LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125188.D

Acqg On : 24 Aug 2021 16:44
Operator : JU/CG

Sample : M3521-03

Misc :

ALS Vvial : 11 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: BF125188.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.222 16 23 29 rVB 1282135 1645682 35.64% 4.546%
2 5.157 518 522 528 rVB 44326 54318 1.18% 0.150%
3 5.534 581 586 589 rBV 4178652 4562719 98.81% 12.603%
4 6.540 751 757 760 rBV 4074740 4617504 100.00% 12.755%
5 6.916 817 821 824 rBV 1090394 933703 20.22% 2.579%

6 7.475 911 916 919 rBV 2936720 3044437 65.93% 8

7 8.092 1018 1021 1035 rBV 420806 500507 10.84% 1

8 8.198 1035 1039 1042 rBV 1399359 1236971 26.79%  3.417%

9 9.269 1216 1221 1224 rBV 4816153 4296080 93.04% 11.
9.951 1333 1337 1340 rBV 1734014 1409578 30.53% 3

11 10.251 1385 1388 1393 rVB 74935 74309 1.61% ©.205%
12 10.739 1466 1471 1474 rBV 3898994 3678521 79.66% 10.161%

13 11.239 1552 1556 1562 rBV 135310 140489 3.04% ©.388%
14 11.439 1586 1590 1592 rBV 1654433 1458193 31.58% 4.028%
15 11.457 1592 1593 1597 rVB 134486 103582  2.24% ©.286%

16 11.822 1652 1655 1658 rBV 69410 56585 1
17 11.957 1673 1678 1686 rBV 599329 591355 12.
18 12.533 1770 1776 1780 rVB2 135312 134391 2.91%
19 12.651 1792 1796 1800 rBV 244800 221910 4
20 12.739 1808 1811 1816 rBV 198392 194056 4
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21 12.880 1829 1835 1840 rBV 192467 201394  4.36%
22 13.022 1855 1859 1863 rBV 3942140 3939141 85.31% 10.881%
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23 13.945 2013 2016 2018 rBV 76788 97896 2.12% 0.270%
24 14.051 2031 2034 2036 rBV = 244742 274602 5.95% ©.759%
25 14.074 2036 2038 2041 rVV 1132879 1065275 23.07%  2.943%
26 14.098 2041 2042 2047 rVB 89896 76773 1.66% 0.212%
27 14.933 2181 2184 2188 rBV 114016 123502 2.67% ©.341%
28 15.127 2214 2217 2226 rVB 71444 139879 3.03% ©.386%
29 15.445 2267 2271 2274 rBV 42349 50145 1.09% 0.139%
30 15.504 2278 2281 2286 rVB 58456 76968 1.67% 0.213%
31 15.574 2287 2293 2303 rBV2 843474 1151577 24.94%  3.181%
32 16.051 2370 2374 2378 rBV4 36699 50158 1.09% 0.139%

Sum of corrected areas: 36202200
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125188.D

Acqg On : 24 Aug 2021 16:44
Operator : JU/CG

Sample : M3521-03

Misc :

ALS vial : 11 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

Abundance TIC: BF125188.D\data.ms
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Abundance TIC: BF125188.D\data.ms
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Abundance TIC: BF125188.D\data.ms

4000000

3000000

2000000

14.074

1000000

0 T ‘ T
Time--> 13.50

T T ‘ T T T T T T T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF081821.M Wed Aug 25 11:06:36 2021 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125188.D

Acqg On : 24 Aug 2021 16:44
Operator : JU/CG

Sample : M3521-03

Misc :

ALS vial : 11 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.
2.222 35.25 ng 1645680 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 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 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
Abundance  Scan 23 (2.222 min): BF125188.D\data.ms (-16) (-) m/z 73.00 100.00%
73.0
5000 43.0 A
87.1 \‘\\\\’\\\\‘\\\
‘ 220 240 2.60
Obrrrpreprrrerrebe e 220 L w/z 43.00  46.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI AL BN R B
43.0 220 240 2.60
87.0 m/z 55.00 34.97%
\ \‘ 90 I
O \H‘H\\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘H\\‘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 R T
220 240 2.60
5000 41.0 55.0 m/z 87.10  25.83%
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
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Abundance #9527: 3-Pentanol, 2,4-dimethyl- T
73.0 220 240 2.60
m/z 41.00 14.52%
5000
55.0
27.0 410
obwso Lol uo L esomso L
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\BF082421\
Data File : BF125188.D

Acqg On : 24 Aug 2021 16:44
Operator : JU/CG

Sample : M3521-03

Misc :

ALS vial : 11 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 3

R.T. EstConc Area Relative to ISTD R.T.
8.092 8.09 ng 500507 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 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 53
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53

Abundance Scan 1021 (8.092 min): BF125188.D\data.ms (-1018) (-) m/z 45.00 100.00%

5000 A\\
PP T
720 7.80 8.00 8.20 8.40
| | 1010 4311
om_m“m vl A S m/z 56.95  99.64%
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Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
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5000 L B L I L B R
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75.0 m/z 41.00  32.91%
O \\\‘\‘H“\‘\“‘H‘\\M“\\‘l“\‘\‘1‘}9?\9\\‘\:L\SWZ\()‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
PP T T
7.80 8.00 8.20 8.40
5000 m/z 56.00 17.25%
29.0 75.0
100.0
0 T O T .
miz--> 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether N RERRSRELS R
57.0 7.80 8.00 8.20 8.40
m/z 75.00 15.41%
5000
29.0 75.0
0 \‘\ I ‘ | 1000118.0
H‘_H‘ pr e P TR
mlz--> 0 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125188.D

Acqg On : 24 Aug 2021 16:44
Operator : JU/CG

Sample : M3521-03

Misc :

ALS vial : 11 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 8.11 ng 591355  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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1678 (11.957 min): BF125188.D\data.ms (-1673) (- m/z 43.00 100.00%

43.0 |73.0
5000
129.1
—
‘ H‘ 157.1 185_221‘3 2 eed 12.00
Ol AL AL AL ‘M: mum“‘HH_mwwmwwH m/z 60.00  99.86%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 1
129.0 12.00
213.0 m/z 73.00 94.41%
L) HH 157.0185.0
O \H’\l\\‘}‘\\”\” \H‘{‘\‘H!\H“‘\\‘”‘}‘\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘\H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #92063: Tridecanoic acid
73.
43.0 0
=
12.00
5000 129.0 ITI/Z 55.00 84.41%
171.0
214.0
0159?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 57.00 81.91%
5000 129.0
199.0
s e T
O%ﬁﬁhuhkMMM“NwmwNWHW‘_HJMﬂ‘JH‘_H‘_H‘_H‘_‘ e
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125188.D

Acqg On : 24 Aug 2021 16:44
Operator : JU/CG

Sample : M3521-03

Misc :

ALS vial : 11 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 2.66 ng 194056  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1811 (12.739 min): BF125188.D\data.ms (-1808) (-  m/z 42.95 100.00%

1
43.0 73.0
5000
P e
12.50 13.00
oL e m/z 60.00  90.97%
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
5000 129.0 B ety
12.50 13.00
m/z 57.00 88.27%

‘ ‘ 199.0 242.0
ol— “ W il \HH MhH\ \\‘\ u\ “ ﬂ‘o‘ , L\ — “\ T
m/z--> 50 10 0 150 200 250
Abundance #143510: n-Hexadecanoic acid

60.0

7 —
12.50 13.00

5000 1290 m/Z 73.09 82.88%
97.0 171 0 2130 256.0
oL , ‘M‘ H ‘\ Mh”\ u‘\ ul ‘ “ ‘ . \‘ “‘ - “\‘ —
miz--> 50 150 200 250
Abundance #46966:n—Decanok:add s nrs e
73.0 12.50 13.00
m/z 55.00 75.66%
129.0
5000
43.0
I M ‘ | 172.0
R T L e L S — —
miz--> 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\BF082421\
Data File : BF125188.D

Acqg On : 24 Aug 2021 16:44
Operator : JU/CG

Sample : M3521-03

Misc :

ALS vial : 11 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 Farnesol isomer a Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.933 2.14 ng 123502 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Farnesol isomer a 222 C15H260 1000108-92-4 87
2 Supraene 410 C30H50 007683-64-9 83
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
4 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52

Abundance Scan 2184 (14.933 min): BF125188.D\data.ms (-2181) (- m/z 69.00 100.00%

69.0
5000
—r—
| 1361070 2560 3270 15.00
ol b p a0 e e m/z 81.60 54.87%
mlz--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a
69.0
5000 T
15.00
m/z 41.05 28.28%
21.0
0+ ‘i“ ““x ‘HW \“LL‘]N\‘ ‘\h“\”““\ i T \lxgwl‘ow Lt
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
—
15.00
5000 ITI/Z 95.00 14.17%
137.0
o270 4l gl 1910 2730 3410 410
B e AL S e e
miz--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol ——
69.0 15.00
m/z 68.00 12.56%
5000
137.0
)
0‘7'4 Il gl y1980
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125188.D

Acqg On : 24 Aug 2021 16:44
Operator : JU/CG

Sample : M3521-03

Misc :

ALS vial : 11 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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.127 2.43 ng 139879 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 93
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Perylene 252 C20H12 000198-55-0 76
Abundance Scan 2217 (15.127 min): BF125188.D\data.ms (-2214) (- m/z 252.10 100.00%
252.1
w N MJ
e -
42.0 75.1 125.1 167.1200.0 302.1 341 15.00 1550
ot 2t g BOTASERC T 34l myz 25@.05  23.36%
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 v \”\‘ : \(K\ 4 "f\\
15.00 15.50
m/z 253.00 21.59%
125.0
0l 50.0 830 | 1580 2000 . |
T ‘ T T 1T ‘ T TT T T T 7T ‘ L L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #138562: Benzol[b]fluoranthene
252.0
15.00 15.50
5000 m/z 125.05 9.94%
126.0
0390 870 ‘\\ 161.0 2000 , |
T 1
miz--> 50 100 150 200 250 300 W
Abundance #138565: BenzolK]fluoranthene e —
252.0 15.00 15.50
m/z 251.00 9.03%
5000
126.0
A T
m/z--> 50 100 150 200 250 300 5. 15 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125188.D

Acqg On : 24 Aug 2021 16:44
Operator : JU/CG

Sample : M3521-03

Misc :

ALS Vvial : 11 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... 2.222 35.3 ng 1645680 1 6.916 933703 20.0
Ethanol, 2-(2-b... 8.092 8.1 ng 500507 2  8.198 1236970 20.0
n-Hexadecanoic ... 11.957 8.1 ng 591355 4 11.439 1458190 20.0
Pentadecanoic acid 12.739 2.7 ng 194056 4 11.439 1458190 20.0
Farnesol isomer a 14.933 2.1 ng 123502 6 15.574 1151580 20.0
Benzo[e]pyrene 15.127 2.4 ng 139879 6 15.574 1151580 20.0
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