LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111217.D

Aca On : 8 Dec 2018 5:40

Operator : JU/SJ

Sample : PB115436BL

Misc :

ALS Vial : 39 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-BF120518 .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 5.016 493 498 505 rBV 362164 475243 5.24% 0.652%
2 5.422 562 567 571 rBVY 8254295 8520273 93.88% 11.690%
3 6.434 734 739 742 rBVY 9300402 8577374 94.51% 11.769%
4 6.575 758 763 766 rBVY 9369353 8601416 94.77% 11.802%
5 6.804 798 802 806 rBY 3317644 2562150 28.23% 3.515%

6.963 825 829 832 rBV 7983578 6732164 74.18% 9.237%
7.363 892 897 900 rBV 6174550 5634566 62.08% 7.731%
8.087 1015 1020 1023 rBV 3919100 3292198 36.27% 4.517%
9.163 1198 1203 1206 rBV 10348138 9075783 100.00% 12.453%
9.839 1314 1318 1322 rBV 3616233 3046679 33.57% 4._.180%

=
QO ~NO®

11 10.622 1447 1451 1463 rBV 4534169 4022924 44 _.33% 5.520%
12 11.322 1566 1570 1573 rBV 2627002 2189535 24.13% 3.004%
13 12.904 1835 1839 1843 rBV 6434683 5909701 65.12% 8.108%
14 13.957 2013 2018 2021 rBV 2177172 2094264 23.08% 2.873%
15 14.739 2149 2151 2154 rBV 92538 102332 1.13% 0.140%

16 15.074 2205 2208 2211 rVB 107900 102847 1.13% 0.141%
17 15.392 2257 2262 2267 rBV 1242731 1483867 16.35% 2.036%
18 15.445 2267 2271 2276 rVB2 112559 150188 1.65% 0.206%
19 15.868 2339 2343 2347 rVB2 101849 144048 1.59% 0.198%
20 16.362 2422 2427 2434 rBV 96312 165403 1.82% 0.227%

Sum of corrected areas: 72882955
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF120718\
Data File : BF111217.D

Aca On - 8 Dec 2018 5:40

Operator : JU/SJ

Sample : PB115436BL

Misc :

ALS Vvial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120518 .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: BF111217.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111217.D

Aca On : 8 Dec 2018 5:40

Operator : JU/SJ

Sample : PB115436BL

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.02 3.71 ng 475243 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 499 (5.022 min): BF111217.D (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 NSRS RS SRR R
460 4.80 5.00 5.20 5.40
Ot 882 280 75910 53.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
5000 SR S LS SRR
410 460 4.80 5.00 5.20 5.40
: 101.0 m/z 101.10 16.07%
0'”'?%ﬂ'bh”1i'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
460 480 5.00 520 5.40
0
5000 5.0 m/z 57.95 15.07%
15.0 101.0
0 " . 83.0 )
U UL SULELL SURLLS S S UL S UL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2—methy|— T T T T T T T T
59.0 460 4.80 5.00 5.20 5.40
m/z 41.05 8.86%
5000
101.0
41.0
0'Eq?'w“wu'wm'“'ﬁ%q'w"'w"“l"“l'“'l'“'l'”' SR SRR A SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111217.D

Aca On : 8 Dec 2018 5:40

Operator : JU/SJ

Sample : PB115436BL

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown6.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.57 67.14 ng 8601420 1,4-Dichlorobenzene-d4 6.80
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 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 762 (6.569 min): BF111217.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
%00 o1 520 6k o 6k 700
0 9 20 "m/z 68.10  44.46%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR AR AR SRR

6.I20 6.40 6.I60 6.80 7.00
m/z 134.00  33.02%

31.0 510
o SR
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e e
74.0 6.20 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 28.48%
ol o L Ll a0 smo
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.58%
5000 67.0
41.0 97.0
‘ ‘ 117.0
A 1 A O B SO | | I
m/z--> 40 60 80 100 120 140 160 180 200 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\BF120718\
Data File : BF111217.D

Aca On : 8 Dec 2018 5:40

Operator : JU/SJ

Sample : PB115436BL

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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.
15.44 2.02 ng 150188 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Heptacosane 380 C27H56 000593-49-7 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2270 (15.439 min): BF111217.D (-2267) (-) m/z 57.10 100.00%
57.1
5000
R 520 1540 1560 1580,
ol b b S MO 288 3182 Thyz 43.05  66.30%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B BRI I B
mmmmmmmm
99.0 m/z 71.05 58.40%
. 27}0] | I| | 110 1830 2250 266.0296.0
m/z--> 55 100 1éo 260 2éo 360 3%0 '
Abundance #129490: Eicosane
57.0
" 15.20 15.40 15.60 15.80
5000 m/z 85.10 37.10%
99.0
oL 270 i JLi ,\ }Q ;830 2250 2820
m/z--> 50 100 150 200 250 300 3%0 '
Abundance #202661: Heptacosane e B D
57.0 15.20 15.40 15.60 15.80
m/z 55.10 25.89%
5000
.0
L L) | 141.0 1830 2250 2670 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3%0 ' 1550 1540 1560 1580
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111217.D

Aca On : 8 Dec 2018 5:40

Operator : JU/SJ

Sample : PB115436BL

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 4
R.T. EstConc Area Relative to ISTD R.T.
16.36 2.23 ng 165403 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Heptacosane 380 C27H56 000593-49-7 81
3 Tetracosane 338 C24H50 000646-31-1 74
4 Docosane 310 C22H46 000629-97-0 72
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2427 (16.362 min): BF111217.D (-2422) (-) m/z 57.05 100.00%

57.0
5000

99.1 LIS [LINLINLIL I L L L L LI B
1531  208.0 25012811 356.1 16.00 16.20 16.40 16.60

0 m/z 43.10 56.52%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LA L L L L L B
16.00 16.20 16.40 16.60
99.0 m/z 71.10 52.20%
ol 1, j y l|.|.941° 183.0 2250 267.0 3090  367.0
iy T L B e e e B ARAR
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
R RN EER R e
16.00 16.20 16.40 16.60
5000 m/z 85.10 44 _07%
99.0
oL 0L 1 &l.l.}4%0 183.0 225.0 267.0 309.0 351.0380.0
L O B o L B e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane B B B s
57.0 16.00 16.20 16.40 16.60
m/z 55.05 22.61%
5000
99.0
0 27,0 I L 1410‘ 183.0 225.0 267.0 309.0338.0
e e e o B e e B B A R e o N R
m/z--> 50 100 150 200 250 300 350 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\BF120718\
Data File : BF111217.D

Acq On - 8 Dec 2018 5:40

Operator : JU/SJ

Sample : PB115436BL

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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]
Propane, 2-methyl... 5.02 3.7 ng 475243 1 6.80 2562150 20.0
unknown6 .57 6.57 67.1 ng 8601420 1 6.80 2562150 20.0
Heneicosane 15.44 2.0 ng 150188 6 15.39 1483870 20.0
Hexacosane 16.36 2.2 ng 165403 6 15.39 1483870 20.0
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