LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP0O@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 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©52721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@O5667.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.117 3 5 10 rVB 2207688 2295758 27.13% 2.502%
2 3.158 10 12 21 rVB 175562 217403 2.57% 0.237%
3 5.081 332 339 350 rVB2 192642 299186  3.54% 0.326%
4 5.552 412 419 427 rBV 3336435 4928680 58.25% 5.371%
5 7.152 683 691 699 rBV 3262009 5085540 60.10% 5.542%

7.587 760 765 778 rVB 110968 206658 2.44%
7.987 827 833 843 rBV 1168565 1942560 22.96%
9.152 1024 1031 1038 rBV 2018577 3223382 38.09%
10.622 1276 1281 1286 rBV 63898 121759 1.44%
10 10.799 1300 1311 1316 rBV 1387811 2462230 29.10%

NOWNO
(%)
iy
N
R

11 10.846 1316 1319 1328 rVB 174580 277755 3.28%
12 12.446 1587 1591 1599 rVB 62622 103412 1.22%
13 13.240 1719 1726 1738 rBV 5077183 7400236 87.46%
14 13.446 1756 1761 1767 rVB2 77049 112393 1.33%

SRR RN
(&)
o)
N
3R

15 13.934 1838 1844 1849 rBV3 74145 132090 1.56% 144%
16 14.063 1859 1866 1870 rBV 508047 757999 8.96%  0.826%
17 14.334 1905 1912 1919 rBV 89012 189720 2.24%  ©.207%
18 14.446 1927 1931 1938 rVB3 59582 109386 1.29% ©.119%
19 14.510 1938 1942 1951 rVB2 81850 115927 1.37% 0.126%
20 14.610 1951 1959 1965 rBV 1963276 2912015 34.41% 3.173%
21 14.675 1965 1970 1978 rVB 226917 354438 4.19% ©.386%
22 15.004 2021 2026 2033 rVB 203094 303195 3.58% 0.330%
23 15.457 2100 2103 2107 rVB 77292 92389 1.09% ©0.101%
24 15.651 2131 2136 2148 rVB 253506 402909 4.76% 0.439%
25 15.863 2168 2172 2175 rBV2 73625 106723 1.26% ©.116%
26 15.945 2182 2186 2194 rVB 108062 199171 2.35% 0.217%
27 16.092 2205 2211 2219 rBV 3553229 5230054 61.81% 5.699%
28 16.322 2246 2250 2251 rBV = 128274 154175 1.82% ©.168%
29 17.004 2362 2366 2371 rBV 126915 172388 2.04% 0.188%
30 17.110 2381 2384 2389 rVB2 127714 162540 1.92% 0.177%

31 17.169 2390 2394 2404 rVB2 279960 453230 5.36%
32 17.351 2420 2425 2429 rBV 2145470 3209815 37.93%
33 17.392 2429 2432 2439 rVW 3271985 4759378 56.25%
34 17.487 2443 2448 2453 rVB 761972 1056035 12.48%
35 17.751 2489 2493 2500 rBV 209992 301707 3.57%

ORr VWO
=
00
o)
R

36 17.851 2507 2516 2517 rBV3 106429 214686 2.54% 0.234%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP0O@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 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©52721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.922 2519 2522 2526 rVV2 129242 187967 2.22%  0.205%
38 18.222 2568 2573 2577 rBV2 570315 1074689 12.70% 1.171%
39 18.263 2577 2580 2586 rVB 515511 670026 7.92% 0.730%
40 18.339 2590 2593 2596 rVB 188071 196208 2.32% 0.214%
41 18.404 2599 2604 2607 rBvV2 527301 836914 9.89% 0.912%
42 18.692 2650 2653 2657 rVB 288087 355719 4.20% 0.388%
43 18.734 2657 2660 2665 rBV2 182005 271222 3.21% 0.296%
44 19.092 2719 2721 2725 rBV 199950 254133 3.00% 0.277%
45 19.351 2760 2765 2771 rBV 5075854 6504694 76.87% 7.088%
46 19.704 2821 2825 2832 rVB 4157317 5434297 64.22% 5.922%
47 19.898 2853 2858 2862 rVB 6695111 8461508 100.00% 9.220%
48 20.328 2927 2931 2937 rBV2 1266452 1879302 22.21% 2.048%
49 21.416 3111 3116 3120 rBV2 3145632 6471226 76.48% 7.052%
50 21.463 3121 3124 3132 rVB 1997900 2863893 33.85% 3.121%
51 21.933 3201 3204 3208 rVB 1212051 1485775 17.56% 1.619%

52 23.122 3402 3406 3411 rBV 1325086 2502204 29.57% 2.727%
53 23.757 3511 3514 3520 rVB 1341467 2252375 26.62% 2.454%

Sum of corrected areas: 91769074
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Jun 2021 16:06
: CG/JU
: M2580-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
BPOO5667.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP005667.D\data.ms

5.552 7.152

117
9.152

10.799

7.987

58 5.081 7.587 10.6412846

0
Time-->

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

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

TIC: BP005667.D\data.ms
19.898

19.351

13.240 19.704

16.092 17.392

20.328

i 1@%%@

9.092
M‘; Jy
T a
12.446

0
Time-->

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP005667.D\data.ms

21.416

Time-->

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\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.117 23.64 ng 2295760 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 5 (3.117 min): BP005667.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000
e A RARRNRERRE LSS
‘ ‘ 3.203.303.403.50
ol hdhl 1340 202726693259 401046275220 117 43.00  29.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T [T Trrr]
3.203.303.403.50
“ ‘ m/z 87.00 26.27%
O ‘\\]‘\‘\““*J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
RRARRRREREEES R
3.203.303.403.50
5000 m/z 55.00 19.89%
0 M“ﬂ‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1995: Silane, tetramethyl- N RARRNRRREEREEE e
73.0 3.203.303.403.50
m/z 71.00 10.53%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Glycolaldehyde dimethyl acetal Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

3.158 2.24 ng 217403 1,4-Dichlorobenzene-d4 7.987
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 50
2 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 39
3 3-Bromopropionaldehyde dimethyl ... 182 C5H11Br02 036255-44-4 9
4 Ethane, 1,1,2,2-tetramethoxy- 150 C6H1404 002517-44-4 9
5 Benzene, [2-(ethylthio)ethyl]- 166 C1leH14S 022914-08-5 9
Abundance  Scan 12 (3.158 min): BP005667.D\data.ms (-10) (-) m/z 75.00 100.00%

75.0

A

5000
A RREREEZEES L e
H 338 207.6269.0 3.203.303.403.503.60
Olprrrid 1338 20702690 3559 4604 5391  nyz 73.00  37.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4987: Glycolaldehyde dimethyl acetal
78.0
5000 T T T T T[T T[T T T T[T [TT

3.203.303.403.503.60
m/z 45.00 29.51%

o

RN B A R A R B R R L L B B A

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

Abundance #4784: Propane, 1,1-dimethoxy-
75.0

15,-#\\0

—

3.203.303.403.503.60
5000 m/z 41.00 20.08%

1?'W.\ L

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

Abundance  #47394: 3-Bromopropionaldehyde dimethyl acetal A iSiARARAA RN
75.0 3.203.303.403.503.60

m/z 47.00 17.91%

o

—

5000
151.0

0}!‘57%“‘\“‘”“w‘H‘iVH”w‘”r‘”wHw””w”w”w”w SRR AR AR RSN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.503.60

-

8270E-BP052721.M Thu Jun @3 15:00:21 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.081 3.08 ng 299186 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Hexanamide 115 C6H13NO 000628-02-4 35
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 23
5 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 17
Abundance Scan 339 (5.081 min): BP005667.D\data.ms (-332) (-) m/z 42.95 100.00%
3.0
5000
101.0 ABBENEEETEEE e
‘l‘ 4.80 5.00 5.20 5.40
bl 1907 2808 3578 4609 5313 ./, 59,00 56.29%
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 L L L B L B R

4.80 5.00 5.20 5.40
m/z 100.95 22.37%

101.0
O‘HIM“H‘\‘lu\\‘HH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #7790: Hexanamide

480500520540

O‘HMH‘mlwu\\‘uu‘\\u,\u\‘uH‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime N e e A RE R
43.0 4.80 5.00 5.20 5.40

m/z 58.00 13.54%

5000
101.0
0 .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.587 2.13 ng 206658 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 56
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
Abundance Scan 765 (7.587 min): BP005667.D\data.ms (-760) (-) m/z 44.95 100.00%
45.0
o i
BERRNEEESEEEESE S a
103.9 7.20 7.40 7.60 7.80 8.00
Ol A bl 296,9266.9326.7 429448875491/, 58,95  37.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 N/\‘\\\\‘\\\\‘\\\\’\\\\‘\\
7.20 7.40 7.60 7.80 8.00
m/z 72.00 29.29%
‘ "104.0
O‘\\\\l‘L\‘\\[“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32643: Diethyl carbitol
45.0
RRRREE e e
7.20 7.40 7.60 7.80 8.00
5000 m/z 73.00 18.09%
J‘ 103.0
o'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- RS e
45.0 7.20 7.40 7.60 7.80 8.00
m/z 43.00 14.60%
5000
|| igee
Ol b b e e BERRRAREEEE S S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 Dibenzothiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.169 2.82 ng 453230  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 91
2 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 87
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 87
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 87
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 87

Abundance Scan 2394 (17.169 min): BPO05667.D\data.ms (-2390) (-  m/z 183.90 100.00%

183.9
5000
57.0 T T
’ ‘ 1139 ‘ 17.00 17.50
ol dbblET | 24943119 4031 4750 549 ./, 57 .09  18.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48782: Dibenzothiophene
184.0
5000 e —
17.00 17.50
m/z 71.00 18.65%
92.0
0 \‘\“\M\"\r‘\‘\l\\L“\‘\\\‘\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48786: Naphtho[1,2-b]thiophene
184.0
— —
17.00 17.50
5000 ITI/Z 185.00 14.65%
92.0
0 H_mwe\_u‘u\m‘,w,w‘w‘w_wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48784: Naphtho[2,1-b]thiophene = =4
184.0 17.00 17.50
m/z 139.00 14.44%
5000
92.0 ‘
oH_m‘_um;\m‘,HH,HH‘HH_MWHWH‘MW s e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

8270E-BP052721.M Thu Jun @3 15:00:23 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 9 Anthracene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.222 6.70 ng 1074690  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 89
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 70
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 70

Abundance Scan 2573 (18.222 min): BP005667.D\data.ms (-2568) (-  m/z 192.00 100.00%

192.0
5000
73.0
S —
18.00 18.50
302.8 .
0J.m..\lmn,lﬁ-phu sl 3612 4751 5490 m/z 191.00  59.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54735: Anthracene, 2-methyl-
192.0
5000 == —
18.00 18.50
m/z 72.95 34.23%
83.0
ol5.0 L
‘\\\1[[\\1‘\\\\’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54739: Anthracene, 1-methyl-
192.0
— —
18.00 18.50
5000 ITI/Z 189.00 33.42%
96.0
O vy wmmspdp bt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54746: Phenanthrene, 1-methyl- — =
192.0 18.00 18.50
m/z 60.00 24.67%
5000
0 2?9 \96|0 \\J\J\
e e e e == =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP052721.M Thu Jun 03 15:00:24 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 10 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.263 4.17 ng 670026  Phenanthrene-die 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95

Abundance Scan 2580 (18.263 min): BP005667.D\data.ms (-2577) (- m/z 192.00 100.00%

192.0
5000
S —
823 ‘ 18.00 18.50
Ol ootk 2499 323.1 3889 468.3 549, 1/, 191 @5 54.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000 — —
18.00 18.50
m/z 189.00  28.84%
5300960 | |
\\\‘\\\\‘\\\\‘\\T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54746: Phenanthrene, 1-methyl-
192.0
— —
18.00 18.50
5000 m/z 193.00 15.88%
39.0 96.0
B e R RARRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54763: 1H-Cyclopropa[lJphenanthrene,1a,9b-dihydro- e ——
192.0 18.00 18.50
m/z 190.00 13.93%
5000
et e e e e e —— T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 11 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.404 5.21 ng 836914  Phenanthrene-die 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 76
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCl03S 036155-87-0 52
4 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 40
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38

Abundance Scan 2604 (18.404 min): BPO05667.D\data.ms (-2599) (- m/z 189.00 100.00%

189.0
5000
94.7 -
18.50
01380k M 2551 332.0 4294 4960 /7 190.00  99.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
94.0 18.50
4. m/z 191.95  39.19%
0BL0, \ )
\\\[\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
e
18.50
5000 m/z 191.60  34.06%
94.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc A
190.0
45.0 18.50
m/z 94.70 23.82%
5000
117.
0 "JLNH}“‘“J‘ AR AR o —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 12 Naphthalene, 2-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.692 2.22 ng 355719  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 91
2 5,16[1',2']:8,13[1"'"',2"'"']-Dibenz... 408 C32H24 005672-97-9 64
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 58
4 9,10-Bis(bromomethyl)anthracene 362 C1l6H12Br2 034373-96-1 50
5 Levamisole 204 C11H12N2S 014769-73-4 49

Abundance Scan 2653 (18.692 min): BPO05667.D\data.ms (-2650) (- m/z 204.00 100.00%

204.0
5000
— =
101.0 18.50 19.00
ol 320 i a iy 2628525.83868444.05050 1/, 292,00  39.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000 e —
18.50 19.00
101.0 m/z 203.00 31.49%
0\2\8‘\.\();\“"‘\”\{}!\l\lf\l\‘\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
— —
18.50 19.00
5000 ITI/Z 205.00 17.21%
/300 1010 3130 4080
R e R e AR LA RRARRERREEARE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64614: Tricyclo[8.2.2.2(4,7)lhexadeca-2,4,6,8,10,12,13, —— ——
204.0 18.50 19.00
m/z 100.95 9.84%
5000
101.0
O?%R‘MH}\u\i'\\“\‘:“\\\\‘\u\‘\\H‘\m‘\m‘\m‘uu‘\ —T ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 13 Tert-octyldiphenylamine Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.328 5.81 ng 1879300 Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tert-octyldiphenylamine 281 C20H27N 1000370-31-3 95
2 Benzenamine, 4,4'-(1,2-ethenediy... 210 C14H14N2 000621-96-5 59
3 1-Methylphenazine 5-oxide 210 C13H1eN20 014202-95-0 59
4 1-Acetoxy-6-methylphenazine 252 C15H12N202 014031-09-5 59
5 Cyclohepta[b]naphthalene-1-one 210 C15H140 1000284-47-2 58
Abundance Scan 2931 (20.328 min): BPO05667.D\data.ms (-2927) (- m/z 210.00 100.00%
210.0
5000
T T T \AT_\'
920 280.9 20.00 20.50
Obspmi 15200l T 3702 47445340 17 213 05  17.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #128494: Tert-octyldiphenylamine
210.0
5000 = e
20.00 20.50
m/z 216.00  11.81%
281.0
0 \4\%.‘?‘“\}‘1\5\.\0\‘\"\\‘\A‘ TT T T T T T [T T T T T[T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69474: Benzenamine, 4,4'-(1,2-ethenediyl)bis-
210.0
= =
20.00 20.50
5000 m/z 215.00 7.16%
39.0 1050
R R B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69300: 1-Methylphenazine 5-oxide 7 —
210.0 20.00 20.50
m/z 280.95 6.93%
o HW%WQMMW“AﬂM”““J““w
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP@@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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 14 1,2-Cyclohexanedicarboxamid... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.933 4.59 ng 1485780 Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanedicarboxamide, N,... 394 C24H46N202 1000195-51-4 59
2 4H-1,2,4-Triazol-4-amine, 3,5-bi... 266 C14H14N6 1000350-00-5 56
3 Indole, 3-methyl-2-(4-methyl-3-n... 266 C16H14N202 311765-55-6 50
4 n-Pentafluorosulfanyl-S,S-diphen... 359 C12H10F5N02S2 ©80039-31-2 50
5 Benzoic acid, 4-(4,5-dihydro-3-p... 266 C16H14N202 026192-74-5 45
Abundance Scan 3204 (21.933 min): BP005667.D\data.ms (-3201) (- m/z 266.10 100.00%
266.1
5000
A
57.0 132.0 208.9 3371 22.00
ol 200 1820 2089 |1 .1 4039 5026 /7 267.05 21.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209493: 1,2-Cyclohexanedicarboxamide, N,N'-diheptyl-I
266.0
5000 T
22.00

m/z 250.00  11.28%

57.0 168.0
\\\ll“‘\\\‘\‘l\\J\\“\Lf‘\‘T\\‘\‘\1\\‘3f2§.\0‘\:\3\9\4‘.9\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115310: 4H-1,2,4-Triazol-4-amine, 3,5-bis(2-aminophen
266.0
\

22.00

o

5000 m/z 337.15 8.94%
119.0
39.0‘ } 1 208.\0
0 ‘Ji{wh‘aJ“Jm‘w‘mw"‘"‘HM‘H‘mWm_m‘mwm_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115574: Indole, 3-methyl-2-(4-methyl-3-nitrophenyl)- —
266.0 22.00
m/z 236.00 4.75%
5000 204.0
39.0 102.0 ‘
0 H\“"\lﬂm‘“"”“f"““ L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

8270E-BP052721.M Thu Jun @3 15:00:27 2021 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060221\
Data File : BP0O@5667.D

Acqg On : 02 Jun 2021 16:06
Operator : CG/JU

Sample : M2580-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052721.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|
Butane, 2-metho... 3.117 23.6 ng 2295760 1 7.987 1942560 20.0
Glycolaldehyde ... 3.158 2.2 ng 217403 1 7.987 1942560 20.0
2-Pentanone, 4-... 5.081 3.1 ng 299186 1 7.987 1942560 20.0
Ethanol, 2-(2-e... 7.587 2.1 ng 206658 1 7.987 1942560 20.0
Dibenzothiophene 17.169 2.8 ng 453230 4 17.351 3209820 20.0
Anthracene, 2-m... 18.222 6.7 ng 1074690 4 17.351 3209820 20.0
Phenanthrene, 2... 18.263 4.2 ng 670026 4 17.351 3209820 20.0
4H-Cyclopenta[d... 18.404 5.2 ng 836914 4 17.351 3209820 20.0
Naphthalene, 2-... 18.692 2.2 ng 355719 4 17.351 3209820 20.0
Tert-octyldiphe... 20.328 5.8 ng 1879300 5 21.422 6471230 20.0
1,2-Cyclohexane... 21.933 4.6 ng 1485780 5 21.422 6471230 20.0
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