LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11 Instrument :
Operator : JU/CG BNA_F

Sample : L4468-01 ClientSampleld :
Misc : 72-11977

ALS Vvial : 12 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_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122055.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.934 481 484 494 rBV 41669 68280 2.27% ©.328%
2 5.345 551 554 574 rBV 1815764 2002761 66.47% 9.627%
3 5.992 660 664 668 rVB 85136 67376  2.24% 0.324%
4 6.375 725 729 735 rBV 2001722 2002906 66.48% 9.627%
5 6.416 735 736 756 rVB 102625 137604 4.57% 0.661%

6 6.722 785 788 798 rVB 643779 603527 20.03%
7 7.292 882 885 902 rBV 1483013 1457275 48.37%
8 8.010 1003 1007 1023 rBV 849583 816741 27.11%
9 9.080 1185 1189 1192 rBV 3022362 2558335 84.91% 12.

9.410 1241 1245 1248 rBV 56610 43843 1.46%
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11  9.480 1254 1257 1266 rBV 263856 237190  7.87%
12 9.757 1300 1304 1312 rBV 1114679 987649 32.78%
13 10.545 1435 1438 1455 rBV 1459142 1632134 54.17%
14 11.239 1553 1556 1564 rBV 1027964 1043248 34.63%
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15 11.774 1643 1647 1654 rBV2 95894 110752 3.68% 532%
16 11.910 1667 1670 1673 rBV 89772 73643 2.44%  0.354%
17 12.327 1738 1741 1750 rVB2 57287 74732 2.48% ©.359%
18 12.827 1821 1826 1829 rBV 3184815 3012867 100.00% 14.482%
19 13.015 1850 1858 1861 rBvV4 55163 84487 2.80% 0.406%
20 13.204 1887 1890 1899 rBV 217987 257687 8.55% 1.239%

21 13.304 1904 1907 1910 rWwV 36738 33280 1.10%
22 13.374 1916 1919 1931 rVB4 69344 101445 3.37%
23 13.733 1976 1980 1991 rBV 280354 488217 16.20%
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24 13.880 2001 2005 2014 rVB 993064 928690 30.82% 464%
25 14.374 2085 2089 2096 rBV3 42023 80117 2.66% 385%
26 14.504 2108 2111 2115 rBV 31160 30653 1.02% 0.147%
27 14.698 2139 2144 2151 rVB2 44973 74537 2.47%  ©.358%
28 14.951 2183 2187 2191 rVB 40639 49483 1.64% ©.238%
29 15.009 2192 2197 2204 rVV4 41195 97411 3.23% 0.468%
30 15.309 2243 2248 2257 rBV 559885 724822 24.06%  3.484%
31 15.709 2309 2316 2321 rBV 43031 66793 2.22% 321%
32 15.804 2323 2332 2340 rBV6 56028 196488 6.52% 944%

33 16.809 2497 2503 2509 rVB 179982 332718 11.04%
34 17.115 2550 2555 2562 rVB 26420 52436
35 17.233 2568 2575 2590 rBVS8 39264 140711 4.67%
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36 17.968 2694 2700 2709 rBV9 25621 72568 2.41% 0.349%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc

ALS Vvial : 12 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_ F\METHODS\8270-BF101220.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.150 2725 2731 2738 rVB8 23884 60629 2.01% 0.291%
Sum of corrected areas: 20804035
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF122055.D\data.ms
3000000
2500000

6.375
2000000 5.345

1500000 7.292

1000000

6.722
500000

4.934 5.992 4-16
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘F\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF122055.D\data.ms

9.080 12.827

3000000
2500000
2000000
1500000 10.545

9.757 11.239

10000001 g 10

500000

9.480
. L 94#@
T T L R A T

— =T : =7 =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF122055.D\data.ms

3000000

13.204
13.015 113.3(

11.724910 12.327

2500000
2000000

1500000

1000000 13.880

15.309
500000 13.733

16.809
374 14.3245014.698149509 1510804 )\ 1721933 17.968.150
O T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.934 2.26 ng 68280 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 484 (4.934 min): BF122055.D\data.ms (-481) (-) m/z 43.00 100.00%

3.0
59.0
5000
1010 L B R B R
‘ 831 4.60 4.80 5.00 5.20
Ol bl il m/z 59.00 57.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\A\‘
4.60 4.80 5.00 5.20
59.0 m/z 101.00  18.28%
101.0
O\\‘\\\\‘\2\3\.‘0“1\\\“w}\\‘\\w“\\\7\0‘.9\\?%\.(\)\‘\\\}“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexano
59.0

4.60 4.80 5.00 5.20

5000 310 430 73.0 m/z 58.60  15.42%
oH_H‘_m‘:“m“‘HMwm1‘!;HH_m?“lﬁgw‘lﬂl‘uq‘,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl- A EmaaE R
59.0 4.60 4.80 5.00 5.20

m/z 41.10 9.10%

5000 41.0

29.
87.0

O e o e e e R e  RAREREE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.992 2.23 ng 67376 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 95
2 .alpha.-Pinene 136 C1OH16 000080-56-8 95
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH1l6 004889-83-2 91
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
5 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 90
Abundance Scan 664 (5.992 min): BF122055.D\data.ms (-660) (-) m/z 93.10 100.00%
93.1
5000
77.0
41.0 _H“HM‘HA,MM‘
H ‘ 2‘1-1136'1 5.60 5.80 6.00 6.20 6.40
0 H_‘Hw_‘H;m‘;“‘u_N:_H:}um,‘Mu‘:hwuww‘,m m/z 91.00  45.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 Aﬂ\’}f\/\
41.0 77.0 5.60 5.80 6.00 6.20 6.40
m/z 92.10 34.64%
‘ 121.0136.0
O \\‘HH‘\H\‘H\\H‘\Hih‘\‘\?‘z\r\g}‘H\w‘\\\\’ !\\‘\‘\‘H\‘HH“‘HH‘H}\’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15699: .alpha.-Pinene
93.0
5.60 5.80 6.00 6.20 6.40
m/z 77.00 33.77%
5000 390 0
15.0 56.0 121.0136.0
0 "_“‘w‘H1“H"}:“H;M"m‘:‘:""!luH‘,‘1‘wm‘:hwu“wwl‘,m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance  #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- Rmasa A R /‘\, - ‘(\‘ -
93.0 5.60 5.80 6.00 6.20 6.40
m/z 79.10 24.75%
5000
410 77.0
: 121.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.774 2.12 ng 110752  Phenanthrene-die 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Dodecane 170 C12H26 000112-40-3 10

Abundance Scan 1647 (11.774 min): BF122055.D\data.ms (-1643) (- m/z 43.10 100.00%

i \,N\A/\\AJM
5000
129.0
213.2 S S
| 157.1185.1 . 11.50 12.00
— m/z 73.00  99.93%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T PO g
11.50 1200
157.01g5 02130  256.0 m/z 60.00 91.22%
O,
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
. ‘ . AMM‘MA
43.0 11.50 12.00
5000 ITI/Z 57.05 73.63%
129.0
1710 2140
101.0 ‘ ‘
o151Oﬂ
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid —— —
43.0 73.0 11.50 12.00
m/z 41.10 72.80%
5000 129.0 Mpwm@www%ﬂkhﬂwwwﬂMNM
199.0
e e LT
omsol WM WA D0 L,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.204 5.55 ng 257687 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 70
2 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 52
3 1,3-Diamino-5,6-dihydro-9-methyl... 226 C13H14N4 037436-39-8 50
4 Benzenamine, 3-nitro-N-(phenylme... 226 C13H10N202 005341-44-6 49
5 4'-Methoxy-2-hydroxystilbene 226 C15H1402 1000147-93-1 49
Abundance Scan 1890 (13.204 min): BF122055.D\data.ms (-1887) (1  m/z 226.10 100.00%
226.1
5000 165.1
—— ——
13.00 13.50
0° m/z 165.10  44.93%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #82946: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethyl-
226.0
5000 DS EPIAS e
13.00 13.50
m/z 225.10 42.28%
91.0 113.0
O\ \\3\g‘i‘9\ \ \6‘5\ \O\ \“‘ ‘\‘ \H‘\ \h‘ ‘”\ \“\ ‘ \‘} T ‘ 1]-\5\4\ ‘()\1\.1 \Gi“(\)\ WH\H‘ T UH\ T “\ ‘\ TT
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #82945: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimethyl-
226.0
e ——
13.00 13.50
5000 m/z 194.10 17.51%
39.0 91.0 113.0 198.0
O‘H‘WMumumu‘wﬂNMMJW‘m%?f9‘ﬁ?%2huﬂﬂuﬂ‘wk‘
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #82591: 1,3-Diamino-5,6-dihydro-9-methylnaphthro[2,1-d ‘/\ — —L
226.0 13.00 13.50
m/z 227.10 17.02%
5000
43.0
6 0 115.0 141.0 169.0
o‘HwwwmmH‘Lm‘“‘UMH‘U«nu_l“wH_WM S WS
m/z--> 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 p-Mentha-1(7),8(10)-dien-9-01 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13374 2.18ng 101445  Chrysene-diz 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Mentha-1(7),8(10)-dien-9-01 152 CleHieo 029548-13-8 50

2 3a,6-Methano-3aH-indene, 2,3,4,5... 134 C10H14 098640-10-9 50
3 trans-.beta.-0cimene 136 C1OH16 003779-61-1 43
4 6,7-Dimethyl-triazolo(2,3-b)(1,2... 149 C6H7N5 061139-76-2 30

5 Naphthalene, 1,2,3,5,8,8a-hexahy... 134 C10H14 062690-65-7 30

Abundance Scan 1919 (13.374 min): BF122055.D\data.ms (-1916) (-  m/z 119.05 100.00%

91lo 119.1
149.1
, 'l e T
H ‘ ‘ ‘ ‘ - 13.00 13.50
y— 1 m/z 93.80  95.06%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #25161: p-Mentha-1(7),8(10)-dien-9-ol
93.0
41.0
5000 “ ——
13.00 13.50
134.0 m/z 91.00  84.65%
0 M||
m/z--> 20 40 60 80 100120140160 180 200220 240260
Abundance #14935: 3a,6-Methano-3aH-indene, 2,3,4,5,6,7-hexahydr
105.0
— ——
13.00 13.50
5000 134.0 ITI/Z 79.00 82.14%
39.0 77.0
m/z--> 20 40 60 80 100120 140 160 180 200220 240260
Abundance #15731: trans-.beta.-Ocimene — —
93.0 13.00 13.50
m/z 134.05 77.03%
5000
41.0
H ‘ 121.0
o Mg b Ll
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.733 10.51 ng 488217 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Heptadecanol-1 256 C17H360 001454-85-9 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan1980(13733num BF122055.D\data.ms (-1976) (- m/z 55.05 100.00%

97.0
5000
S0 1400
39.1 . .
ob— ‘M ‘ ‘H‘ A {l dn ”‘8‘2‘2‘ S m/z 43.10 97.32%
miz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosano
55.0
97.0
5000 — S
13.50 14.00
m/z 57.10  95.08%
39.0
O ]\-Q\.dﬂ ‘\“ “‘ ‘\ ‘\‘ T \‘H“ ‘M‘ \‘R‘\ ‘h “h T 1\-8\2 \0 \22\4\0\ ‘2\66\0\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1
83.0
43.0 T ‘ T T ‘ T
13.50 14.00
5000 m/z 83.05 91.22%
25.0
UL L e 2o
ob—hd B8 by S e
miz--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol R T
439 83.0 13.50 14.00
' m/z 97.05 79.05%
5000
25.0
gLl oo oo a0
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.698 2.06 ng 74537 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 58
2 Hexadeca-2,6,10,14-tetraen-1-0l1,... 290 C20H340 007614-21-3 58
3 Supraene 410 C30H50 007683-64-9 53
4 Farnesol isomer a 222 C15H260 1000108-92-4 50
5 trans-Farnesol 222 C15H260 000106-28-5 50

Abundance Scan 2144 (14.698 min): BF122055.D\data.ms (-2139) (- m/z 69.10 100.00%

69.1
5000
363.2 N L
1371 31 306.1 14.50 15.00
oL— \\‘H\h‘\ I ‘\H‘“‘ Lol \H‘ I H‘H\‘m‘ D SN S m/z 81.05 46.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 T T T T T T
14.50 15.00
m/z 41.05 30.15%
7.0
O T “‘\‘ ‘M‘ \““‘H\ \H\‘H\ “ T \1\9\1-‘0\ T ‘2\7\3\(\)‘ T \3\4.\1‘0\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetr
69.0
T 7
14.50 15.00
5000 m/z 363.20 16.74%
OLSQ \‘\ ‘wh\u h” hm u - ‘2.‘0‘6‘(‘)‘ . ‘2‘7‘2‘9‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene 7 ‘A —
69.0 14.50 15.00
m/z 137.05  15.35%
5000
137.0
0L26.0 4 ||y | 1910 273.0 3410 410.
et e e e e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.009 2.69 ng 97411 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 83

Abundance Scan 2197 (15.009 min): BF122055.D\data.ms (-2192) (-1 m/ 57.05 100.00%

57.0
97.0
5000
ol LA LL ‘”“ UU ‘]h Pl 220 n/; 4316 90.41%
miz--> 5 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000
1500
m/z 55.05 80.29%
0 19Q \‘\ | ‘ ‘ \H\ % \‘\ \h \\8'10 2220 264.0 308.0
\\\\‘ \\ T T \\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
T T \
9r.0 15.00
otsg LAl L] 1200 1980 2600 300
miz--> 50 100 150 200 250 300
Abundance #166292: Behenic alcoho
43 83.0 15 00
’ m/z 97.00 72.78%
5000
25.0
0 ‘\ ‘\\ \ \“ ‘\ \‘\ \\670 210.0 280.0
-l “ fy P
m/z--> 50 100 150 200 250 300 1500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octacosyl acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.804 5.42 ng 196488  Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl acetate 452 C30H6002 018206-97-8 84
2 1-Heptacosanol 396 C27H560 002004-39-9 84
3 n-Tetracosanol-1 354 C24H500 000506-51-4 83
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 83
5 Triacontyl acetate 480 C32H6402 041755-58-2 83

Abundance Scan 2332 (15.804 min): BF122055.D\data.ms (-2323) (- m/z 43.05 100.00%

7.0
403.2
5000
152.1
346.1 N T
[ |
ol L D] L L wyz s7.ee 9e.25%
m/z--> 50 00 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43.0 97.0
5000 — ——
15.50 16.00
m/z 83.05 76.30%
oLl \‘“ | “H D0 209.0 264.0 3200 3920 452,
\\1‘\f\\‘\\T’\\\\‘T\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57
— ——
10 15.50 16.00
5000 ' m/z 55.10 75.61%
oL+LALLL | 1070 2220 2780 3780 MM
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186970: n-Tetracosanol-1 “ —
57.0 15.50 16.00
m/z 97.05 69.21%
- Mfwwwwwjh/\MMMwwﬁmwﬁ
6 336.0
0 1 MM P e S P
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknownl6.80 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.809 9.18 ng 332718 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Acetyl-6-methyl-5-0x0-1,2,3,5-... 193 C9H11N302 1000078-56-2 38
2 4-Methoxyformanilide 151 C8HI9NO2 005470-34-8 38
3 5-Ethoxycarbonylpyridine-2-carbo... 195 C9HINO4 017880-34-1 38
4 Cyclohexene, 1-formyl-2-phenylsu... 276 C16H2002S 081054-00-4 35
5 6-Methyltetrazolo[1,5-c]pyrimidi... 151 C5H5N50 144877-40-7 35

Abundance Scan 2503 (16.809 min): BF122055.D\data.ms (-2497) (-  m/z 151.05 100.00%

151.1
81.0
5000
375.3

‘ 225.1 16. 50 17 00

291.1
0 J‘}J‘499 m/z 108.05  64.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #55633: 1-Acetyl-6-methyl-5-0x0-1,2,3,5-tetrahydroimida:
151.0
5000
16. 50 17 00
43.0 m/z 150.00 63.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24819: 4-Methoxyformanilide
151.0
16 50 17 00

o

80.0
Hw'f“n“l“w}‘m S
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #57547: 5-Ethoxycarbonylpyridine-2-carboxylic acid
151.0 16. 50 17 00

m/z 107.10  46.08%

5000
51.0
0 J{\“

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknownl7.23 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.233 3.88 ng 140711 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 45
2 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 16
3 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 12
4 5.beta.-Cholan-24-oic acid, 3-oxo- 374 C24H3803 001553-56-6 12
5 16,22-Epoxycholestan-3-0l 402 C27H4602 1000252-58-8 10
Abundance Scan 2575 (17.233 min): BF122055.D\data.ms (-2568) (. m/z 43.00 100.00%
43.0
95.0 1451
5000 213.2
2552 303.3
, —— —
TR AT T G T
Oy “‘,““ A m/z 55.05 56.37%
1

\‘h
m/z--> 50 00 150 200 25 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0

5000 —T— —
368.0 17.00 17.50
m/z 145.05 52.35%
| H\ Ly, 2soassomo| | 4
04 “ HH H I “‘\“\m\"\h\\\“\\\\‘\\ \‘\\‘\\‘\”\
m/z--> 50 100 150 200 250 300 350 400
Abundance #190889: 5-Cholene, 3,24-dihydroxy- [\“
55.0
)
17.00 17.50
5000 285.0 m/z 95.00 52.03%
342.0
3.0
ol H ‘\“ “‘ \HH ‘MH \Hd \‘mh‘ \’h ‘\M‘ \h‘h‘ “‘ ‘\‘ ‘3‘0‘1‘ i ‘h I —
m/z--> 50 100 150 200 250 300 350 400
Abundance #226785: Methyl 12-acetyl-7-desoxycholate P —
43.0 17.00 17.50
m/z 57.05 48.52%
5000 W
T3 0 255.0
370.0
ol “‘“‘Hm‘h\“ il H\ H ‘H‘\ e ‘2’1‘%(‘) . ‘L‘ “‘ “3]"6‘ ‘0‘ = 1\ o T P P
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknownl7.96 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.968 2.00 ng 72568 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,6-Trifluorobenzamide 175 C7H4F3NO 207986-22-9 14
2 2,4-Dichlorobenzamide 189 C7H5C12NO 002447-79-2 14
3 3,4-Dichlorobenzamide 189 C7H5C12NO 002670-38-4 14
4 5-Isopropylidene-6-methyldeca-3, 204 C14H200 1000197-84-7 12
5 2,3,4-Trifluorobenzamide 175 C7H4F3NO 207919-09-3 10
Abundance Scan 2700 (17.968 min): BF122055.D\data.ms (-2694) (1 m/z 43.00 100.00%
43.0
119.0 173.2
5000
——
18.00
(e m/z 55.00 81.52%
m/z--> 200 250 300 350
Abundance #42068. 2,3,6-Trifluorobenzamide
159.0
81.0
5000 T
18.00
31 m/z 69.00 68.44%
O\‘\‘\“\H“““““H“\“\\\‘ \‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #52560: 2,4-Dichlorobenzamide
173.0
——
18.00
5000 m/z 119.00 57.04%
a0 1090 B
) A TV R
miz--> 50 100 150 200 250 300 350
Abundance #52559: 3,4-Dichlorobenzamide ——
1738.0 18.00
m/z 173.20 55.04%
5000
74.0
m/z--> 50 100 150 200 250 300 350 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122055.D

Acqg On : 21 Oct 2020 15:11
Operator : JU/CG

Sample : L4468-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.934 2.3 ng 68280 1 6.728 603527 20.0
(1R)-2,6,6-Trim... 5.992 2.2 ng 67376 1 6.728 603527 20.0
n-Hexadecanoic ... 11.774 2.1 ng 110752 4 11.239 1043250 20.0
Acridin-9-amine... 13.204 5.5 ng 257687 5 13.880 928690 20.0
p-Mentha-1(7),8... 13.374 2.2 ng 101445 5 13.880 928690 20.0
1-Heneicosanol 13.733 10.5 ng 488217 5 13.880 928690 20.0
Squalene 14.698 2.1 ng 74537 6 15.309 724822 20.0
n-Tetracosanol-1 15.009 2.7 ng 97411 6 15.309 724822 20.0
Octacosyl acetate 15.804 5.4 ng 196488 6 15.309 724822 20.0
unknownl6.80 16.809 9.2 ng 332718 6 15.309 724822 20.0
unknownl17.23 17.233 3.9 ng 140711 6 15.309 724822 20.0
unknownl7.96 17.968 2.0 ng 72568 6 15.309 724822 20.0
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