LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115143.D

Aca On 24 Jun 2019 12:05

Operator : HP/JU

Sample : PB120777BL

Misc :

ALS Vial : 4 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-BF062119.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 5.225 553 559 562 rBY 5579826 6401598 75.45% 9.512%
2 6.254 727 734 737 rBVY 5892275 6417507 75.64% 9.535%
3 6.384 750 756 759 rBVY 6204869 6770729 79.80% 10.060%
4 6.613 791 795 798 rBVY 2050769 1800969 21.23% 2.676%
5 6.766 817 821 825 rVB 5590333 5581054 65.78% 8.293%

7.172 884 890 893 rBV 3887934 4346608 51.23% 6.458%
7.889 1007 1012 1016 rBV 2312261 2345997 27.65% 3.486%
8.972 1189 1196 1199 rBV 7175313 8430383 99.37% 12.526%
9.636 1303 1309 1313 rBV 2877871 2719301 32.05% 4.040%
10.419 1435 1442 1445 rBV 4807750 4763752 56.15% 7.078%

=
QO ~NO®

11 11.107 1553 1559 1563 rBV 3258090 2953230 34.81% 4_.388%
12 12.695 1824 1829 1833 rBV 7559844 8484151 100.00% 12.606%
13 13.724 2000 2004 2008 rBV 2779982 2580384 30.41% 3.834%
14 14.536 2138 2142 2149 rBV 167690 165315 1.95% 0.246%
15 14.842 2189 2194 2199 rVB 225977 261583 3.08% 0.389%

16 15.101 2233 2238 2246 rVV 1843918 2112233 24.90% 3.138%
17 15.177 2246 2251 2262 rVB 317844 404655 4.77% 0.601%
18 15.560 2311 2316 2322 rVB 253529 342049 4._.03% 0.508%
19 16.001 2385 2391 2400 rVB 172885 277202 3.27% 0.412%
20 16.518 2473 2479 2486 rVB 74939 143515 1.69% 0.213%

Sum of corrected areas: 67302215
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115143.D

Aca On 24 Jun 2019 12:05

Operator : HP/JU

Sample : PB120777BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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: BF115143.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115143.D

Aca On 24 Jun 2019 12:05

Operator : HP/JU

Sample : PB120777BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 unknown6.38 Concentration Rank 1

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

6.38 75.19 ng 6770730 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 755 (6.378 min): BF115143.D (-750) (-) m/z 132.00 100.00%
5000 68
0 o | o s | T S5 ok ok oo
AL s L~ m/z 68.00 39.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 RS AR R
6.00 620 6.40 6.60 6.80
21 78 m/z 134.00 34.17%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.00 6.20 640 6.60 6.80
5000 gg 116 m/z 66.00 25.09%
N ..,....,.?9 II¥Q7 ‘ B - ..,.1??.
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|' TTT T T T[T T T [ TT T T [TTT i
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.92%
117
5000
29 91
GO W
| N | ! . \ m
m/z--> 20 Jo 6 80 160 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115143.D

Aca On 24 Jun 2019 12:05

Operator : HP/JU

Sample : PB120777BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 .84 2.48 ng 261583 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2194 (14.842 min): BF115143.D (-2189) (-) m/z 57.00 100.00%
g7
85
5000
J |113 141 169 207 239 267 14.60 14.80 15.00 15.20
N N ] A m/z 71.05 76.23%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.60 14.80 15.00 15.20
m/z 43.00 58.94%
29 113
| | (141,169 197 225 253 295 323 367
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance #209566: Octacosane
57
14.60 14.80 15.00 15.20
5000 g5 m/z 85.05 54 _.10%
29
|| (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.00 21 .95%
85
5000
29 113
BNy J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115143.D

Aca On 24 Jun 2019 12:05

Operator : HP/JU

Sample : PB120777BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.18 3.83 ng 404655 Perylene-d12 15.10
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2251 (15.177 min): BF115143.D (-2246) (-) m/z 57.00 100.00%
g7
85
5000
141 169 14.80 15.00 15.20 15.40
—_— ,J. » .1| Lo 3 197225 258 281 403 gz 71.10 0 73.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.00 57 .60%
29
| | I | J ] J1f1‘169 197 225 253 296
m/z--> 55 100 150 260 250 360 3éo 460
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15,20 1540
5000 85 m/z 85.05 54.77%
113
29 ‘ [ |77 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 250 300 3éo 460
Abundance #185535: Heptadecane, 9-octyl-
57 14.80 15.00 15.20 15.40
m/z 54.95 20.03%
5000 85
113
- .3.,1.1 LM 10 107 %P 267 204 323 352 e
m/z--> 50 100 150 200 250 300 350 400 1480 1500 1520 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115143.D

Aca On 24 Jun 2019 12:05

Operator : HP/JU

Sample : PB120777BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.56 3.24 ng 342049 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2316 (15.560 min): BF115143.D (-2311) (-) m/z 57.00 100.00%

5000

15.20 15.40 15.60 15.80
m/z 71.05  73.75%

41183 225 281 355

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000
15.20 15.40 15.60 15.80

m/z 43.00 56.38%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #215181: 2-methyloctacosane
5[7
R R REEEE TR
15.20 15.40 15.60 15.80
5000 m/z 85.05 54.65%
99
26 | | 141 183 225 267 309 365
e P e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57 15.20 15.40 15.60 15.80
m/z 55.00 22 _47%
5000
° 1 239
| o183 281 323
e e e ”...”...” R RRAREEAREE RS SRS R e A RRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062419\
Data File : BF115143.D

Aca On 24 Jun 2019 12:05

Operator : HP/JU

Sample : PB120777BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
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 6 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.62 ng 277202 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2391 (16.001 min): BF115143.D (-2385) (-) m/z 57.00 100.00%
57
85
113
|.L“lfﬂﬁ?m 238 81 355 mmmmmmmmmm
: et

VT A S R m/z 71.00 73.00%

ptt— -
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85

15.60 15.80 16.00 16.20 16.40
m/z 43.05 57.63%

3J J | M, 169 197 225 253 281 309 338
e et e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57

15 60 15. 80 16 00 16. 20 16.40

5000 o m/z 85.05  54.99%
29
| ] | (13 141 169 197 225 253 281 309 337 365 394
LN B s s e s e e B . e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane N B e e e B
57 15.60 15.80 16.00 16.20 16.40

m/z 54.95 23 .34%

B | M‘J\’/
29
‘ i | M2 141 169 107 205 253 295 323 367

m/z--> 50 100 150 200 250 300 350 15 60 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\BF062419\
Data File : BF115143.D

Acq On 24 Jun 2019 12:05

Operator : HP/JU

Sample : PB120777BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
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 .38 6.38 75.2 ng 6770730 1 6.61 1800970 20.0
Hexacosane 14.84 2.5 ng 261583 6 15.10 2112230 20.0
Heneicosane 15.18 3.8 ng 404655 6 15.10 2112230 20.0
Tetratetracontane 15.56 3.2 ng 342049 6 15.10 2112230 20.0
Tetracosane 16.00 2.6 ng 277202 6 15.10 2112230 20.0
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