LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 J6322-21 sup-e-c-2-1p20718
ALS Vial : 27 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-BF121418 .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 4.369 384 388 395 rBV 87745 109494 2.33% 0.267%
2 5.004 492 496 506 rvB 201057 254518 5.42% 0.620%
3 5.428 563 568 571 rBVY 4002103 4010918 85.39% 9.776%
4 6.439 735 740 758 rBVY 4575567 4696989 100.00% 11.448%
5 6.569 758 762 765 rBVY 4627725 4395646 93.58% 10.714%
6 6.792 797 800 804 rBVY 1324154 1223910 26.06% 2.983%
7 6.951 823 827 831 rBVY 4290184 3915915 83.37% 9.544%
8 7.357 891 896 899 rBVY 3348213 3086444 65.71% 7.523%
9 8.075 1014 1018 1034 rBvV 1561863 1493557 31.80% 3.640%
10 9.151 1197 1201 1215 rBV 4545300 4479103 95.36% 10.917%

11 9.545 1264 1268 1277 rBV 289052 258504 5.50% 0.630%
12 9.833 1313 1317 1321 rBV 1419779 1289598 27.46% 3.143%
13 10.621 1446 1451 1465 rBV 2295006 2331956 49.65% 5.684%
14 11.316 1565 1569 1571 rBV 1321125 1152667 24.54% 2.809%
15 11.339 1571 1573 1577 rVV 278461 237357 5.05% 0.579%

16 11.386 1577 1581 1585 rVB2 72301 81982 1.75% 0.200%
17 11.545 1603 1608 1617 rBV2 39674 80251 1.71% 0.196%
18 11.845 1656 1659 1670 rBV 564267 664464 14.15% 1.620%
19 12.368 1745 1748 1753 rBV5 52531 70588 1.50% 0.172%

20 12.527 1772 1775 1778 rBV 365895 323224 6.88% 0.788%

21 12.633 1789 1793 1799 rBV2 273440 359986 7.66% 0.877%
22 12.757 1809 1814 1816 rBV 243199 269676 5.74% 0.657%
23 12.804 1820 1822 1827 rVB4 50724 50713 1.08% 0.124%
24 12.904 1834 1839 1842 rBV 3510224 3406151 72.52% 8.302%
25 13.804 1990 1992 2002 rVB4 137130 181068 3.85% 0.441%

26 13.951 2013 2017 2020 rBV2 1133570 1120195 23.85% 2.730%
27 14.804 2159 2162 2168 rVB 302982 296552 6.31% 0.723%
28 15.056 2203 2205 2208 rVB 119248 114168 2.43% 0.278%
29 15.392 2258 2262 2266 rBV 579519 733936 15.63% 1.789%
30 15.851 2337 2340 2345 rVB 230032 339137 7.22% 0.827%

Sum of corrected areas: 41028667
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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: BF111441.D
6|44|57 6.95
4000000 5.43

7.36

3000000

2000000
6.79

1000000

5.00
4}\37 A k U L \

o T EESEMEMESENESSMEMESESENY, VUMENESEMEMI | SMESEMES LTS SINENEMENEMES LS4 S S

T I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF111441.D

4000000
12.90
3000000

10.62
2000000

8.07
9.83 11.32

11.84
9.55 11.34 12-?263.76_LM
A 391 54 12.37 g

1000000

R T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111441.D

4000000

3000000

2000000

13.95

1000000

or
Time-->  13.50 14.00 14.50 15.00 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\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.00 4.16 ng 254518 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 495 (4.998 min): BF111441.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
[T e
610 | 630 mfl 460 4.80 500 520 5.40
SRS 1 YO0 U1 NSRS & NS MM m/z 59.10 52.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR L N L I
59.0 460 480 500 520 540
m/z 101.10 14.92%
e w0 g™
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
460 480 500 520 5.40
5000 41.0 m/z 58.10 12.88%
31.0
69.0 87.0
15.0 \‘ 1 stoplll | 98.0
mz-> 10 20 30 4'0 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- PP P T P
59.0 4.60 4.80 500 5.20 5.40
m/z 41.05 9.39%
5000
410 101.0
Ase O Lol 80 wo
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknown6.57 Concentration Rank 1

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

6.57 71.83 ng 4395650 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 762 (6.569 min): BF111441.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
\
AR SRR
401 40 | 9.1 6.20 6.40 6.60 6.80 7.00
..,....,....,...:,“.'...,!!..,::.'.|,..l:.,?‘?.?,..!.,.’fﬂ?,"....,....,"...,.. m/z 68.10 42.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 e
5000 SRR RN RS LR

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.48%

31.0 51.0
SN N | S WU RN | NN 1 M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
I E B AR
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.05 27.20%
41.0 53.0 97.0 1170
“ ‘ 79.0 '
..,....,....,....,.‘...,‘..‘..,.‘.‘al‘,..‘.‘.‘,‘....,..‘..,....,...‘.,....,"...,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.61%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |
e e e e e e e e B A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.84 11.53 ng 664464 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1658 (11.839 min): BF111441.D (-1656) (-) m/z 43.05 100.00%
430 | 73.0
5000
129.0 192.1
97.0 ' HRIRA AR SN BN SR
157.1 213.1 256.1 11.60 11.80 12.00 12.20
m/z 73.00 94 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L B SR IR B
83.0 11. 60 1180 1200 12 20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 59.95  93.14%
4 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
ﬂmnmnmn%
5000 129.0 m/z 41.00 77.00%
150\‘ j
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid R AR R
430 | 73.0 11.60 11.80 12.00 12.20
m/z 57.05 72.90%
5000
129.0 242.0
97.0 199.0
‘ ‘ | 52.0171.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11|60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.63 6.43 ng 359986 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1792 (12.627 min): BF111441.D (-1789) (-) m/z 43.05 100.00%

5000

-

12.40 12.60 12.80 13.00
m/z 59.95 87.61%

m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

~
W
o
l%
'

5000
12.40 12.60 12.80 13.00

m/z 73.00 87 .55%

m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43.0 ,73.0

:

12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 86.35%

199.0
1o i
moL O P
m/z--> 100 150 200 250 300 350
Abundance #198268. Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e A RRREE B
43.0 12.40 12.60 12.80 13.00
m/z 55.10 78.24%
73.0
129.0
185.0
213.0241.0
i “H 0 | TR0 | gpg gy e T
m/z--> 50 150 200 250 300 350 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Cyclodocosane, ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.23 ng 181068 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 90
2 Z-12-Pentacosene 350 C25H50 1000131-09-4 90
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 87
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 83
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 83
Abundance Scan 1991 (13.798 min): BF111441.D (-1990) (-) m/z 43.10 100.00%
431 97.0

5000

69.2 426.4 13.40 13.60 13.80 14.00 14.20
m/z 69.10 87.73%

149.1189.1 2301 5795 3535

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174181: Cyclodocosane, ethyl-
57.0
7.0
5000 TT T T[T T I T [T T T T[T T TT[TT

13.40 13.60 13.80 14.00 14.20
m/z 57.10 87.62%

307.0
J i 11390181022302650 i
i e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #184195: Z-12-Pentacosene
43.0
I e R
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 86.82%
350.0
j 3?01810 236.0  290.0
B e T e DL o i i o o e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate e o
57.0 13.40 13.60 13.80 14.00 14.20
m/z 97.05 86.61%
97.0
5000
‘{l 3??18202220 294.0 339.0 490.0
B e o e e T L e e o o o R B o S
m/z--> 50 100 150 200 250 300 350 400 450 13. 40 13 60 13 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.80 8.08 ng 296552 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 99
2 Saualene 410 C30H50 000111-02-4 98
3 trans-Farnesol 222 C15H260 000106-28-5 72
4 11-Dodecen-2-one. 7.7-dimethvl- 210 C14H260 035194-22-0 59
5 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 59

Abundance Scan 2161 (14.798 min): BF111441.D (-2159) (-) m/z 69.10 100.00%

69.1

%

5000
187.1 203.1 273.3 346.1 402.2 476.2  548.5 14.40 14.60 14.80 15.00 15.20
b by 203 S0 A0 022 4162 58S n/z 81.10  49.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
5000 TT T T[T T I T [T T T T[T T TT[TT

14.40 14.60 14.80 15.00 15.20
m/z 41.10 26.37%

137.0
200 4l d oy |, 1910 2730 3410 4100

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69.0

%

14.40 14.60 14.80 15.00 15.20
5000 m/z 68.00 11.80%

137.0
) 273.0 341.0 410.0

IIIIIHIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79392: trans-Farnesol e o
69.0 14.40 14.60 14.80 15.00 15.20
m/z 93.05 11.64%

5000

27, \LL Uﬁ36°17902220

Il
i o o B L e e e LB e o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14. 40 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 8 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.11 ng 114168 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 78
3 Tricosane 324 C23H48 000638-67-5 60
4 Eicosane 282 C20H42 000112-95-8 60
5 Octadecane 254 C18H38 000593-45-3 60
Abundance Scan 2206 (15.062 min): BF111441.D (-2203) (-) m/z 57.10 100.00%
57.1
5000
31 1480 15.00 15.20 1540
155.1197.1 253.1 307.1 354.1 : : : :
AL 15T 253 3071 3414012 4524 5183 | ST G 74 365
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane

5000

14.80 15.00 15.20 15.40
m/z 71.10 58.54%

" 141.0183.0225.0268.0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202263: Octadecane, 1-iodo-
57.0
e R Eaa s
14.80 15.00 15.20 15.40
5000 m/z 85.10 42 .32%
253.0
41.0 {
M\HW’ e 00
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164578: Tricosane B EERR Bam e L
57.0 14.80 15.00 15.20 15.40
m/z 55.10 19.35%
5000
9.0 324.0
] Jjﬁ4}°18302250267o
e RRR R LA B L e B e R Eaa s
m/z--> 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121418\

Data File : BF111441.D

Aca On - 15 Dec 2018 1:35

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 9 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.85 9.24 ng 339137 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Tetracosane 338 C24H50 000646-31-1 81
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 81
4 Hentriacontane 437 C31H64 000630-04-6 74
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 72
Abundance Scan 2340 (15.851 min): BF111441.D (-2337) (-) m/z 57.10 100.00%
57.1
5000 M/A*wx\“mANwm/\Huwﬁmw,w¢aﬁf
A " 15.60 15.80 16.00 16.20
155.1 : : : :
ob ALLi1g 2051 2071 2761 3461 4343 48935%3 0110 62 000
miz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #141426: Heneicosane

3

15.60 15.80 16.00 16.20
9.0 m/z 43.10 61.52%

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500

5000

:

Abundance #175558: Tetracosane
57.0
R R EEEE RS
15.60 15.80 16.00 16.20
5000 m/z 85.10 48.71%
9.0
141.0183.0225.0267.0 ~ 338.0

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

H-

Abundance #175566: Tricosane, 2-methyl- T
43.0 15.60 15.80 16.00 16.20
m/z 99.10 17.79%
5000
5.0
d127016902110253029503380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15. 60 15. 80 16. OO 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121418\

Data File : BF111441.D

Acq On : 15 Dec 2018 1:35

Operator : JU/SJ

3?22'6 i J6322-21 SUP-6-C-2-120718
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_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]
2-Pentanone, 4-hy... 5.00 4.2 ng 254518 1 6.80 1223910 20.0
unknown6 .57 6.57 71.8 ng 4395650 1 6.80 1223910 20.0
n-Hexadecanoic acid 11.84 11.5 ng 664464 4 11.32 1152670 20.0
Octadecanoic acid 12.63 6.4 ng 359986 5 13.95 1120200 20.0
Cyclodocosane, et... 13.80 3.2 ng 181068 5 13.95 1120200 20.0
Supraene 14.80 8.1 ng 296552 6 15.39 733936 20.0
Nonadecane 15.06 3.1 ng 114168 6 15.39 733936 20.0
Heneicosane 15.85 9.2 ng 339137 6 15.39 733936 20.0
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