LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\
Data File : BP0O00653.D
Aca On : 11 Oct 2019 23:58 Instrument :
Operator : JU gyA{é el
- _ lentosampleld :
3?22'6 : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 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\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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 4.987 481 493 496 rBV 4484768 10912950 100.00% 22.790%
2 5.369 555 558 574 rVB 581374 608194 5.57% 1.270%
3 6.387 727 731 741 rBVY 1949504 1782228 16.33% 3.722%
4 6.516 750 753 758 rBVY 1079458 898483 8.23% 1.876%
5 6.746 789 792 796 rBVY 1565628 1325242 12.14% 2.768%
6 6.905 815 819 822 rBVY 4469597 3506964 32.14% 7.324%
7 7.310 882 888 891 rBVY 2786903 2338395 21.43% 4.883%
8 7.416 903 906 910 rVB 260053 208011 1.91% 0.434%
9 7.457 910 913 916 rBV 241119 180496 1.65% 0.377%
10 8.034 1007 1011 1013 rBvV 2121870 1710161 15.67% 3.571%

11 9.116 1191 1195 1198 rBV 6037465 4783328 43.83% 9.989%
12 9.510 1259 1262 1265 rBV 1201753 886868 8.13% 1.852%
13 9.799 1307 1311 1314 rBV 2630582 2147192 19.68% 4._.484%
14 10.587 1442 1445 1452 rBV 463397 440910 4.04% 0.921%
15 11.157 1538 1542 1555 rVB 326256 350725 3.21% 0.732%

16 11.293 1561 1565 1568 rBV 2772775 2324867 21.30% 4 _855%
17 11.363 1574 1577 1581 rVvB2 138397 131131 1.20% 0.274%
18 12.522 1770 1774 1777 rVB 142891 130031 1.19% 0.272%
19 12.751 1809 1813 1816 rVB 158282 155662 1.43% 0.325%
20 12.898 1834 1838 1842 rBV 6009686 5509206 50.48% 11.505%

21 13.816 1991 1994 2009 rVB3 568360 796714 7.30% 1.664%
22 13.963 2015 2019 2023 rBV 2400020 2366011 21.68% 4.941%
23 14.145 2047 2050 2054 rBV 162934 148852 1.36% 0.311%
24 14.457 2100 2103 2106 rBV 241603 230593 2.11% 0.482%
25 14.763 2152 2155 2162 rVB 291434 307201 2.82% 0.642%

26 15.010 2194 2197 2200 rBV 79089 109351 1.00% 0.228%
27 15.104 2209 2213 2220 rVB2 323891 380696 3.49% 0.795%
28 15.375 2256 2259 2264 rVvV 89276 119532 1.10% 0.250%
29 15.439 2265 2270 2274 rVV 1799852 2204113 20.20% 4.603%
30 15.486 2274 2278 2293 rVB2 287734 433252 3.97% 0.905%

31 15.928 2348 2353 2358 rBV 203164 314386 2.88% 0.657%
32 16.433 2435 2439 2444 rBV 89445 143376 1.31% 0.299%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator : JU

ﬁ?ggle : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 47885121
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA P\DATA\BP101119\
BP0O00653.D
11 Oct 2019 23:58

K5292-04

- JU

24

TIC Library :

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

20190857-AMENDED-COMP-D

= Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP100119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP000653.D

4.99 6.90

6.75

7.31

7126

0
Time-->

3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

8.03

9.51

TIC: BP000653.D

11.29

10.59
ﬂ 111645 36 12.5212.75

Time-->

I
9.00 9.50

10.00 10.50 11.00 11.50 12.00 12.50

T
13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

13.96

1415 1446 1476 1510

TIC: BP000653.D

53549 15.93 16.43
N A

Time-->

1
13.50

14.00

14.50

15.00

T
15.50 16.00 16.50 17.00 17.50 18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator :© JU

Sample = K5292-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 1 unknown4.99 Concentration Rank 1

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

4.99 164.69 ng 10913000 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 Guanidine 59 CH5N3 000113-00-8 38
4 Acetone 58 C3H60 000067-64-1 12
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 494 (4.993 min): BP000653.D (-481) (-) m/z 43.00 100.00%
48
5000 101

4.60 4.80 5.00 5.20 5.40

Ol 7Ly 181 181210240269297 337 369399426455487 517545 m/z 59.05 73.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA LI L L L L L L L L LB

4.60 4.80 5.00 5.20 5.40

m/z 101.10 40.33%

15 101
o,l4.“..w..”,.”. R B B A o i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R R R e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 20.69%
101
15 13
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine T
59 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.95%
5000f 18
0 mh e e o S e = = SISV .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator : JU

ﬁ?ggle : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 2 unknown6.52 Concentration Rank 3

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

6.52 13.56 ng 898483 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (6.522 min): BP000653.D (-750) (-) m/z 132.00 100.00%
132
5000
68
—
6.20 6.40 6.60 6.80
obPeds, .1, e d 183 228 269 314 358 402429457 490517545 m/z 134.00 32.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BN SEE RRSE NRR

6.20 6.40 6.60 6.80
m/z 68.05 31.14%

31
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
e e AR
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 20.16%
97
s
0...J‘,‘L.ﬂ.‘u.“.,.lt..,....,.... R B B M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl AR A ,
57 132 6.20 6.40 6.60 6.80
m/z 96.00 13.44%
5000 98
ol bl il L g 160180 SN N | S -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator : JU

ﬁ?ggle : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 4 Benzene, 2-fluoro-1,3,5-tri... Concentration Rank 9

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

7.42 2.43 ng 208011 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-fluoro-1.3.5-trimethvl- 138 C9H11F 000392-69-8 53
2 5-t-Butvl-4-methvlimidazole 138 C8H14N2 146979-50-2 53

1-(2.4-Dimethvl-furan-3-vl)-etha... 138 C8H1002 032933-07-6 52
4 Ethanone. 1-(3-fluorophenvl)- 138 C8H7FO 000455-36-7 52
5 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 50
Abundance Scan 907 (7.422 min): BP000653.D (-903) (-) m/z 123.10 100.00%
123
82
5000
ﬁ4 Lso 185 237 282313 355 401 434460489 536 700 7.20 7.40 7.0 7.80_
O s A i e m/z 82.05 61.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17507: Benzene, 2-fluoro-1,3,5-trimethyl-
123
5000 SARRSBRARE SRS SRR R
7.00 7.20 7.40 7.60 7.80
m/z 138.05 39.70%
40 77
o...:,tml---i-u o T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17462: 5-t-Butyl-4-methylimidazole
123
7.00 7.20 7.40 7.60 7.80
5000 m/z 54.00 13.39%
4o
O L B S S A BN BN AL S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17378: 1-(2,4-Dimethyl-furan-3-yl)-ethanone e BRamE e )
123 7.00 7.20 7.40 7.60 7.80
m/z 124 .05 7.86%
5000{ 43
ob L 95
mzs 8 100 150 20 20 30 3o a0 40 500 5% | | b0 750 740 750 780
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator : JU

ﬁ?ggle : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 5 1,2-Benzenediol, 4-methyl- Concentration Rank 10

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

7.46 2.11 ng 180496 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 50
2 Benzene 78 C6H6 000071-43-2 9
3 Fumaronitrile 78 C4H2N2 000764-42-1 9
4 2.4-Hexadivne 78 C6H6 002809-69-0 7
5 Propanedinitrile, methylene- 78 C4H2N2 000922-64-5 7

Abundance Scan 913 (7.457 min): BP000653.D (-910) (-) m/z 123.90 100.00%
124
78
5000 45
e
7.20 7.40 7.60 7.80
Ol ,‘ b0 205 251 296327 360 404 453 S06 542 m/z 78.00 76.63%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10433: 1,2-Benzenediol, 4-methyl-
718 124
5000 IR L A R

7.20 7.40 7.60 7.80
51 m/z 45.00 42.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1016: Benzene
78
R R n
7.20 7.40 7.60 7.80
5000 m/z 46.00 19.99%
51
s
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1012: Fumaronitrile e L e n
78 7.20 7.40 7.60 7.80
51 m/z 60.00 16.28%
5000
o t-r-r-r-r—re—reee e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator : JU

ﬁ?ggle : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 unknownll1.16 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.16 3.02 ng 350725 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Caranol. trans.trans-(+)- 154 C10H180 006909-22-4 32
2 1-Methvl-3-n-propvl-2-pvrazolin-._.. 140 C7H12N20 031272-04-5 27
3 5.5.8a-Trimethvldecalin-1-one 194 C13H220 1000195-96-1 25
4 Acetamide. N-(2-fluorophenvl)- 153 C8H8FNO 000399-31-5 18
5 Cyclohexanone, 3-(4-hydroxybutyl... 184 C11H2002 091212-98-5 16
Abundance Scan 1542 (11.157 min): BP0O00653.D (-1538) (-) m/z 111.10 100.00%
5000
A
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
10.80 11.00 11.20 11.40
o 232 277 315 350 384 419 452480 532 m/z 43.00 67 .53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26742: 5-Caranol, trans,trans-(+)-
55 111
5000 U DL SUN N B
27 1ho 10. 80 11. 00 11.20 11.40
m/z 178.05 49 .00%
0‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18279: 1-Methyl-3-n-propyl-2-pyrazolin-5-one
111
43
10.80 11.00 11.20 11.40
5000 140 m/z 140.00 39.90%
15
‘ 83
-+t
m/z--> 6 56 100 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #56378: 5,5,8a-Trimethyldecalin-1-one
111 10.80 11.00 11.20 11.40
m/z 135.10 31.16%
5000 a1
81
138 179
0 b b L e e i i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator : JU

ﬁ?ggle : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 7 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.82 6.73 ng 796714 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Cvclopentadecane 210 C15H30 000295-48-7 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 E-14-Hexadecenal 238 C16H300 330207-53-9 94

Abundance Scan 1995 (13.822 min): BP0O00653.D (-1991) (-) m/z 57.10 100.00%

57
97
5000

125 s

13.60 13.80 14.00 14.20
154182 216 248 280
o LA LLLLL 54202 216200 230000 sas 370 _azouse_siosie 755 0 g oow
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 TT T T [T T T T[T T T T[T T T [T

13.I60 13.I8O 14.IOO 14!20
11 m/z 97.10 78.51%

2
0 1 139167196224252280
L i s e e B A R BN EE e o s S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane
56
83 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 43.05 72.25%
11
2 ] l 139 182210
e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol L B B
55 83 13.60 13.80 14.00 14.20
m/z 69.05 68.13%
5000 11

:

‘ JP?Q}GH% 238266294

oA A

T T I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator : JU

ﬁ?ggle : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 8 Hexatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.79 ng 307201 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 93
2 Heneicosane. 1l-pentvl- 366 C26H54 014739-72-1 93
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2154 (14.757 min): BP000653.D (-2152) (-) m/z 57.05 100.00%

5000

13
14.40 14.60 14.80 15.00
41169 211 256
0 309340 375 414444 489 521549 m/z  71.10 78 91%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane

5000 N R R ER
14.40 14.60 14.80 15.00

m/z 85.10 58.62%

13141169197225253281309337 379 421449477506

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194505: Heneicosane, 11-pentyl-
43
T
71 14.40 14.60 14.80 15.00
5000 m/z 43.05 56.10%
2
99 295
0 J | 127155183 | 253 “[ 323 364
T o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl- R AR B
57 14.40 14.60 14.80 15.00
m/z 55.00 21.65%
5000 85
ﬁ13141 210 309
oL ["141169 210539067 309338366
T I o o o B e e R R R L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator : JU

ﬁ?ggle : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 9 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.45 ng 380696 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane. 5-butvl- 366 C26H54 055282-16-1 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2212 (15.098 min): BPO00653.D (-2209) (-) m/z 57.10 100.00%

5000

14.80 15.00 15.20 15.40
m/z 71.10 81.92%

o 141169197225253281309 351 401431 474505 545

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane

5000 N
14.80 15.00 15.20 15.40

m/z 85.10 61.34%

14116919772553751 579338

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5
R EREREEEEEEEE e
85 14.80 15.00 15.20 15.40
5000 m/z 43.05 55.80%
29 13
oL fJ 141169197225253 296
R o e o e BN ELEE RS e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194498: Docosane, 5-butyl- B RAEe m e S
43 14.80 15.00 15.20 15.40
n m/z 55.05 22.71%
5000
126
99 309
0 . 1 155183211239 280 | 337365
R o e LA B o e e e S  BAREE e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101119\

Data File : BP000653.D

Aca On : 11 Oct 2019 23:58

Operator : JU

ﬁ?ggle : K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : 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 10 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.85 ng 314386 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2353 (15.928 min): BPO00653.D (-2348) (-) m/z 57.10 100.00%

141 15.60 15.80 16.00 16.20
169197225 266
o 295 337365 408 445475 511541 m/z 71.05 83.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 LA L L L L L LB |

15.60 15.80 16.00 16.20
m/z 85.10 66.35%

141169197225253 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153223: Docosane
R EEERREEEEEEEESE
15.60 15.80 16.00 16.20
5000 85 m/z 43.05  49.50%

13
141 183711239067 310

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane B A e

57 15.60 15.80 16.00 16.20
m/z 99.10 22 .86%
5000 85
29 ﬂ}3141169197226

o S s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 60 15. 80 16. 00 16. 20

F
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_P\DATA\BP101119\

Data File : BP0O00653.D

Acq On : 11 Oct 2019 23:58

Operator : JU

3?22'6 - K5292-04 20190857-AMENDED-COMP-D
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
Quant Title : 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]
unknown4 .99 4 .99 164.7 ng 10913000 1 6.75 1325240 20.0
unknown6 .52 6.52 13.6 ng 898483 1 6.75 1325240 20.0
Benzene, 2-fluoro... 7.42 2.4 ng 208011 2 8.03 1710160 20.0
1,2-Benzenediol, ... 7.46 2.1 ng 180496 2 8.03 1710160 20.0
unknownll1l.16 11.16 3.0 ng 350725 4 11.29 2324870 20.0
5-Eicosene, (E)- 13.82 6.7 ng 796714 5 13.96 2366010 20.0
Hexatriacontane 14.76 2.8 ng 307201 6 15.44 2204110 20.0
Tetracosane 15.10 3.5 ng 380696 6 15.44 2204110 20.0
Heneicosane 15.93 2.9 ng 314386 6 15.44 2204110 20.0
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