LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@5326.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.264 365 370 380 rVB 350569 520914 19.92% 4.342%
2 6.846 635 639 650 rVvB 246985 411887 15.75% 3.433%
3 7.658 772 777 786 rVB 134462 211200 8.08% 1.761%
4 8.822 969 975 981 rVB 361762 541506 20.71% 4.514%
5 9.087 1015 1020 1030 rVvB2 39782 66519 2.54% 0.554%
6 9.646 1108 1115 1123 rBV 49476 86239 3.30% 0.719%
7 9.952 1161 1167 1172 rBV2 25638 45533  1.74% 0.380%
8 10.452 1245 1252 1256 rBV 129383 206595  7.90% 1.722%
9 10.499 1256 1260 1266 rVB 40764 65308 2.50% 0.544%
10 10.605 1274 1278 1286 rVB3 17049 29060 1.11% 0.242%
11 12.199 1543 1549 1555 rBV 76156 119431 4.57% 0.996%

12 12.934 1665 1674 1684 rBV 871208 1240074 47.43% 10.337%

13 13.787 1814 1819 1823 rBV 46178 64146 2.45% ©.535%
14 14.163 1873 1883 1888 rBV2 26128 55872 2.14%  ©.466%
15 14.322 1904 1910 1916 rBV 233802 343763 13.15% 2.866%
16 15.828 2160 2166 2178 rBV 820507 1169321 44.73%  9.747%
17 15.957 2184 2188 2192 rBV5 29550 44579 1.71% ©.372%
18 16.104 2206 2213 2224 rBV 330252 614070 23.49% 5.119%
19 16.498 2276 2280 2285 rBv4 20642 30790 1.18% 0.257%
20 17.087 2375 2380 2386 rBV 320681 473261 18.10%  3.945%
21 17.222 2400 2403 2410 rVB 41742 59760 2.29%  ©.498%
22 18.004 2531 2536 2541 rBV2 185262 278220 10.64%  2.319%
23 18.881 2681 2685 2693 rVB 147187 195937 7.49% 1.633%
24 19.239 2742 2746 2753 rBV2 77522 118253  4.52% ©.986%
25 19.498 2787 2790 2796 rVB 64453 82255 3.15% ©.686%
26 19.669 2814 2819 2824 rBV 2209311 2614431 100.00% 21.794%
27 19.869 2851 2853 2861 rVB2 26941 32799 1.25% ©.273%
28 20.875 3020 3024 3026 rBV 42188 62114 2.38% 0.518%
29 20.904 3026 3029 3037 rVV2 280953 461735 17.66%  3.849%
30 20.975 3038 3041 3050 rVB 219736 296062 11.32%  2.468%
31 21.192 3074 3078 3083 rBV 451421 567099 21.69% 4.727%
32 22.398 3278 3283 3292 rVB 214637 334643 12.80% 2.790%

33 23.463 3458 3464 3474 rVB2 284009 552991 21.15% 4.610%

Sum of corrected areas: 11996367
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP005326.D\data.ms
2000000
1500000
1000000
5.264
500000 6.846 8.822
7.658
10.452
9.087 9.6469 952 1%%5
0 \\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘Tﬁ\\\‘\\\\“?\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP005326.D\data.ms
19.669
2000000
1500000
1000000 12.934 15.828
500000 16.104 17.087
14.322 18.004 18 881l
' 9.289.498
12.199 957 16.498 222 9.869
N I RO | IO P PHese0
I T B e e L L e e T AL LA AL S A B B S o L e LA
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP005326.D\data.ms
2000000
1500000
1000000
21.192
500000
29875 22.398 23463
20.875 MA
N
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 Phenol, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.087 6.44 ng 66519 Naphthalene-d8 10.452

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 94
2 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 91
3 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 91
4 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 87
5 Benzenemethanol, 4-methyl- 122 C8H100 000589-18-4 81

Abundance Scan 1020 (9.087 min): BP005326.D\data.ms (-1015) (-) m/z 107.05 100.00%

10r.1
5000

o AARERAEER s
39‘ ﬁ ‘ 29122811 ‘ 8.80 9.00 9.20 9.40
Of bbbl 22122811 358241664749 548. ./, 133 o5  88.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9931: Phenol, 2,6-dimethyl-
1070
5000 L B L B L L R

8.80 9.00 9.20 9.40
m/z 91.05 51.29%

39.0
N w m'w SRS SRR SR AL B S DA AR
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #9942: Phenol, 2,3-dimethyl-
122.0

880900920940

o

39.0 ‘
0“ﬂl#&tlh AR A AR AR SRR SRR RN SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9927: Phenol, 2,5-dimethyl- R e A RARRAR L
122.0 8.80 9.00 9.20 9.40

m/z 121.10 43.07%

5000

39.0

ok M.ﬂ { “

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 Phenol, 3,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.952 4.41 ng 45533  Naphthalene-d8 10.452

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 95
2 Phenol, 3,5-dimethyl- 122 C8H1e0 000108-68-9 91
3 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 91
4 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 91
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 90

Abundance Scan 1167 (9.952 min): BP005326.D\data.ms (-1161) (-) m/z 107.05 100.00%
107.1

%
%

5000
Lo
39.0 {\ Ji00 10.00
O bbbdad) 21902823 3555 4528 8233 ./, 173 19 83.44%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9943: Phenol, 3,4-dimethyl-
122.0 /\y
5000 O

m/z 121.10 37.81%

39.0
JLMALL

o

‘H\\‘HH“\ L B L L B L B B R I R U R IR B

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

Abundance #9940: Phenol, 3,5-dimethyl-
122.0

5000 m/z 77.05 37.29%

-

39.0 |
O‘HMMWHHM T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9929: Phenol, 2,4-dimethyl- T
122.0 10.00
m/z 91.10  24.25%
5000
39.0 h
O‘HNHMHLM T T L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 Phenol, 2,4,5-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.605 2.81 ng 29060 Naphthalene-d8 10.452
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 87
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 81
3 2,5-Dimethylanisole 136 C9H120 001706-11-2 80
4 2,4-Dimethylanisole 136 C9H120 006738-23-4 76
5 3,4-Dimethylanisole 136 C9H120 004685-47-6 74

Abundance Scan 1278 (10.605 min): BP005326.D\data.ms (-1274) (-  m/z 121.05 100.00%

121.1
5000
51-0‘ 10.50 11.00
221.2 : :
Ok 'ww““"\“ by 280834053987 4944 m/z 136.15  79.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16414: Phenol, 2,4,5-trimethyl-
121.0
5000 = —
10.50 11.00
39.0 m/z 91.05 51.19%
‘\ h\ “m“ h l\ g \
O‘\\\\‘f\\\‘\ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16413: Phenol, 2,4,6-trimethyl-
121.0
— —
10.50 11.00
5000 ITI/Z 135.00 39.19%
39.0
o"“thMw",‘Hw‘HwHH_HWH_HWH_W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 JN
Abundance #16393: 2,5-Dimethylanisole L . HH
136.0 10.50 11.00
m/z 77.10 25.84%
5000
77.
ols-PmiH‘x, LA i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 unknownl12.199 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.199 11.56 ng 119431 Naphthalene-d8 10.452
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hexen-3-one, 5-methyl- 112 C7H120 013905-10-7 49
2 2-Methyl-5-octyn-4-0l 140 C9H160 060657-70-7 47
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 47
4 2H-Pyran-2-carboxaldehyde, 5,6-d... 112 C6H802 053897-26-0 47
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 38

Abundance Scan 1549 (12.199 min): BP005326.D\data.ms (-1543) (-  m/z 83.05 100.00%

83.0
5000
I =
“ 0.0 12.00 12.50
Ob Al 11900 2349 3240  431.14893549. .. g9 05 go.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6526: 4-Hexen-3-one, 5-methyl-
83.0
5000 T e
12.00 12.50
m/z 112.10 63.86%
O‘\\\\“J‘\\\\‘!\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18683: 2-Methyl-5-octyn-4-ol
83.0
. —
12.00 12.50
5000 m/z 43.05 50.96%

lS.kL
Ll

|

IJI il

-

O LA A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6669: Cyclohexane, ethyl- —T —
83.0 12.00 12.50
m/z 55.05 39.51%
B NJW\N
a2 L M —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 Benzoic acid, p-tert-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.163 3.25 ng 55872  Acenaphthene-d10 14.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 91
2 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 72
3 Propofol 178 C12H180 002078-54-8 58
4 Pyrido[2,3-d]pyridazine-5(6H)-th... 163 C7H5N3S 015370-85-1 50
5 Phosphine oxide, cyclohexyl meth... 300 C17H3302P 1000195-73-8 49
Abundance Scan 1883 (14.163 min): BP005326.D\data.ms (-1873) (- m/z 163.20 100.00%
163.2
5000
91.1
— —
J ‘ ‘ 2811 14.00 14.50
Ol hiishdfidan] | 22262811 374.8435.1 S139  n/; 91,10 34.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43767: Benzoic acid, p-tert-butyl-
168.0
5000 —r —
14.00 14.50
91.0 m/z 135.00  27.78%
2?h L ‘ u \ l
O‘\\\f‘\‘\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44010: 6-tert-Butyl-2,4-dimethylphenol
163.0
—— —
14.00 14.50
5000 m/z 77.00 16.60%
41.0 105.0
0 et L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43977: Propofol T —
163.0 14.00 14.50
m/z 178.15 13.68%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP041521.M Mon Apr 19 06:02:30 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 1-Naphthalenecarboxylic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.104 25.95 ng 614070  Phenanthrene-die 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenecarboxylic acid 172 C11H802 000086-55-5 96
2 2-Naphthalenecarboxylic acid 172 C11H802 000093-09-4 95
3 1-Naphthamide 171 C11HSNO 002243-81-4 50
4 1-Naphthalenecarbonyl chloride 190 C11H7Cl0 000879-18-5 46
5 Naphthalene-1-carbohydrazide, N2... 294 C17H14N20S 1000263-63-0 46

Abundance Scan 2213 (16.104 min): BP005326.D\data.ms (-2206) (-  m/z 172.15 100.00%
17p.2

—

5000
‘ ” } R 16.00 16.50
Oboibibag Ll il L 23613029 418447948423 /) 157 19 74.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39820: 1-Naphthalenecarboxylic acid
172.0
5000 — —
16.00 16.50
m/z 155.05 61.75%
63.0
O \\\‘\J‘\Jfl”\h\%\\\\\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39822: 2-Naphthalenecarboxylic acid
172.0
— —
16.00 16.50
5000 ITI/Z 126.10 26.56%
63.0
L D —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39047: 1-Naphthamide T ==
127.0 16.00 16.50
m/z 115.10 18.08%
5000
63.0
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\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.004 11.76 ng 278220  Phenanthrene-die 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2536 (18.004 min): BP005326.D\data.ms (-2531) (-  m/z 73.05 100.00%

73.0
5000 53.1
213.3
T I
| M‘M 1‘1 A HJ\ 28303431 4204 499.6 18.90
0 HUBLEE L gl Lo L R RS SOV SRR m/z 55.10  71.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0 T I
129.0 18.00
m/z 60.10 69.48%
O \‘\‘ “ IM!“'#!"“““lllphg.lolL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0
R [
18.00
5000 ITI/Z 43.10 63.78%
L‘ 214.0
ob b n\u\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid — !
73.0 18.00
m/z 41.05 61.24%
5000
‘ 143.0 242.0
ML S
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\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 Naphthalic anhydride Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.881 8.28 ng 195937  Phenanthrene-die 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalic anhydride 198 C12H603 000081-84-5 94
2 2,3-Naphthalenedicarboxylic acid 216 C12H804 002169-87-1 42
3 Benzothiazole, 4,5,6,7-tetrahydr... 154 C7H1ON2S 002933-29-1 40
4 1,4-Diethynylbenzene 126 C1OH6 000935-14-8 35
5 1H-Benz[f]indene-1,2,3-trione 210 C13He03 020927-01-9 32

Abundance Scan 2685 (18.881 min): BP005326.D\data.ms (-2681) (-  m/z 154.10 100.00%
154.1

5000
74.0 — =
H 18.50 19.00
orreibbll | 23022881 3551 423.1 5078 ./, 156,10  95.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59682: Naphthalic anhydride
154.0
5000

18. 50 19 00
m/z 198.10 43.16%

63.0
\"”M“‘h‘ﬂ‘l}‘”‘\"H\"H\‘H‘\‘H‘\HHWHWHW‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74129: 2,3-Naphthalenedicarboxylic acid
126.0
198.0

o

18 50 19 00
63.0
0..\.|.||M,\l.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #27331: Benzothiazole, 4,5,6,7-tetrahydro-2-amino-
154.0 18. 50 19 00

m/z 63.05 17.92%

5000
93.0
27.0 t ’
Wit L]

Ottt e e e e
m/z--> 0 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\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.239 4.17 ng 118253 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2746 (19.239 min): BP005326.D\data.ms (-2742) (-  m/z 73.10 100.00%
31

. JM/\'
241.3
e e
‘| \ 3412 19.00 19.50
0 L M “w JL*J‘l;'\”"w\'ML ok 375240214662 5356 /7 6e.00  77.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 1290 U U
19.00 19.50
’ 284.0 m/z 55.10 74.19%
O”JHIJJI“\\\\\!“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid
43.0
e e
19.00 19.50
5000 ITI/Z 43.10 69.64%
129.0 242.0
o‘ Al NH‘H“uuMm‘m"HwH_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid —— —
73.0 19.00 19.50
m/z 57.10 66.59%
5000
185.0
olsslliliir L, | s S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP041521.M Mon Apr 19 06:02:33 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.498 2.90 ng 82255 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 96
2 2H,8H-Benzo[1,2-b:3,4-b"']dipyran... 228 C14H1203 000523-59-1 64
3 Carbamic acid, [1,1'-biphenyl]-3... 213 C13H11NO2 055030-29-0 62
4 2,2-Bis-(4-hyxroxyphenyl)-butane 242 (C16H1802 000077-40-7 59
5 4H-Pyrazolo[5,1-c]-1,4-benzodiaz... 213 C11H7N302 1000277-20-1 59

Abundance Scan 2790 (19.498 min): BP005326.D\data.ms (-2787) (-  m/z 213.20 100.00%

2138.2
5000
P
%9‘11‘91 { . 19.50
Obrr bbb babgbhopa d | 272:4328.8390.0  475.0 542.¢ /7 558 25 19.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
2138.0
5000 T
19.50
119.0 m/z 119.10 16.13%
390\\\\\“|J I ‘\
O \\\‘\\\\‘\\TT[\!V\‘1\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84387: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dirr
213.0
P
19.50
5000 ITI/Z 91.10 14.66%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71918: Carbamic acid, [1,1'-biphenyl]-3-yl- ——
213.0 19.50
m/z 214.20 12.99%
5000
ey 390“
O bttt AN
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 Benzamide, N-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.875 2.19 ng 62114 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 50
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 42
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 28
4 Biphenyl, 4,4'-dibenzoyloxy- 394 C26H1804 1000294-15-4 27
5 Benzamide, N-(2,3-dihydro-6-benz... 395 C24H17N303 186965-74-2 16
Abundance Scan 3024 (20.875 min): BP005326.D\data.ms (-3020) (-  m/z 105.10 100.00%
105.1
5000 163.2 /V\JL
— —
420 249.0 20.50 21.00
O d e 20 3332 4301 8371 n/7 163.15  41.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32814: Benzamide, N-propyl-
105.0
5000 = —
20.50 21.00
163.0 m/z 77.10  36.83%
0 417\ L N
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105.0
= ——
163.0 20.50 21.00
5000 m/z 106.10 6.56%
27.0 L
(R R AN s e e o e B S AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoz : ‘ T
105.0 20.50 21.00
m/z 51.05 5.69%
163.0
5000
bl a0 saz0 eV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.904 16.28 ng 461735 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 83

Abundance Scan 3029 (20.904 min): BP005326.D\data.ms (-3026) (-  m/z 83.10 100.00%

N

5000
21.00
okl Nl}lﬁlﬂ'l 21822804 369143154924 1/, 6910  94.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57.0
5000 LN
21.00
{ 1p>.0 m/z 97.10  92.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57.0
—
21.00
5000 m/z 57.10 88.27%
125.0
OK{”JA'}QS'O%&O,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107662: n-Heptadecanol-1 —7
55.0 21.00
m/z 55.10 86.04%
5000
5.0
A, 200
o ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.975 10.44 ng 296062 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 56
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 53
4 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 50
5 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47

Abundance Scan 3041 (20.975 min): BP005326.D\data.ms (-3038) (-  m/z 105.05 100.00%
105.1

5000

o

21.‘00
A8y | 791 2811 3563 4292490.55481 ./, 149.05  65.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0

o

5000 T

21.00
m/z 77.10 54.27%

77.0

Y

H\\‘r‘\'u‘\ru L L B L L I B L B I R U B B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester

o

N

149.0
e
77.0 21.00
5000 m/z 51.05 9.58%
obdid |y |1 211.0 287.0
RN NE AR e R e RRRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate ——
105.0 21.00
m/z 106.10 7.59%
- AWMWMWW%fJJkAVVJLMMMN“
B AduiS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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 Phenanthro[3,4-c]furan-1,3-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.398 12.10 ng 334643 Perylene-di2 23.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthro[3,4-c]furan-1,3-dione 248 C16H803 005723-54-6 62
2 Aceanthrenequinone 232 C16H802 006373-11-1 52
3 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-o0l 204 C11H12N202 1000278-26-8 50
4 4-Methyl-6,7-methylenedioxycoumarin 204 C11H804 015071-04-2 47
5 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 43

Abundance Scan 3283 (22.398 min): BP005326.D\data.ms (-3278) (-  m/z 204.20 100.00%

204.2
5000
88.0

22. 00 22 50

Ll “ ‘ Lk 281.1341.2 402.2 503.4

0 Mwww d o A et e s O3~ m/z 176.15  91.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100856: Phenanthro[3,4-c]furan-1,3-dione
176.0 248.0
5000

22. 00 22 50
m/z 248.20 62.01%

%l““hm“thlll
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87770: Aceanthrenequinone
176.0

88.0

O

22 00 22 50
88.0
026.0.,J\m\...wl3\'0 JL.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #63842: 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-o0
204.0 22. 00 22. 50

m/z 175.15 20.88%

0 62\ “ n \‘ ‘

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 00 22 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041621\
Data File : BP0@5326.D

Acqg On : 16 Apr 2021 19:22
Operator : CG/JU

Sample : M1966-03

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP041521.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|
Phenol, 2,6-dim... 9.087 6.4 ng 66519 2 10.452 206595 20.0
Phenol, 3,4-dim... 9.952 4.4 ng 45533 2 10.452 206595 20.0
Phenol, 2,4,5-t... 10.605 2.8 ng 29060 2 10.452 206595 20.0
unknown12.199 12.199 11.6 ng 119431 2 10.452 206595 20.0
Benzoic acid, p... 14.163 3.3 ng 55872 3 14.322 343763 20.0
1-Naphthaleneca... 16.104 25.9 ng 614070 4 17.087 473261 20.0
n-Hexadecanoic ... 18.004 11.8 ng 278220 4 17.087 473261 20.0
Naphthalic anhy... 18.881 8.3 ng 195937 4 17.087 473261 20.0
Octadecanoic acid 19.239 4.2 ng 118253 5 21.192 567099 20.0
Phenol, 4,4'-(1... 19.498 2.9 ng 82255 5 21.192 567099 20.0
Benzamide, N-pr... 20.875 2.2 ng 62114 5 21.192 567099 20.0
1-Heptacosanol 20.904 16.3 ng 461735 5 21.192 567099 20.0
1,3-Dioxolane, ... 20.975 10.4 ng 296062 5 21.192 567099 20.0
Phenanthro[3,4-... 22.398 12.1 ng 334643 6 23.463 552991 20.0
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