LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070819\
Data File : BF115401.D

Aca On : 8 Jul 2019 12:20

Operator : HP/JU

Sample : PB121089BL

Misc :

ALS Vial : 3 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-BF070519 .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 2.328 36 41 46 rVB 92474 127032 1.87% 0.233%
2 5.534 580 586 589 rBY 4811140 5441535 80.08% 9.986%
3 6.528 748 755 758 rBVY 4682183 5619233 82.70% 10.312%
4 6.669 773 779 782 rBVY 4951759 5721996 84.21% 10.500%
5 6.898 814 818 821 rBVY 1526230 1338961 19.71% 2.457%
6 7.057 840 845 848 rBVY 4760182 4569173 67.25% 8.385%
7 7.457 906 913 916 rBVY 3375061 3769004 55.47% 6.916%
8 8.175 1030 1035 1039 rBvY 1789696 1730096 25.46% 3.175%
9 9.257 1212 1219 1222 rBVY 6005206 6761086 99.50% 12.407%
10 9.933 1327 1334 1337 rBv 2158998 1981085 29.16% 3.635%

11 10.722 1460 1468 1471 rBV 4009797 4145906 61.02% 7.608%
12 11.416 1580 1586 1589 rBV 2472859 2059644 30.31% 3.780%
13 11.933 1667 1674 1688 rBV 110177 188757 2.78% 0.346%
14 12.721 1803 1808 1816 rVvVv 62173 86199 1.27% 0.158%
15 13.004 1850 1856 1859 rBV2 6055297 6794774 100.00% 12.469%

16 13.798 1981 1991 2002 rBV7 19301 75837 1.12% 0.139%
17 14.057 2031 2035 2039 rBV 1791883 1676259 24.67% 3.076%
18 14.557 2114 2120 2131 rBV2 80634 117922 1.74% 0.216%
19 14.874 2168 2174 2179 rBV 134875 150709 2.22% 0.277%
20 15.221 2227 2233 2239 rBV 169715 235921 3.47% 0.433%

21 15.562 2285 2291 2296 rBV 1096020 1378179 20.28% 2.529%
22 15.615 2296 2300 2307 rVB 163562 224197 3.30% 0.411%

23 16.062 2371 2376 2382 rVB 113152 178859 2.63% 0.328%
24 16.580 2459 2464 2471 rVB 69648 121556 1.79% 0.223%

Sum of corrected areas: 54493920
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070819\
Data File : BF115401.D

Aca On : 8 Jul 2019 12:20

Operator : HP/JU

Sample : PB121089BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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: BF115401.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070819\
Data File : BF115401.D

Aca On : 8 Jul 2019 12:20

Operator : HP/JU

Sample : PB121089BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 unknown6.67 Concentration Rank 1

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

6.67 85.47 ng 5722000 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 779 (6.669 min): BF115401.D (-773) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 HRBE SRR S L S
40.0 540 J 6.40 6.60 6.80 7.00
0 S0 T .2 | m/z 68.00 42.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 9go 1160 S RS NS LR N

6.40 6.60 6.80 7.00
m/z 134.00 33.83%

o 158.0 189.0
- T I T 1T I T T I T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R A RARRE RS S
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.76%
41.0 97.0
‘ ‘ 117.0
R . O U Y
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R AR AR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.09%
97.0
5000 70.0
52.0
3]‘"0 ‘ 116.0
L L = SR T ——
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070819\
Data File : BF115401.D

Aca On : 8 Jul 2019 12:20

Operator : HP/JU

Sample : PB121089BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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.
14.87 2.19 ng 150709 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2173 (14.868 min): BF115401.D (-2168) (-) m/z 57.00 100.00%
51.0
| %90 ' 14.60 14.80 15.00 15.20
141.1 2070 . . . .
oL .UI, N U . m/z 71.00 72.91%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5%.0
5000 R B U A B
mmmmmmmm
99.0 m/z 43.00 60.42%
oL 270 IJ]Jmmlmonmzmw%O
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #129498: Nonadecane, 2-methyl-
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 84.95 50.32%
99.0
miz--> ""s'o""160"'iéo""zc')o""zéo""aéo""aéo""'
Abundance #215181: 2-methyloctacosane e e S A Eman
57.0 14.60 14.80 15.00 15.20
m/z 41.00 23.58%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1éo 260 250 300 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070819\
Data File : BF115401.D

Aca On : 8 Jul 2019 12:20

Operator : HP/JU

Sample : PB121089BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.22 3.42 ng 235921 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2233 (15.221 min): BF115401.D (-2227) (-) m/z 57.00 100.00%
57.0
85.0
5000

[1 1411169 1167.2225.2 15.00 15.20 15.40 15.60
o....‘,.-.-'*ll., e 2 R — m/z 71.05 73.39%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 LN L L  LL L LB

15.00 15.20 15.40 15.60

| m/z 43.00 57.20%
29.0 ]1 1410
ol b b h [y o9010702250253.02820
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R B MR S
85.0 15.00 15.20 15.40 15.60
5000 ' m/z 85.05 56.91%
29.0 130
ol L [ 141-0169.0197.0025.0253.0  296.0
S—— — B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B EERmawaa
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22.02%
5000 85.0
29.0
oL j | J‘Jﬂ{‘ 14}01690197022502530 205.0323.0  367.0
m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070819\
Data File : BF115401.D

Aca On : 8 Jul 2019 12:20

Operator : HP/JU

Sample : PB121089BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.62 3.25 ng 224197 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2301 (15.621 min): BF115401.D (-2296) (-) m/z 57.00 100.00%
5%.0
5000
20 ma 15140 15160 1580 1600
183 1 : . : :
0 |, ll bl P28 2820 "m/z 71.00 83.78%
m/z--> 50 10 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LR L B U R

15.40 15.60 15.80 16.00
m/z 43.00 64.83%

99.0
. 27,}0J L, 1410 1830 2250 2820
B
mz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
A et et
15.40 15.60 15.80 16.00
5000 m/z 85.00 61.97%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
e
mz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane I A AEBEaEEEES Eae s L]
57.0 15.40 15.60 15.80 16.00
m/z 55.00 25.33%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
R e
mz--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070819\
Data File : BF115401.D

Aca On : 8 Jul 2019 12:20

Operator : HP/JU

Sample : PB121089BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.06 2.60 ng 178859 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Pentacosane 352 C25H52 000629-99-2 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2376 (16.062 min): BF115401.D (-2371) (-) m/z 57.00 100.00%
5000 \ ”
%0 71580 16,00 1620 1640
41.1 . . :
o T m/z 71.05 74.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 R DU BN U BIURA
mmmmmmmm
99.0 m/z 43.05 56.52%
ool LA || 1 1830 2250 2820
m/z--> 50 100 150 260 2%0 360 3éo 460
Abundance #185533: Pentacosane
57.0
' 15.80 16.00 16.20 1640
5000 m/z 85.00 54 _.23%
99.0
026.0] | | J | 1410 1830 2250 267.0 3090 352.0
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance #219831: Triacontane e S LRREE RaE s
57.0 15.80 16.00 16.20 16.40
m/z 99.00 19.90%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> éo 100 1éo 200 250 360 3éo 460 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070819\
Data File : BF115401.D

Acq On : 8 Jul 2019 12:20

Operator : HP/JU

Sample : PB121089BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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]
unknown6 .67 6.67 85.5 ng 5722000 1 6.90 1338960 20.0
Heneicosane 14.87 2.2 ng 150709 6 15.56 1378180 20.0
Hexacosane 15.22 3.4 ng 235921 6 15.56 1378180 20.0
Eicosane 15.62 3.3 ng 224197 6 15.56 1378180 20.0
Pentacosane 16.06 2.6 ng 178859 6 15.56 1378180 20.0
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