LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115761.D

Aca On 25 Jul 2019 16:21

Operator : HP/JU

Sample : PB121703BL

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-BF071219.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 5.510 576 582 585 rBVY 4112847 4450176 72.59% 9.283%
2 6.510 745 752 755 rBVY 3810999 4641203 75.71% 9.681%
3 6.645 770 775 778 rBVY 4368558 4778705 77.95% 9.968%
4 6.869 810 813 817 rBVY 1335425 1120596 18.28% 2.337%
5 7.028 836 840 844 rBVY 3841012 3878521 63.27% 8.090%

7.433 903 909 912 rBV 2697345 3189033 52.02% 6.652%
8.151 1026 1031 1046 rBV 1436736 1463481 23.87% 3.053%
9.227 1207 1214 1217 rBV 4982328 5943550 96.95% 12.398%
1609985 1794344 29.27% 3.743%
10.698 1457 1464 1483 rBV 3325546 3855000 62.88% 8.041%
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11 11.392 1576 1582 1605 rBV 1876296 1842369 30.05% 3.843%
12 12.980 1846 1852 1855 rBV 5406858 6130594 100.00% 12.788%
13 13.733 1970 1980 1987 rBV3 30936 112278 1.83% 0.234%
14 14.027 2026 2030 2046 rBV 1279529 1421387 23.19% 2.965%
15 14.492 2104 2109 2114 rBV2 70886 84243 1.37% 0.176%

16 14.798 2156 2161 2168 rBV 172502 185555 3.03% 0.387%
17 15.139 2213 2219 2223 rBV 278875 349752 5.71% 0.730%
18 15.504 2275 2281 2298 rBV2 804925 1702169 27.77% 3.551%
19 15.956 2350 2358 2369 rVB 324625 535818 8.74% 1.118%
20 16.462 2436 2444 2456 rBV 170668 352589 5.75% 0.735%

21 17.056 2540 2545 2556 rVB3 47428 109280 1.78% 0.228%

Sum of corrected areas: 47940643

8270-BF071219.M Fri Jul 26 15:35:39 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115761.D

Aca On = 25 Jul 2019 16:21

Operator : HP/JU

Sample : PB121703BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115761.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115761.D

Aca On = 25 Jul 2019 16:21

Operator : HP/JU

Sample : PB121703BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 1

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

6.65 85.29 ng 4778710 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF115761.D (-770) (-) m/z 132.00 100.00%
5000 o8
o o |l 7o Tosus | T T ok 7k
o gL el wens Wl m/z 68.00 36.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IR IS L R L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34 .40%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 23.97%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! AT
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14 .24%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S| |
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\BF072519\
Data File : BF115761.D

Aca On = 25 Jul 2019 16:21

Operator : HP/JU

Sample : PB121703BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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.
14.80 2.18 ng 185555 Perylene-di12 15.50
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 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
Abundance Scan 2161 (14.798 min): BF115761.D (-2156) (-) m/z 57.00 100.00%
57
85 r
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
J | |113 141 160 197 239 267 14.40 14.60 14.80 15.00 15.20
ol b b b b a7 PP 97 239 267 m/z 71.05 74.63%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
14.40 14.60 14.80 15.00 15.20
m/z 43.00 61.58%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 53.49%
113
N L LT 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493:; Hexacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 23.68%
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115761.D

Aca On = 25 Jul 2019 16:21

Operator : HP/JU

Sample : PB121703BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.14 4_.11 ng 349752 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2219 (15.139 min): BF115761.D (-2213) (-) m/z 57.00 100.00%

57
85
5000

113
141 169 197 1480 15.00 1520 1540
ok, | , A .U', Lo 29 281 m/z 71.05 77.60%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57

5000
14.80 15.00 15.20 15.40
m/z 43.00 62.96%

29
LT ||1l}3 141,160 197 225 253 295 33 367
i H B LA i e e e e e A
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57

14.80 15.00 15.20 15.40
5000 85 m/z 85.05 59.90%

29
0 \‘ . ] I J1}3\1‘}1‘169 197 225 254
T I A o o e o e LN B B o e s o o
m/z--> 50 100 150 200 250 300 350
Abundance :

#215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40

m/z 55.00 24 .18%

B | /\J\M
113
29 ] Ll 141,169 197 225 267 295 365 393

L R A MLt ot

m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115761.D

Aca On = 25 Jul 2019 16:21

Operator : HP/JU

Sample : PB121703BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.96 6.30 ng 535818 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2359 (15.962 min): BF115761.D (-2350) (-) m/z 57.00 100.00%
g7
85
5000
VUL 200 100 107 5 2o 15160 1580 16,00 1620
YR U S e L N — m/z 71.05 76.58%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
15.60 15.80 16.00 16.20
113 m/z 43.00 58.89%
o 20| | || ['°,141 169 197 225 267 208 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
g7
15,60 15.80 16.00 16.20
5000 85 m/z 85.05 58.35%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane S B L B B
57 15.60 15.80 16.00 16.20
m/z 55.00 21.81%
85
29 113
oL L by | 717 141 160 197 225 53 296
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072519\
Data File : BF115761.D

Acq On 25 Jul 2019 16:21

Operator : HP/JU

Sample : PB121703BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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 .65 6.65 85.3 ng 4778710 1 6.87 1120600 20.0
Heneicosane 14.80 2.2 ng 185555 6 15.50 1702170 20.0
Hexacosane 15.14 4.1 ng 349752 6 15.50 1702170 20.0
2-methyloctacosane 15.96 6.3 ng 535818 6 15.50 1702170 20.0
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