LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109178.D

Aca On : 20 Sep 2018 6:53

Operator : JU/SJ

Sample : PB112999BL

Misc :

ALS Vial : 38 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-BF091418 .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 4.919 435 439 448 rBV 275039 351739 9.66% 1.402%
2 5.337 505 510 513 rBVY 2345808 2194993 60.31% 8.750%
3 6.354 678 683 686 rBV2 2317428 2297992 63.14% 9.160%
4 6.490 701 706 709 rBVY 2501968 2234409 61.39% 8.907%
5 6.719 741 745 748 rBVY 1045259 815228 22.40% 3.250%

6.878 768 772 775 rBV 3060109 2695374 74.06% 10.745%
7.278 835 840 843 rBV 1852256 2032880 55.85% 8.104%
8.001 958 963 966 rBV 1111109 957186 26.30% 3.816%
9.078 1140 1146 1149 rBV 3934896 3639624 100.00% 14.509%
9.748 1255 1260 1269 rBV2 1095594 963942 26.48% 3.843%

=
QO ~NO®

11 10.531 1389 1393 1409 rBV 1108307 1008622 27.71% 4.021%
12 11.225 1507 1511 1519 rBV 1039242 853539 23.45% 3.402%
13 12.813 1776 1781 1784 rBV 3098526 3133331 86.09% 12.490%
14 13.848 1953 1957 1966 rBV 976916 912738 25.08% 3.638%
15 15.254 2191 2196 2201 rBV 602480 721775 19.83% 2.877%

16 15.307 2201 2205 2212 rVB 48971 66085 1.82% 0.263%

17 15.707 2268 2273 2279 rBVY 51272 71275 1.96% 0.284%

18 16.177 2346 2353 2361 rBV2 48002 80321 2.21% 0.320%

19 16.724 2439 2446 2455 rBV3 27855 54971 1.51% 0.219%
Sum of corrected areas: 25086024
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109178.D

Aca On : 20 Sep 2018 6:53

Operator : JU/SJ

Sample : PB112999BL

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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: BF109178.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109178.D

Aca On : 20 Sep 2018 6:53

Operator : JU/SJ

Sample : PB112999BL

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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.

4.92 8.63 ng 351739 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 439 (4.919 min): BF109178.D (-435) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 DR SAREE RN AR SRR
| 83.0 | 4.60 4.80 5.00 5.20
1SN | MM N S S m/z 59.10 55.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL IR
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 20.88%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.10 14.69%
101.0
oL 150 310 [ 80690 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
54.0 460 4.80 5.00 5.20
m/z 41.00 8.86%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109178.D

Aca On : 20 Sep 2018 6:53

Operator : JU/SJ

Sample : PB112999BL

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 2

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

6.49 54.82 ng 2234410 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 706 (6.490 min): BF109178.D (-701) (-) m/z 132.00 100.00%
13%.0
5000 68.1
%0 540 o1 o5 ok ok 6
01 : e m/z 68.10 41 .57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL S R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.43%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 o ko ko
5000 980 1160 m/z 66.10 25.77%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LI L L L
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.17%
117.0
5000
91.0
Tas, L4
0|'“"f'“M'NH'”M"”'lw"hl'“‘w""l""l"" ISR R R A
m/z--> 20 40 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\BF091918\
Data File : BF109178.D

Aca On : 20 Sep 2018 6:53

Operator : JU/SJ

Sample : PB112999BL

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2-methyltetracosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.18 2.23 ng 80321 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methviltetracosane 352 C25H52 1000376-72-6 91
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86

Abundance Scan 2353 (16.177 min): BF109178.D (-2346) (-) m/z 57.00 100.00%
57.0
5000
9. Trrrrryrrrryrrrryrrrror[r
155.2 15.80 16.00 16.20 16.40
0...l,. Al Prtas0e et m/z 71.10 77.85%
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57.0
5000
15.80 16.00 16.20 16.40
99.0 m/z 85.10 59.74%
210 1410 1830 2250 267.0 309.0
OﬂJLwl ‘Id 7 LI SRR SURLELY UL
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 43.05 59.11%
‘ 281.0
bbbl 1270 169.0198.0 2380 | 3100 3520 392.0
m/z--> 55 100 1%0 200 2%0 300 350
Abundance #194493: Hexacosane LI L I B
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22 .95%
5000
99.0
0 ““i JJ‘J 1410 183.0 2250 267.0 309.0 367.0
m/z--> 50 100 150 200 250 300 350 ' 1580 16.00 16.20 16,40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091918\
Data File : BF109178.D

Acq On : 20 Sep 2018 6:53

Operator : JU/SJ

Sample : PB112999BL

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4.92 8.6 ng 351739 1 6.72 815228 20.0
unknown6 .49 6.49 54_.8 ng 2234410 1 6.72 815228 20.0
2-methyltetracosane 16.18 2.2 ng 80321 6 15.25 721775 20.0
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