LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061419\

Data File : BF115049.D

Aca On : 14 Jun 2019 19:32 Instrument :

Operator : HP/JU EﬁAfs el
- _ lentosampleld :

a?zgle : K3369-08 e

ALS Vial : 8 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 F\METHODS\8270-BF061219.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 5.263 534 540 543 rBVY 5031839 5743496 84.97% 10.480%
2 6.293 709 715 718 rBVY 4968307 5969375 88.31% 10.892%
3 6.416 731 736 739 rBVY 5869812 6176737 91.38% 11.270%
4 6.646 771 775 783 rBVY 1843282 1508763 22.32% 2.753%
5 6.804 797 802 805 rBVY 5397469 5047343 74.67% 9.210%

7.210 865 871 874 rBV 3849137 3911194 57.86% 7.137%
7.928 988 993 1000 rBV 1986974 1886785 27.91% 3.443%
9.004 1170 1176 1179 rBV 7059354 6759521 100.00% 12.334%
9.392 1239 1242 1252 rBV 669256 615864 9.11% 1.124%
9.675 1285 1290 1299 rBV 2099685 2068584 30.60% 3.774%

=
QO ~NO®

11 10.457 1418 1423 1439 rBV 3823859 3634845 53.77% 6.632%
12 11.145 1536 1540 1548 rBV 2267368 1948710 28.83% 3.556%
13 11.692 1630 1633 1642 rBV2 91568 124661 1.84% 0.227%
14 12.727 1804 1809 1813 rBV 5423949 5503898 81.42% 10.043%
15 13.769 1981 1986 1992 rBV 1580167 1589882 23.52% 2.901%

16 14.551 2116 2119 2125 rVB 88096 91316 1.35% 0.167%
17 14.857 2167 2171 2177 rBV 142531 151399 2.24% 0.276%
18 15.139 2214 2219 2225 rBV 1142630 1430325 21.16% 2.610%
19 15.198 2225 2229 2236 rVB 187796 240318 3.56% 0.439%
20 15.580 2289 2294 2303 rBV 156922 244164 3.61% 0.446%

21 16.027 2365 2370 2381 rVB3 84140 157301 2.33% 0.287%

Sum of corrected areas: 54804481
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115049.D

Aca On : 14 Jun 2019 19:32

Operator : HP/JU

Sample - K3369-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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: BF115049.D
7000000

6000000 6.42
6.80

5000000 5.26 6.29

4000000 7.21
3000000
2000000 6.65

1000000

1

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF115049.D
7000000 9l0o

6000000
12.73

5000000
4000000 10.46

3000000

11.15

9.67
2000000, ;93

1000000 9.39

_—_ - 11,69

At ——_——————

T I
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: BF115049.D
7000000

6000000

5000000

4000000

3000000

2000000 13.77

15.14
1000000

] .20 1558
14.55 11§6 16.03
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! 1
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I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115049.D

Aca On : 14 Jun 2019 19:32

Operator : HP/JU

Sample - K3369-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 unknown6.42 Concentration Rank 1

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

6.42 81.88 ng 6176740 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 737 (6.422 min): BF115049.D (-731) (-) m/z 132.00 100.00%
132
5000
68
0 o | oS | o TR T i T
0 S50l m/z 134.00 34.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 16 RS LRSS RS LR

600 6.20 6.40 6.60 6.80
m/z 68.00 34 .05%

158 189
B mmm s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
ARSESSSNSER SIS 1 AR
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.00 21.85%
97
Loz Lo
...,....,‘.... l‘.‘.“,‘..‘.‘a,....“,..H.,....,....,....,....
m/z--> 20 0 80 100 120 140 160 180 200 /\
Abundance #14491: 5-Aminoindole T A MR A S
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 13.70%
5000
104
66
14 27 39 51 P T g9 |15 |
i L B B e A m e e e e B!
m/z--> 20 40 60 80 100 120 140 160 180 200 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115049.D

Aca On : 14 Jun 2019 19:32

Operator : HP/JU

Sample - K3369-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 3 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.12 ng 151399 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 2172 (14.863 min): BF115049.D (-2167) (-) m/z 57.00 100.00%
g7
85
5000
113
| | ] “ | I141 169 207 267 14.60 14.80 15.00 15.20
B Nt m/z 71.10 72.51%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000
14.60 14.80 15.00 15.20
m/z 85.05 62.20%
29 113
| I ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
14.60 14.80 15.00 15.20
5000 85 m/z 43.00 60.72%
290 | | | ulﬁ3J1§1‘1§9 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane T e
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .91%
5000 85
290 1| M8 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115049.D

Aca On : 14 Jun 2019 19:32

Operator : HP/JU

Sample - K3369-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.20 3.36 ng 240318 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2229 (15.198 min): BF115049.D (-2225) (-) m/z 57.00 100.00%
57
85
5000
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
113
141 169 197 14.80 15.00 15.20 15.40 15.60
Al .l-.“! Lol a7 100225 258 282 0 Thn/z 71.00  77.01%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
5000
85 14.80 15.00 15.20 15.40 15.60
29 113 m/z 85.00 57.82%
LS L i1 18 511 253 o8
m/z--> 55 160 150 200 2éo 300 3%0
Abundance #141426: Heneicosane
57
85 14.80 15.00 15.20 15.40 15.60
5000 m/z 43.00 55.02%
29 113
] ‘ LIl [, 141 169 107 205 253 296
m/z--> 55 160 1éo 260 2éo 300 3%0
Abundance #185535: Heptadecane, 9-octyl- R e R
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 23.53%
5000 85
~ ﬁ.,“ LTS 100 107 BP g67 204 593 gy | o bvewed b
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115049.D

Aca On : 14 Jun 2019 19:32

Operator : HP/JU

Sample - K3369-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.58 3.41 ng 244164 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2294 (15.580 min): BF115049.D (-2289) (-) m/z 57.00 100.00%
57
85
5000
141 183 15.20 15.40 15.60 15.80
Ll ‘I 'l AL FOYIS 211 239 267295 ' "m/z 71.05  71.75%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
15.20 15.40 15.60 15.80
m/z 43.00 55.93%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #194493: Hexacosane
57
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 52.70%
290 1) 128 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #215181: 2-methyloctacosane
57 15.20 15.40 15.60 15.80
m/z 54.95 20.48%
5000 85
113
200 | || |77, 141 160 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1520 1540 1560 15%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115049.D

Aca On : 14 Jun 2019 19:32

Operator : HP/JU

Sample - K3369-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.20 ng 157301 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
eneicosane -94-
1H i 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2370 (16.027 min): BF115049.D (-2365) (-) m/z 57.00 100.00%
57
85 ﬂ
5000
R AR SRR BN B
141 169 197 355 15.80 16.00 16.20 16.40
b d Il L R B0 S~ m/z 71.05  75.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
15.80 16.00 16.20 16.40
- m/z 43.05 54 _45Y%
| I J / J1§1I169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
"' 15:80 16.00 16.20 1640
5000 85 m/z 85.00 54 _.05%
118 141
29 | [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #209565: Octacosane
57 15.80 16.00 16.20 16.40
m/z 55.00 23.75%
5000 85
29 113 141
1L, [ |7+ 169 197 225 253 281 309 337 365 394
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 15.I80 16.IOO 16.|20 16.|40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061419\
Data File : BF115049.D

Acq On : 14 Jun 2019 19:32

Operator : HP/JU

Sample - K3369-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_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]
unknown6 .42 6.42 81.9 ng 6176740 1 6.65 1508760 20.0
Heneicosane 14.86 2.1 ng 151399 6 15.14 1430330 20.0
Hexadecane, 2,6,1... 15.20 3.4 ng 240318 6 15.14 1430330 20.0
Hexacosane 15.58 3.4 ng 244164 6 15.14 1430330 20.0
Triacontane 16.03 2.2 ng 157301 6 15.14 1430330 20.0
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