LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125310.D

Acqg On : 1 Sep 2021 17:07
Operator : JU/CG

Sample : M3602-09

Misc :

ALS Vvial : 12 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: BF125310.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 4 9 15 rVB 953101 1172249 23.88% 3.486%
2 5.522 579 584 587 rBV 3685451 3519581 71.70% 10.466%
3 6.534 751 756 759 rBV 3565247 3585260 73.04% 10.661%
4 6.904 816 819 822 rBV 1276216 967519 19.71% 2.877%
5 7.469 910 915 918 rBV 2722275 2318567 47.23% 6.894%

6 8.086 1017 1020 1034 rBV 436567 636181 12.96%  1.892%
7 8.186 1034 1037 1041 rBV 1478492 1292237 26.32% 3.843%
8 9.263 1216 1220 1223 rBV 4768662 4081843 83.15% 12.138%
9 9.945 1332 1336 1340 rBV 1864422 1539465 31.36% 4.578%
10 10.733 1466 1470 1474 rBV 3173099 2970927 60.52%  8.834%

11 11.433 1585 1589 1591 rBV 2027658 1663507 33.89% 4.947%
12 11.457 1591 1593 1597 rVB 269137 211249 4.30% 0.628%
13 11.951 1671 1677 1682 rBV2 185963 239476  4.88% 0.712%
14 12.645 1792 1795 1799 rBV 380039 310714 6.33% 0.924%
15 12.874 1829 1834 1839 rBV 306167 316382 6.45% ©.941%

16 13.021 1854 1859 1862 rBV 5493155 4908846 100.00% 14.597%
17 13.951 2013 2017 2030 rVB7 53273 183315 3.73%
18 14.074 2034 2038 2041 rVV 1573125 1565575 31.89%
19 14.098 2041 2042 2048 rVB 153688 134766 2.75%
20 15.133 2213 2218 2225 rBV 104458 220985 4.50%
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21 15.445 2267 2271 2277 rVB 60754 81859 1.67%
22 15.510 2278 2282 2286 rVV2 77411 108105 2.20%
23 15.574 2288 2293 2307 rVB 914615 1382174 28.16%
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24 17.074 2546 2548 2557 rVB3 41486 83350 1.70% 248%

25 17.186 2561 2567 2573 rVB9 24679 61878 1.26% 184%

26 17.527 2623 2625 2637 rVB2 31419 73811 1.50% 0.219%
Sum of corrected areas: 33629821
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: M3602-09

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090121\
BF125310.D

1 Sep 2021 17:07

Ju/CaG

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\BF@90121\
Data File : BF125310.D

Acqg On 1 Sep 2021 17:07

Operator : JU/CG

Sample : M3602-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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.
2.140  24.23 ng 1172250 1,4-Dichlorobenzene-d4 6.904
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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 9 (2.140 min): BF125310.D\data.ms (-4) (-) m/z 73.00 100.00%
73.0
5000 43.0
87.1
R AREARREARES SRS
‘ 9.0 ‘ 2.202.302.402.50
oH,‘m_mwm“‘ww‘}”WMWWwwwwww m/z 43.00 43.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B L B B
43.0 2.202.302.402.50
' 87.0 m/z 55.00 33.14%
2
i ‘\“\ 00 |
OH’\\H‘\\H‘\H\‘\H\‘\H‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 RN EESESBESEREESE
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 26.07%
27.0
Ot el 1120 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9513: 3-Pentanol, 2,4-dimethyl- R AREARRERARES SRS
73.0 2.202.302.402.50
m/z 41.00 13.81%
5000 55.0
27.0 410
O beprrrrprrbrert bt e 989 S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125310.D

Acqg On : 1 Sep 2021 17:07
Operator : JU/CG

Sample : M3602-09

Misc :

ALS vial : 12  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.
8.086 9.85 ng 636181 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50

Abundance Scan 1020 (8.086 min): BF125310.D\data.ms (-1017) (-) m/z 57.00 100.00%
57.0

5000
41.0
 AREEEE NS L
5.0 101.1 7.80 8.00 8.20 8.40
l M Jo ) 20t 1311 0
0ttt m/z 45.00 96.16%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L L L B I IR
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 34.28%
O T \‘H“\‘ T “‘H‘\ T ‘ ‘Uur T ‘1“\‘ T \“\‘ \lrofo‘.rowlwlg‘owlwswz.\o‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
R RN e
7.80 8.00 8.20 8.40
5000 ITI/Z 56.00 16.18%
89.0
29.0
73
b il 7 | 00 saso.
miz--> 20 40 60 80 100 120 140
Abundance #5036: 3,3-Dimethylbutane-2-ol AmEE e
57.0 7.80 8.00 8.20 8.40
m/z 75.00 16.07%
41.
5000
87.0
0 “‘,N“‘MM“““J““““‘ R R R R e SO
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@90121\
Data File : BF125310.D

Acqg On : 1 Sep 2021 17:07
Operator : JU/CG

Sample : M3602-09

Misc :

ALS vial : 12  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 4
R.T. EstConc Area Relative to ISTD R.T.
11.951 2.88 ng 239476  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Tetradecane 198 C14H30 000629-59-4 25

Abundance Scan 1677 (11.951 min): BF125310.D\data.ms (-1671) (- m/z 73.00 100.00%

43.0,/73.0
5000
129.1
s
H‘ 15711851213'2 o561 12.00
0 Al ““‘ Al “w‘mw m_w“u‘lw\m‘u‘mwml_ m/z 60.00  95.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 56.95 93.61%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M{‘\‘HH\H““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
USVIRRAS
12.00
5000 129.0 ITI/Z 43.00 93.40%
199.0
i H\ oo
NI i A P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid e
73.0 12.00
m/z 55.00 78.77%
43.0
5000
129.0
1710 2140
101.0
01‘0(ﬁ S
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@90121\
Data File : BF125310.D

Acqg On : 1 Sep 2021 17:07
Operator : JU/CG

Sample : M3602-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 Bromoacetic acid, pentadecy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.951  2.3ang 183315 Chrysene-d12 14.074

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bromoacetic acid,
2 1-Hexadecanol

3 1-Octadecanol

4 17-Pentatriaconte
5 n-Tetracosanol-1

Abundance Scan 2017 (13.
57.0

pentadecyl ester 348 C17H33Bro02
242 C16H340
270 C18H380

ne 491 C35H70
354 C24H500

951 min): BF125310.D\data.ms (-2013) (-

131143-01-6 76
036653-82-4 68
000112-92-5 68
006971-40-0 68
000506-51-4 68

m/z 57.00 100.00%

97.1
5000
——
H ‘ H 139.0  194.0 450 283. 14.00
ob— u“‘w‘“ “H‘M o TTT L myz 43.e0  85.89%
miz--> 50 100 150 200 250
Abundance #257310: Bromoacetic acid, pentadecyl ester
43.0 83.0
5000 T
14.00
Tzso m/z 55.00  85.53%
182.0
0 “m‘M‘mﬂMudMM‘MHW‘WV““;“‘W 230
m/z--> 50 100 150 200 250
Abundance #126369: 1-Hexadecano
55.0
——
97.0 14.00
5000 m/z 83.00 79.43%
ol LLLLL Lm0 a0
miz--> 50 100 150 200 250
Abundance #161350: 1-Octadecanol —
43.0, 83.0 14.00
m/z 69.00 69.27%
5000
25.0
LU LT e e
ob— b A B B f by A —
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\BF@90121\
Data File : BF125310.D

Acqg On 1 Sep 2021 17:07

Operator : JU/CG

Sample : M3602-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 Perylene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.133 3.20 ng 220985 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[e]pyrene 252 C20H12 000192-97-2 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90

Abundance Scan 2218 (15.133 min): BF125310.D\data.ms (-2213) (-]

m/z 252.05 100.00%

252.1
o MA
‘ L
670 12‘6 1161 9 2070 15.00 15.50
430 SO A A8LY SR 355 sz 25e.10 27.47%
mlz--> 50 100 150 200 250 300 350
Abundance #138563: Benzol[Kk]fluoranthene
252.0
5000 A \A\A‘\\[\\AN\“K/\k
15.00 15.50
126.0 m/z 253.10 23.47%
O 87 Q \“ ‘“ 2000 n ‘ L
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138566: Benzol[b]fluoranthene
252.0 A
A Al —h
15.00 15.50
5000 m/z 126.10  13.89%
126.0
ol 510 87.0 | | 16202000 |
e e e e
miz--> 50 100 150 200 250 300 350
Abundance #138552: Perylene
252.0 15.00 15.50
m/z 125.00 9.05%
5000
126.0
0 500870“\“ 16201980 i
T e e —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125310.D

Acqg On : 1 Sep 2021 17:07
Operator : JU/CG

Sample : M3602-09

Misc

ALS Vvial : 12  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... 2.140 24.2 ng 1172250 1 6.904 967519 20.0
Ethanol, 2-(2-b... 8.086 9.8 ng 636181 2 8.186 1292240 20.0
n-Hexadecanoic ... 11.951 2.9 ng 239476 4 11.433 1663510 20.0
Bromoacetic aci... 13.951 2.3 ng 183315 5 14.074 1565580 20.0
Perylene 15.133 3.2 ng 220985 6 15.574 1382170 20.0

8270-BF081821.M Thu Sep 02 17:52:03 2021 Pag 8



