LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109712.D

Aca On : 9 Oct 2018 23:15

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 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 4.239 362 366 385 rBV 273997 447044 25.79% 3.450%
2 4.886 471 476 492 rBV 599208 722388 41.67% 5.574%
3 5.316 546 549 570 rBV 368202 552472 31.87% 4.263%
4 6.345 720 724 741 rBV 765231 1201981 69.34% 9.275%
5 6.469 741 745 769 rVB 722862 952923 54.97% 7.353%
6 6.698 781 784 794 rBV 303401 393690 22.71% 3.038%
7 6.851 806 810 828 rBVY 1252668 1218565 70.30% 9.403%
8 7.257 876 879 910 rBV 643434 975286 56.26% 7.526%
9 7.974 998 1001 1022 rBV 396105 516088 29.77% 3.982%
10 9.051 1180 1184 1208 rBV 1550537 1733448 100.00% 13.376%
11 9.445 1248 1251 1262 rBV 76219 86277 4 .98% 0.666%

12 9.721 1294 1298 1316 rBV 514096 505501 29.16% 3.901%
13 10.510 1427 1432 1446 rBV 90815 168654 9.73% 1.301%
14 10.645 1451 1455 1461 rVB4 14724 20838 1.20% 0.161%
15 11.110 1527 1534 1540 rBV3 12132 20617 1.19% 0.159%

16 11.204 1546 1550 1564 rBV 335563 465039 26.83% 3.589%
17 12.780 1814 1818 1831 rBV 1360866 1385304 79.92% 10.690%

18 13.686 1968 1972 1986 rVB4 29475 74174 4.28% 0.572%
19 13.827 1992 1996 2010 rVB 472189 520327 30.02% 4.015%
20 13.998 2021 2025 2028 rBV 28472 26770 1.54% 0.207%
21 14.298 2074 2076 2081 rBV 26814 27504 1.59% 0.212%
22 14.592 2120 2126 2131 rBV 49017 55228 3.19% 0.426%
23 14.662 2134 2138 2141 rBV 63798 57864 3.34% 0.447%
24 14.903 2175 2179 2183 rBV 56733 58384 3.37% 0.451%
25 15.221 2229 2233 2246 rBV 345240 571915 32.99% 4_.413%
26 15.645 2300 2305 2310 rBV2 59083 87358 5.04% 0.674%
27 16.103 2377 2383 2391 rBV3 40360 75094 4.33% 0.579%
28 16.633 2469 2473 2482 rVB4 18757 38363 2.21% 0.296%
Sum of corrected areas: 12959096
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100918\
Data File : BF109712.D

Aca On : 9 Oct 2018 23:15

Operator : JU/SJ

Sample : J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 : BF109712.D

Aca On : 9 Oct 2018 23:15

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.24 22.71 ng 447044 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 366 (4.239 min): BF109712.D (-362) (-) m/z 83.10 100.00%
55.1 83.1
5000 43.0 081
670 400 420 440 460
Ol bl 870 L "m/z 55.10 84.16%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 R UL L UL A
20,0 430 98.0 400 420 4.40 4.60
' m/z 43.00 36.02%
0 .|. 1L Il | | 67.0 75.0 | L
LI FUELEL SN FULELEL UL SURRLLS SR UL SURLLIL SULEL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83.0
.0 "Tab0 450 40 460
5000 43.0 m/z 98.10 33.80%
98.0
29.0
0 \‘ ‘ “‘ I 11 ‘ ! 69\0 | I
LI FUELEL SR FULELEL UL SURLS SURELLE UL SRR SURLEL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-  EEaT e EARENEREREaa
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 26.26%
41.0
5000 270 98.0
15.0 | ‘ 69.0
0---.~--|~==|~-=ih--Pm--|~-Ji~--rﬂ--|~-~|~-- IR RS SRR LR R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109712.D

Aca On : 9 Oct 2018 23:15

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 36.70 ng 722388 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 477 (4.892 min): BF109712.D (-471) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

460 480 500 520

83.0

0 ...,....,....,....',':...,..:.|,....,....,.l...,...:,....,....,....,....,...., m/z 59.10 59.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L L L L L L LB LB
59.0 4.60 4.80 5.00 5.20
0
150 1010 m/z 101.00 25.03%
s1.0 | 83.0
0 | 1| N . : . |
i e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43.0
B BRI
4.60 4.80 5.00 5.20
5000 m/z 58.05 15.39%
101.0
15.0 58.0
| 280 I |~ 69.0 840
S R M NN -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L AR o
59.0 460 480 500 520

m/z 41.00 9.13%

5000 41.0 /L
L [73.0 126.0 1420

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109712.D

Aca On : 9 Oct 2018 23:15

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 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 3 unknown6.47 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.47 48.41 ng 952923 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
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 745 (6.469 min): BF109712.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
20 540 9%.0 4% 640 680 6k
0 I m/z 68.05 38.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.20 6.40 6.60 6.80
m/z 134.00 32.19%

31.0 510
o T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
N N EERE
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.00 25.29%
S OV NV W T A YR 1)
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.42%
5000 630 810
31.0 112.0
o S R = N Y VL N — SN I (S 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\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109712.D

Aca On : 9 Oct 2018 23:15

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 6

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

13.69 2.85 ng 74174 Chrysene-di12 13.83

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 80
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 72
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 58
4 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 50
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 49

Abundance Scan 1973 (13.692 min): BF109712.D (-1968) (-) m/z 57.00 100.00%
51.0
5000
“ 208 0 13.40 13.60 13.80 14.00
(S .....“...,”..,”..,”..,.”. T e m/z 43.05 99.24%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #133067: Ethanol, 2-(hexadecyloxy)-
571.0
5000 LA L L L L L LB
13. 40 13 60 13. 80 14. 00
m/z 83.10 77 .85%
196.0
0 e e TR B L I B I e o e
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid
57.0
N B N A
13.40 13.60 13.80 14.00
5000 m/z 55.05 72.07%
0 l “Jr‘?ﬁ? 253.0 350.0 899.0 998.0
et R B I o o o o o e e
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #109268: Ethanol, 2-(tetradecyloxy)- L LA
57.0 13.40 13.60 13.80 14.00
m/z 97.10 71.71%
5000
} 196.0
0 h..ﬂﬂ.”,........,”.. e e
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 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 : BF109712.D

Aca On : 9 Oct 2018 23:15

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.02 ng 57864 Perylene-d12 15.22
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 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 64
Abundance Scan 2138 (14.662 min): BF109712.D (-2134) (-) m/z 69.05 100.00%
69.0 1
5000
0741371 "L4la0 14050 14080 1500
189.2 :
oL dera ,"]“ fpee 2810 M8 | ‘m/z 81.10 51.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 L BN SR SULLILE I
14.40 14.60 14.80 15.00
m/z 41.05 24 _25%
07.0137.0
0 w b 0l L 1750 2310 273.0 341.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
114,40 14.60 14.80 15.00
5000 m/z 95.05 13.79%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> §o 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... LB e
69.0 14.40 14.60 14.80 15.00
m/z 68.10 13.61%
5000
111
oLl il \" Bl HJ H } I 192.0 231.0 273.0 315.0 384.0
m/z--> 50 100 150 260 250 300 350 400 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 : BF109712.D

Aca On : 9 Oct 2018 23:15

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.04 ng 58384 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2178 (14.897 min): BF109712.D (-2175) (-) m/z 57.05 100.00%
57.0
5000
91 L BN SO B B
| 1551 105 0 14.60 14.80 15.00 15.20
YR O S — m/z 71.00 74.51%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L L SULLLE L SRR
mmmmmmmm
99.0 m/z 43.10 67.94%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0
| 14:60 14.80 15.00 15.20
5000 m/z 85.05 53.39Y%
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane I e R
57.0 14.60 14.80 15.00 15.20
m/z 41.05 24 .32%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 14%0 1480 1500 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100918\
Data File : BF109712.D

Acq On : 9 Oct 2018 23:15

Operator : JU/SJ

Sample - J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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]
3-Penten-2-one, 4. .. 4.24 22.7 ng 447044 1 6.70 393690 20.0
2-Pentanone, 4-hy... 4.89 36.7 ng 722388 1 6.70 393690 20.0
unknown6 .47 6.47 48.4 ng 952923 1 6.70 393690 20.0
Ethanol, 2-(hexad... 13.69 2.9 ng 74174 5 13.83 520327 20.0
Squalene 14.66 2.0 ng 57864 6 15.22 571915 20.0
Heneicosane 14 .90 2.0 ng 58384 6 15.22 571915 20.0
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