LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109793.D

Aca On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample = J5302-02

Misc :

ALS Vial : 10 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 4.893 474 A77 488 rBV 37526 55242 2.98% 0.360%
2 5.316 545 549 565 rBY 1125508 1366615 73.69% 8.897%
3 6.345 720 724 741 rBV 1163137 1601155 86.34% 10.424%
4 6.469 741 745 780 rVV 1417606 1854509 100.00% 12.074%
5 6.692 780 783 806 rvVv 305519 477135 25.73% 3.106%
6 6.851 806 810 834 rVB 1108758 1233674 66.52% 8.032%
7 7.257 875 879 914 rBV 743116 1092354 58.90% 7.112%
8 7.975 997 1001 1013 rBV 436030 537705 28.99% 3.501%
9 9.045 1180 1183 1211 rBV 1534341 1775973 95.77% 11.562%
10 9.439 1247 1250 1264 rBV 133825 153110 8.26% 0.997%

11 9.722 1294 1298 1314 rBV 619994 624212 33.66% 4.064%
12 10.504 1428 1431 1450 rBV 633845 853006 46.00% 5.553%
13 11.198 1546 1549 1568 rBV 388020 518151 27.94% 3.373%
14 12.780 1814 1818 1831 rBV 1010846 1129628 60.91% 7.354%

15 13.686 1967 1972 1983 rBV2 42410 88533 4.77% 0.576%
16 13.827 1992 1996 2005 rBV 406385 468854 25.28% 3.052%
17 13.998 2021 2025 2028 rBV 30458 29216 1.58% 0.190%
18 14.298 2072 2076 2081 rBV 48451 53655 2.89% 0.349%
19 14.592 2122 2126 2132 rBV 107040 103748 5.59% 0.675%
20 14.663 2134 2138 2142 rVV 60925 59013 3.18% 0.384%

21 14.904 2174 2179 2183 rBV 151144 167175 9.01% 1.088%
22 15.227 2229 2234 2236 rBV 368370 501049 27.02% 3.262%
23 15.645 2299 2305 2312 rBV 179123 263979 14.23% 1.719%
24 16.098 2377 2382 2393 rVB 110755 191111 10.31% 1.244%

25 16.633 2467 2473 2479 rVB2 43904 85651 4.62% 0.558%

26 17.257 2574 2579 2587 rVB3 22552 52797 2.85% 0.344%

27 18.004 2701 2706 2713 rVB9 9461 22841 1.23% 0.149%
Sum of corrected areas: 15360091
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109793.D

Aca On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample = J5302-02

Misc :

ALS Vial : 10 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

Abundance TIC: BF109793.D
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Abundance TIC: BF109793.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109793.D

Aca On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample = J5302-02

Misc :

ALS Vial : 10 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.89 2.32 ng 55242 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propvlamine 59 C3HON 000107-10-8 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 477 (4.893 min): BF109793.D (-474) (-) m/z 43.00 100.00%
43.0
5000 590
101.0 III|IIII|IIII|IIII|IIII
| 83.0 460 4.80 5.00 5.20
| S | NS | PR+ &AM E— m/z 59.00 50.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L U R L
59.0 460 480 500 5.20
m/z 101.00 20.35%
3L0 | 830 o3,01010
O R s B L B e B e e e R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Propylamine
30.0
460 4.80 5.00 520
5000 m/z 58.00 14 .79%
59.0
o 17.0 A0 50
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e L B
43.0 460 4.80 5.00 5.20
m/z 41.10 10.23%
5000
101.0
o 180 30 || %80 69,0 86.0
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\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109793.D

Aca On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample = J5302-02

Misc :

ALS Vial : 10 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 2 unknown6.47 Concentration Rank 1

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

6.47 77.74 ng 1854510 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (6.469 min): BF109793.D (-741) (-) m/z 132.00 100.00%
13%.0
5000 68.0 JL
201 540 B0 o J o5 o ok ko
01 L L L T L B B B m/z 68.05 41.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 9go 1160 N UL L LS
6.20 6.40 6.60 6.80
m/z 134.00 32.83%
ol 158.0 189.0
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
117.0 " 620 640 6.60 6.80
5000 m/z 66.00 26.19%
91.0
SR A
0 ||‘|||‘|||“N||‘l‘|||“|||ﬁ||‘|‘||l‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.59%
5000
104.0
39.0 670 77.0
0,...Jﬁ.W.NN.wM.Nu.ﬁu.N,.NV 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\BF101118\
Data File : BF109793.D

Aca On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample = J5302-02

Misc :

ALS Vial : 10 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 4 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.69 3.78 ng 88533 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 64
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 64
4 n-Nonadecanol-1 284 C19H400 001454-84-8 60
5 1-Heptadecene 238 C17H34 006765-39-5 60
Abundance Scan 1973 (13.692 min): BF109793.D (-1967) (-) m/z 43.00 100.00%
43.0
83.0
5000
25.1 SR AR SR SR B
| l 13.40 13.60 13.80 14.00
(/B e — m/z 57.00 98.03%
m/z--> 50 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 97.0 L B B L I B
1340 13.60 13.80 14.00
m/z 55.00 90.60%
oL : 01990227.0555 ¢
m/z--> 50 100 150 200 250 300 350
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester
57.0
97.0 SR AR SR SR B
13.40 13.60 13.80 14.00
5000 m/z 83.05 77 .13%
27,0
o i} Ll 1670 2100 2500
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecy! ester
57.0 13.40 13.60 13.80 14.00
97.0 m/z 69.10 72.37%
5000
169.0
oL 219 | ‘ ! PZF ° | 1990 2410 392.0
m/z--> 50 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109793.D

Aca On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample = J5302-02

Misc :

ALS Vial : 10 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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .30 2.29 ng 53655 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2076 (14.298 min): BF109793.D (-2072) (-) m/z 57.05 100.00%
57.0
5000
1311414 2070 14.00 14.20 14.40 14.60
I ?' 281.0 0
Ob—— A m/z 71.05 74 .80%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 A BN BN B B
14. 00 14. 20 14. 40 14. 60
m/z 43.05 65.67%
29.0 13 0
oL J Ly ] 1410160.0197.0225.0253.0 2960
m/z--> 56 100 1%0 260 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.00 14.20 14.40 14.60
5000 85.0 m/z 85.10 52.75%
0 “‘ | ﬂl ‘}41016901970 239056702960  352.0
m/z--> 56 150 260 2%0 360 3%0
Abundance #194494: Hexacosane T[T T T T[T T T T[T T T [ TTrrT
57.0 14.00 14.20 14.40 14.60
m/z 55.00 28.34%
5000 85.0 AKVN%AMWﬁMN“MANMMWWAMAﬁmhwu
13.0
OZ%MWLMfWMWm%wMQMEw 295.0, 366.0
m/z--> 50 1(')0 1&1,0 2(')0 251,0 300 350 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109793.D

Aca On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample = J5302-02

Misc :

ALS Vial : 10 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 7 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.66 2.36 ng 59013 Perylene-di12 15.23
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 72
4 3-Cvclohexene-1-carboxaldehvde., ... 192 C13H200 052475-89-5 53
5 .beta.-Citronellol, chlorodifluo... 268 C12H19CIF202 1000376-20-8 53
Abundance Scan 2138 (14.663 min): BF109793.D (-2134) (-) m/z 69.05 100.00%
69.0
o 4JVJ\“
sglo, | | 4 1240 1750 080 2810 14.40 14.60 14.80 15.00
ol bk oy 7072080 Lo m/z 81.05 51.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L I B SULRL I
14.40 14.60 14.80 15.00
m/z 41.05 25.20%
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 68.00 14 .63%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0 14.40 14.60 14.80 15.00
m/z 95.05 13.96%
5000
ol2%0) 1 | JJ&O‘?O‘FN , 103.0
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\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109793.D

Aca On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample = J5302-02

Misc :

ALS Vial : 10 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 8 Heneicosane, 11-(1-ethylpro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .90 6.67 ng 167175 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2178 (14.898 min): BF109793.D (-2174) (-) m/z 57.10 100.00%
57.1
85.0 n ’
5000
1 14.60 14.80 15.00 15.20
141.1
ol 1] 1“ S m/z 71.10 70.06%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
71.0
5000 R N N PO
1460 14.80 15.00 15,20
m/z 43.05 66 .50%
o L ]1 127015501330 225.0253.0 2950 337.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.05 52.36%
. 290 i I e 1410160.0197.0225,02530 29603280 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane  EARERE SRS e S
57.0 14.60 14.80 15.00 15.20
m/z 41.05 25_.50%
85.0
- JLU\M/\\
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
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\BF101118\
Data File : BF109793.D

Aca On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample = J5302-02

Misc :

ALS Vial : 10 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 11 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.63 3.42 ng 85651 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2472 (16.627 min): BF109793.D (-2467) (-) m/z 57.05 100.00%
57.0
5000 \\\”\/L
99| ' 70 16180 1580 1750
141. 2 . . . .
0'|,| I Y X R ¥ m/z 71.10 77.71%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LB UL UL UL B
16,40 16.60 16.80 17.00
m/z 85.05 60.25%
oL 220 L L 1[ 410 1830 2250 267.0 309.0 380.0
m/z--> 50 100 150 260 250 300 350 '
Abundance #209565: Octacosane
57.0
" 16.40 16,60 16.80 17.00
5000 m/z 43.00 56.96%
99.0
o210 J 3\ | }41 0 1830 2250 2810 337.0  394.0
m/z--> 50 100 1%0 260 250 300 350 '
Abundance #194494: Hexacosane LI L L L LA B
57.0 16.40 16.60 16.80 17.00
m/z 99.10 23.33%
5000
.0
27,0) J‘ x\ || 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 260 250 300 350 ' 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\BF101118\
Data File : BF109793.D

Acq On : 11 Oct 2018 18:12

Operator : JU/SJ

Sample - J5302-02

Misc :

ALS Vial : 10 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.89 2.3 ng 55242 1 6.69 477135 20.0
unknown6 .47 6.47 77.7 ng 1854510 1 6.69 477135 20.0
Ethanol, 2-(tetra... 13.69 3.8 ng 88533 5 13.83 468854 20.0
Heneicosane 14_.30 2.3 ng 53655 5 13.83 468854 20.0
Squalene 14.66 2.4 ng 59013 6 15.23 501049 20.0
Heneicosane, 11-(... 14.90 6.7 ng 167175 6 15.23 501049 20.0
Heptacosane 16.63 3.4 ng 85651 6 15.23 501049 20.0
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