LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044094.D

Aca On : 20 Jan 2020 12:26

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG123019.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 5.035 325 331 342 rBV 263030 410619 8.09% 1.375%
2 5.511 404 412 427 rBV 1229760 1974713 38.91% 6.615%
3 7.104 675 683 704 rBVY 1322352 2375252 46.80% 7.956%
4 7.468 736 745 757 rBVY 1315800 2263052 44 .59% 7.581%
5 7.932 817 824 832 rBV 310960 522544 10.30% 1.750%
6 8.255 871 879 888 rBV 940445 1624667 32.01% 5.442%
7 9.090 1013 1021 1031 rBV 743947 1368263 26.96% 4 .583%
8 10.735 1292 1301 1313 rBV 444642 811334 15.99% 2.718%
9 13.191 1712 1719 1739 rBV 2195525 3661292 72.14% 12.264%
10 14.025 1855 1861 1866 rBV 38911 63073 1.24% 0.211%

11 14.571 1945 1954 1966 rBV 780126 1249517 24.62% 4.186%
12 16.058 2200 2207 2226 rBV 1707841 2733156 53.85% 9.155%
13 17.315 2413 2421 2433 rBV 850144 1366910 26.93% 4_579%
14 19.930 2859 2866 2879 rBV 3806271 5075271 100.00% 17.001%
15 21.240 3083 3089 3099 rBV2 65515 152952 3.01% 0.512%

16 21.563 3137 3144 3154 rBvV2 818002 1375370 27.10% 4.607%
17 22.368 3276 3281 3293 rBV 57904 113970 2.25% 0.382%
18 23.003 3382 3389 3393 rBv2 213237 428244 8.44% 1.435%
19 23.220 3422 3426 3434 rVB2 44268 92250 1.82% 0.309%
20 23.819 3522 3528 3539 rVB2 87059 182109 3.59% 0.610%

21 24.671 3663 3673 3681 rBV2 501451 1447882 28.53% 4 _850%
22 25.541 3815 3821 3836 rVB2 22731 80438 1.58% 0.269%
23 25.829 3863 3870 3882 rVB3 66266 199003 3.92% 0.667%
24 27.145 4086 4094 4106 rVB3 60043 203502 4._.01% 0.682%
25 28.714 4355 4361 4371 rVB7 23718 77650 1.53% 0.260%

Sum of corrected areas: 29853033
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044094.D

Aca On : 20 Jan 2020 12:26

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044094.D
3500000
3000000
2500000
2000000
1500000 551 7.10 7.47

1000000 8.26

10.73
500000 504 7.93

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG044094.D

1993
3500000

3000000

2500000
13.19

2000000
16.06

1500000

1000000 14.57 17.32 21.56

500000

o | 14.02 21/L24 22.37

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG044094.D

3500000
3000000
2500000
2000000
1500000

1000000
24.67

500000,
| j2322 2382 It 25.545.83 27.14 28.71

O A T A T T T T e R e T e e e e e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044094.D

Aca On : 20 Jan 2020 12:26

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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.

5.04 15.72 ng 410619 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 332 (5.041 min): BG044094.D (-325) (-) m/z 43.10 100.00%
43
59
5000
101 R I W
480 5.00 5.20 5.40
83
...,....,....,....I,'.w..5,9..'1,....,??..,.~...,.9.4.:,....,....,....,...., m/z 59.10 60.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LS UL I
59 480 500 520 5.40
m/z 101.10 23.12%
15 31 101
) 50 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
480 500 520 540
5000 m/z 58.05 16.02%
101
31 58
18 50 | 65 73 80 87 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4035: 2,3-Butanedione, monooxime
43 480 5.00 5.20 5.40
m/z 41.05 9.75%
5000
101
15 58
28 |l s17 69 84
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044094.D

Aca On : 20 Jan 2020 12:26

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.47 Concentration Rank 1

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

7.47 86.62 ng 2263050 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 745 (7.468 min): BG044094.D (-736) (-) m/z 132.00 100.00%
5000 68
96 U UL UL UL L
40 g4 g5 115 7.20 7.40 7.60 7.80
B R B m/z 68.10 41 .63%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132
5000 RS AR AR LR AR
7.20 7.40 7.60 7.80
104 m/z 134.00 34.15%
5, 667
14 27 39 >1 /g9 | 115
m/z--> 25 Jo eb éo 160 150 140 160 180 260 250
Abundance
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 26.75%
41 97
53
79 117
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil e
132 7.20 7.40 7.60 7.80
m/z 69.10 16.72%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 25 Jo eb éo 160 150 140 160 180 260 250 150 IZO 1%0 1%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044094.D

Aca On : 20 Jan 2020 12:26

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.24 2.22 ng 152952 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 81
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 76
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 70
5 Cyclotetracosane 336 C24H48 000297-03-0 70
Abundance Scan 3089 (21.240 min): BG044094.D (-3083) (-) m/z 57.10 100.00%
g7
83
5000
207 21100 21120 2140 2160
3 141 163 : : : :
Why (266 295 827 71 0774310 76.72%
m/z--> 50 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 LB BRI SULEI B IR
2100 21.20 21,40 2160
29 mn m/z 83.05 59.24%
168 196
\\I‘\‘ “‘\‘H ‘I H H‘g‘u‘||||||22|7|25|8||||||||||
m/z--> 150 200 250 300 350
Abundance
57
" 2100 21.20 21.40 21.60
5000 g5 m/z 55.10 56.52%
29 111
139 168 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecyl ester R B R B
57 8 21.00 21.20 21.40 21.60
m/z 71.05 56.11%
5000 111
29
| ‘h | 230 168 191210 238 265 205
m/z--> 50 100 150 200 @ 300 350 2100 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044094.D

Aca On : 20 Jan 2020 12:26

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.00 6.23 ng 428244 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 64
4 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 58
5 Hexadecanamide 255 C16H33NO 000629-54-9 53
Abundance Scan 3389 (23.003 min): BG044094.D (-3382) (-) m/z 59.05 100.00%
¢
5000 j\\_ﬁ
41

83 Rt e R
22.60 22.80 23.00 23.20 23.40

72.10 70.79%

114

“140 165184203221 254 277294 337355
T T T T m/z

m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LN B L L L L L L L B
22. 60 22. 80 23. OO 23. 20 23. 40
m/z 55.05 53.99%
18] w\‘u J ;15f 184 220238 281
m/z--> 50 100 150 200 250 300 350
Abundance
59
R EEERE R R R RS
22.60 22.80 23.00 23.20 23.40
5000 m/z 41.05 35.86%
41
79 98 126 155
— T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- L e L L i e
59 22.60 22.80 23.00 23.20 23.40
m/z 43.10 33.20%
5000
114
41
L A e e e L A e e e e L LA A e R R o R
m/z--> 50 100 150 200 250 300 350 22. 60 22. 80 23. OO 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044094.D

Aca On : 20 Jan 2020 12:26

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.82 2.52 ng 182109 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3528 (23.819 min): BG044094.D (-3522) (-) m/z 57.10 100.00%
57
85
5000
J 113 ' 23.60 23.80 24.00 24.20
141 169 : : : :
b h e e aes  ase e S on 0y
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 RN BN IR B BN
23.60 23.80 24.00 24.20
m/z 43.10 65.27%
29 113
\‘ J h “\ ‘hw h‘ u‘ w\lﬁlwlgg 197 225 253 296
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance
57
. ' 23.60 23.80 24.00 24.20
5000 m/z 85.10 62.15%
29 113 141 169 197 205 253 338
mz-> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 23.60 23.80 24.00 24.20
m/z 41.05 23.28%
5000 85
113
29 ] 1L 777 241 169 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 23.|60 23.|80 24.'00 24.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044094.D

Aca On : 20 Jan 2020 12:26

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 7 Tetracosane, 1ll1-decyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.83 2.75 ng 199003 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
2 2-methvlhexacosane 380 C27H56 1000376-72-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3870 (25.829 min): BG044094.D (-3863) (-) m/z 57.10 100.00%

5000

-

25.60 25.80 26.00 26.20
m/z 71.10 74 .82%

113

183207 252  og5

m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-

-

5000 85 e e
25.60 25.80 26.00 26.20

m/z 43.10 57 .68%

113
3 \ \ H ] ‘1$1 169 197 225 253 295 337 364 393 420

m/z--> 50 100 150 200 250 300 350 400
Abundance

%

85 25.60 25.80 26.00 26.20
5000 m/z 85.10 57 .58%
113 141
29 169 197 225 253 281 309 337 365
— T T T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- e b ma R e s ey
57 25.60 25.80 26.00 26.20

m/z 55.10 22 .29%

5000 85

iy

113
M (141 169 197 239 267 294 323 352

‘J J

m/z--> 50 100 150 200 250 300 350 400 25. 60 25. 80 26. 00 26. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044094.D

Aca On : 20 Jan 2020 12:26

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 8 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

27.14 2.81 ng 203502 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 83
3 Nonadecane 268 C19H40 000629-92-5 83
4 Hexacosane 366 C26H54 000630-01-3 64
5 Heptacosane 380 C27H56 000593-49-7 62

Abundance Scan 4093 (27.139 min): BG044094.D (-4086) (-) m/z 57.10 100.00%

57
5000

26.80 27.00 27.20 27.40
m/z 71.10 67.75%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane

i

5000 85 A A PR
26.80 27.00 27.20 27.40

m/z 43.05 51.91%

|| 13141160197 205 253 282
e

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

57

:

26.80 27.00 27.20 27.40
5000 85 m/z 85.10  48.54%

29
113141169197225 253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117637: Nonadecane e e e
57 26.80 27.00 27.20 27.40

m/z 55.05 23.69%

5

5000

:

29
[ 1113141 169 197 268

T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012020\
Data File : BG044094.D

Acq On : 20 Jan 2020 12:26

Operator : JU

Sample : PB126101BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
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-hy... 5.04 15.7 ng 410619 1 7.93 522544 20.0
unknown? .47 7.47 86.6 ng 2263050 1 7.93 522544 20.0
Ethanol, 2-(tetra... 21.24 2.2 ng 152952 5 21.56 1375370 20.0
9-Octadecenamide, ... 23.00 6.2 ng 428244 5 21.56 1375370 20.0
Heneicosane 23.82 2.5 ng 182109 6 24.67 1447880 20.0
Tetracosane, 11-d... 25.83 2.8 ng 199003 6 24.67 1447880 20.0
Eicosane 27.14 2.8 ng 203502 6 24.67 14473880 20.0
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