LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081919\
Data File : BF116382.D

Aca On 19 Aug 2019 10:53

Operator : HP/JU

Sample : PB122335BL

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-BF073019.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 5.440 566 570 596 rBY 3099128 3529892 78.07% 10.121%
2 6.451 738 742 760 rBVY 2997942 3662645 81.01% 10.501%
3 6.581 760 764 777 rVB 3679836 3613443 79.92% 10.360%
4 6.804 799 802 815 rBV 753388 707758 15.65% 2.029%
5 6.963 825 829 847 rBVY 2898900 3001498 66.39% 8.606%

7.369 894 898 926 rBV 2242532 2478866 54.83% 7.107%
8.087 1016 1020 1045 rBV 811290 891379 19.72% 2.556%
9.157 1197 1202 1205 rBV 4274233 4261327 94.25% 12.218%
1198984 1051149 23.25% 3.014%
10.628 1448 1452 1474 rBV 2635443 2661547 58.87% 7.631%
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11 11.322 1566 1570 1581 rBV 1114285 1076112 23.80% 3.085%
12 12.904 1834 1839 1842 rBV 4430888 4521230 100.00% 12.963%
13 13.963 2016 2019 2034 rBV 886750 904437 20.00% 2.593%
14 14.404 2090 2094 2104 rBV 90725 93301 2.06% 0.268%
15 14.704 2140 2145 2153 rBV 182180 193398 4.28% 0.555%

16 15.033 2195 2201 2208 rBV 259106 314495 6.96% 0.902%
17 15.392 2257 2262 2264 rBV 309948 385091 8.52% 1.104%
18 15.421 2264 2267 2287 rVB 542965 823960 18.22% 2.362%
19 15.810 2327 2333 2344 rBV 249144 398452 8.81% 1.142%
20 16.292 2409 2415 2428 rVB 131574 241791 5.35% 0.693%

21 16.857 2506 2511 2520 rVB 34705 65942 1.46% 0.189%

Sum of corrected areas: 34877713
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116382.D

Aca On : 19 Aug 2019 10:53

Operator : HP/JU

Sample : PB122335BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116382.D
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4000000

3000000

2000000

1000000 13.96
15.42
o 1503 1589 15.81

14.40 147
K40 T

8270-BF073019.M Wed Aug 21 01:34:35 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116382.D

Aca On : 19 Aug 2019 10:53

Operator : HP/JU

Sample : PB122335BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.58 Concentration Rank 1

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

6.58 102.11 ng 3613440 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 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
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 764 (6.581 min): BF116382.D (-760) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SRR ARERE NS R
40.0 540 J 6.20 6.40 6.60 6.80 7.00
0 NP7 T N | m/z 68.00 42.87%
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 SRR ARERE N SR R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.65%
0 U DAL SN DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 980 1160 m/z 66.00 28.75%
0||||||||||‘|‘|‘|‘||“M|||“|||‘H“||‘|“|||‘H||||?-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 N
Abundance #14396: 1,2,4-Trifluorobenzene LI L L B LB N B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.70%
5000 630 810
31.0 112.0
Ol L - f‘?"?:‘,“.‘l .“.i‘. 19|5|-0|\|‘| I - L e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116382.D

Aca On : 19 Aug 2019 10:53

Operator : HP/JU

Sample : PB122335BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .40 2.06 ng 93301 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tricosane 324 C23H48 000638-67-5 91
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2093 (14.398 min): BF116382.D (-2090) (-) m/z 56.95 100.00%
57.0
5000
13.0 215.1 3241 14.00 14.20 14.40 14.60 14.80
o N m/z 71.00 68.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83024: Hexadecane
57.0
5000
14.00 14.20 14.40 14.60 14.80
m/z 42.95 67.48%
o 113.0 169.0 226.0
m/z--> 6 50 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #164579: Tricosane
57.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 85.10 57.77%
‘ 13.0 169.0 9950 324.0
O T e e T S o e
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.00 24 .37%
5000
. 130 169.0 2250 2610 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116382.D

Aca On : 19 Aug 2019 10:53

Operator : HP/JU

Sample : PB122335BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 6

R.T. EstConc Area Relative to ISTD R.T.
14.70 4.69 ng 193398 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2144 (14.698 min): BF116382.D (-2140) (-) m/z 56.95 100.00%

57.0
85.0
5000
13.0 14.40 14.60 14.80 15.00
141.1
- J A h s aeee o m/z 71.00 72.60%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0

14.40 14.60 14.80 15.00
m/z 43.00 63.18%

29.0
oL l.lﬂﬁl 14}01690197022502530 205.0323.0  367.0
= f I LA B e e e e S e PR
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0 14.40 14.60 14.80 15.00
5000 ' m/z 85.00 54 ._.62%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
— ..,.... — AL B i e e e o e o
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.40 14.60 14.80 15.00
m/z 54.95 23.27%
5000 85.0
13.
o ‘ J ﬂ }41016901970 2390567 0296.0 3520
—— — T T T T
m/z--> 50 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116382.D

Aca On : 19 Aug 2019 10:53

Operator : HP/JU

Sample : PB122335BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.03 7.63 ng 314495 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2200 (15.027 min): BF116382.D (-2195) (-) m/z 57.00 100.00%
57.0
5000
901 14.80 15.00 15.20 15.40
141.1 . . : :
oJ,l ll Loy 831 2251 2610 m/z 71.05 74.87%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000
14.80 15.00 15.20 15.40
99.0 m/z 43.00 60.07%
o 27‘r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.05 54 _.81%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 22 .69%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 14.80 15.00 15.20 15.40

8270-BF073019.M Wed Aug 21 01:34:36 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116382.D

Aca On : 19 Aug 2019 10:53

Operator : HP/JU

Sample : PB122335BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.81 9.67 ng 398452 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2333 (15.810 min): BF116382.D (-2327) (-) m/z 57.00 100.00%
57.0
5000
99.1

]_4]_ ]_ 183 1 15.40 15.60 15.80 16.00 16.20
B — l||| L 83l 251 2670  Tn/z 71.05  75.23%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane ﬂ
57.0

5000 ||||||||||||||||||
15. 40 15. 60 15. 80 16. 00 16 20
99.0 m/z 43.00 58.52%
NN || L L4 830 2250 2820
e T : T T
m/z--> 50 1 O 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.05 54 _.69%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
....,... T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0 15.40 15.60 15.80 16.00 16.20
m/z 54.95 22 .95%
5000
99.0
o 270) | | | tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
e A e T T T T
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116382.D

Aca On : 19 Aug 2019 10:53

Operator : HP/JU

Sample : PB122335BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 7 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.29 5.87 ng 241791 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2415 (16.292 min): BF116382.D (-2409) (-) m/z 57.00 100.00%
57.0
5000
99.0
411 1831 16.00 16.20 16.40 16.60
0...-.,' | 42 B . w/z 71.05 78.39%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
16.00 16.20 16.40 16.60
99.0 m/z 43.00 59.20%
ol 1, j y l|.|.941° 183.0 2250 267.0 3090  367.0
m/z--> 55 100 1éo 200 250 300 3éo
Abundance #141426: Heneicosane
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.05 56.68%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 55 100 150 260 250 360 3éo
Abundance #202661: Heptacosane
57.0 16.00 16.20 16.40 16.60
m/z 55.00 21.40%
5000
99.0
o 27.0{ j ] tl.\.}410 183.0 2250 267.0 309.0 351.0380.0 NS
m/z--> 55 100 1éo 200 250 360 3éo 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\BF081919\
Data File : BF116382.D

Acq On 19 Aug 2019 10:53

Operator : HP/JU

Sample : PB122335BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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 .58 6.58 102.1 ng 3613440 1 6.80 707758 20.0
Hexadecane 14.40 2.1 ng 93301 5 13.96 904437 20.0
Hexacosane 14.70 4.7 ng 193398 6 15.42 823960 20.0
Octacosane 15.03 7.6 ng 314495 6 15.42 823960 20.0
Eicosane 15.81 9.7 ng 398452 6 15.42 823960 20.0
Heneicosane 16.29 5.9 ng 241791 6 15.42 823960 20.0
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