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90221\
Data File : BF125322.D

Acqg On : 2 Sep 2021 15:55
Operator : JU/CG

Sample : M3606-01

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 86.3 ng 4031630 1 6.910 934843 20.0
Ethanol, 2-(2-b... 8.098 7.1 ng 428603 2 8.192 1213120 20.0
n-Hexadecanoic ... 11.951 6.8 ng 541360 4 11.439 1588580 20.0
Octadecanoic acid 12.739 3.8 ng 301784 4 11.439 1588580 20.0
Heptacosane 13.827 4.5 ng 329940 5 14.080 1451120 20.0
Phenyl(2-phenyl... 13.945 3.0 ng 220938 5 14.080 1451120 20.0
Octacosane 14.457 4.6 ng 336994 5 14.080 1451120 20.0
Tetradecane 15.033 3.2 ng 220147 6 15.586 1370390 20.0
Hexadecane 15.698 3.3 ng 224055 6 15.586 1370390 20.0
unknownl16.898 16.898 2.8 ng 188598 6 15.586 1370390 20.0
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