LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acqg On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS Vvial : 14 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_ P\Methods\8270E-BP©20521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@4827.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.893 286 290 297 rBV 25383 35692 1.32% 0.214%
2 5.358 362 369 381 rBV 987339 1378982 51.01% 8.284%
3 6.946 630 639 652 rBVY 884967 1435854 53.11% 8.625%
4 7.757 769 777 786 rBV 193349 303497 11.23% 1.823%
5 8.916 966 974 984 rBV 531350 883184 32.67% 5.305%

6 10.551 1244 1252 1259 rBV 233479 388252 14.36%  2.332%
7 12.304 1527 1550 1568 rBV3 53074 285337 10.55% 1.714%
8 13.028 1666 1673 1680 rBV 1274783 1867599 69.08% 11.219%
9 13.863 1809 1815 1825 rBV 47958 72672 2.69% 0.437%
10 14.404 1901 1907 1914 rBV 320762 491389 18.18%

N
O
U1
N
R

11 15.904 2154 2162 2169 rBV 992885 1390019 51.41%
12 17.163 2370 2376 2380 rBV 395626 578342 21.39%
13 17.204 2380 2383 2389 rVB 177199 231193 8.55%

OO FRr WO
w
00
o]
B

14 17.292 2394 2398 2404 rVB 35451 53520 1.98% 322%
15 17.569 2437 2445 2450 rBV2 15149 28414  1.05% 171%
16 18.033 2519 2524 2525 rBV 27261 29234 1.08% 0.176%
17 18.057 2525 2528 2530 rVV2 29857 33131 1.23% ©.199%
18 18.222 2550 2556 2560 rBV2 32854 60099 2.22% ©0.361%
19 18.516 2602 2606 2610 rBV 18745 29767 1.10% 0.179%
20 18.922 2671 2675 2680 rBV3 18182 30887 1.14% ©.186%
21 19.057 2694 2698 2706 rBV 20055 30522 1.13% ©.183%
22 19.175 2713 2718 2724 rBV 349366 459240 16.99% 2.759%
23 19.498 2769 2773 2774 rBV 53843 59912 2.22% 0.360%
24 19.527 2774 2778 2786 rVV 298158 419837 15.53%  2.522%

25 19.727 2805 2812 2817 rBV 2256895 2703541 100.00% 16.241%

26 20.169 2883 2887 2890 rVB3 20748 28576  1.06% ©0.172%
27 20.692 2972 2976 2980 rBV 109371 129235 4.78% ©.776%
28 20.739 2981 2984 2989 rVB 40939 56322 2.08% ©.338%
29 20.957 3016 3021 3030 rBV6 118268 215081 7.96%  1.292%
30 21.027 3030 3033 3041 rVB 40051 63630 2.35% 0.382%

31 21.245 3064 3070 3074 rBV2 633404 1025253 37.92%
32 21.286 3074 3077 3083 rVB 162933 205591 7.60%
33 21.386 3090 3094 3102 rVB8 64015 122710  4.54%
34 22.710 3315 3319 3325 rVB3 101819 156876  5.80%
35 22.851 3339 3343 3349 rBV 116773 275696 10.20%
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36 23.351 3425 3428 3436 rVB 77413 134979  4.99%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acqg On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc

ALS Vvial : 14 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_ P\Methods\8270E-BP©20521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.445 3440 3444 3454 rVB 116328 241684  8.94%  1.452%
38 23.551 3456 3462 3469 rBV2 365499 711125 26.30% 4.272%

Sum of corrected areas: 16646874
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 Feb 2021 17:56
: CG/IU
: M1440-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
BP004827.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BP004827.D\data.ms

5.358
6.946

8.916

7757 10.551
4.893

0

Time-->

Abundance

2000000

1500000

1000000

500000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP004827.D\data.ms
19.727

13.028

15.904

17.163 19.1759 507

14.404
17/204
12.304 13.863 297 569 1868228 51618190057 19-498|  20.169

0

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

o

Time-->

TIC: BP004827.D\data.ms

21.245

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acq On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.893 2.35 ng 35692 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Dimethadione 129 C5H7NO3 000695-53-4 33
3 Tetraglyme 222 C10H2205 000143-24-8 32
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 290 (4.893 min): BP004827.D\data.ms (-286) (-) m/z 43.00 100.00%

3.0
5000
101.1

s
4.60 4.80 5.00 5.20
| | 160.4221.0280.8 3551 429.2491.0549.

o“Hdpw‘W‘H‘_“w‘H‘_“W‘H‘_‘H“H‘_‘H‘H“_ m/z 59.85  65.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B B B

4.60 4.80 5.00 5.20
m/z 101.10 34.54%

101.0
O‘\\”\‘JI“‘W\\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12814: Dimethadione
43.0
T T
4.60 4.80 5.00 5.20
5000 ITI/Z 57.95 16.71%
129.0
O‘MJ‘ m‘W‘H‘mWm‘mwm‘u‘Wm‘mwm“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78616: Tetraglyme N RABREE LS sLs
59.0 4.60 4.80 5.00 5.20
m/z 40.95 12.35%
5000
o ALl 1320
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acq On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 Hexanedioic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.304 14.70 ng 285337 Naphthalene-d8 10.552
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid 146 C6H1004 000124-04-9 90
2 2,7-Oxepanedione 128 C6H803 002035-75-8 72
3 Butane, 1,4-bis(5-thioxo-1,2,4-t... 256 C8H12N6S2 007271-37-6 64
4 Proline, 3-hydroxy-4-methyl- 145 C6H11NO3 077647-24-6 38
5 N-[[2-Morpholino]ethyl]succinami... 230 C1@H18N204 342021-41-4 35

Abundance Scan 1550 (12.304 min): BP004827.D\data.ms (-1527) (- m/z 99.95 100.00%
100.0

>

5000
41,
— ot
\ H 12.00 12.50
ol MLl . 2069267.1330.3 401.1 4781544C [/, 555 54.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21803: Hexanedioic acid
100.0
5000 4 o e
12.00 12.50
H m/z 45.00 51.29%
O‘H“\l\\“ﬂ\‘\l\l'\ V\\H‘\\H‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12119: 2,7-Oxepanedione
100.0
st s
41, 12.00 12.50
5000 ITI/Z 59.95 44 ,.81%
Oﬂhl‘ B LN T o R e S o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #107799: Butane, 1,4-bis(5-thioxo-1,2,4-triazol-2-in-3-yl)- = s
45.0 12.00 12.50
m/z 41.00 32.18%

5000

.

‘128.0
Ow‘AWW“M‘”‘w‘”\H?ﬁqu‘w‘w‘www‘w‘w‘w‘”\‘ T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acq On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.222 2.08 ng 60099  Phenanthrene-die 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 47
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 43
4 3,5-Dichlorobenzoic acid 190 C7H4C1202 000051-36-5 30
5 1,3-Dioxolo[4,5-g]isoquinoline, ... 341 C20H23NO4 005544-49-0 30

Abundance Scan 2556 (18.222 min): BP004827.D\data.ms (-2550) (-  m/z 189.05 100.00%

189.1
5000
7 ‘
QT ° 281.9341.1 18.09 1850
0135 uubibso My 281.9341.1400.9 8135 5 196.05  93.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
94.0 1800 18.50
' m/z 192. 62.69%
O‘%\.\O[\‘\\J\“\\\\‘\l\\"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
: i
1800 18.50
94.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189.0 1800 1850
m/z 187.0 16.47%
5000
42.0 122.0
0 \\“\ \nJ | ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP020521.M Mon Feb

22 11:50:56 2021

1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acq On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 Triphenyl phosphate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.692 2.52 ng 129235 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenyl phosphate 326 C18H1504P 000115-86-6 99
2 4-(3-Nitroanilino)-5,6,7,8-tetra... 326 C16H14N402S 313952-58-8 14
3 Benzenamine, N-(9-anthracenylmet... 326 C21H14N202 014607-12-6 11
4 Furo[2,3-H]coumarine, 1-(4-chlor... 325 C18H12C1NO3 1000270-16-3 9
5 1,2-Benzisothiazol-3(2H)-one, 4,... 325 C13H7N702S 1000276-62-9 9
Abundance Scan 2976 (20.692 min): BP004827.D\data.ms (-2972) (- m/z 326.05 100.00%
77.0 326.1
5000 215.0
1410 — —
‘ ‘ { L] } 42614889506 « 20.50 21.00
O bbby b gl L 42914889546 0 77 09 g6.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165692: Triphenyl phosphate
326.0
so00, ' ° ey e
20.50 21.00
‘ T’?’O m/z 325.10  79.19%
O Jf"‘J‘“hMl‘”
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165487: 4-(3-Nitroanilino)-5,6,7,8-tetrahydrobenzo[4,5]tt
326.0
e ey
20.50 21.00
5000 m/z 65.05 47.18%
39.0
126.0 189.0 251.
O,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166160: Benzenamine, N-(9-anthracenylmethylene)-4-n e =
326.0 20.50 21.00
m/z 215.00  43.53%
5000
139.0 203.0
obet b2 U M e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acq On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 5 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.957 4.20 ng 215081 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 17-Pentatriacontene 491 C35H70 006971-40-0 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 93

Abundance Scan 3021 (20.957 min): BP004827.D\data.ms (-3016) (-  m/z 83.05 100.00%

> J\w
207.1 RN
21.00
7. 281.1
0l bl "M‘}HR‘ e“l‘ " 3429 420148985481 /. 5505 92.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
53.0
5000 L
21.00
‘ { FSO m/z 68.95 90.97%
' 224.0
O‘\\‘\LH\\\“‘!\\‘}\1}“\\\\l‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcoho
83.0
——
21.00
5000 ITI/Z 57.05 88.22%

1l PF?;O 222.0280.0

»

il
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol —
53.0 21.00
m/z 43.05 81.16%
5000

-

5.0
0 \h\\ ‘\ \\ J‘ b ..196'0 266.0
R e e o e e e e R R

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP020521.M Mon Feb 22 11:50:58 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acq On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 Dibromophenyl ether Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.386 2.39 ng 122710 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibromophenyl ether 482 C12H6Br40 005436-43-1 94
2 2,'3,4',6-Tetrabromodiphenyl ether 482 C12H6Br40 189084-62-6 89
3 3,3',4,4 -Tetrabromodiphenyl ether 482 C12H6Br40 093703-48-1 47
4 2,3',4,4',5"'-Pentachloro-1,1"'-bi... 324 C12H5C15 065510-44-3 25
5 2,3,3',4',5'- Pentachloro-1,1'-b... 324 C12H5C15 076842-07-4 25

Abundance Scan 3094 (21.386 min): BP004827.D\data.ms (-3090) (-~ m/z 325.90 100.00%

325.9
75.0 485.7
5000
218.9
138.0 - bty
405.8 ‘ 21.00 21.50
0 ‘WWW¢MM‘HH‘H‘p]‘W‘wm‘uﬁé%‘ m/z 485.70  74.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232794: Dibromophenyl ether
326.0 486.0
5000 - —
21.00 21.50
138.0 219.0 m/z 75.00 70.15%
O\\\‘\\\\‘\\\‘\h"n\hp\\‘\HAJ\M\N‘“\\\\‘\\\\‘\\‘\4.\0‘6\.\()\\‘\\\\“\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232795: 2,'3,4',6-Tetrabromodiphenyl ether
326.0
486.0 21. 00 21 50
5000 ITI/Z 63.00 62.23%
75.0 163.021‘9.0 2060 ‘
Y SSP N SR SR NN e S N S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232796: 3,3',4,4'-Tetrabromodiphenyl ether = e
486.0 21.00 21.50
m/z 483.70 54.18%
5000
326.0
N b NG .. NN P | I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP020521.M Mon Feb 22 11:50:59 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acq On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 unknown22.710 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.710 4.41 ng 156876 Perylene-di2 23.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2',3,4',6-Pentachloro-4-methyl... 402 C13H7C1502S 149949-87-1 47
2 Benzene, 4-chloro-2-methoxy-1-ni... 187 C7H6CINO3 006627-53-8 27
3 1,3,5-Tribromo-2,4,6-trimethoxyb... 402 C9H9Br303 105404-90-8 25
4 2-Chloroethyl carbonate 186 C5H8C1203 000623-97-2 25
5 Thiocyanic acid, 2,4-dinitrophen... 225 C7H3N304S 001594-56-5 23
Abundance Scan 3319 (22.710 min): BP004827.D\data.ms (-3315) (-  m/z 74.00 100.00%
74.0
403.8
5000
201.9
137.0 296.9
—— —
22.50 23.00
0l Jw““J‘“‘ syl | tS2TBA s 403,75 66.28%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212704: 2,2',3,4',6-Pentachloro-4-methylsulfonylbipheny

404.0
5000 j\‘ 7 T
22.50 23.00
218.0 } m/z 405.80 61.11%
Oh%[WWTIf“l\W}ilg \\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51158: Benzene, 4-chloro-2-methoxy-1-nitro-
63.0 1400
S W
22.50 23.00
5000 m/z 63.00 61.03%
ol ‘J‘ .l “h nﬂu’“l h ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #213221: 1,3,5-Tribromo-2,4,6-trimethoxybenzene Pty P
404.0 22.50 23.00

m/z 75.00 52.09%

5000

310.0
77.0 1550 246.
g L lllwl” Lol .H ?m ’ 1“ J“\ J

\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acq On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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 8 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.351 3.80 ng 134979 Perylene-di2 23.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 91
2 Benzo[e]pyrene 252 C20H12 000192-97-2 90
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 72
Abundance Scan 3428 (23.351 min): BP004827.D\data.ms (-3425) (- m/z 252.10 100.00%
252.1
w M\J
= =
670 125.0 3551 23.00 23.50
0l 8T0 B98O, 3551 431148895491 ., 256,10 28.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104227: Benz[e]lacephenanthrylene
252.0
5000 — et
23.00 23.50
126.0 m/z 253.10 21.53%
o830 4| 1870, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzol[e]pyrene
252.0
— —
23.00 23.50
5000 m/z 251.10 10.84%
125.0
ol 830 | 187.0. |
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104218: Benzo[a]pyrene “ T
252.0 23.00 23.50
m/z 125.00 10.63%
5000
126.0
0 ?30 MJ \1879" e
A R T B e P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4827.D

Acqg On : 19 Feb 2021 17:56
Operator : CG/JU

Sample : M1440-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.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|
2-Pentanone, 4-... 4,893 2.4 ng 35692 1 7.763 303497 20.0
Hexanedioic acid 12.304 14.7 ng 285337 2 10.552 388252 20.0
4H-Cyclopenta[d... 18.222 2.1 ng 60099 4 17.163 578342 20.0
Triphenyl phosp... 20.692 2.5 ng 129235 5 21.251 1025250 20.0
Cyclohexadecane 20.957 4.2 ng 215081 5 21.251 1025250 20.0
Dibromophenyl e... 21.386 2.4 ng 122710 5 21.251 1025250 20.0
unknown22.710 22.710 4.4 ng 156876 6 23.551 711125 20.0
Benzo[e]pyrene 23.351 3.8 ng 134979 6 23.551 711125 20.0
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