LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122061.D

Acqg On : 21 Oct 2020 18:15
Operator : JU/CG

Sample : L4467-03

Misc :

ALS Vvial : 18 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: BF122061.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.951 484 487 502 rVB 35824 55784 1.66% 0.239%
2 5.351 551 555 587 rBV 2734026 2869412 85.55% 12.277%
3  6.381 725 730 747 rBV 2545943 2965008 88.40% 12.686%
4 6.581 761 764 777 rBV 26847 54188 1.62% 0.232%
5 6.722 785 788 798 rVB 707541 646371 19.27% 2.766%

6 7.298 881 886 898 rBV 2058176 2035997 60.70% 8.711%
7 8.010 1003 1007 1023 rBV 913708 855602 25.51% 3.661%
8 9.080 1184 1189 1200 rBV 3382869 3354269 100.00% 14.351%
9 9

9

.480 1253 1257 1265 rBV 421019 370563 11.05%  1.585%
10 .757 1300 1304 1315 rVB 1111376 970590 28.94%  4.153%
11 10.551 1435 1439 1455 rBV 2277947 2136826 63.70%  9.142%
12 11.239 1553 1556 1560 rBV 987163 963054 28.71% 4.120%
13 11.774 1644 1647 1650 rBV2 68643 67945 2.03% 0.291%
14 12.457 1759 1763 1768 rVB 101889 92384 2.75% 0.395%
15 12.680 1797 1801 1806 rVB 78034 85027 2.53% 0.364%

16 12.827 1821 1826 1829 rBV 3392811 3150425 93.92% 13.
17 13.727 1974 1979 1991 rBV 224068 468298 13.96%
18 13.880 2001 2005 2008 rBV 752581 689869 20.57%

OO NNW
O
U1
N
R

19 14.110 2041 2044 2048 rBV 41661 58692 1.75% 251%
20 14.333 2079 2082 2085 rBvV2 29366 36690 1.09% 157%
21 14.368 2085 2088 2100 rVvVvi1e 26988 69103 2.06% 0.296%
22 14.498 2105 2110 2111 rBVS 41411 59915 1.79% 0.256%
23 14.774 2152 2157 2170 rVB2 51677 170511 5.08% 0.730%
24 14.904 2175 2179 2182 rBV 51270 81017 2.42% 0.347%
25 14.951 2184 2187 2193 rVB3 61567 93735 2.79% 0.401%
26 15.251 2235 2238 2242 rVB 35160 44406 1.32% 0.190%
27 15.309 2243 2248 2259 rVB 547184 699880 20.87% 2.994%
28 15.715 2312 2317 2322 rVB3 42955 67993 2.03% 0.291%
29 15.804 2326 2332 2338 rBVS 45176 118933 3.55% 0.509%
30 16.721 2484 2488 2495 rVB4 20572 40032 1.19% 0.171%
Sum of corrected areas: 23372519
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Oct 2020 18:15

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
BF122061.D

Ju/CaG
L4467-03

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\BF102120\
Data File : BF122061.D

Acqg On : 21 Oct 2020 18:15
Operator : JU/CG

Sample : L4467-03

Misc :

ALS vial : 18 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 Trichloroacetic acid, hexad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.727 13.58 ng 468298 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94

Abundance Scan 1979 (13.727 min): BF122061.D\data.ms (-1974) (1 m/z 57.05 100.00%
57.0

97.0
5000
e
39.1 302.1 ' :
ok ‘Mp‘hﬂudeju%muﬁg}?‘?%f¥‘ b m/z 43.05  94.67%
mlz--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 _ ——
13.50 14.00
%250 m/z 55.10 93.08%
OM’ \“ \““‘ ‘1“”\“‘“\ ‘}‘ “”\ T \19\‘?0\\ L L
miz--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57.0
97.0 T T
13.50 14.00
5000 m/z 83.10  81.91%
39.0
ol ), ML L 18202220 | 200 3400
miz--> 50 100 150 200 250 300 350
Abundance  #190678: 2- Chloropropionic acid, octadecyl ester T ——
57.0 13.50 14.00
97.0 .
m/z 69.10 75.14%
39.0 250.0
L LN 20 a0 200 om0 qg e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122061.D

Acqg On : 21 Oct 2020 18:15
Operator : JU/CG

Sample : L4467-03

Misc :

ALS vial : 18 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 unknownl4.36 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.368 2.00 ng 69103 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5,6-Trichloro-4-isopropylsulfa... 280 C9H7C13N2S 216242-35-2 22
2 Oxalic acid, monoamide, N-(2-chl... 365 C18H20CINO3S 1000309-74-3 16
3 Benzonitrile, 2-(3-chlorobenzyli... 240 C14H9CIN2 315670-35-0 12
4 p-Bromophenyl trifluoromethyl ether 240 C7H4BrF30 000407-14-7 12

5 Diisopropylketone p-tosylhydrazone 282 C14H22N202S 017530-00-6 10

Abundance Scan 2088 (14.368 min): BF122061.D\data.ms (-2085) (-  m/z 55.05 100.00%

55.0
240.1
5000
143.24 332.1 — —
LT | T oot
oAU H“w“‘”_ LAl msz 43.00  80.93%
miz--> 50 100 150 200 250 300
Abundance #127855: 3,5,6-Trichloro-4-isopropylsulfanyl-pyridine-2-c:
43.0
5000 - —
14.00 14.50
m/z 57.05 68.51%
N 940 132.0167. 02020 H‘ 280.0
L ‘ L \ \ T T ‘ L T T L ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance #193569: Oxalic acid, monoamide, N-(2-chlorobenzyl)-N-
97.0
184.0  240.0 — —
14.00 14.50
5000 m/z 83.85 67.18%
138.0
57.0
SV Y S O S =
miz--> 50 100 150 200 250 300
Abundance  #93987: Benzonitrile, 2-(3-chlorobenzylidenamino)- P ——
240.0 14.00 14.50
102.0 m/z 69.00 57.62%
5000 205.0
51.0 F
obL ‘\H H ‘\‘\ ““ Al ‘hh; }n} l 1\\v0 \‘\‘ : \‘ e — —
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122061.D

Acqg On : 21 Oct 2020 18:15
Operator : JU/CG

Sample : L4467-03

Misc :

ALS vial : 18 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 3,4:8,9-Dibenzopyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.774 4.87 ng 170511 Perylene-di2 15.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4:8,9-Dibenzopyrene 302 C24H14 000189-64-0 96
2 Dibenzo(a,i)pyrene 302 C24H14 000189-55-9 95
3 Dibenz(a,e)aceanthrylene 302 C24H14 005385-75-1 76
4 1,2,9,10-Dibenzopyrene 302 C24H14 000191-30-0 76
5 1,2:4,5-Dibenzopyrene 302 C24H14 000192-65-4 72

Abundance Scan 2157 (14.774 min): BF122061.D\data.ms (-2152) (-] m/z 302.10 100.00%
2.1

302.
5000
151.1 T ‘ T T ‘ T
57.0  96.0 \‘ 203.1 249.0 14.50 15.00
ob— ‘\\H‘\\; o TREEVE \H‘m“ el m/z 151.05 25.80%
m/z--> 50 100 150 200 250 300
Abundance #146698: 3,4:8,9-Dibenzopyrene
302.0
5000 — ——
14.50 15.00
151.0 m/z 303.10 24.92%
o 63.0 112.0 , | 1980 2480 _ |
T T ‘ L T T [ T T T ‘ T T L ‘ L T T [ T T T T T
m/z--> 50 100 150 200 250 300
Abundance #146692: Dibenzo(a,i)pyrene
302.0
—— —
14.50 15.00
5000 m/z 300.10 24.00%
151.0
0 63.0 99.0 “\‘ 198.0 2480 |
—
m/z--> 50 100 150 200 250 300
Abundance #146703: Dibenz(a,e)aceanthrylene b —
302.0 14.50 15.00
m/z 150.05 13.38%
5000
151.0
0 39.0 1000 | 198.0 248.0 = |
e I R I e B A S —— —
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122061.D

Acqg On : 21 Oct 2020 18:15

Operator Ju/caG

Sample L4467-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Benzo[e]pyrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.904 2.32 ng 81017 Perylene-di2 15.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 89

Abundance Scan 2179 (14.904 min): BF122061.D\data.ms (-2175) (- m/z 252.10 100.00%
252.1
5000
ey
125.0
302.1 15.00
510 870 1621 213 .
Ol MH‘ e AL L L 39 h; 2se.10 25.02%
mlz--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000 4M\ T T MA\ T //‘\ T \/\
15.00
m/z 253.10 24.13%
125.0
ol39.0 830 | 2000, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene
259.0 /\
LAY
15.00
5000 m/z 125.00 13.36%
126.0
0,390 87.0 ‘\\ 163.0200.0 . ||
I L e A m 2
miz--> 50 100 150 200 250 300 350
Abundance #104223: Benzo[j]lfluoranthene
252.0 1500
m/z 126.00 13.36%
5000
126.0
ol 510 870 | \H 163.0200.0 . | WAl
et A |
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\BF102120\
Data File : BF122061.D

Acqg On : 21 Oct 2020 18:15
Operator : JU/CG

Sample : L4467-03

Misc :

ALS vial : 18 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 6 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.951 2.68 ng 93735 Perylene-di2 15.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hentriacontane 437 C31H64 000630-04-6 53
3 Heptadecane 240 C17H36 000629-78-7 49
4 Pentacosane 352 C25H52 000629-99-2 49
5 Octacosane 394 (C28H58 000630-02-4 49

Abundance Scan 2187 (14.951 min): BF122061.D\data.ms (-2184) (1 m/z 57.05 100.00%
57.0

5000 M@L
302.1 Tl
‘ ‘ ‘ ‘127 207.0 H 15.00
of -l “H“ M““"m\w,w‘m‘ Jwwu‘mmw””_m m/z 71.85 60.57%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57.0
5000 T T
15.00
m/z 43.10 59.95%
1
L 1580 20 s
O\\‘\\“ ‘\\‘”‘“‘1\‘\\‘\"\\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
—
15.00
5000 ITI/Z 85.05 49.68%
13.0
0 I u‘l \}]ﬂ J\‘ h‘ \%6\9\0\2\215‘0 L ‘30.90 3650 437‘
il B A B AL !
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane T
57.0 15.00
m/z 55.05 21.18%
2000 WM
\‘ (1130 1690 2400
o‘m“_‘uww‘m‘um,w‘:_m_m‘mwm e
m/z--> 0 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\BF102120\
Data File : BF122061.D

Acqg On : 21 Oct 2020 18:15
Operator : JU/CG

Sample : L4467-03

Misc :

ALS vial : 18 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 7 unknownl5.80 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.804 3.40 ng 118933 Perylene-di2 15.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-6-phenyltetrahydro-1,3-... 207 C11H13NOS 086071-94-5 25
2 Thiophen-2-methylamine, N-(2-flu... 207 C11H1OFNS 1000310-35-2 22
3 Cyclohexane, 1,1'-(2-ethyl-1,3-p... 236 C17H32 054833-34-0 22
4 Phthalic acid, 2-bromo-4-fluorop... 434 C21H20BrF04 1000315-62-9 12
5 Phthalic acid, 2-chloropropyl he... 466 C27H43C1l04 1000356-83-7 10
Abundance Scan 2332 (15.804 min): BF122061.D\data.ms (-2326) (- m/z 57.10 100.00%
57.1
97.1 149.0
5000 207.0
316.1 — e
‘ ‘ 267.0 ‘ 15.50 16.00
| i A DL w2 a3.05 69.82%
miz--> 50 100 150 200 250 300
Abundance #66767: 4-Methyl-6-phenyltetrahydro-1,3-oxazine-2-thion
104.0
207.0
5000 1550 1600
43.0 : :
L m/z 55.00 68.92%
0 ‘M}”!‘“‘\ \‘ “\‘L‘\ 4 ‘\1‘?(\) \‘\ T “‘\ L B B
miz--> 50 100 150 200 250 300
Abundance #66671: Thiophen-2-methylamine, N-(2-fluorophenyl)-
97.0
— ——
15.50 16.00
5000 207.0 m/z 149.00 66.37%
53.0 ‘
\\\‘\“‘\\\\”‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance #90944: Cyclohexane, 1,1'-(2-ethyl-1,3-propanediyl)bis- — ——
83.0 15.50 16.00
41.0 o
m/z 97.10 62.50%
5000
207.0
139.0
S 0 1 Y O N
m/z--> 50 100 150 200 250 300 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122061.D

Acqg On : 21 Oct 2020 18:15
Operator : JU/CG

Sample : L4467-03

Misc :

ALS Vvial : 18 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|
Trichloroacetic... 13.727 13.6 ng 468298 5 13.880 689869 20.0
unknownl14.36 14.368 2.0 ng 69103 5 13.880 689869 20.0
3,4:8,9-Dibenzo... 14.774 4.9 ng 170511 6 15.310 699880 20.0
Benzo[e]pyrene 14.904 2.3 ng 81017 6 15.310 699880 20.0
Heneicosane 14.951 2.7 ng 93735 6 15.310 699880 20.0
unknown15.80 15.804 3.4 ng 118933 6 15.310 699880 20.0
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