LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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: BF125203.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 15 21 31 rVB 952340 1240587 34.41% 4.419%
2 5.534 581 586 589 rBV 3413555 3204315 88.88% 11.414%
3 6.540 751 757 760 rBV 3031066 3214796 89.17% 11.452%
4 6.916 817 821 824 rBV 1081723 888453 24.64%  3.165%
5 7.475 911 916 919 rBV 2418929 2120430 58.81% 7.553%

6 8.110 1019 1024 1035 rBV2 76776 206898 5.74% 0.737%
7 8.198 1035 1039 1042 rVV 1414351 1149524 31.88%  4.095%
8 9.269 1217 1221 1224 rBV 4116516 3605410 100.00% 12.843%
9 9.951 1333 1337 1340 rBV 1679127 1292136 35.84% 4.603%
10 10.739 1467 1471 1474 rBV 2968550 2479251 68.76%  8.832%

11 11.439 1586 1590 1593 rBV 1633757 1320378 36.62%
12 11.957 1672 1678 1687 rBV2 541126 610687 16.94%
13 12.739 1806 1811 1821 rBV 198681 264119 7.33%
14 13.027 1855 1860 1863 rBV 3660198 3494892 96.93% 1

ONOND
(o)
e
=
B

15 13.792 1982 1990 2000 rBV4 50773 145390 4.03% 518%
16 13.910 2007 2010 2013 rBV 47159 58197 1.61% 0.207%
17 13.945 2013 2016 2019 rVvV 108963 110690 3.07% 0.394%
18 13.986 2019 2023 2032 rVvVv8 63379 201294 5.58% 0.717%
19 14.080 2035 2039 2042 rVB 1139807 961636 26.67% 3.426%
20 14.451 2096 2102 2107 rBVe 57484 111971 3.11% 0.399%
21 14.539 2111 2117 2120 rBvV4 57808 98779 2.74% 0.352%
22 14.710 2142 2146 2154 rVB4 32647 81558 2.26% 0.291%
23 15.139 2215 2219 2227 rVV7 52251 122044 3.39% 0.435%
24 15.210 2227 2231 2235 rVB2 42547 56151 1.56% 0.200%
25 15.574 2288 2293 2301 rBV 674114 940104 26.07% 3.349%
26 16.051 2370 2374 2379 rBV 33171 53254 1.48% 0.190%
27 16.574 2459 2463 2468 rBV4 24616 39689 1.10% 0.141%
Sum of corrected areas: 28072633
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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\BF082521\

BF125203.D
: 25 Aug 2021 11:35
Ju/CG
: M3524-04
: 5 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

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF125203.D\data.ms

5.534
6.540
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2910 6.916

Time-->
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TIC: BF125203.D\data.ms
9.269
13.027

10.739

9.951 11.439

8.198

11.957
12.739

. L =p |

0
Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000

0

— = —— — — T — I = —
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF125203.D\data.ms

14.080

14145339.710 135390 16.051 16.574

Time-->

8270-BF081821
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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.
2.210 27.93 ng 1240590 1,4-Dichlorobenzene-d4 6.916

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 39
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 21 (2.210 min): BF125203.D\data.ms (-15) (-) m/z 73.00 100.00%

73.0
5000 43.0
87.1

0 R —
I ‘ 1000 1201 220 240 260
om_m_m_M‘_WWW1”,‘HWww:ww:m, m/z 43.00 47.41%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 BN oo o e i p
220 240 2.60
43.0

m/z 55.00 35.97%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0

2. 20 240 260

5000 m/z 87.10 25.49%
55.0
27.0 ‘
2o WLl sso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol 1
73.0 2.20 2.40 2.60

m/z 41.00 14.78%

5000 55.0 J\\
1, QH H‘ 88.0 1120 120.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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 5
R.T. EstConc Area Relative to ISTD R.T.
8.110 3.60 ng 206898 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 2-Propanol, 1-(2-butoxyethoxy)- 176 CSH2003 000124-16-3 56
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53

Abundance Scan 1024 (8.110 min): BF125203.D\data.ms (-1019) (-) m/z 56.95 100.00%

57.0
5000
IFIVUREDUUN Bl S RHB R
a0l 75‘0 100.0 7.80 8.00 8.20 8.40
Hwm““:“me‘,““““““‘1‘3‘23””,” m/z 45.00  90.63%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘
29.0 7.80 8.00 8.20 8.40
750 m/z 41.00  35.25%

\\\‘\‘H“\‘\“‘H‘\\M“\\‘l“\’\u}\o}o‘\q\\‘\]-\:3\2\0‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #51505: 2-Propanol, 1-(2-butoxyethoxy)-
57.0

\\‘\\\\‘\\\\’\\\\‘\\\V‘

7.80 8.00 8.20 8.40

5000 29.0 m/z 56.00  18.85%
87.0
131.0
L aese B aseo
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 7.80 8.00 8.20 8.40

m/z 75.00  15.98%

5000 /\
89.0
27,0
H“ ‘ \‘\ M‘ — h‘ﬁ 119 0 144.0

m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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 2
R.T. EstConc Area Relative to ISTD R.T.

11.957 9.25 ng 610687 Phenanthrene-die 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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1678 (11.957 min): BF125203.D\data.ms (-1672) (- m/z 43.00 100.00%

43.0 |73.0
5000
129.0
RS

213.2
| 157.1185.1 o561 12.00
— m/z 60.00  97.74%

m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 L
129.0 12.00

m/z 72.95 94.59%

213.0
157. 0‘18"5 .0 ‘
I wl L

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

u‘\“l% i |

Abundance #92063: Tridecanoic acid
73.
43.0 0
==
12.00
5000 129.0 ITI/Z 57.00 81.99%
171.0
214.0
150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00

m/z 55.00 77.71%

5000 129.0
199.0
L ) e T
1s.0) [l g ol B \m u L i

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.739 4.00 ng 264119  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Octadecanoic acid 284 C18H3602 000057-11-4 62
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 52

Abundance Scan 1811 (12.739 min): BF125203.D\data.ms (-1806) (- m/z 43.00 100.00%

43.0
73.0
5000
129.1 185.1 i i
H‘ | ‘ : 2412 12.50 13.00
— W, ll Ly Ml e I m/z 59.95 87.73%
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T 1
12.50 13.00
1990 2420 m/z 57.00  86.59%
: W’H‘\ h“ Mhuw M\‘u} ““1‘61‘-0"“ ‘i NI “\‘ N
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
. —
12.50 13.00
5000 129.0 m/z 55.00 81.31%
7.0 1710 2130 2560
- ‘M’H‘\ W “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ ‘ “ “ “‘ \‘ ““ I “\‘ -
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid — —
3
43.0 73.0 12.50 13.00
m/z 73.00 81.02%
5000 129.0
‘ 1850 940 284l
M\\ \‘H“‘HH‘L wm\‘h} ‘\ — ‘\ . \‘ . ““ — ““ ooy Al
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF081821.M Thu Aug 26 13:38:32 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.792 3.02 ng 145390 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1990 (13.792 min): BF125203.D\data.ms (-1982) (- m/z 57.00 100.00%

57.0 ' '
5000
— —
| J “ ‘13 ? 209.1 13.50 14.00 ]
\\\‘\ “M”“‘HH‘“ H“I‘H‘ \\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\ m/z 43.06 66.44A
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0
5000 — —
13.50 14.00
m/z 70.95 64.11%
13.0
L ‘ il Jh ]M u‘ Ly 183 0 239.0 295.0 352.0
\\\\‘\T\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
— —
13.50 14.00
5000 ITI/Z 85.00 47 .94%
‘ ‘ h\ h H \‘ \\ ]Tng 0 225 0 296 0
***w R A B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane 7 —
57.0 13.50 14.00
m/z 55.00 21.95%
| | nhw hl n‘ | \6\9 p 225 0 281.0 337.0 4212(
R B N AL L I e e e — —
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.945 2.30 ng 110690 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 83
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 78
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C10 000936-59-4 35
Abundance Scan 2016 (13.945 min): BF125203.D\data.ms (-2013) (-  m/z 105.00 100.00%
105.0
149.0
5000
— =4
51.0 250, 14.00
i L teL0 3990 s 140.00  74.72%
mlz--> 50 100 150 200 250 300 350
Abundance  #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0
5000 T
14.00
m/z 76.95 39.81%
45.0
\\‘\‘\‘f‘\‘\”\\“\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #216951: Diethylene glycol dibenzoate
105.0 149.0
— =
14.00
5000 m/z 51.00 11.93%
51.0
| | 192.0
e
miz--> 50 100 150 200 250 300 350
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0 14.00
m/z 150.00 9.98%
105.0
5000
5100 | | 196.0 239.0 I
e P,
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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 1-Tetradecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.986 4.19 ng 201294 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanol 214 C14H30e0 000112-72-1 83
2 n-Pentadecanol 228 C15H320 000629-76-5 80
3 1-Octadecanol 270 C18H380 000112-92-5 52
4 1-Octadecene 252 C18H36 000112-88-9 49
5 Undec-10-ynoic acid, dodecyl ester 350 C23H4202 1010406-16-5 46
Abundance Scan 2023 (13.986 min): BF125203.D\data.ms (-2019) (- m/z 57.05 100.00%
57.0
97.0
5000 W
163.0 —
| H Hﬁzslg ‘ 208.9 282.( 14.00
AL Wy b T nyz ss.ee 92.82%
miz-> 50 100 150 200 250
Abundance #92362: 1-Tetradecano
83.0
43.0
5000 T
14.00
m/z 83.00 90.31%
25.0
LT, e
T \“\‘ ‘i“ “‘\ . \‘ \H‘ 1‘\“\ ‘1 T \‘\ T \“21\3'\0\ L L
miz--> 50 100 150 200 250
Abundance #109471: n-Pentadecano
83.0
—
43.0 14.00
5000 m/z 43.00 71.79%
25.0
TRIRENRNECY
RSN P
miz--> 50 100 150 200 250
Abundance #161350: 1-Octadecanol T
43.0, 83.0 14.00
m/z 41.00 59.87%
5000
‘ %2&0
LA L L] asso 280 -
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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 Cyclododecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14451 2.330g 111971 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclododecane 168 C12H2a 000294-62-2 70
2 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 62

3 Trichloroacetic acid, 3-tetradec... 358 C16H29C1302 1000282-06-7 58
4 Dichloroacetic acid, 2-pentadecy... 338 C17H32C1202 1010280-64-7 58
5 Cyclotetradecane 196 C14H28 000295-17-0 56

Abundance Scan 2102 (14.451 min): BF125203.D\data.ms (-2096) (- m/z 57.00 100.00%
57.0

285.:
97.0
5000
129.0 T
1611 196‘2 2412 | 14.50
L ““H‘ Ll w2 2300 7a.00%
miz--> 50 100 150 200 250
Abundance #43467: Cyclododecane
55.0
5000 LN
14.50
‘ ‘ 1680 m/z 55.00 71.59%
1\5.\0“\ L “ ‘ ‘ ‘ “ “12‘7 q T \ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #181675: Dodecyl isobutyl carbonate
57.0
—
14.50
5000 m/z 285.15 66.89%
97.0
230 1) 1) w00
miz--> 50 100 150 200 250
Abundance #267414: Trichloroacetic acid, 3-tetradecyl ester T
41.0 14.50
m/z 41.00 54.64%
5000
83.0
LR e 20
\m‘wh HMH MW A N P _—
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.539 2.05 ng 98779 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 62
2 Octacosane, 1-iodo- 520 (C28H57I 1000406-32-2 62
3 Docosane 310 C22H46 000629-97-0 62
4 Triacontane 422 C30H62 000638-68-6 58
5 Pentacosane 352 C25H52 000629-99-2 58

Abundance Scan 2117 (14.539 min): BF125203.D\data.ms (-2111) (1 m/z 57.00 100.00%
57.0

5000 M
T \
131 18492310 3033 414.4 14.50
- Wbt bt L m/z 43.00  85.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 —— |
14.50
m/z 71.05 60.83%
T ‘ h‘ \‘ \1‘“ \h \l‘\ \‘ ?7\6?\‘0\ ‘2\2\5\ (\)‘ T \\3?9\q \:3‘6\5\ \()\ ‘ \4\3\7\';
m/z--> 50 100 150 200 250 300 350 400
Abundance #340844: Octacosane, 1-iodo-
57.0
T \
14.50
5000 ITI/Z 85.05 40.92%
69.
LT 1550 2250 210 3970 3530
m/z--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane T
57.0 14.50
m/z 55.00 40.79%
- WM
L ‘ “\ ‘h I u‘ ‘ \‘ 11\8\3 0 239.0 31\0 0
L B B L N o B R ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

3k 3k 3k 3k >k 3k >k ok 3k 3k 3k >k 5k %k 3k 3k >k 5k >k ok %k >k 3k >k 5k 3k 5k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k %k >k 5k k 5k %k k %k k

Peak Number 10 unknown15.139 Conce
R.T. EstConc Area Relative to IS

15139 2.60ng 122044  perylene-d12
Hit# of 5 Tentative ID MW MolForm

1 Pyrimido[1,6-a]indole, 1,2,3,4-t... 216 C13H16N20
2 2,8,9-Trioxa-5-aza-1-silabicyclo... 203 C8H17NO3Si
3 Quinoline, 1,2,3,4-tetrahydro-2,... 189 C13H19N

4 3,6-Dimethyl-4-chromone 174 C11H1e02

5 Pyrrolo[2,3-b]indole, 1,2,3,3a,8... 174 C11H14N2

Abundance Scan 2219 (15.139 min): BF125203.D\data.ms (-2215) (-]

arch Compound Report

BF081821.M
ION

3k 3k 3k >k ok >k >k 3k >k 5k %k ok %k >k k %k

ntration Rank 7

L) R.T.

""""" 15.574
CASH# Qual

038349-09-6 38
002097-16-7 38
1000308-78-8 35
057646-01-2 30
055255-88-4 30

m/z 174.05 100.00%

A L

I
A
15.00 15.50
m/z 43.00 44.04%

— —
15.00 15.50

m/z 161.10  37.91%

15.00 15.50
m/z 55.00 31.73%

— —
15.00 15.50
m/z 187.00  29.81%

T I |

174.1
50001 43.0
105.0 252.0 410.«
\LHU‘\H‘\\“‘\‘}\ \h\‘\\\\‘\\\\‘\\
mlz--> 50 100 150 200 250 300 350 400
Abundance #94340: Pyrimido[1,6-ajindole, 1,2,3,4-tetrahydro-7-meth
174.0
5000
131.0
55.0 \
\\\\“\\\\‘\‘\1\““‘\\‘\”\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #79114: 2,8,9-Trioxa-5-aza-1-silabicyclo[3.3.3]undecane,
174.0
5000
45.0 130.0
miz-> 50 100 150 200 250 300 350 400
Abundance #63903: Quinoline, 1,2,3,4-tetrahydro-2,2,4,8-tetramethyl
174.0
5000
0 oo
[ ”Wﬂﬂl‘”

m/z--> 50 100 150 200 250 300 350 400
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125203.D

Acqg On : 25 Aug 2021 11:35
Operator : JU/CG

Sample : M3524-04

Misc :

ALS vial : 5 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... 2.210 27.9 ng 12405990 1 6.916 888453 20.0
Ethanol, 2-(2-b... 8.110 3.6 ng 206898 2 8.198 1149520 20.0
n-Hexadecanoic ... 11.957 9.3 ng 610687 4 11.439 1320380 20.0
Pentadecanoic acid 12.739 4.0 ng 264119 4 11.439 1320380 20.0
Pentacosane 13.792 3.0 ng 145390 5 14.080 961636 20.0
1,3-Dioxolane, ... 13.945 2.3 ng 110690 5 14.080 961636 20.0
1-Tetradecanol 13.986 4.2 ng 201294 5 14.080 961636 20.0
Cyclododecane 14.451 2.3 ng 111971 5 14.080 961636 20.0
Hentriacontane 14.539 2.0 ng 98779 5 14.080 961636 20.0
unknown15.139 15.139 2.6 ng 122044 6 15.574 940104 20.0
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