LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\

Data File : BF111097.D

Aca On : 29 Nov 2018 18:20 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5767-21 2X CL-02-112818-C

ALS Vial : 12 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-BF112618.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 2.187 13 17 30 rvB 46354 80437 11.55% 0.944%
2 5.163 520 523 535 rBV 12725 26019 3.74% 0.306%
3 5.551 586 589 618 rBV 359535 585476 84.06% 6.875%
4 6.557 758 760 781 rBV 423455 693206 99.53% 8.140%
5 6.698 781 784 791 rBV 681503 658810 94.59% 7.736%
6 6.928 820 823 835 rBV 370997 374405 53.76% 4 .396%
7 7.087 846 850 862 rBV 431190 476263 68.38% 5.592%
8 7.498 917 920 936 rBV 253776 406062 58.30% 4_.768%
9 8.216 1038 1042 1063 rBV 417342 512964 73.65% 6.023%
10 9.286 1220 1224 1232 rBV 670806 696492 100.00% 8.178%
11 9.345 1232 1234 1239 rVB2 8937 10660 1.53% 0.125%
12 9.686 1289 1292 1297 rVB 40368 41196 5.91% 0.484%
13 9.969 1337 1340 1350 rVB 513703 549496 78.89% 6.452%
14 10.375 1406 1409 1413 rVB 13222 9902 1.42% 0.116%
15 10.592 1441 1446 1449 rBvV3 7496 8042 1.15% 0.094%
16 10.769 1473 1476 1487 rBvV 320050 354039 50.83% 4_.157%
17 10.851 1487 1490 1495 rvB2 12635 17406 2.50% 0.204%
18 11.298 1563 1566 1568 rBvV2 10694 8344 1.20% 0.098%
19 11.322 1568 1570 1573 rVB 7630 7558 1.09% 0.089%
20 11.469 1592 1595 1598 rBV 489444 442387 63.52% 5.195%
21 11.492 1598 1599 1606 rVvVv 90967 79910 11.47% 0.938%
22 11.557 1606 1610 1616 rVB 14923 19584 2.81% 0.230%
23 11.722 1636 1638 1643 rBV2 11982 10890 1.56% 0.128%
24 11.969 1677 1680 1684 rBV3 27274 37902 5.44% 0.445%
25 12.010 1684 1687 1692 rVB 13828 16508 2.37% 0.194%
26 12.092 1697 1701 1703 rBV 16177 16965 2.44% 0.199%
27 12.269 1727 1731 1735 rBV3 6460 8112 1.16% 0.095%
28 12.516 1770 1773 1775 rBV2 37967 35554 5.10% 0.417%
29 12.692 1800 1803 1808 rBV 110232 100490 14.43% 1.180%
30 12.757 1811 1814 1818 rBV3 10861 15724 2.26% 0.185%
31 12.857 1825 1831 1834 rBV7Y 5960 12821 1.84% 0.151%

32 12.927 1834 1843 1848 rVV 89242 122107 17.53% 1.434%
33 13.045 1860 1863 1869 rVB 598514 513322 73.70% 6.027%
34 13.139 1876 1879 1884 rVB5 7977 12871 1.85% 0.151%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111097.D

Aca On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 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\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.251 1891 1898 1904 rBV2 23808 35024 5.03% 0.411%
36 13.322 1907 1910 1914 rBV2 9101 15133 2.17% 0.178%
37 13.457 1929 1933 1934 rBV3 10723 12670 1.82% 0.149%
38 13.592 1953 1956 1959 rBV 19522 19722 2.83% 0.232%
39 13.898 2003 2008 2009 rBV3 11768 18533 2.66% 0.218%

40 13.921 2009 2012 2020 rVB3 75830 108390 15.56% 1.273%

41 14.127 2041 2047 2050 rBVY 441982 513195 73.68% 6.026%

42 14.233 2062 2065 2069 rVB 42721 37279 5.35% 0.438%
43 14.539 2114 2117 2120 rBVY 39237 36608 5.26% 0.430%
44 14.851 2167 2170 2173 rBV2 63258 68011 9.76% 0.799%
45 15.204 2227 2230 2234 rBV3 78648 99469 14.28% 1.168%

46 15.598 2293 2297 2302 rVB4 68660 102114 14.66% 1.199%
47 15.663 2303 2308 2318 rBVY 214373 324973 46.66% 3.816%

48 16.039 2368 2372 2379 rVB 44866 72590 10.42% 0.852%

49 16.562 2458 2461 2466 rVB3 24735 39638 5.69% 0.465%

50 16.774 2494 2497 2505 rVB7 21121 41073 5.90% 0.482%

51 17.751 2661 2663 2666 rBV4 9372 10069 1.45% 0.118%
Sum of corrected areas: 8516415
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111097.D

Aca On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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: BF111097.D

600000

500000

6.56 7.09

400000 555 6.93

300000
7.50

200000

100000

o 5.16

e i L eIL U A

T
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: BF111097.D

600000

9.97
500000 11.47

8.22
400000

10.77
300000

200000

12.69 15 o4

100000 1§49
9.69 1252 25
&5 A<MK 10.3710.50 10.85  1mzep[iL561.72 14733109, 57 8 @ﬁ&

I v S A e e e A e e e

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: BF111097.D

600000
500000 14.13
400000
300000 15.66

200000
13.92

13, 3@'59 13/90

100000

O

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111097.D

Aca On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.19 4_.30 ng 80437 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 40
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 17

Abundance Scan 18 (2.193 min): BF111097.D (-13) (-) m/z 73.00 100.00%
74.0
5000 43.0
55.1 87.0
Il | 2,20 2.30 2.40 2.50 2.60
ot e e m/z 43.05 42.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 33.24%
29.0
o ] AR .
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
mo 30 2,20 2.30 2.40 2.50 2.60
5000 : m/z 87.00 28.76%
270
150 \\ \ ‘ ‘ 81.0
0"|"”|"'w'"'w'"|”"|'”'|"”|"'w""w"
m/z--> 10 50 70 90 100
Abundance #13743. 2,2,4- Trlmethyl 3-pentanol R Ra R e BARS.
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.60%
41.0 550 87.0
5000
29.0
0 ,}ﬁq,....“...,.”.,...w....“...,”..,.?ﬁﬂ...
m/z--> 10 20 30 40 50 0 70 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111097.D

Aca On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2 unknown6.70 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.70 35.19 ng 658810 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzeneethanamine. .alpha.-methv... 223 C16H17N 002980-02-1 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9

Abundance Scan 784 (6.698 min): BF111097.D (-781) (-) m/z 132.00 100.00%
132.0
5000 68.1
R e R R
40.0 9.0 6.40 6.60 6.80 7.00
01 m/z 68.10 41 _.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o 6.40 6.60 6.80 7.00
41.0 97.0 - . : :
m/z 134.00 31.75%
0 115.,0
1 IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132.0
R e R mEE
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.84%
104.0
66.0
0 27.0 440 " 870 | ‘
“'|“"w"w"”|'“'|“"w' B R e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80338: Benzeneethanamine, .alpha.-methyl-N-(phenylmethylene)
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.63%
5000
o 105.0
o 510 770 1\ 4490 1780 206.0223.0
I L s o o e R A n m e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111097.D

Aca On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.92 4.22 ng 108390 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 90

Abundance Scan 2012 (13.921 min): BF111097.D (-2009) (-) m/z 57.05 100.00%
57.0
5000 97.1
N || 1590 2000 1. 1560 19580 14/00 1420
oA AR A A h N e m/z 43.10 84.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 R SR B SRR
anmmmmm
h t l m/z 55.05 69.40%
169.0
oL Ll dy ST 280 om0 asso
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
13.60 13.80 14.00 14.20
5000 m/z 83.10 52.87%
oL ‘ \f3 0 1820 2380 2830 384.0 Akhdeﬂhmmekwhﬂwww“mfﬂ“
m/z--> éo 100 150 260 2éo 360 3%0 460
Abundance #109268: Ethanol, 2-(tetradecyloxy)- e A REEEEEasS
57.0 13.60 13.80 14.00 14.20
m/z 97.10 48 .65%
5000 97.0 MVWNNMANVVWTJKWMNJNMthdﬁm
196.0
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111097.D

Aca On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Heptadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.85 2.65ng 68011  Chrysene-d12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptadecare 240 C17H36 000629-78-7 90

2 Tetratetracontane 619 C44H90 007098-22-8 81
3 2-methvloctacosane 408 C29H60 1000376-72-8 81
4 2-methvltetracosane 352 C25H52 1000376-72-6 74
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2170 (14.851 min): BF111097.D (-2167) (-) m/z 57.10 100.00%
57.1
5000
151 17, 2561 " 14160 1480 15,00 1520
.lu'ulnu 1y |'|Iu||ll||| 0,
Ol oy gl e m/z 43.10 75.69%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94345: Heptadecane
57.0
5000 LA L L L L L LB
14.60 14.80 15.00 15.20
m/z 71.10 61.68%
o 1130 160.0 240.0
A m e e A L a e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
s S
14.60 14.80 15.00 15.20
5000 m/z 85.10 43.17%
13.0 169.0
ol b4 T 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane I a  BREEEEES B
57.0 14.60 14.80 15.00 15.20
m/z 55.05 28.32%
5000
130

169.0 225, o 281. o 365 0

Ol A S o e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111097.D

Aca On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.04 4_47 ng 72590 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Eilcosane 282 C20H42 000112-95-8 93
3 Nonadecane 268 C19H40 000629-92-5 81
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 72
5 Tetracosane 338 C24H50 000646-31-1 68

Abundance Scan 2372 (16.039 min): BF111097.D (-2368) (-) m/z 57.05 100.00%

57.0

5000
1270 1601107.0 239.1267.1 gppq 3502 15.80 16.00 16.20 16.40
(o} - m/z 43.10 70.57%
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
5000 85.0 IIIIIIIII IIIIIIIIIII
15.80 16.00 16. 20 16 40
90,0 m/z 71.10 66 .84%
: 226 0
oL L L [T amoesonoroze0
m/z--> 50 lOO 150 200 250 300 350
Abundance #129491: Eicosane
57.0
e R
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 55.70%
29.0
0 l‘ | i | .\113 0141.0160. 0197.0225.0253.0 282.0
e e
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane b RREmE EE e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 35.70%
5000 85.0
29.0
o ‘ | ‘Iﬁlfol410169019702250 268.0
.... —— e R
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111097.D

Aca On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.56 2.44 ng 39638 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 53
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 47
3 Pentatriacontane 493 C35H72 000630-07-9 47
4 Octadecane 254 C18H38 000593-45-3 43
5 Heptadecane 240 C17H36 000629-78-7 38
Abundance Scan 2461 (16.562 min): BF111097.D (-2458) (-) m/z 57.10 100.00%
57.1
5000
7.1 R e N EmER
| J| 167.1 221.1 2821 16.20 16.40 16.60 16.80
T O . m/z 71.10  66.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane

5000

16.20 16,40 16.60 16.80
m/z 43.10 62.41%

141.0 183.0 225.0 282.0

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
R AR EEEEE T
16.20 16.40 16.60 16.80
5000 m/z 85.05 42 .87%

139.0 183.0 239.0 2910

(o}
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234393: Pentatriacontane R AR EEEEE T
57.0 16.20 16.40 16.60 16.80
m/z 97.10  19.44%
5000
7.0
o Jhﬂﬂmﬂﬁmwﬁwmmwomm 4210 492.0
A A A A e e e R
m/z--> 50 100 150 200 250 300 350 400 450 16 20 16. 40 16. 60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112918\
Data File : BF111097.D

Aca On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknownl6.77 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.53 ng 41073 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 32
2 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HON7 017539-50-3 25
3 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 17
4 7-Hvdroxv-2.5.8-auinoline trione 191 C9H5N0O4 015544-54-4 14
5 N-(3,4,5,6-Tetrahydro-1,3-thiazi... 192 C10H12N2S 003420-40-4 14
Abundance Scan 2496 (16.768 min): BF111097.D (-2494) (-) m/z 191.05 100.00%
69.0 1911
134.1  167.0
94.1 217.1
5000 255.1 2832

m 16.40 16.60 16.80 17.00
e L m/z 69.00 94.85Y%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000/ 28.0 L B e o e N B
16.40 16.60 16.80 17.00
00 950 135.0 163.0 m/z 81.05 87 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53953: 2,4,7-Pteridinetriamine, 6-methyl-
191.0
R S R
16.40 16.60 16.80 17.00
5000 m/z 192.10 69.81%
43.0 150.0
123.0
0 .l..“.N.ﬁﬁf{rngéﬁ...ﬂ...“:L.ﬁZQQ.nlw....“.......“...,”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0 16.40 16.60 16.80 17.00
109.0 m/z 179.00 66.81%
5000 82.0
136.0
57.0
iy | o
3 SN 'S N | T e N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112918\
Data File : BF111097.D

Acq On : 29 Nov 2018 18:20

Operator : JU/SJ

Sample : J5767-21 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF112618_.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]
Butane, 2-methoxy... 2.19 4.3 ng 80437 1 6.93 374405 20.0
unknown6.70 6.70 35.2 ng 658810 1 6.93 374405 20.0
Heptadecyl heptaf... 13.92 4.2 ng 108390 5 14.13 513195 20.0
Heptadecane 14.85 2.6 ng 68011 5 14.13 513195 20.0
Hexadecane 16.04 4.5 ng 72590 6 15.66 324973 20.0
Eicosane 16.56 2.4 ng 39638 6 15.66 324973 20.0
unknownl16.77 16.77 2.5 ng 41073 6 15.66 324973 20.0
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