LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109266.D
Aca On 2 24 Sep 2018 14:42 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5044-09 GRID09-COMP-092018
ALS Vial : 13 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-BF092218 .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 4.899 474 478 487 rBV 62951 76830 3.57% 0.384%
2 5.316 544 549 552 rBVY 1953830 1780738 82.74% 8.899%
3 6.346 719 724 735 rBVY 2053183 1964130 91.26% 9.816%
4 6.475 742 746 749 rBVY 2269811 1907809 88.64% 9.534%
5 6.704 782 785 789 rBV 757643 635414 29.52% 3.175%
6 6.863 808 812 815 rBVY 1916848 1504678 69.91% 7.520%
7 7.263 876 880 883 rBVY 1279902 1201597 55.83% 6.005%
8 7.987 999 1003 1006 rBY 1038633 822274 38.20% 4_.109%
9 9.063 1182 1186 1189 rBV 2625261 2152317 100.00% 10.756%
10 9.457 1249 1253 1256 rBV 489815 386674 17.97% 1.932%

11 9.734 1297 1300 1304 rVvB2 1032111 903721 41.99%% 4_.516%
12 10.522 1430 1434 1437 rBV 1301372 1222544 56.80% 6.110%
13 11.210 1548 1551 1554 rBV 933225 842857 39.16% 4.212%

14 11.233 1554 1555 1558 rVvVv 157345 92179 4.28% 0.461%
15 11.286 1558 1564 1567 rVB 60820 52446 2.44% 0.262%
16 11.751 1639 1643 1646 rBV2 61687 68447 3.18% 0.342%
17 11.822 1652 1655 1658 rBV2 24617 27383 1.27% 0.137%

18 12.416 1753 1756 1760 rBV 123451 102264 4._75% 0.511%
19 12.645 1789 1795 1798 rBV2 96101 105261 4._.89% 0.526%
20 12.792 1816 1820 1824 rVB 1905220 1566107 72.76% 7.827%

21 13.039 1856 1862 1865 rBV 27353 28101 1.31% 0.140%
22 13.280 1897 1903 1910 rBV 127179 133268 6.19% 0.666%
23 13.704 1972 1975 1982 rBV2 65409 102068 4.74% 0.510%
24 13.839 1992 1998 2000 rBV 853965 832846 38.70% 4.162%

25 13.863 2000 2002 2004 rVB 49875 37736 1.75% 0.189%
26 14.327 2078 2081 2086 rVB5 30066 43738 2.03% 0.219%
27 14.474 2103 2106 2110 rBV 60583 69388 3.22% 0.347%
28 14.621 2128 2131 2136 rBV 41475 40744 1.89% 0.204%
29 14.692 2139 2143 2146 rVB 185913 188909 8.78% 0.944%
30 14.845 2165 2169 2170 rBV 40267 49092 2.28% 0.245%
31 14.933 2181 2184 2188 rVB2 48161 54936 2.55% 0.275%
32 15.174 2222 2225 2231 rVB 43498 59184 2.75% 0.296%
33 15.239 2231 2236 2240 rBV 645277 765499 35.57% 3.826%
34 15.286 2241 2244 2248 rVB2 48996 59458 2.76% 0.297%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\

Data File : BF109266.D

Aca On 2 24 Sep 2018 14:42

Operator : JU/SJ

3?22'6 i J5044-09 GRID09-COMP-092018
ALS Vial : 13 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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.686 2309 2312 2317 rVB2 53653 77875 3.62% 0.389%
36 16.151 2388 2391 2396 rVB 36365 51399 2.39% 0.257%

Sum of corrected areas: 20009911
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109266.D

Aca On 1 24 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J5044-09 GRID09-COMP-092018
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109266.D

2500000
6.47

6.35
2000000 5.32 6.86

1500000
7.26

1000000
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500000

0"'I""I""I""I"' 4/.\90 L L L
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF109266.D
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2000000 12.79
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] T T T T T N T
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Abundance TIC: BF109266.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109266.D

Aca On 1 24 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J5044-09 GRID09-COMP-092018
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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.

4.90 2.42 ng 76830 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 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Cycloserine 102 C3H6N202 000068-41-7 9

Abundance Scan 478 (4.899 min): BF109266.D (-474) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 | 460 4.80 5.00 5.20
ot m/z 59.10 54.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 IR 3k 5ho 5%
0,
150 a0 1010 m/z 101.00 18.44%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 5.00 520
5000 m/z 58.00 14.67%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- i a mat
54.0 460 4.80 5.00 5.20
31.0 m/z 41.10 8.65%
5000 41.0
73.0
o 120 | mso.o“ | 870 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109266.D

Aca On 1 24 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J5044-09 GRID09-COMP-092018
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 60.05 ng 1907810 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 745 (6.469 min): BF109266.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 %o J "ok 40 6k0 680
01 B e L T T m/z 68.10 46.11%
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 IREBERAREE RS LRSS S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.79%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.10 29.49%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R o R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.19%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0| R e BREE TS ES S
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\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109266.D

Aca On 1 24 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J5044-09 GRID09-COMP-092018
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.28 3.20 ng 133268 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 99
2 7-Nonenamide 155 C9H17NO 090949-53-4 53
3 Octadecanamide 283 C18H37NO 000124-26-5 50
4 Octanamide 143 C8H17NO 000629-01-6 43
5 Dodecanamide 199 C12H25N0 001120-16-7 43
Abundance Scan 1903 (13.280 min): BF109266.D (-1897) (-) m/z 59.00 100.00%
54.0
5000
126.1 13.00 13.20 13.40 13.60
154.1
o 189.0 221.1 264.1 300.1 7z 72 10 77 A10
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128445: 9-Octadecenamide, (2)-
54.0
5000 LN BN UL UL UL
13.00 13.20 13.40 13.60
m/z 55.05 40.63%
290 126.0
o "~ 154.0 184.0 210.0 238.0  281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28131: 7-Nonenamide
54.0
13.00 13.20 13.40 13.60
5000 m/z 41.05 36.19%
i O O
OI” R \”IHI IJI\II |‘||| ||l| |‘||| I e . e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #130204: Octadecanamide R B B
54.0 13.00 13.20 13.40 13.60
m/z 43.00 28.42%
5000
0 Z%OH\ H\‘\8§0 h1280 1560 1840 2120 2400 2830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 1340 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109266.D

Aca On 1 24 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J5044-09 GRID09-COMP-092018
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecyl heptafluorobutyrate Concentration Rank 6

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

13.70 2.45 ng 102068 Chrysene-di12 13.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 90

2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 87

3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 87

4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87

5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 1974 (13.698 min): BF109266.D (-1972) (-) m/z 55.10 100.00%

551 83.1

5000
209.0 239.0 304.0 13.40 13.60 13.80 14.00
(o} m/z 57.10 94 .32%
m/z--> 50 100 150 200 250 300
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
83.0
5000 LIS L L L L L L L L LB
111.0 13. 40 13. 60 13. 80 14. OO
9.0 \ m/z 43.05 93.37%
: 139 0 169.0 238.0
o -....2,1?".’.1.,..2%3-9,....,
m/z--> 50 100 1 200 250 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
83.0 IIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 1110 m/z 83.10 88.41%
280 " 140.0
o LA L begs, smozoo 50 seo
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R e e  EEEmmmEm
57.0 g3.0 13.40 13.60 13.80 14.00
m/z 97.10 85.13%
5000 111.0
29.0
‘ “140016?019?0 410 220
(0} ..‘, T R N ELmEE
m/z--> 50 100 150 200 250 300 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109266.D

Aca On 1 24 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J5044-09 GRID09-COMP-092018
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 4.94 ng 188909 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
4 trans-Farnesol 222 C15H260 000106-28-5 64
5 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 59
Abundance Scan 2143 (14.692 min): BF109266.D (-2139) (-) m/z 69.10 100.00%
69.1
5000 J
LN SR SR B
07. 14.40 14.60 14.80 15.00
oL, ?9.\0 (B G " .17.3.1.20,3.1. (B3L 30203412 "m/z 81.05 50.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L I UL IS SR
14,40 14.60 14.80 15.00
m/z 41.05 22 .99%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.10 14 .04%
ol2e. 0’ L }07 191.0 231.0 273.0 341.0 410.0 WNNAMW,W/WJMM»J\~wavaww%fm+w
m/z--> §o 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol I EAmEmEEE RS
69.0 14.40 14.60 14.80 15.00
m/z 68.10 10.15%
5000
137.0
02|7:0||| JIJAOISIOIIIIIII:II'Q?OIIII ——r— T
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109266.D

Aca On 1 24 Sep 2018 14:42

Operator : JU/SJ

ﬁ?ggle i J5044-09 GRID09-COMP-092018
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.03 ng 77875 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 94
3 Heneicosane 296 C21H44 000629-94-7 87
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2313 (15.692 min): BF109266.D (-2309) (-) m/z 57.05 100.00%
57.0
85.0
5000
141.1 167.1 197.1 231.2 283.1 15.40 15.60 15.80 16.00
0! m/z 71.10 67 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57.0

15.40 15.60 15.80 16.00
m/z 43.10 66.34%

5000

141.0 169.0 197.0 225.0 2530 282.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129502: Nonadecane, 9-methyl-
57.0
AR EEREE L
85.0 15.40 15.60 15.80 16.00
5000 m/z 85.05 57 .89%
1130 2490 1680
Oy bl e b 2102380 2670
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane AR EEREE L
57.0 15.40 15.60 15.80 16.00
m/z 55.00 25.88%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2500 2960
e e e e e e AR EEREE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092418\

Data File : BF109266.D

Acq On 2 24 Sep 2018 14:42

Operator : JU/SJ

3?22'6 i J5044-09 GRID09-COMP-092018
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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... 4.90 2.4 ng 76830 1 6.70 635414 20.0
unknown6 .47 6.47 60.0 ng 1907810 1 6.70 635414 20.0
9-Octadecenamide, ... 13.28 3.2 ng 133268 5 13.84 832846 20.0
Heptadecyl heptaf... 13.70 2.5 ng 102068 5 13.84 832846 20.0
Squalene 14.69 4.9 ng 188909 6 15.24 765499 20.0
Eicosane 15.69 2.0 ng 77875 6 15.24 765499 20.0
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