LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117105.D

Aca On : 17 Sep 2019 14:37

Operator : HP/JU

Sample : K4883-02

Misc :

ALS Vial : 13 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-BF091319.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

5.446 567 571 591 rBV 661614 705428 29.41% 4.826%
6.457 739 743 754 rBV 412111 461816 19.25% 3.159%
rBvV 1626082 1603155 66.83% 10.968%
6.822 802 805 815 rBvV 419455 362037 15.09% 2.477%
6.981 828 832 835 rBV 1801023 1515562 63.18% 10.368%
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7.387 896 901 931 rBV 1176803 1266050 52.78% 8.661%
8.104 1019 1023 1039 rBvV 381461 452484 18.86% 3.096%
9.175 1201 1205 1220 rBV 2616015 2398834 100.00% 16.411%
9.851 1316 1320 1339 rBV 468376 536315 22.36% 3.669%
10.639 1450 1454 1475 rBV 1249991 1366293 56.96% 9.347%

=
QO ~NO®

11 11.333 1568 1572 1583 rBV 370941 523198 21.81% 3.579%
12 12.916 1836 1841 1844 rBV 2469346 2244965 93.59% 15.358%
13 13.969 2016 2020 2034 rBV 321861 430232 17.94% 2.943%

14 14.427 2094 2098 2104 rVB 25502 27265 1.14% 0.187%
15 14.727 2142 2149 2155 rBV3 51645 66326 2.76% 0.454%
16 15.051 2200 2204 2211 rBVY 56862 67678 2.82% 0.463%
17 15.421 2261 2267 2280 rBV2 234202 405309 16.90% 2.773%
18 15.839 2333 2338 2347 rVB 55809 83166 3.47% 0.569%
19 16.327 2413 2421 2428 rBV3 35903 70634 2.94% 0.483%
20 16.898 2513 2518 2526 rVB5 14253 30557 1.27% 0.209%
Sum of corrected areas: 14617304
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117105.D

Aca On : 17 Sep 2019 14:37

Operator : HP/JU

Sample : K4883-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117105.D
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Abundance TIC: BF117105.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117105.D

Aca On : 17 Sep 2019 14:37

Operator : HP/JU

Sample : K4883-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 1 unknown6.59 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.59 88.56 ng 1603160 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16

2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9
Abundance Scan 766 (6.593 min): BF117105.D (-762) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 6.40 6.60 6.80 7.00
54 : . . : :
ol Jrer [ Ysus W “n/z 68.10  42.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN S IR AL R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.36%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.00 27.28%
) N N W 8 .,ﬂ97.kw. M 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.20%
117
5000
39 91
7 LG e | oy
0 ||‘||||||‘|‘||m|||“|||=||||||‘||l“| T
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117105.D

Aca On : 17 Sep 2019 14:37

Operator : HP/JU

Sample : K4883-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.27 ng 66326 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 87
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2149 (14.727 min): BF117105.D (-2142) (-) m/z 57.05 100.00%
57
85
5000
113
141 183 209 281 14.40 14.60 14.80 15.00
0 e m/z 71.00 98.34%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.40 14.60 14.80 15.00
m/z 85.10 69.78%
. 29 } I g2 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57
85 14.40 14.60 14.80 15.00
5000 m/z 43.10 57.77%
154
29
113
0:":‘: ||'|||J|‘t| IHIII ; I‘\I T ||26|7| : —
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- L
57 14.40 14.60 14.80 15.00
m/z 55.00 31.38%
5000 85
oL h Ly I MBa Y 1ss 211 230 om
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117105.D

Aca On : 17 Sep 2019 14:37

Operator : HP/JU

Sample : K4883-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane Concentration Rank 5

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

15.05 3.34 ng 67678 Perylene-d12 15.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 86
3 Hexacosane 366 C26H54 000630-01-3 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2204 (15.051 min): BF117105.D (-2200) (-) m/z 57.05 100.00%

57 g5
5000
113 AL BN B
| 141 169 209 281 14.80 15.00 15.20 15.40
ol b m/z 71.10 94.95%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.80 15.00 15.20 15.40
m/z 85.10 78.54%

29 113
0 .I.| I 1.1] | 191,169 197 225 253 296
B R S 7
m/z--> 50 100 150 200 250 300 350
Abundance #137567: Sulfurous acid, butyl undecy! ester
57
14.80 15.00 15.20 15.40
5000 m/z 43.00 61.15%
85
29
et
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane S B BEE o m e
57 14.80 15.00 15.20 15.40
m/z 54.95 32.27%
5000 85
29 113
oL T j by g lfl 169 197 225 253 295 323 367
e T e B
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117105.D

Aca On : 17 Sep 2019 14:37

Operator : HP/JU

Sample : K4883-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Quant Title : 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 5 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.84 4.10 ng 83166 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hexatriacontane 507 C36H74 000630-06-8 90

Abundance Scan 2338 (15.839 min): BF117105.D (-2333) (-) m/z 57.05 100.00%

57
5000

l] 15.60 15.80 16.00 16.20
ol ...NJ'J.qtn.“.” S — m/z 71.10 99.24%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
5|7
5000
15.60 15.80 16.00 16.20
99 m/z 85.00 70.45%
. |4 188 225 267 300 amaay
et e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
15.60 15.80 16.00 16.20
5000 m/z 43.05 63.97%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane B B R
57 15.60 15.80 16.00 16.20
m/z 99.10 28.02%
5000
99
N [, 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117105.D

Aca On : 17 Sep 2019 14:37

Operator : HP/JU

Sample : K4883-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.33 3.49 ng 70634 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 2421 (16.327 min): BF117105.D (-2413) (-) m/z 57.00 100.00%

57

5000
4 L e e e
16.00 16.20 16.40 16.60
0 m/z 71.05 89.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57
5000

16.00 16.20 16.40 16.60
m/z 85.10 71.98%

113 154169

139 197 224239 266281296

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85 16.00 16.20 16.40 16.60
5000 m/z 43.00 44 .61%
4
113
0 ‘ Ll [ 14 169 197 295 253268 296
.”,””P.”P”.P”q.”wnulnup.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane B A A BALI e o e S
57 16.00 16.20 16.40 16.60
m/z 99.10 25.81%
85
5000 4
113
0 H\ H [l H‘ | I 1‘.11 169 197212 240
”q.”q”.qunlunp.”P”.P”q.”q”..””..u.”..”q.”.. I R R REREREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091719\
Data File : BF117105.D

Acq On : 17 Sep 2019 14:37

Operator : HP/JU

Sample - K4883-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319._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]
unknown6 .59 6.59 88.6 ng 1603160 1 6.82 362037 20.0
Hexacosane 14.73 3.3 ng 66326 6 15.42 405309 20.0
Heneicosane 15.05 3.3 ng 67678 6 15.42 405309 20.0
Hentriacontane 15.84 4.1 ng 83166 6 15.42 405309 20.0
Eicosane, 10-methyl- 16.33 3.5 ng 70634 6 15.42 405309 20.0
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