LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

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_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@06024.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.028 324 330 339 rBV 31957 51459 1.35% 0.175%
2 5.487 402 408 428 rBV 844547 1339976 35.25% 4.565%
3 7.092 674 681 704 rBV 765247 1322350 34.79% 4.505%
4 7.916 815 821 829 rBV 250877 416382 10.95% 1.418%
5 9.081 1012 1019 1028 rBV 468820 828022 21.78% 2.821%
6 10.522 1255 1264 1278 rBV 30052 96398 2.54% 0.328%
7 10.722 1288 1298 1312 rBV 329640 595122 15.66% 2.027%
8 11.986 1500 1513 1520 rBV2 16013 38644 1.02% 0.132%
9 13.175 1706 1715 1724 rBV 1481762 2118961 55.74% 7.219%
10 14.545 1939 1948 1955 rBV 486584 755486 19.87% 2.574%
11 14.610 1955 1959 1970 rVB 53951 87484  2.30% 0.298%
12 14.951 2011 2017 2024 rBV2 28866 49199 1.29% 0.168%
13 15.339 2076 2083 2096 rBV 54011 83335 2.19% 0.284%
14 15.592 2121 2126 2137 rVB 43511 79320 2.09% 0.270%
15 16.033 2191 2201 2214 rBV 1096779 1759945 46.30% 5.996%
16 16.598 2287 2297 2302 rBV8 15124 41368 1.09% 0.141%
17 16.957 2352 2358 2363 rVB 33552 54749 1.44% 0.187%
18 17.110 2380 2384 2393 rVB2 31564 53575 1.41% 0.183%
19 17.292 2408 2415 2419 rBV 648757 951566 25.03% 3.242%
20 17.333 2419 2422 2429 rW 676364 933607 24.56% 3.181%
21 17.427 2433 2438 2443 rVB 127964 186897 4.92% 0.637%
22 17.704 2475 2485 2494 rBV2 62302 137120 3.61% 0.467%
23 18.157 2557 2562 2566 rBV 87732 141338 3.72% 0.481%
24 18.204 2566 2570 2577 rVV 123032 175113 4.61% 0.597%
25 18.280 2579 2583 2588 rVV 41466 58602 1.54% 0.200%
26 18.345 2588 2594 2598 rVV2 102350 189049 4.97%  0.644%
27 18.380 2598 2600 2608 rVB2 56977 69544  1.83% 0.237%
28 18.639 2640 2644 2648 rBV 58340 72958 1.92%  0.249%
29 18.686 2648 2652 2657 rVB2 42700 61347 1.61% 0.209%
30 19.039 2707 2712 2717 rBV 44642 79211 2.08% 0.270%

31 19.209 2737 2741 2749 rVB 413099 488379 12.85%

32 19.292 2750 2755 2761 rBV 945761 1233247 32.44% 201%
33 19.392 2769 2772 2777 rBV3 32458 42867 1.13%
34 19.533 2792 2796 2805 rVB3 30995 59039 1.55% 201%

OO0 PR
=
N
o))
R

35 19.615 2805 2810 2811 rBV 161603 183231 4.82%

36 19.645 2811 2815 2823 rVW 745091 1031714 27.14% 3.515%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

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_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.715 2823 2827 2833 rVB2 52435 83708 2.20% 0.285%
38 19.839 2841 2848 2853 rBV 3052364 3801385 100.00% 12.950%
39 19.992 2863 2874 2877 rBV5 87829 234598 6.17% 0.799%
40 20.092 2886 2891 2892 rBV3 46201 64019 1.68% 0.218%
41 20.127 2894 2897 2903 rVB 97116 125837 3.31% 0.429%
42 20.221 2910 2913 2917 rBv2 34177 45489 1.20% 0.155%
43 20.280 2917 2923 2927 rBv2 74397 135781 3.57% 0.463%
44 20.415 2943 2946 2950 rBV 39763 52400 1.38% 0.179%
45 20.462 2950 2954 2958 rVv2 49993 64215 1.69% 0.219%
46 20.856 3017 3021 3026 rBV 126660 164847 4.34% 0.562%
47 21.015 3043 3048 3052 rBV2 112939 210035 5.53% 0.716%
48 21.086 3052 3060 3066 rVv4 97146 362655 9.54%  1.235%
49 21.145 3067 3070 3075 rVB 109573 148633 3.91% 0.506%
50 21.362 3100 3107 3111 rBV2 1144887 2043891 53.77% 6.963%
51 21.398 3111 3113 3120 rVB 398590 480533 12.64% 1.637%
52 21.586 3141 3145 3146 rBvV3 81045 108474 2.85% 0.370%
53 21.645 3153 3155 3159 rVB3 98713 110375 2.90% 0.376%
54 21.909 3197 3200 3202 rBV 153921 191379 5.03% 0.652%
55 21.939 3202 3205 3211 rVB 248344 395789 10.41% 1.348%
56 22.039 3218 3222 3228 rVB2 176102 323589 8.51% 1.102%
57 22.092 3228 3231 3236 rVB 214984 292644 7.70%  0.997%
58 22.151 3237 3241 3242 rBV 144088 181138 4.77% 0.617%
59 22.209 3248 3251 3254 rBV3 173518 243217 6.40% 0.829%
60 22.239 3254 3256 3261 rVB3 232222 291595 7.67% 0.993%
61 22.409 3281 3285 3290 rVB 188174 269963 7.10% 0.920%
62 23.033 3386 3391 3397 rBV 332857 813313 21.40% 2.771%
63 23.556 3475 3480 3488 rVB 185732 352318 9.27%  1.200%
64 23.656 3492 3497 3506 rVB 257354 535673 14.09% 1.825%
65 23.768 3509 3516 3523 rBV2 633554 1359609 35.77% 4.632%

Sum of corrected areas: 29353706
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

: 23 Jun 2021 01:54
: CG/JU
. M2748-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
BP006024.D

: 18 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP006024.D\data.ms

5.487 7.092

9.081

10.722

7.916
5.028 \ 10,52

0
Time-->
Abundance

3000000

2500000

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: BP006024.D\data.ms
19.839

13.175

16.033

14.545

11.986 1416104.95115.389.592

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

Time-->

8270E-BP06082

A . A
L I O L L By L L L |

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP006024.D\data.ms

21.362

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\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 14
R.T. EstConc Area Relative to ISTD R.T.
5.028 2.47 ng 51459 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 38
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
Abundance Scan 330 (5.028 min): BP006024.D\data.ms (-324) (-) m/z 42.95 100.00%
3.0
5000
101.1
T T
‘ 280.9 4.80 5.00 5.20 5.40
Ol f 2087 2809 35594159 5246 ./, 5g.o5  67.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L R B B
4.80 5.00 5.20 5.40
m/z 101.10 32.58%
101.0
O“‘IU‘H“’I \\‘\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A REmEEEEEEEEEEE
4.80 5.00 5.20 5.40
5000 m/z 58.00 18.38%
oA, !““““,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12814: Dimethadione PR e el
43.0 4.80 5.00 5.20 5.40
m/z 41.10 11.13%
5000
129.0
0lkk ,‘m"mw‘m‘mWm‘mwm‘uu‘mwuu‘\  EAmaas EEEE
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\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.522 3.24 ng 96398 Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 52
4 2-Propanol, 1-(2-butoxyethoxy)- 176 C9H2003 000124-16-3 47
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45

Abundance Scan 1264 (10.522 min): BP006024.D\data.ms (-1255) (-  m/z 57.05 100.00%
57.0

U \
‘ 131 0 266.9 10.50
ol MhLLEL? 196.9 266.9525.8385.0446.95123 1/ 44.95  85.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 —— :
10.50
’ m/z 40.95 40.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
—— ‘
10.50
5000 ITI/Z 75.00 30.54%
OHL“J“J,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4467: 3,3-Dimethylbutane-2-ol P ‘
57.0 10.50
m/z 87.00 19.62%
) /\Mﬂwvmwwmw
OJ“““ -l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Propanoic acid, 2-methyl-, ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.339 2.21 ng 83335  Acenaphthene-d10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-(1,... 286 C16H3004 074381-40-1 59
2 Methylamine, N-(1-methylhexylide... 127 C8H17N 022058-71-5 50
3 Propanoic acid, 2-methyl-, 1,2,3... 302 C15H2606 014295-64-8 50
4 Acetamide, N-tetrahydrofurfuryl-... 201 C9H15NO4 1000307-08-9 50
5 Sulfurous acid, 2-pentyl pentyl ... 222 C10H2203S 1000309-15-4 42
Abundance Scan 2083 (15.339 min): BP006024.D\data.ms (-2076) (- m/z 71.00 100.00%
71.0
5000 A
— ——
154.9 243.1 15.00 15.50
Obrbtbb Ly 2351 3410 4285487.1548) ., 43 95  40.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethy!
71.0
5000 = ey
15.00 15.50
m/z 41.05 10.80%
0 T 15\9'\0 243.0
\\\‘\ \1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11922: Methylamine, N-(1-methylhexylidene)-
71.0
= ——
15.00 15.50
5000 m/z 154.95 9.12%
0t “mm"""""_"""H_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146092: Propanoic acid, 2-methyl-, 1,2,3-propanetriyl es 5 Pl L
71.0 15.00 15.50
m/z 111.10 9.06%
5000
143.0201.0
Ok A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzene, 1,1'-(diazomethyle... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.592 2.10 ng 79320  Acenaphthene-d10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluorene 166 C13H1e 000086-73-7 93
2 Benzene, 1,1'-(diazomethylene)bis- 194 C13H1ON2 000883-40-9 78
3 Fluorene-9-methanol 196 C14H120 024324-17-2 72
4 N-.alpha.-Fmoc-L-leucine 353 C21H23NO4 035661-60-0 64
5 1,3-Benzodioxole-5-carboxylic acid 166 C8H604 000094-53-1 59

Abundance Scan 2126 (15.592 min): BP006024.D\data.ms (-2121) (-  m/z 166.05 100.00%

166.1
5000 J\
T \
82.4 15.50
Orrrorpdaboa ik 281134204075 47515834 /) 165,05  96.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35226: Fluorene
166.0
5000 el i
15.50
m/z 167.00 14.58%
82.0
Ol‘-%\.(\)‘rilruhr‘i“\‘fd\\\\‘\\H’\H\’H\\‘HH‘HH‘HH‘\\H‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56359: Benzene, 1,1'-(diazomethylene)bis-
165.0
R \
15.50
5000 ITI/Z 164.10 14.24%
63.0
o) S YT 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58225: Fluorene-9-methanol ot i
165.0 15.50
m/z 163.10 12.45%
5000
63.0
O‘H"N\M‘M‘M‘Ju,u‘W‘H“H‘W‘H“H‘W‘H‘M“W‘ Py
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 G5H-Indeno[1,2-b]pyridine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.704 2.88 ng 137120  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 95
2 Carbazole 167 C12HSN 000086-74-8 90
3 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 86
4 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 83
5 D-Galactitol, 2-(acetylmethylami... 363 C16H29NO8 074410-42-7 80

Abundance Scan 2485 (17.704 min): BP006024.D\data.ms (-2475) (- m/z 167.10 100.00%

167.1
5000
1750 18.00
83.5 : :
Ol phipar b o 280.3 39584181 48425491 /7 166.10  23.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35952: 5H-Indeno[1,2-b]pyridine
167.0
5000 Pt et
17.50 18.00
m/z 139.00 14.63%
83.0
Ol‘-%\.(\)‘\‘r‘!\“‘\‘\H“\‘\H‘\\H‘\H\‘H\\‘H\\‘HH‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35947: Carbazole
167.0
el ]
17.50 18.00
5000 ITI/Z 168.00 13.28%
84.0
0“um;ﬁwh‘%‘w_u“_"w"H,“H“H“H“‘H“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58140: 9H-Carbazole, 9-nitroso- ~AV

e e
167.0 17.50 18.00
m/z 139.95 11.11%

5000
30.0

—

oty g
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.157 2.97 ng 141338  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93

Abundance Scan 2562 (18.157 min): BP006024.D\data.ms (-2557) (-  m/z 192.05 100.00%
1

92.1
5000
P =
94.5 18.00 18.50
ob38Qupl o dd 281.0340.9401.9 47575350 1 7 191.10  56.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 = SIS
18.00 18.50
m/z 189.05 33.83%
0 39.0\ 96|0 . .JJ\ L
\\\‘\\\1‘\\\!‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54763: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
—— T
18.00 18.50
5000 ITI/Z 193.05 19.22%
et A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54734: Anthracene, 2-methyl- T —
192.0 18.00 18.50
m/z 190.05 16.96%
5000
96.0
Owu‘w‘u"‘\“wu‘w“wJ‘w‘w"uu‘uu‘wwu‘wuw‘uu‘uu‘uu‘w L—— 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\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Phenanthrene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.204 3.68 ng 175113  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95

Abundance Scan 2570 (18.204 min): BP006024.D\data.ms (-2566) (- m/z 192.10 100.00%
192.1

=

5000
[ — T
94.7 { ‘ 18.00 18.50
02l 28103411 4161 491.3549. /7 191.05  58.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 — e
18.00 18.50
m/z 189.05 28.33%
94.0 J
27.0
0 HH‘\H\\‘\h‘\\\l\’“\‘\w L L B o B e B M M

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

Abundance #54763: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0

=

T T
18.00 18.50

5000 m/z 193.10 16.12%

=

rrer et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54735: Anthracene, 2-methyl- T —
192.0 18.00 18.50
m/z 165.05 14.68%
5000
83.0

O]"\s(q\‘vml‘m\,\im"\u\‘uu‘\u\‘\m‘\m‘\m‘uu‘\ T T
m/z--> 0 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\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.345 3.97 ng 189049  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 60
2 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 53
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 35
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25

Abundance Scan 2594 (18.345 min): BP006024.D\data.ms (-2588) (- m/z 190.05 100.00%
190.

90.1
5000
94.5 — e
‘ 18.00 18.50
01359 uutsh vy dd, . 26463267 | 42804889549 |/ 1gq 05 97.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — S
94.0 18.00 18.50
4 m/z 192.10  55.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0
— P
18.00 18.50
5000 m/z 191.85  46.21%
R9.0 133.0
N Ut AU
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene = P
192.0 18.00 18.50
m/z 94.45 20.72%
5000
o280 96"0 |
e e e e e e e e e s —
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\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 unknown19.209 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.209 10.26 ng 488379  Phenanthrene-d10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Diethyl-5-methylthiazole 155 C8H13NS 052414-89-8 43
2 Ethylene glycol di-p-toluenesulf... 370 C16H1806S52 006315-52-2 35
3 Toluene-4-sulfonic acid, 2-nitro... 315 C13H17NO6S 1000305-19-7 27
4 Ethanol, 2-chloro-, 4-methylbenz... 234 C9H11C103S 000080-41-1 27
5 3-Methyl-2-(toluene-4-sulfonylam... 283 C13H17NO4S 1000185-42-0 27
Abundance Scan 2741 (19.209 min): BP006024.D\data.ms (-2737) (- m/z 91.00 100.00%
91.0
154.9
5000
— —
l ‘ 16 19.00 19.50
0 ALl “mw"wm 282.0341.9401.9 474.9 548  n/z 154.95  76.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28106: 2,4-Diethyl-5-methylthiazole
155.0
85.0
5000 —— ——
19.00 19.50
m/z 72.00 50.57%
O““I\““'\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196438: Ethylene glycol di-p-toluenesulfonate
91.0
—
1900 19.50
5000 155.0 m/z 198.95 37.53%
ol290 0 | ) 2150 370.0
R e R e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156888: Toluene-4-sulfonic acid, 2-nitrooxycyclohexyl e —— 7
91.0 19.00 19.50
m/z 59.05 35.32%
155.0
5000
29.0
YD B I X N S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzenesulfonamide, N-butyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

19.992 2.30 ng 234598 Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl-N,4-... 241 C12H19NO2S 010285-91-3 64
2 4-Methyl-N-(1-methyl-2-morpholin... 312 C14H20ON204S 1000318-01-0 64
3 Benzenesulfonamide, N,4-dimethyl... 241 C12H19NO2S 057186-71-7 64
4 D-Alanine, N-(2,6-difluoro-3-met... 383 C21H31F2NO3 1000348-39-1 50
5 Benzene, pentafluoromethoxy- 198 C7H3F50 000389-40-2 50

Abundance Scan 2874 (19.992 min): BP006024.D\data.ms (-2863) (- m/z 155.00 100.00%

155.0
91.0
5000
=

216.1 20.00

A WUl 28413411 4209 8350 o 199 16 o453

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #94691: Benzenesulfonamide, N-butyl-N,4-dimethyl-
91.0 155.0
i

5000
20.00

m/z 91.00 74.07%

241.0
O\\\‘\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154080: 4-Methyl-N-(1-methyl-2-morpholin-4-yl-2-oxo-el
198.0

o

91.0
20.00
5000 m/z 146.00 18.82%
e 110 O =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 j\
Abundance #94693: Benzenesulfonamide, N,4-dimethyl-N-(2-methylg e
91.0 198.0 20.00

m/z 65.00 14.03%

B JJLM‘
0 \\ ‘ \

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.015 2.06 ng 210035 Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 C16H1eS 000239-35-0 93
2 Anthra(1,2-b)thiophene 234 C16H1eS 000227-86-1 91
3 Benzo[b]naphtho[2,3-d]thiophene 234 CléH1es 000243-46-9 91
4 Phenanthro(2,1-b)thiophene 234 CléH1es 000219-25-0 81
5 Benzo[b]naphtho[1,2-d]thiophene 234 C16H1eS 000205-43-6 74
Abundance Scan 3048 (21.015 min): BP006024.D\data.ms (-3043) (- m/z 234.10 100.00%
234.1
94.0 21.00 |
7 163. :
0878 b o !\ A .. 3279 4291 5050 53509 19.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #89183: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 —— :
21.00
m/z 202.05 17.96%
117.0
03\%?\3\“1\\"\1\\1‘\‘\\Jir\\\J\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #89178: Anthra(1,2-b)thiophene
234.0
T \
21.00
5000 m/z 230.10 13.34%
117.0
0400 | 176/0 |
v b AT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #89181: Benzo[b]naphtho[2,3-d]thiophene A
234.0 21.00
m/z 94.00 11.72%
5000
117.0
NIEE N 7 Y R prava |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BPO60821.M Wed Jun 23 14:13:28 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Cyclopenta[cd]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.086 3.55 ng 362655 Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[cd]pyrene 226 C18H10 027208-37-3 58
2 .beta.-Carboline, 7-methoxy-1,2-... 226 C14H14N20 006519-18-2 50
3 Benzene, [4-(3-ethynylphenyl)-1,... 226 C18H10 1000115-87-3 42
4 9H-Thioxanthen-9-one, 2-methyl- 226 C14H100S 015774-82-0 33
5 Anthracene, 1,8-diethynyl- 226 C18H10 078053-58-4 33

Abundance Scan 3060 (21.086 min): BP006024.D\data.ms (-3052) (- m/z 226.05 100.00%
226.1

5000 ]J\
57.1

N 1’ WL 21.00

Al Lo by 8361 43084891549 ; o24.00  23.10%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83067: Cyclopenta[cd]pyrene
226.0
—— ‘

=

o

5000
21.00
m/z 57.10 21.45%
113.0
O \\\‘\\\\I‘\‘l\\\‘\\\\‘\f“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #82735: .beta.-Carboline, 7-methoxy-1,2-dimethyl-
226.0
T T
21.00
5000 ITI/Z 69.10 20.06%
42.0 113.0
0 ‘\M“JWLHMMWﬂMH‘W‘H‘_‘H‘H‘w“u‘u‘w‘u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
T T

Abundance #83070: Benzene, [4-(3-ethynylphenyl)-1,3-butadiynyl]-
226.0 21.00
m/z 83.05 19.66%

5000

39.0 98.0 1610

Wt b b
\H‘HH‘HH‘HH‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘\

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

-

o

8270E-BPO60821.M Wed Jun 23 14:13:29 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benz[a]anthracene, 8-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.939 3.87 ng 395789 Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 66
2 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 66
3 Chrysene, 5-methyl- 242 C19H14 003697-24-3 62
4 Chrysene, 1-methyl- 242 C19H14 003351-28-8 62
5 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 60

Abundance Scan 3205 (21.939 min): BP006024.D\data.ms (-3202) (-  m/z 242.10 100.00%

242.1
57.1
5000
155.1
—
“ } ‘ 22.00
0 ‘)MWWwww,uww,m‘f"z‘fﬁwf??:‘l‘H‘??F’;‘r’_ m/z 57.10  69.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96056: Benz[a]anthracene, 8-methyl-
242.0
5000 T
22.00
121.0 m/z 71.10 69.01%
052.Of“f‘!1[!JJ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96057: Benz[a]anthracene, 7-methyl-
242.0
—
22.00
5000 ITI/Z 85.10 48.27%
121.0
P 2880
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96040: Chrysene, 5-methyl- T
242.0 22.00
m/z 43.10 37.61%
- MM
120.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

8270E-BP0O60821.M Wed Jun 23 14:13:30 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 15 1,2-Cyclohexanedicarboxylic... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.039 3.17 ng 323589 Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanedicarboxylic acid... 408 C25H4404 1000339-85-1 55
2 1,2-Cyclohexanedicarboxylic acid... 408 C25H4404 1000339-76-5 50
3 1,2-Cyclohexanedicarboxylic acid... 424 C26H4804 1000339-43-4 49
4 1,2-Cyclohexanedicarboxylic acid... 382 C23H4204 1000339-44-6 49
5 1,2-Cyclohexanedicarboxylic acid... 452 C28H5204 010593-99-4 47
Abundance Scan 3222 (22.039 min): BP006024.D\data.ms (-3218) (- m/z 155.10 100.00%
155.1
71.1
5000 M\/J\M
T \
‘ } ” ‘ o0 | a4 asio 2200
ol bl |, 22201 | 3551 4610 549. . 7119 52.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215123: 1,2-Cyclohexanedicarboxylic acid, 3,5-dimethyl
155.0
5000 —— :
22.00
69.0 m/z 57.10 44.68%
281.0
O \WWH‘L\J‘\‘L‘\“L“\L\\‘\\\\\‘\\\\‘l\\\1\‘\‘\\\\‘\\\4:(‘)\8;0\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215121: 1,2-Cyclohexanedicarboxylic acid, cyclohexyl u
155.0
T \
22.00
5000 m/z 127.10 38.72%
81.0 309.0
obrepikibh 0 2370 [T, avs0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220363: 1,2-Cyclohexanedicarboxylic acid, isobutyl tetrz P |
155.0 22.00
m/z 85.10 36.45%
5000
57.0
29.0 351.0
e L 80 10 o L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

8270E-BPO60821.M Wed Jun 23 14:13:30 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 16 unknown22.092 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.092 2.86 ng 292644 Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,6-Tribromophenyl decanoate 482 C16H21Br302 1000233-09-1 47
2 1,2-Cyclohexanedicarboxylic acid... 312 C18H3204 1000339-55-8 47
3 1-Naphthoic acid, 3-chlorophenyl... 282 C17H11C102 1000325-54-1 46
4 Sarcosine, N-(1-naphthoyl)-, but... 299 C18H21NO3 1000321-40-1 43
5 1-Naphthoic acid, 4-chlorophenyl... 282 C17H11C102 1000307-82-4 43

Abundance Scan 3231 (22.092 min): BP006024.D\data.ms (-3228) (-~ m/z 155.05 100.00%
155.1

~
[
[

5000
T [
HH\ 2421, 22.00
obkbda L) Ly, | 30013673 47505861 .., 7119  52.69%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232803: 2,4,6-Tribromophenyl decanoate
155.0
5000 —— :
430 22.00

m/z 127.10  38.24%

/ H l, 250.0 330.0 4050 484.0

L e
I I T T T I I I I I I

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

Abundance #154653: 1,2-Cyclohexanedicarboxylic acid, 3-methylbut-
155.0

o

F

T T \
22.00

5000 m/z 57.10  37.40%

71.0
JA \‘ J‘ \\ }l | L | 312.0

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

Abundance #129176: 1-Naphthoic acid, 3-chlorophenyl ester —— ‘
155.0 22.00

m/z 85.10 30.94%

=)
N
N
o
o

5000

2

770 | 282.0
e S Ao :

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 17 Tridecane, 1-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.209 2.38 ng 243217 Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 52
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 52
3 10-Methylnonadecane 282 C20H42 056862-62-5 52
4 Nonane, 1-iodo- 254 C9H19I 004282-42-2 50
5 Sulfurous acid, isohexyl pentyl ... 236 C11H2403S 1000309-14-0 47
Abundance Scan 3251 (22.209 min): BP006024.D\data.ms (-3248) (-  m/z 71.10 100.00%
71.1
5000 155.1 W\J\/\M
‘ 2200 2250
252.2 : :
O rhih H‘!H“wuu‘m by 209236824310 8031 0 57,10 98.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 —r— —
22.00 22.50
m/z 85.10 76.44%
’ 183.0
O \‘1”\“1}1\:\L\t‘l\ﬂw\\‘\\\‘\‘\\\\‘\\\3\]‘-\0\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38349: Decane, 3,8-dimethyl-
57.0
—— —
22.00 22.50
5000 m/z 43.10 54.69%
‘ 141.0
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129494: 10-Methylnonadecane —— ——
57.0 22.00 22.50
m/z 155.10 43.51%
5000
154.0
NPT S B i S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP@@6024.D

Acqg On : 23 Jun 2021 01:54

Operator : CG/JU

Sample : M2748-15

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
: 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 18 1,4-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.239  2.85ng 201595 Chrysene-d12 21.362

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,4-Benzenedicarboxylic acid, bi...
2 Terephthalic acid, di(4-octyl) e..
3 1,3-Benzenedicarboxylic acid, bi...
4 Isophthalic acid, 3,3-dimethylbu...
5 Phthalic acid, 3,5-difluoropheny...

390 (C24H3804
. 390 C24H3804
390 C24H3804
362 C22H3404
348 C19H18F204

006422-86-2 64
1000323-74-2 50
000137-89-3 50
1000356-55-3 35
1000315-54-1 27

m/z 70.10 100.00%

Abundance Scan 3256 (22.239 min): BP006024.D\data.ms (-3254) (-

70.1 149.0 261.1
5000
‘ \ 2200 2250
0 U;"“ ”Jm\‘m-hl ol UL'L L 3551 42604891549 ) 06110 97.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 — S
22.00 22.50
m/z 149.00 92.69%
O\\\““‘\H\l\“\“\\W‘HJ\‘11\1‘\VV\‘\Lf‘\\\\‘\\.\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207685: Terephthalic acid, di(4-octyl) ester
261.0
—r —
1670 22.00 22.50
5000 ' m/z 112.10  58.26%
70.0
Ot i L b b
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) e L
70.0 22.00 22.50
1490 261.0 m/z 155.05 54.68%
h WMMW
N1 R Yo Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 19 1,2-Cyclohexanedicarboxylic... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.409 2.64 ng 269963 Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanedicarboxylic acid... 424 C26H4804 1000339-44-9 58
2 1,2-Cyclohexanedicarboxylic acid... 396 C24H4404 1000339-45-7 52
3 1-Naphthoic acid, 4-chlorophenyl... 282 C17H11C102 1000307-82-4 49
4 1,2-Cyclohexanedicarboxylic acid... 396 C24H4404 1000339-54-0 47
5 1,2-Cyclohexanedicarboxylic acid... 368 C22H4004 1000339-47-2 47

Abundance Scan 3285 (22.409 min): BP006024.D\data.ms (-3281) (- m/z 155.05 100.00%

155.1
71.1
5000
——
H } } ‘ ‘ ‘ 252.2 22.50
ob bbb L 1434004030 4920 0 00 19 54.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220366: 1,2-Cyclohexanedicarboxylic acid, dodecyl 2-m
155.0
5000 L
22.50
850 m/z 57.05  39.58%
0 27\$ il Il ‘\‘ ‘ }l | , 2m5l70 \32?9 424.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210354: 1,2-Cyclohexanedicarboxylic acid, 2-ethylhexyl
155.0
—
22.50
5000 m/z 85.10 35.37%
57.0 267.0
obetlbh b b Ll meo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129175: 1-Naphthoic acid, 4-chlorophenyl ester e
155.0 22.50
m/z 127.10 35.08%
5000
0 77.0 282.0 —
R R S R RS R RERS e ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 20 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.556 5.18 ng 352318 Perylene-di2 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81

Abundance Scan 3480 (23.556 min): BP006024.D\data.ms (-3475) (- m/z 252.10 100.00%

252.1
5000
125.1 2350 |
01500 | 1930, {3420 4301 5031 ./, ys0.10  27.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252.0
5000 o :
23.50
m/z 253.10 21.71%
125.0
ol 630 | 187.0,
\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104227: Benz[e]acephenanthrylene
252.0
T
23.50
5000 ITI/Z 125.05 12.14%
126.0
o630 || 1870
e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104218: Benzo[a]pyrene 7 ‘
252.0 23.50
m/z 251.05 9.70%
5000
126.0
0 ?30 MJ \1819" SRBANSARSISARBASRRAY
R e e e S ST —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0O@6024.D

Acqg On : 23 Jun 2021 01:54
Operator : CG/JU

Sample : M2748-15

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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-... 5.028 2.5 ng 51459 1 7.916 416382 20.0
Ethanol, 1-(2-b... 10.522 3.2 ng 96398 2 10.722 595122 20.0
Propanoic acid,... 15.339 2.2 ng 83335 3 14.545 755486 20.0
Benzene, 1,1'-(... 15.592 2.1 ng 79320 3 14.545 755486 20.0
5H-Indeno[1,2-b... 17.704 2.9 ng 137120 4 17.292 951566 20.0
Phenanthrene, 1... 18.157 3.0 ng 141338 4 17.292 951566 20.0
Phenanthrene, 2... 18.204 3.7 ng 175113 4 17.292 951566 20.0
4H-Cyclopenta[d... 18.345 4.0 ng 189049 4 17.292 951566 20.0
unknown19.209 19.209 10.3 ng 488379 4 17.292 951566 20.0
Benzenesulfonam... 19.992 2.3 ng 234598 5 21.362 2043890 20.0
Benzo[b]naphtho... 21.015 2.1 ng 210035 5 21.362 2043890 20.0
Cyclopenta[cd]p... 21.086 3.5 ng 362655 5 21.362 2043890 20.0
Benz[a]anthrace... 21.939 3.9 ng 395789 5 21.362 2043890 20.0
1,2-Cyclohexane... 22.039 3.2 ng 323589 5 21.362 2043890 20.0
unknown22.092 22.092 2.9 ng 292644 5 21.362 2043890 20.0
Tridecane, 1-iodo- 22.209 2.4 ng 243217 5 21.362 2043890 20.0
1,4-Benzenedica... 22.239 2.9 ng 291595 5 21.362 2043890 20.0
1,2-Cyclohexane... 22.409 2.6 ng 269963 5 21.362 2043890 20.0
Benzo[e]pyrene 23.556 5.2 ng 352318 6 23.768 1359610 20.0
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