LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108938.D

Aca On : 11 Sep 2018 16:34

Operator : JU/SJ

Sample : PB112758BL

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-BF090518 .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 4.943 438 443 453 rVB 96722 137048 3.30% 0.411%
2 5.354 508 513 516 rBY 3535183 3382172 81.34% 10.152%
3 6.372 681 686 689 rBY 3541745 3500906 84.20% 10.508%
4 6.507 704 709 712 rBVY 3924616 3527947 84.85% 10.589%
5 6.737 744 748 751 rBVY 1238871 970638 23.34% 2.913%

6.895 771 775 778 rBV 3312364 2804400 67.44% 8.418%
7.295 838 843 846 rBV 2426362 2298626 55.28% 6.900%
8.019 961 966 969 rBV 1398658 1231714 29.62% 3.697%
9.095 1144 1149 1152 rBV 4766800 4158088 100.00% 12.481%
9.766 1259 1263 1273 rBV2 1673470 1401085 33.70% 4_.205%

=
QO ~NO®

11 10.548 1392 1396 1408 rBV 2218260 2148880 51.68% 6.450%
12 11.242 1510 1514 1518 rBV 1658455 1373351 33.03% 4.122%
13 12.830 1779 1784 1787 rBV 3495833 3533540 84.98% 10.606%
14 13.871 1956 1961 1964 rBV 1027326 983212 23.65% 2.951%
15 14.654 2091 2094 2099 rBvV 52309 52205 1.26% 0.157%

16 14.977 2145 2149 2152 rBV 89639 98015 2.36% 0.294%
17 15.277 2195 2200 2205 rBV 913364 1059268 25.47% 3.179%
18 15.330 2205 2209 2215 rVB 125649 163795 3.94% 0.492%
19 15.742 2273 2279 2284 rBV 117817 182732 4_.39% 0.548%
20 16.212 2354 2359 2365 rBV 89127 150703 3.62% 0.452%

21 16.765 2447 2453 2460 rVB3 46502 91142 2.19% 0.274%
22 17.412 2558 2563 2572 rVB4 28587 66311 1.59% 0.199%
Sum of corrected areas: 33315778
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108938.D

Aca On : 11 Sep 2018 16:34

Operator : JU/SJ

Sample : PB112758BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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: BF108938.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108938.D

Aca On : 11 Sep 2018 16:34

Operator : JU/SJ

Sample : PB112758BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 6

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

4.94 2.82 ng 137048 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 443 (4.943 min): BF108938.D (-438) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 RS AR AR AR N
| 83.0 460 4.80 5.00 5.20
ottt e m/z 59.10 52.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T 4B b 5k
0
150 a0 1010 m/z 101.10 20.26%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 4.80 500 520
5000 m/z 58.00 15.39%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one LA L L L L L LB
43.0 460 4.80 5.00 5.20
m/z 41.10 8.52%
5000
55.0
o 27.0 ¥ 710 830 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108938.D

Aca On : 11 Sep 2018 16:34

Operator : JU/SJ

Sample : PB112758BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.51 Concentration Rank 1

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

6.51 72.69 ng 3527950 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 709 (6.507 min): BF108938.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 o1 J o5 ok ok ok
0 B e e e I m/z 68.10 44 .32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 RS SRS AR LSS U
6.20 6.40 6.60 6.80
m/z 134.00 33.91%
o 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132.0
117.0 B SRR N SR
6.20 6.40 6.60 6.80
5000 m/z 66.10 27 .97%
65.0 9L0
0.%%q...%%?...,.:..,....,”..,...,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R mEE e RERRE
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.03%
5000 67.0
41.0 97.0
‘ ‘ 117.0
o---.----“r‘- ,‘,\‘,I“,Ll\,‘,ﬁg-,ol‘,hl,,,,\‘I,,ull,,,,I,,,,Ilm B | |
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108938.D

Aca On : 11 Sep 2018 16:34

Operator : JU/SJ

Sample : PB112758BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 4
R.T. EstConc Area Relative to ISTD R.T.
15.33 3.09 ng 163795 Perylene-di12 15.28
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 Octadecane 254 C18H38 000593-45-3 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2209 (15.330 min): BF108938.D (-2205) (-) m/z 57.10 100.00%
57.1
5000
%o 15.00 15.20 15.40 15.60
141.1 183 1 . . . .
o....|,l l|ﬂt..', L2281 2 m/z 71.05  74.01%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 U AR SRR RS
15.00 15.20 15.40 15.60
99.0 m/z 43.05 58.88%
Ozmlljijmlmonmzmw%o
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 57 .96%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #105885: Octadecane N R EEaasEa e
57.0 15.00 15.20 15.40 15.60
m/z 55.10 22 .03%
5000
99.0
oL 2T Ly, ‘Mm1%02mﬁm
m/z--> 50 100 150 200 250 300 350 ' 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108938.D

Aca On : 11 Sep 2018 16:34

Operator : JU/SJ

Sample : PB112758BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.74 3.45 ng 182732 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2279 (15.742 min): BF108938.D (-2273) (-) m/z 57.10 100.00%
511
5000
sl 141.1 15.40 15.60 15.80 16.00
I Il 11 L 1228922810 | m/z 71.10 76.34%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 ABARRADESR AARRUARRE
mmmmmmmm
99.0 m/z 43.05 57.62%
o | ][ | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #215181: 2-methyloctacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 56.26%
99.0
ot ‘, | |, 410 ;830 225.0 267.0 309.0  365.0
m/z--> éo 160 1éo 200 2éo 360 3%0 460
Abundance #141426: Heneicosane T T T e
57.0 15.40 15.60 15.80 16.00
m/z 55.05 22.01%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(')0 15'40 15 60 15. 80 16. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091118\
Data File : BF108938.D

Aca On : 11 Sep 2018 16:34

Operator : JU/SJ

Sample : PB112758BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.85 ng 150703 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2359 (16.212 min): BF108938.D (-2354) (-) m/z 57.10 100.00%

5000

:

99.0 L o o o o e o o L o e
1411175 2070 2671 15.80 16.00 16.20 16.40 16.60

m/z 71.10 73 .88%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane

-

15.80 16.00 16.20 16.40 16.60
m/z 85.10 53.64%

5000

141.0 183.0 225.0

282.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
e e
15.80 16.00 16.20 16.40 16.60
5000 m/z 43.05 52.86%
99.0
o)L | | || 1410 1830 2250 2810 337.0 3940
...,....,....,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane A Ea T o R
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.00 19.69%
5000
99.0
o | | 1410 1830 2250 267.0 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 15. 80 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\BF091118\
Data File : BF108938.D

Acq On : 11 Sep 2018 16:34

Operator : JU/SJ

Sample : PB112758BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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... 4.94 2.8 ng 137048 1 6.74 970638 20.0
unknown6 .51 6.51 72.7 ng 3527950 1 6.74 970638 20.0
Heneicosane 15.33 3.1 ng 163795 6 15.28 1059270 20.0
Triacontane 15.74 3.5 ng 182732 6 15.28 1059270 20.0
Eicosane 16.21 2.9 ng 150703 6 15.28 1059270 20.0
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