LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122719\

Data File : BP001475.D

Aca On - 27 Dec 2019 23:46 Instrument :
Operator : JU BNA_P

Sample - K6438-08 ClientSampleld :
Misc - DUNR-BF005-01
ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.593 585 596 610 rBV 78491 129934 12.70% 1.804%
2 6.204 694 700 716 rBV 457538 584261 57.12% 8.113%
3 7.751 956 963 979 rBV 481299 637991 62.38% 8.859%
4 7.928 987 993 1006 rVB 571758 667253 65.24% 9.266%
5 8.281 1048 1053 1062 rVB 146041 167124 16.34% 2.321%
6 8.522 1089 1094 1105 rVB 446974 528118 51.64% 7.334%
7 9.163 1197 1203 1217 rBV 307373 414016 40.48% 5.749%
8 10.316 1393 1399 1415 rBV 147783 194299 19.00% 2.698%
9 12.098 1696 1702 1725 rBV 650006 812403 79.43% 11.281%
10 12.769 1812 1816 1825 rBV 14689 24404 2.39% 0.339%

11 13.180 1878 1886 1899 rBV 176936 246298 24.08% 3.420%
12 14.474 2100 2106 2129 rBV 448504 625345 61.14% 8.684%
13 15.574 2288 2293 2306 rBV 213275 268926 26.29% 3.734%
14 16.468 2440 2445 2455 rBV3 33215 48823 4.77% 0.678%
15 17.557 2626 2630 2641 rBV5 6002 11178 1.09% 0.155%

16 17.862 2676 2682 2686 rBV 953604 1022789 100.00% 14.203%
17 19.127 2889 2897 2908 rBV5 38264 134208 13.12% 1.864%
18 19.221 2908 2913 2922 rVB 217380 262644 25.68% 3.647%

19 19.898 3022 3028 3032 rBv2 11844 13120 1.28% 0.182%
20 19.968 3034 3040 3049 rBV9 8263 26061 2.55% 0.362%
21 20.233 3081 3085 3088 rBV5 10356 13651 1.33% 0.190%
22 20.274 3088 3092 3096 rVB2 14169 17660 1.73% 0.245%
23 20.351 3101 3105 3109 rVB 8989 11325 1.11% 0.157%
24 20.662 3154 3158 3165 rBV 15751 20743 2.03% 0.288%
25 20.986 3207 3213 3226 rBV 167225 233321 22.81% 3.240%
26 21.092 3227 3231 3241 rVB2 13274 21227 2.08% 0.295%
27 21.586 3310 3315 3321 rBV2 13026 21676 2.12% 0.301%
28 21.727 3331 3339 3344 rBV10 14034 42489 4.15% 0.590%
Sum of corrected areas: 7201287
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001475.D

Aca On : 27 Dec 2019 23:46

Operator : JU

Sample . K6438-08

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001475.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001475.D

Aca On : 27 Dec 2019 23:46

Operator :© JU

Sample - K6438-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.59 15.55 ng 129934 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 Butane 58 C4H10 000106-97-8 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 596 (5.593 min): BP001475.D (-585) (-) 43.00 100.00%

43.0
5000
101.0

5.20 5.40 5.60 5.80 6.00

Ol ,l 446.1 207.7 26333121 36884128 4805 480 "m/z 59.00 57.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LI L L L L L L L LB

5.20 540 5.60 5.80 6.00
m/z 101.00 21.51%

101.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43.0
R R N RREEE n
5.20 5.40 5.60 5.80 6.00
5000 m/z 58.10 14 .94%
101.0
O e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone T T
59.0 520 540 560 580 600

m/z 41.00 10.96%

Ledl| J\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001475.D

Aca On : 27 Dec 2019 23:46

Operator :© JU

Sample - K6438-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.93 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.93 79.85 ng 667253 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 22
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22
Abundance Scan 993 (7.928 min): BP001475.D (-987) (-) m/z 131.95 100.00%
131.9
5000 68.0

7.60 7.80 8.00 8.20

ol 197.3 250.3 306.0 356.3 409.7453.9 512.0 m/z 68.00 45 . 74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 A

7.60 7.80 8.00 8.20
m/z 65.95 37 .66%

14.
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0
T T
7.60 7.80 8.00 8.20
5000 m/z 134.00 33.24%
77.0
oy 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14396: 1,2,4-Trifluorobenzene A
132.0 7.60 7.80 8.00 8.20
m/z 69.10 21.63%
5000 63.0
0,..m;hﬂh,ﬁ.”,................,”.. e — SR & SUD VR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001475.D

Aca On : 27 Dec 2019 23:46

Operator :© JU

Sample - K6438-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.47 3.63 ng 48823 Phenanthrene-d10 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
2 I-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6808 028474-90-0 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2445 (16.468 min): BP001475.D (-2440) (-) m/z 55.05 100.00%

.0

5000

256.1 16.20 16.40 16.60 16.80

o 333.7378.3 444.4 524.6 m/z 43.05 99 _48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

5000
16.20 16.40 16.60 16.80

m/z 41.05 93.15%

171.0213.0256.0

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #242221: |-(+)-Ascorbic acid 2,6-dihexadecanoate
0

16.20 16.40 16.60 16.80
5000 m/z 73.00 86.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 JL/kA
Abundance #72643: Tridecanoic acid

0 299.0 353.0396.0

3.0 16 20 16. 40 16. 60 16 80

m/z 60.00 84 .72%

L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 20 16. 40 16. 60 16 80

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001475.D

Aca On : 27 Dec 2019 23:46

Operator :© JU

Sample - K6438-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.13 10.22 ng 134208 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2897 (19.127 min): BP001475.D (-2889) (-) m/z 43.10 100.00%

43.1
7.1
5000

39.2 207.1  280.9 18.80 19.00 19.20 19.40
43¢ 326.8371.0  440.2 491.2 546.2 n/z 5500 91 210

L A at

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55.0
7.0

O

5000
18.80 19.00 19.20 19.40
m/z 57.10 79.57%
o ] 1H39018202240 280.0
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163019: 9-Tricosene, (2)-
55.0 70
18.80 19.00 19.20 19.40
5000 m/z 82.95 75.97%
390 322.0
o ‘ l | .182.0224.0266.0 |
e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55.0 70 18.80 19.00 19.20 19.40
’ m/z 68.95 75.49%
5000
ol lﬂ39°182022402660
I e e e B e RN AR EE e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001475.D

Aca On : 27 Dec 2019 23:46

Operator :© JU

Sample - K6438-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown21.73 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.73 3.64 ng 42489 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane. 1.26-dibromo- 522 C26H52Br2 143389-26-8 32
2 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 25
3 1.22-Docosanediol 342 C22H4602 022513-81-1 25
4 7.2-6.24-Tritriacontadien-2-one 474 C33H620 1000111-38-8 17
5 Tetradecanoic acid, 2-hydroxy-, ... 258 C15H3003 056009-40-6 17
Abundance Scan 3340 (21.733 min): BP001475.D (-3331) (-) m/z 57.00 100.00%
1.0
5000
280.9 U A B A
461'1502.2 ci6.1 2140 2160 21.80 22.00 |
Oty ' m/z 43.00 89.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #237283: Hexacosane, 1,26-dibromo-
57.0
5000 U AR B S DR
21. 40 21 60 21. 80 22.00
445.0 m/z 55.00 79.91%
o iﬂdm 18302250 275.0319.0361.0403.0 “ 524.0
m/z--> éo 160 150 200 250 300 3éo 460 4éo 560 séo
Abundance #132969: Hexadecanoic acid, 2-hydroxy-, methy! ester
55.0
2140 21.60 21.80 22.00
5000 m/z 97.00 66.36%
ol il LUMi L3390 2270 286.0
m/z--> éo 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #178716: 1,22-Docosanediol B EAREaEE S
55.0 21.40 21.60 21.80 22.00
m/z 68.95 52.57%
5000
6.0
Sl [ 18102220 3060
miz-> 50 100 150 200 250 300 350 400 450 500 550 2140 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122719\
Data File : BP001475.D

Acq On : 27 Dec 2019 23:46

Operator : JU

Sample - K6438-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-hy... 5.59 15.6 ng 129934 1 8.28 167124 20.0
unknown7 .93 7.93 79.8 ng 667253 1 8.28 167124 20.0
n-Hexadecanoic acid 16.47 3.6 ng 48823 4 15.57 268926 20.0
5-Eicosene, (E)- 19.13 10.2 ng 134208 5 19.22 262644 20.0
unknown21.73 21.73 3.6 ng 42489 6 20.99 233321 20.0
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