LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc :

ALS Vvial : 13  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©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9350.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.064 9 13 29 rVB 644971 1059401 6.35% 0.723%
2 5.416 405 413 431 rBV 6331382 10219073 61.28% 6.975%
3 6.993 670 681 695 rBV 6401486 10973284 65.80% 7.489%
4 7.816 812 821 829 rBV 1665941 2885325 17.30% 1.969%
5 8.969 1005 1017 1029 rBV 4149786 7317718 43.88% 4.994%

6 9.122 1035 1043 1053 rVB 208519 404578 2.43% 0.276%
7 1e0.610 1288 1296 1303 rBV 2307777 4133977 24.79%  2.821%
8 13.081 1708 1716 1729 rBV 9818955 15673731 93.99% 10.697%
9 13.910 1848 1857 1868 rVB 193676 403117 2.42%  0.275%
10 14.175 1897 1902 1911 rBV 224540 399639 2.40% 0.273%

11 14.457 1943 1950 1956 rBV 3356793 5391175 32.33% 3.680%
12 14.516 1957 1960 1969 rVB 108570 204608 1.23% 0.140%
13 15.122 2059 2063 2068 rVB3 112755 181368 1.09% 0.124%
14 15.275 2085 2089 2094 rVB 163385 253634 1.52% 0.173%
15 15.504 2124 2128 2133 rBV 139372 208706 1.25% ©.142%
16 15.951 2194 2204 2215 rBV 7892788 12632292 75.75% 8.622%
17 16.210 2240 2248 2254 rBV2 327541 726859  4.36% 0.496%
18 16.304 2259 2264 2269 rBV 747464 1160544 6.96% 0.792%
19 16.369 2269 2275 2280 rVB2 594090 1139984 6.84% 0.778%
20 16.422 2280 2284 2289 rBV2 678220 1004364 6.02% 0.685%
21 16.469 2289 2292 2297 rVB 364348 461938 2.77% ©.315%
22 16.545 2297 2305 2307 rBV2 266273 608555 3.65% 0.415%
23 16.569 2307 2309 2313 rVB2 290424 343838 2.06% ©.235%
24 16.628 2313 2319 2325 rBv4 598919 1141966 6.85% 0.779%
25 16.692 2326 2330 2334 rBV 694839 983645 5.90% ©0.671%
26 16.769 2339 2343 2350 rVB2 481610 787873  4.72%  0.538%
27 16.869 2355 2360 2369 rVv4 299285 500875 3.00% ©.342%
28 17.022 2383 2386 2398 rVB4 303557 717824 4.30% 0.490%
29 17.128 2401 2404 2412 rVB4 190155 287818 1.73% 0.196%
30 17.216 2412 2419 2423 rBV 3734502 5958731 35.73% 4.067%
31 17.257 2423 2426 2434 rVV 2181593 3259500 19.55%  2.225%
32 17.345 2437 2441 2447 rW 573779 931659 5.59% 0.636%
33 17.410 2449 2452 2458 rVB4 105609 199049 1.19% 0.136%
34 17.616 2484 2487 2492 rVB 187608 266319 1.60% ©.182%
35 17.739 2505 2508 2512 rBV2 224750 313904 1.88% 0.214%

36 18.010 2550 2554 2559 rBV3 340774 569049 3.41% ©.388%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS Vvial : 13  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©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.086 2560 2567 2570 rVV2 574320 1095296 6.57% 0.748%
38 18.128 2570 2574 2580 rVB2 1525002 2473757 14.83% 1.688%
39 18.275 2595 2599 2603 rBV2 651813 1063729 6.38% 0.726%
40 18.310 2603 2605 2612 rVB2 427938 601382 3.61% 0.410%
41 18.416 2619 2623 2628 rBvV2 422814 706684  4.24%  0.482%
42 18.575 2647 2650 2653 rBV 260837 309374 1.86% 0.211%
43 18.863 2696 2699 2702 rBV 516565 639503  3.83% 0.436%
44 19.033 2724 2728 2732 rBv4 560352 1012093 6.07% 0.691%
45 19.233 2758 2762 2773 rBV 4455400 7266305 43.57%  4.959%

46 19.592 2819 2823 2829 rVB 3626075 5220756 31.31% 3.563%
47 19.792 2849 2857 2862 rBV 11881695 16676469 100.00% 11.382%
48 21.321 3112 3117 3121 rBV2 4097549 7878995 47.25% 5.377%
49 23.004 3399 3403 3413 rBV 1404171 3950064 23.69% 2.696%
50 23.733 3523 3527 3533 rVB2 2068455 3918578 23.50% 2.674%

Sum of corrected areas: 146518905
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Mar 2022 18:23
: CG/IU
: N1863-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
BP009350.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BP009350.D\data.ms

5.416 6.993

8.969

10.610
7.816

.064

122

0

N
L B L L L B I L B O B B Oy D

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BP009350.D\data.ms
19.792

13.081

15.951

19.2339-592

17.216
14.457

1;.128 18 1843
13.910.1754516  151R2F504 95138’

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 1600 16,50 17.00 17.50 18.00 18.50 19.00 1950 20.00

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP009350.D\data.ms

21.321

23.004 23.733

W

Time--> 20.

50 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\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.064 7.34 ng 1059400 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 13 (3.064 min): BP009350.D\data.ms (-9) (-) m/z 73.00 100.00%
73.0
5000 \/\\
T
‘ ‘ 3.103.203.303.403.50
b dihl 14092031 2810 3871 47095348 ./, 43,10 31.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T [T T[T T T[T T T[T T[T
3.103.203.303.403.50
‘ m/z 87.05 25.73%
OJ”HJ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
 ARREAREERZS o
3.103.203.303.403.50
5000 m/z 55.00 23.00%
o‘““ﬂl,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy-  EARARREEEENSEEENSEERs ey
73.0 3.103.203.303.403.50
m/z 71.10 10.30%
5000 J\L
0\\H\“J“\m\‘\m‘\m‘\m‘\m‘m\‘\m‘\m‘\m‘uu‘\ S A RARANIARANRARANRARRRRRS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexanoic acid, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.122 2.80 ng 404578  1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 59
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 38
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 38
5 1,4-Dioxane 88 C4H802 000123-91-1 37

Abundance Scan 1043 (9.122 min): BP009350.D\data.ms (-1035) (-) m/z 73.00 100.00%
73.0

5000
R e A RERRN
M ’ 2070 8.80 9.00 9.20 9.40
of - dblid | [144.0207.0266.8326.0 401.7462.0 5394 1/, g7.95  85.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 L L R IR B |
29.0 8.80 9.00 9.20 9.40
m/z 41.10 32.07%
O‘\\\‘““‘i!\\J\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester

-

88.0
R EARRaREREE R
8.80 9.00 9.20 9.40
5000 m/z 57.05 26.70%
29.0
0 Ll 1730 2720 850
bt e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9193: Acetic acid, diethyl- R
88.0 8.80 9.00 9.20 9.40
m/z 55.10 22.09%
50007 27.( L
OI'J R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40

8270E-BP@30522.M Mon Mar 14 01:08:03 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-(4-Pyridinyl)piperazine Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.210 2.44 ng 726859  Phenanthrene-die 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Pyridinyl)piperazine 163 C9H13N3 001008-91-9 50
2 1-(Isocyanatomethyl)-4-(methylox... 163 C9HINO2 056651-60-6 50
3 Aspalatone 288 C15H1206 147249-33-0 47
4 1,2,4-0Oxadiazol-5-amine, 3-[4-(c... 328 C15H16N603 1000351-08-7 47
5 2-Acetamidotropone 163 CSH9ONO2 006422-12-4 47

Abundance Scan 2248 (16.210 min): BP009350.D\data.ms (-2240) (- m/z 121.00 100.00%

121.0
5000

= —
431 16.00 16.50

220.2
Laddy 112292282.1341.0 41514752 549, /) 107 0 49.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39000: 1-(4-Pyridinyl)piperazine
121.0

5000 _— e
16.00 16.50

m/z 163.10  31.78%

o

ol 1

‘\H\y\\!\‘\ L I L L B L L B R I B R R IR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39110: 1-(Isocyanatomethyl)-4-(methyloxy)benzene

o
A
<]
o

121.0
[ T
16.00 16.50
5000 m/z 177.10 13.33%
63. \
O‘Hm,‘u“\?a“"u\“\‘\‘\u‘\\u‘\u\‘\u\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #183598: Aspalatone T —
121.0 16.00 16.50

m/z 43.10 12.69%

o WV\MM/\M/\/\M
43.0 246.0

87.0
Y L I —

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.304 3.90 ng 1160540  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 86
2 Phenol, 2-methyl-5-(1-methylethyl)- 158 C1@H140 000499-75-2 78
3 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
4 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78

Abundance Scan 2264 (16.304 min): BP009350.D\data.ms (-2259) (- m/z 135.00 100.00%

135.0
5000
— —
411 220.2 16.00 16.50
Ot b 2252 82713901 S0LL 0 ;m/z 107.00  15.54%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000

= —
16.00 16.50
m/z 136.05 10.19%

0 ?Z.O\ T 20.60
‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27579: Phenol, 2-methyl-5-(1-methylethyl)-
135.0
. —
16.00 16.50
5000 ITI/Z 121.00 6.67%
39.0 l ‘
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66601: 4-tert-Butylphenyl acetate = —
135.0 16.00 16.50
m/z 41.10 6.15%
5000
43.0
O . — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 4-(7-Methyloctyl)phenol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.369 3.83 ng 1139980  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 93
2 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 55
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 49
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 47
5 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 43

Abundance Scan 2275 (16.369 min): BP009350.D\data.ms (-2269) (- m/z 135.05 100.00%

135.1
5000
— ——
41.0 020. 16.00 16.50
o bbbl L7 290.1855.1414.9 5029 n/; 107.00  76.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 = ——
16.00 16.50
m/z 149.05 74.11%
41.0
L\ 220.0
O‘\\“\l\"‘\l\“\\“‘“\J\l\\‘l\\\\l‘\\l\\‘\\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27537: Phenol, 2-(1,1-dimethylethyl)-
135.0
- —=
16.00 16.50
5000 ITI/Z 121.05 47 .41%
41.0
O‘HMMJMLMLH_‘H‘H‘W‘H‘“‘H,H‘W‘H‘“‘H,H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27480: Phenol, m-tert-butyl- 1 T
135.0 16.00 16.50
m/z 191.10 22.29%
5000
41.0
0‘\H\u,‘”\“\“mu‘wu‘\\u‘\u\‘\uWu\‘\m‘\m‘\m‘uu‘\ = T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknownl6.422 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.422 3.37 ng 1004360  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 93
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 46
3 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 38
4 Imidazo[1,2-c]pyrimidin-5-o0l 135 C6H5N30 055662-66-3 38
5 Hexestrol, O-acetyl- 312 C20H2403 1000374-87-8 38

Abundance Scan 2284 (16.422 min): BP009350.D\data.ms (-2280) (- m/z 135.00 100.00%
135.0

=

5000
——=
411 2202 16.50
ol ddubllyl) . P2P?28093452 4161 489.8500. 11 151 65 76.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 T
16.50
m/z 149.05 69.90%
41.0
[pldl) 7200
O‘\\“\l\“‘}\l\‘\\l“‘\l\l\\‘l\\\\l‘\}H‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
—=
16.50
5000 ITI/Z 107 .00 61.62%
77. l
oSO L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)- ——
135.0 16.50
m/z 41.10 14.82%
77.? ‘
ol —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 4-tert-Butylphenyl acetate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.545 2.04 ng 608555  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
3 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72
5 Hexestrol, O-(n-propyloxycarbonyl)- 356 C22H2804 1000487-65-1 64

Abundance Scan 2305 (16.545 min): BP009350.D\data.ms (-2297) (- m/z 135.05 100.00%
135.1

B

5000
1 \
41.1 \ 1951 16.50
bbbk 250 295.1355.8 428.9487.05456  1/; 107.00  14.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 — ‘
16.50
m/z 136.00 10.07%
0 ?1.0\ TN 2060
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66601: 4-tert-Butylphenyl acetate
135.0
T \
16.50
5000 ITI/Z 41.10 8.58%
43.0
R i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #309589: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl] —— ‘
135.0 16.50

m/z 57.00 7.41%

5000

a

oh A0 | | 2060 2810
B s SR B W L 41— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownl6.628 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.628 3.83 ng 1141970  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 38
2 Ethanol, 2-(3,3-dimethylbicyclo[... 166 C11H180 002226-05-3 38
3 Phthalic acid, butyl 3-methoxybe... 342 C20H2205 1000377-97-7 35
4 Phthalic acid, ethyl hex-3-yl ester 278 C16H2204 1000356-95-2 35
5 Phenol, 4-(2-methylpropyl)- 156 C1eH140 004167-74-2 30

Abundance Scan 2319 (16.628 min): BP009350.D\data.ms (-2313) (- m/z 149.00 100.00%

149.0
5000

)
55.0 9502 16.50 17.00
Al Ly d1]1220.2 2950  388.2 46215199 ./, 17.60  83.53%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99261: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)-
149.0

5000 1
16.50 17.00
m/z 121.00 51.18%

o

41.0
O\\\"‘Il\\h\\l‘”\\‘\l\\\\\2‘\2\0\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41480: Ethanol, 2-(3,3-dimethylbicyclo[2.2.1]hept-2-ylide
107.0
e =
41.0 16.50 17.00
5000 ITI/Z 163.10 19.63%
166.0
0 HJ‘lJLJHL““‘*"‘l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #250935: Phthalic acid, butyl 3-methoxybenzyl ester P =
149.0 16.50 17.00

m/z 55.05 12.00%

- ﬂfkﬁﬁJv\ﬂj\ﬂj\wwwﬁ\J
206

0
0290 710 268.0 3420
e s - ot R —

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 4-(1,1-Dimethylpropyl)pheny... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.692 3.30 ng 983645  Phenanthrene-dle 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
2 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 78
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
5 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78

Abundance Scan 2330 (16.692 min): BP009350.D\data.ms (-2326) (- m/z 135.05 100.00%

135.1
5000

s
411 16.50 17.00
L 220.2 328.8387.1 470.6 541.7 m/z 107.00 17.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66601: 4-tert-Butylphenyl acetate
135.0

‘\\\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
5000 T
16.50 17.00
m/z 136.05 10.05%

43.0
‘\\\l\d’\“\h\.\h‘l\‘f\\‘\]\-\9\3‘.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82552: 4-(1,1-Dimethylpropyl)phenyl acetate
135.0

7
16.50 17.00

o

o

5000 m/z 41.10 6.18%
ols.0, 770] | | 2000 JM\/\/M
R R S R AR R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39629: Phenol, 4-(1,1-dimethylpropyl)- —— —
135.0 16.50 17.00

m/z 95.00 4.65%

- MM/’
41.0

0‘\\M‘,‘m‘\J“m\Nu\‘\u\‘\u\‘uH‘\m‘\m‘\m‘uu‘\ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Phenol, 2-methyl-4-(1,1,3,3... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.769 2.64 ng 787873  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 50
2 Benzoic acid, 2-(1-oxopropyl)- 178 C10H1003 002360-45-4 50
3 Pentylone, N-chlorodifluoroacetyl- 347 C15H16C1F2NO4 1000448-27-1 47
4 Benzaldehyde, 3-pentafluoropheno... 332 C15H9F503 329222-68-6 43
5 Phthalic acid, butyl tridecyl ester 404 C25H4004 1000308-99-3 43

Abundance Scan 2343 (16.769 min): BP009350.D\data.ms (-2339) (- m/z 149.05 100.00%
149.1

5000

=

55.0

i
| 16.50 17.00
bbb Lol 220.2 3298 404.14622 5344 ./, 197 09  51.62%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99262: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)-
149.0

5000 T
16.50 17.00
m/z 55.00 14.61%

o

41‘-? \ 220.0
O‘\H‘\““\‘\"\\l‘wu\1\ HH‘\l\\‘\\\\‘\\\\‘\\\\‘H\\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52268: Benzoic acid, 2-(1-oxopropyl)-
149.0
L — I —
16.50 17.00
5000 ITI/Z 150.00 11.64%
65.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256188: Pentylone, N-chlorodifluoroacetyl- P e
149.0 16.50 17.00

m/z 121.00 10.08%

42,0
okl oy L | 2460 3470

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Dibenzothiophene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.022 2.41 ng 717824  Phenanthrene-die 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 84
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 49
3 1,1'-Biphenyl, 2-methoxy- 184 C13H120 000086-26-0 47
4 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 46
5 6-Cyano-5-methoxyquinoline 184 C11H8N20 1000241-27-7 38
Abundance Scan 2386 (17.022 min): BP009350.D\data.ms (-2383) (- m/z 184.00 100.00%
184.0
5000
77.0
N \
\ 281.0 17.00
Oyt il 29D 357.1415.3474.95373 /7 935 95 70.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58964: Dibenzothiophene
184.0
5000 pfi ‘
17.00
m/z 170.00  43.09%
92.0
O‘\\6\.\0‘\‘l\‘\\}“\l\\‘\“\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58972: Naphtho[2,1-b]thiophene
184.0
RN \
17.00
5000 m/z 141.00 40.19%
92.0 M
Ol e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58987: 1,1'-Biphenyl, 2-methoxy- = :
184.0 17.00
m/z 77.00  33.13%
115.0
5000
390
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Anthracene, 9-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.086 3.68 ng 1095300  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
Abundance Scan 2567 (18.086 min): BP009350.D\data.ms (-2560) (- m/z 192.05 100.00%
192.1
RN \
96.0 18.00
b2l pdd 27813319 4310 5152 /7 191.10  60.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67027: Anthracene, 9-methyl-
192.0
5000 e :
18.00
m/z 189.10  31.48%
94.0
Ozﬁ.\o‘\\\I\N[I\\WN\A\JW ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
T \
18.00
5000 m/z 190.05 16.61%
300 90 | |
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl- —
192.0 18.00
m/z 193.10  15.79%
5000
0 3‘9‘0\ 96”0 e
rr e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.128 8.30 ng 2473760  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 78
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 78
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 78
Abundance Scan 2574 (18.128 min): BP009350.D\data.ms (-2570) (- m/z 192.10 100.00%
192.1
73.0
5000
— —
b
ob - LIdRMAZA0LN, | | 3429 4263 5362 .. 7300 82.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —
129.0 18.00 18.50
m/z 43.10 64.95%
0 T \"‘“‘ Jml.n‘mm \M“\%\%ﬂ’.\b\‘\ t ’l\ T T T T T T[T T[T T[T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
—— —
18.00 18.50
5000 m/z 60.00 64 .40%
94.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67030: Anthracene, 1-methyl- ——e S e
192.0 18.00 18.50
m/z 191.10 58.31%
5000
0 27.0 | 96"0 Ly 1\ I
et e e = =
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\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.275 3.57 ng 1063730  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 52
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 30

Abundance Scan 2599 (18.275 min): BP009350.D\data.ms (-2595) (- m/z 189.10 100.00%
189.1
5000
= =
94.9 ‘ 18.00 18.50
0389l A 28523171 4201 5105 ;106,05 99.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — —
94.0 18.00 18.50
4 m/z 192.10  67.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
s .
18.00 18.50
5000 ITI/Z 191.10 53.88%
94.0
0 U EE——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde = ——
39.0 190.0 18.00 18.50
m/z 187.00 20.36%
WL J&L
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\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Phenanthrene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.310 2.02 ng 601382  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 90
Abundance Scan 2605 (18.310 min): BP009350.D\data.ms (-2603) (- m/z 192.10 100.00%
1921
5000 A/\/m
— —
83.1 18.00 18.50
Obrrtpetbspr bl 2542 3573 43234943 n/7 191.1@  55.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 = —
18.00 18.50
m/z 165.10  16.36%
0 3.9.0\ 96|0 I
\\\‘\\\1[!\\T[\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
— ——
18.00 18.50
5000 m/z 193.10 15.56%
39.0 960 | |
A o M Raa E AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- — —
192.0 18.00 18.50
m/z 83.10 8.49%
5000 W
39.0 96.0
O A — :
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\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Pentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.416 2.37 ng 706684  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tridecane 184 C13H28 000629-50-5 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 2623 (18.416 min): BP009350.D\data.ms (-2619) (- m/z 57.10 100.00%
57.1

v

5000
} 181.1 5.8‘56
15.0 7243.2 .
oL LLEEE0 172432 a1094010 47505372 1y 7110 77.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 T T
18.50
m/z 43.10 70.17%
m 127.0 2120
O‘\\J\l\‘11‘\‘\“1‘\\‘\\“‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59028: Tridecane
57.0
—
18.50
5000 ITI/Z 85.10 52.48%
184.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane T
57.0 18.50
m/z 55.00 34.25%
5000

v

0 \‘\ | HI 111.\217“0 197.0 2660
B R I L B B L B R L R N N R

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
BP009350.D

: 10 Mar 2022 18:23
: CG/IU
: N1863-01

: 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Hexacosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.863 2.15 ng 639503  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 80
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 70
4 Tricosane 324 C23H48 000638-67-5 55
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 50

Abundance Scan 2699 (18.863 min): BP009350.D\data.ms (-2696) (| | m/z 57.10 100.00%
57.1
206.1
5000
— —
H] “127.1 H‘ 0671 18.50 19.00
ol Adkbh [ Ly il 20713270 4151 4901547 0 71 10 66.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275539: Hexacosane
57.0
5000 — ——
18.50 19.00
m/z 206.10 56.72%
oL LU D 2070 2670 %69
\\\‘\\\\‘\\\\‘\f!\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82954: Phenanthrene, 3,6-dimethyl-
206.0
E —
18.50 19.00
5000 m/z 43.10 42 .49%
300 1020 H MM
‘H"H“H“_“w“u“H“H“_“w“u“u“u“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- — T
57.0 18.50 19.00
m/z 85.10 40.88%
h MWN
2390
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\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Docosane, 11-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.033 3.40 ng 1012090  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 72
2 Heptadecane 240 C17H36 000629-78-7 47
3 10-Methylnonadecane 282 C20H42 056862-62-5 38
4 Tetracosane 338 C24H50 000646-31-1 38
5 Hexacosane 366 C26H54 000630-01-3 38

Abundance Scan 2728 (19.033 min): BP009350.D\data.ms (-2724) (- m/z 57.10 100.00%
57.1

é

5000 206.1
127.1 19.00
Ol ,uh WL L “ ;"‘ 0 201:1344.0402.1460.6522.4  n/z 71.10  69.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 — :
19.00
m/z 43.10 61.46%
7.0
0‘\\\ ’\j\\\J.‘:I-\F\‘J\\l[l\‘\\z\]{}lo\f)\‘\\\3\0‘\9\(\)\3‘6\7\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
RN \
19.00
5000 ITI/Z 85.10 54.46%
‘ 27.0 240.0
o]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane —
57.0 19.00
m/z 206.10  49.90%
5000
154.0
ST PP v
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9350.D

Acqg On : 10 Mar 2022 18:23
Operator : CG/JU

Sample : N1863-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.064 7.3 ng 1059400 1 7.816 2885330 20.0
Hexanoic acid, ... 9.122 2.8 ng 404578 1  7.816 2885330 20.0
1-(4-Pyridinyl)... 16.210 2.4 ng 726859 4 17.216 5958730 20.0
Phenol, 4-(1,1,... 16.304 3.9 ng 1160540 4 17.216 5958730 20.0
4-(7-Methylocty... 16.369 3.8 ng 1139980 4 17.216 5958730 20.0
unknownl6.422 16.422 3.4 ng 1004360 4 17.216 5958730 20.0
4-tert-Butylphe... 16.545 2.0 ng 608555 4 17.216 5958730 20.0
unknownl16.628 16.628 3.8 ng 1141970 4 17.216 5958730 20.0
4-(1,1-Dimethyl... 16.692 3.3 ng 983645 4 17.216 5958730 20.0
Phenol, 2-methy... 16.769 2.6 ng 787873 4 17.216 5958730 20.0
Dibenzothiophene 17.022 2.4 ng 717824 4 17.216 5958730 20.0
Anthracene, 9-m... 18.086 3.7 ng 1095300 4 17.216 5958730 20.0
n-Hexadecanoic ... 18.128 8.3 ng 2473760 4 17.216 5958730 20.0
4H-Cyclopenta[d... 18.275 3.6 ng 1063730 4 17.216 5958730 20.0
Phenanthrene, 1... 18.310 2.0 ng 601382 4 17.216 5958730 20.0
Pentadecane 18.416 2.4 ng 706684 4 17.216 5958730 20.0
Hexacosane 18.863 2.1 ng 639503 4 17.216 5958730 20.0
Docosane, 11-bu... 19.033 3.4 ng 1012090 4 17.216 5958730 20.0
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