LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122250.D

Acqg On : 3 Nov 2020 20:06
Operator : JU/CG

Sample : L4600-09

Misc :

ALS Vvial : 15 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122250.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.340 550 553 584 rBVY 998191 1726133 87.83% 10.902%
2 6.369 725 728 761 rBV 1176051 1807794 91.98% 11.418%
3 6.593 764 766 779 rW 20340 64801 3.30% 0.409%
4 6.710 783 786 797 rVB 464225 493694 25.12%  3.118%
5 7.281 880 883 905 rBV 952082 1128607 57.43% 7.128%
6 7.992 1001 1004 1024 rBV 587416 636871 32.41% 4.022%
7 9.063 1183 1186 1203 rBV 1933388 1965321 100.00% 12.413%
8 9.186 1203 1207 1219 rVB 78449 98035 4.99% 0.619%
9 9.469 1252 1255 1272 rVB 252940 292485 14.88% 1.847%
10 9.745 1298 1302 1316 rBvV 723787 753692 38.35% 4.760%
11 10.304 1393 1397 1403 rBV2 34668 38673 1.97% 244%
12 10.539 1434 1437 1451 rBV 1042936 1267424 64.49% 005%
13 10.639 1451 1454 1461 rVB5 18167 26246 1.34%

14 11.233 1552 1555 1558 rBV 806108 757875 38.56%

(RN R
=
I
o)
xR

15 11.257 1558 1559 1565 rVV 221688 207265 10.55% 309%
16 11.322 1565 1570 1578 rVB 31433 50028 2.55% ©0.316%
17 11.498 1596 1600 1608 rVB5 16600 32627 1.66% ©.206%
18 11.775 1643 1647 1653 rVB3 30785 44988 2.29% ©.284%
19 11.857 1658 1661 1663 rBV 34404 36051 1.83% 0.228%
20 12.451 1759 1762 1768 rBV 208979 217199 11.05% 1.372%
21 12.680 1795 1801 1808 rBV 190229 229102 11.66% 1.447%
22 12.816 1820 1824 1830 rBV 2152429 1960643 99.76% 12.383%
23 12.898 1836 1838 1845 rVB4 16489 25233 1.28% 0.159%
24 13.022 1856 1859 1865 rVB2 23041 33958 1.73% 0.214%
25 13.080 1865 1869 1873 rBV 18968 20678 1.05% ©0.131%
26 13.710 1970 1976 1991 rBV5 143002 339548 17.28%  2.145%
27 13.880 2001 2005 2010 rBV 577504 690832 35.15% 4.363%
28 14.321 2076 2080 2083 rBV3 23591 26540 1.35% ©.168%
29 14.357 2083 2086 2093 rVV7 17056 31703 1.61% ©0.200%
30 14.621 2126 2131 2135 rBV2 34443 44379 2.26% 0.280%
31 14.798 2158 2161 2164 rVB 23087 23350 1.19% ©.147%
32 14.927 2179 2183 2190 rBV2 47594 86852  4.42%  0.549%
33 15.216 2229 2232 2237 rVB 20984 25070 1.28% 0.158%
34 15.280 2239 2243 2247 rW2 32557 52973 2.70% ©.335%
35 15.321 2247 2250 2267 rVB2 360514 567779 28.89% 3.586%
36 15.692 2309 2313 2319 rVB3 20844 28357 1.44% 0.179%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122250.D

Acqg On : 3 Nov 2020 20:06
Operator : JU/CG

Sample : L4600-09

Misc

ALS Vvial : 15 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 15832806
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Data Path :
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Operator
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Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
BF122250.D

3 Nov 2020 20:06

Ju/CaG

L4600-09

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122250.D

Acqg On : 3 Nov 2020 20:06
Operator : JU/CG

Sample : L4600-09

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.593 2.63 ng 64801 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
3 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 9
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 9
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 9

Abundance Scan 766 (6.593 min): BF122250.D\data.ms (-764) (-) m/z 45.05 100.00%

45.0
5000
72.1 R ama I
h | M 104.1 6.20 6.40 6.60 6.80 7.000
O bbb e e M/ 59.00 37.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘{\W
6.20 6.40 6.60 6.80 7.00
200 72.0 m/z 72.10  22.18%
0140 Ll ‘M 89.0 1040 1350
H‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)-
45.0
‘\\\\‘\\\\‘\\\A\‘A\\\\‘\\
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 17.85%
73.0
0 T \‘H | ‘\ 88.0 103.0
H_H‘_HWH‘wHH‘HH_H‘_HW‘HWHH‘HH_‘H_HW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #4706: Acetic acid, hydroxy-, ethyl ester RmEa S e R
31.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 14.50%
5000 PWA
5150 ‘m 46.0 760 1040

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122250.D

Acqg On : 3 Nov 2020 20:06
Operator : JU/CG

Sample : L4600-09

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.186 2.60 ng 98035  Acenaphthene-d10 9.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
3 Camphorsulfonic acid 232 C1eH1604S 003144-16-9 42
4 2,5-Furandione, dihydro-3-(2-met... 154 C8H1003 018908-20-8 35
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 32
Abundance Scan 1207 (9.186 min): BF122250.D\data.ms (-1203) (-) m/z 43.00 100.00%
3.0
109.1
5000 151.1

‘ ‘ ‘ 85"0 8.80 9.00 9.20 9.40 9.60

bt el ey b m/z 109.10  68.80%

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

Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

43.0 109.0
151.0
5000 R LN R
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 48.07%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester)
109.0
43.0
R A R aR o
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 23.97%
80.0
151.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87022: Camphorsulfonic acid ‘H“ﬁﬂ‘ﬂ““ﬂﬂﬂ‘MMA
109.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 15.07%
5000 o 151.0
41.0
o0 H‘mwwl‘wm_m_m‘ A e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122250.D

Acqg On : 3 Nov 2020 20:06
Operator : JU/CG

Sample : L4600-09

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.710 9.83 ng 339548 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93

Abundance Scan 1976 (13.710 min): BF122250.D\data.ms (-1970) (- m/z 57.05 100.00%
57.0

97.0
5000
= —
| | | 1991 178, 2291 13.50 14.00
ol e b 20 m/z 43.10 94.95%
miz--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 T T T T T T
13.50 14.00
m/z 55.05  90.04%
39.0
01\5.9“\ ‘i‘ “‘ T H\‘ ‘\L \% ‘W ‘“\ T \1?‘6‘9 T ‘2\6?'\0\ ‘3\2(\)\{
miz--> 50 100 150 200 250 300
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0 S o
13.50 14.00
5000 m/z 83.10  76.36%
WL
182.0
Miz--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene e —
63.0 13.50 14.00
m/z 97.05 74.52%
97.0
5000
ol LLLL i omme wme
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF101220.M Wed Nov 04 12:38:50 2020

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122250.D

Acqg On : 3 Nov 2020 20:06
Operator : JU/CG

Sample : L4600-09

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.927 3.06 ng 86852 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 91
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 87
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 2183 (14.927 min): BF122250.D\data.ms (-2179) (. m/z 252.05 100.00%
252.1
5000
—
57.1 126.0
85.0 163.1 224.0 281 15.00
0- : m/z 253.10 24.65%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000 !\ | \/\ Wiy
15.00
m/z 250.10 24.58%
125.0
ol 630 980, | 1740 2240 |
\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘HH‘H\\‘HH‘HH‘\\ \‘HH‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]lacephenanthrylene
252.0
[ (U
15.00
5000 m/z 126.00 13.08%
126.0
ol 630 990, ‘\\ 174.0 2240 M
e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 A [M
Abundance #104224: BenzolK]fluoranthene ﬂ ﬁ h e
252.0 15.00
m/z 57.10 12.67%
5000
126.0
b B0 0 | -
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122250.D

Acqg On : 3 Nov 2020 20:06
Operator : JU/CG

Sample : L4600-09

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-e... 6.593 2.6 ng 64801 1 6.710 493694 20.0
2,4,7,9-Tetrame... 9.186 2.6 ng 98035 3 9.745 753692 20.0
Trifluoroacetox... 13.710 9.8 ng 339548 5 13.880 690832 20.0
Benzo[e]pyrene 14.927 3.1 ng 86852 6 15.321 567779 20.0
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