LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109713.D

Aca On : 9 Oct 2018 23:43

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 17 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-BF100818 .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 4.904 475 479 493 rBV 48563 74238 3.44% 0.420%
2 5.322 546 550 574 rBVY 1392227 1849397 85.60% 10.459%
3 6.345 720 724 741 rBV 1464745 2042539 94.54% 11.552%
4 6.469 741 745 770 rVB 1934768 2160498 100.00% 12.219%
5 6.698 780 784 795 rBV 271255 376960 17.45% 2.132%
6 6.851 806 810 830 rBVY 1526595 1551180 71.80% 8.773%
7 7.257 876 879 915 rBV 881903 1337158 61.89% 7.562%
8 7.975 998 1001 1022 rBV 364593 484669 22.43% 2.741%
9 9.051 1180 1184 1211 rBV 1971891 2091276 96.80% 11.827%
10 9.445 1247 1251 1261 rBV 122375 136482 6.32% 0.772%

11 9.722 1294 1298 1317 rBV 455728 475737 22.02% 2.691%
12 10.510 1428 1432 1451 rBV 866827 1087044 50.31% 6.148%
13 11.198 1546 1549 1569 rBV 297456 435189 20.14% 2.461%

14 11.739 1638 1641 1648 rBV2 18611 30047 1.39% 0.170%
15 12.410 1752 1755 1763 rBV 35163 45009 2.08% 0.255%
16 12.633 1789 1793 1796 rBV 33309 41791 1.93% 0.236%

17 12.780 1814 1818 1835 rBV 1728040 1707434 79.03% 9.656%
18 13.686 1969 1972 1987 rBV3 49011 114048 5.28% 0.645%
19 13.827 1990 1996 2009 rVB 465821 566657 26.23% 3.205%

20 13.998 2020 2025 2029 rBV 34225 31544 1.46% 0.178%
21 14.298 2071 2076 2080 rBV 49727 50341 2.33% 0.285%
22 14.592 2122 2126 2132 rBV 68172 68957 3.19% 0.390%
23 14.833 2164 2167 2175 rBV2 23963 48906 2.26% 0.277%
24 14.904 2175 2179 2184 rVV 79694 83403 3.86% 0.472%
25 15.110 2211 2214 2221 rBV 15468 23183 1.07% 0.131%
26 15.168 2221 2224 2229 rVB 16942 22568 1.04% 0.128%

27 15.221 2229 2233 2237 rBV 295085 441368 20.43% 2.496%
28 15.645 2300 2305 2312 rBV 87356 119831 5.55% 0.678%

29 16.104 2378 2383 2390 rBV2 58407 97813 4_.53% 0.553%

30 16.633 2469 2473 2479 rVB 30229 50130 2.32% 0.284%

31 17.268 2575 2581 2587 rVB5 15658 36383 1.68% 0.206%
Sum of corrected areas: 17681780
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF100918\

BF109713.D

9 Oct 2018 23:43

JussJ

J5326-17

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109713.D

Aca On : 9 Oct 2018 23:43

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 6

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

4.90 3.94 ng 74238 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Guanidine 59 CH5N3 000113-00-8 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 478 (4.899 min): BF109713.D (-475) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 = —————
829 460 4.80 5.00 5.20
o S| SN B m/z 59.10 59.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 TR 3k sho 5k
0,
150 a0 1010 m/z 101.00 21.94%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 5.00 520
5000 m/z 58.00 15.73%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one
43.0 460 4.80 5.00 5.20
m/z 41.00 10.76%
5000
55.0
150 27.0
o Lol 710 830 980
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109713.D

Aca On : 9 Oct 2018 23:43

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 114.63 ng 2160500 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.469 min): BF109713.D (-741) (-) m/z 132.00 100.00%
13%.0 A
5000 68.0
40.0 540 9%.1 5o 6.20 6.40 6.60 6.80
01 : e m/z 68.05 42 . 77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 32.80%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk o ok ok
5000 980 1160 m/z 66.00 27.72%
0 |||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.01%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0||‘|||‘|‘||“N||“l‘|||‘“|||‘=||“i‘||l‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109713.D

Aca On : 9 Oct 2018 23:43

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 1-Decanol, 2-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.03 ng 114048 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 87
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 83
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 74
4 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 60
5 1-Hexacosanol 382 C26H540 000506-52-5 58
Abundance Scan 1973 (13.692 min): BF109713.D (-1969) (-) m/z 57.05 100.00%
51.0
83.0
5000
111.0
230.1 13.40 13.60 13.80 14.00
0 m/z 43.00 79.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119525: 1-Decanol, 2-octyl-
57.0

13.I4O 13!60 13.I80 14.IOO
m/z 83.00 70.75%

5000

0 168.0 196.0 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95994: 1-Decanol, 2-hexyl-

13.40 13.60 13.80 14.00

m/z 97.10 69.13%

5000
o 1390 1680 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0 13.40 13.60 13.80 14.00

m/z 55.05 68.23%

83.0
5000

29.0

139.0 168.0 196.0 2270

258.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109713.D

Aca On : 9 Oct 2018 23:43

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.59 3.12 ng 68957 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 2126 (14.592 min): BF109713.D (-2122) (-) m/z 57.10 100.00%
57.1
85.0
5000
1 14.20 14.40 14.60 14.80 15.00
141 11691
 — -.| L lF.*'. ey 200 2809 0 "m/z 71.05  71.92%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 A DU DU BRI I
14.20 14.40 14.60 14.80 15.00
m/z 43.10 65.09%
29.0
oLl J ]IJI,F 14101690197022502530 2960
m/z--> 50 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 55.73%
29.0
Ll P13°141046901910 240.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.05 23.90%
5000 85.0
0 J}Jlﬁﬂywm%mm 239.0567.0204.0 323.0 352.0
m/z--> 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109713.D

Aca On : 9 Oct 2018 23:43

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .90 3.78 ng 83403 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2178 (14.898 min): BF109713.D (-2175) (-) m/z 57.05 100.00%
57.0
85.1
5000

41.1169.2 268.1 14.60 14.80 15.00 15.20
o...J,. 1]1”.[ 20 m/z 71.10 79.27%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA L L L L L L L L L B
14 60 14. 80 15. OO 15. 20
m/z 43.05 68.34%
29.0
oL ]fﬂl 14}01690197022502530 205.0323.0  367.0
i — . e e e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
B e R
14.60 14.80 15.00 15.20
5000 m/z 85.10 56.66%
85.0
29.0
o ‘ ﬂ13°141016901970225025302820
. . A A e
m/z--> 100 150 200 250 300 350
Abundance #141426: Heneicosane e T
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22.28%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
— b — B i e R R
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109713.D

Aca On : 9 Oct 2018 23:43

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.10 4.43 ng 97813 Perylene-di12 15.22
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 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2382 (16.098 min): BF109713.D (-2378) (-) m/z 57.10 100.00%
51.1
5000 /\ \
99.1 SR AU BN B
]| |IM“ 207.0 2820 15.80 16.00 16.20 16.40
/B 1'-"-"--..,1....,........,...., m/z 71.05 71.64%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 R AR AR AR
15. 80 16. oo 16 20 16. 40
99.0 m/z 43.00 62.55%
oL 2o L) 1| | }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 150 200 250 360 3éo '
Abundance #194493: Hexacosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.10 56.92%
99.0
N J H , 14r0 1830 225.0 267.0 309.0  367.0
m/z--> 55 100 1%0 200 2éo 360 3éo '
Abundance #141426: Heneicosane T T T S
57.0 15.80 16.00 16.20 16.40
m/z 99.10 20.63%
5000
99.0
Lzl ||y ,\ | 1410 183.0 2250 266,0296.0
m/z--> 55 100 150 260 250 360 3éo ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100918\
Data File : BF109713.D

Acq On : 9 Oct 2018 23:43

Operator : JU/SJ

Sample - J5326-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4._.90 3.9 ng 74238 1 6.70 376960 20.0
unknown6 .47 6.47 114.6 ng 2160500 1 6.70 376960 20.0
1-Decanol, 2-octyl- 13.69 4.0 ng 114048 5 13.83 566657 20.0
Heneicosane 14_.59 3.1 ng 68957 6 15.22 441368 20.0
Hexacosane 14.90 3.8 ng 83403 6 15.22 441368 20.0
Octacosane 16.10 4.4 ng 97813 6 15.22 441368 20.0
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