LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121118\
Data File : BF111293.D
Aca On : 11 Dec 2018 23:17 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6157-11 COMPOSITE-6-TOTAL
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-BF120818.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 3.781 283 288 292 rBV2 28280 43384 2.34% 0.256%
2 4.022 322 329 340 rBV 47224 66825 3.60% 0.394%
3 4.963 484 489 490 rBvV2 84458 86578 4 .66% 0.511%
4 4.981 490 492 501 rvB 92945 96162 5.18% 0.567%
5

5.398 560 563 572 rBV 273685 266330 14.34% 1.571%

5.739 618 621 626 rVB 32637 27796 1.50% 0.164%
5.916 648 651 655 rvB 70741 56345 3.03% 0.332%
rBv2 702917 773360 41.65% 4.561%
6.557 757 760 765 rBV 451749 372393 20.06% 2.196%
6.792 797 800 804 rBV 1729740 1399259 75.36% 8.251%
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11 6.857 809 811 816 rvVv 50998 44365 2.39% 0.262%
12 6.951 823 827 831 rVB 452406 397111 21.39% 2.342%
13 7.345 891 894 902 rBV 348348 288262 15.53% 1.700%
14 7.575 929 933 937 rBV 48026 39739 2.14% 0.234%
15 8.075 1014 1018 1022 rBV 2116086 1782470 96.00% 10.511%

16 8.386 1069 1071 1079 rvVvB2 19158 24979 1.35% 0.147%
17 9.151 1197 1201 1205 rBV 687088 525323 28.29% 3.098%
18 9.545 1264 1268 1271 rBV 798857 594208 32.00% 3.504%
19 9.727 1295 1299 1304 rVB3 17656 25590 1.38% 0.151%
20 9.833 1313 1317 1320 rBV 2057772 1844250 99.33% 10.876%

21 10.245 1384 1387 1389 rBV 26727 21325 1.15% 0.126%
22 10.610 1446 1449 1454 rBV 221793 202432 10.90% 1.194%
23 10.745 1469 1472 1479 rVB4 19832 27089 1.46% 0.160%
24 11.316 1565 1569 1572 rBV 1973745 1856654 100.00% 10.949%
25 11.380 1576 1580 1584 rVB4 14061 21748 1.17% 0.128%
26 11.551 1604 1609 1615 rBVS 10711 22903 1.23% 0.135%
27 11.845 1656 1659 1670 rBV 586984 606682 32.68% 3.578%
28 12.415 1752 1756 1759 rVB4 26111 31033 1.67% 0.183%
29 12.533 1771 1776 1778 rBvV4 27744 38192 2.06% 0.225%

30 12.633 1789 1793 1802 rBV 247351 265105 14.28% 1.563%

31 12.898 1834 1838 1841 rBV 475226 398826 21.48% 2.352%
32 12.933 1841 1844 1847 rVB 384829 317206 17.08% 1.871%
33 13.368 1915 1918 1925 rVBS8 13320 24336 1.31% 0.144%
34 13.804 1987 1992 2001 rBV2 450373 681016 36.68% 4.016%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111293.D

Aca On : 11 Dec 2018 23:17

Operator : JU/SJ

3?22'6 i J6157-11 COMPOSITE-6-TOTAL
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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.951 2013 2017 2020 rBV 1837797 1655570 89.17% 9.763%

36 14.133 2045 2048 2052 rBV2 38089 46659 2.51% 0.275%
37 14.439 2096 2100 2106 rBV3 64963 101515 5.47% 0.599%
38 14.739 2148 2151 2154 rVB 75250 63587 3.42% 0.375%
39 15.068 2204 2207 2210 rBV 78177 80823 4 .35% 0.477%
40 15.386 2256 2261 2266 rBY 1206760 1380435 74.35% 8.140%
41 15.439 2266 2270 2274 rVB 69850 89829 4.84% 0.530%
42 15.862 2337 2342 2347 rBV 63802 90920 4 _.90% 0.536%
43 15.915 2347 2351 2360 rBV10 51385 156445 8.43% 0.923%
44 16.351 2422 2425 2426 rBvV2 24220 22631 1.22% 0.133%
Sum of corrected areas: 16957690
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111293.D

Aca On : 11 Dec 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J6157-11 COMPOSITE-6-TOTAL
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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: BF111293.D
2000000
6.79

1500000

1000000
6.43

500000 6.56 6.95
5.40

7.35

378 402 ﬁfa A 574??2 8 7.57

T e T L B L e S LU0 L L

I
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: BF111293.D

2000000

1500000

1000000

9.55

500000

04
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: BF111293.D
2000000 13.95
1500000
15.39
1000000
500000 13.80
14.74 1507 1b.44
7 1413 14.44 13562 16.35
R e T S B e B e S A S S S e AL S S W et
Time->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111293.D

Aca On : 11 Dec 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J6157-11 COMPOSITE-6-TOTAL
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.56 Concentration Rank 4

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

6.56 5.32 ng 372393 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Ethviphenvl isocvanate 147 C9HONO 023138-50-3 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 761 (6.563 min): BF111293.D (-757) (-) m/z 132.00 100.00%
13R.0
5000 68.1
%0 5. J oy ||k 6k oko Gk
0 o e m/z 68.10 36.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SNSRI RS SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.92%
0"”I'J”H!JLI'P“L"”I“'”I"“I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22548: 4-Ethylphenyl isocyanate
132.0
620 640 6.60 6.80
5000 m/z 66.00 22.16%
270 ) 510 L 1090 | 140
miz--> B e WMo 1o 140 160 180 2%
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.27%
74.0
5000 98.0 116.0
0....,....,....“u M INIIFWIIMII\HI ..%?%9...,%899,.... SRR | N
m/z--> 20 40 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111293.D

Aca On : 11 Dec 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J6157-11 COMPOSITE-6-TOTAL
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.84 6.54 ng 606682 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 81
Abundance Scan 1658 (11.839 min): BF111293.D (-1656) (-) m/z 43.05 100.00%
44.0 3.0
5000
129.1
97.1

—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
157.1 1g5q1 2131 2562 11.60 11.80 12.00 12.20
0 m/z 41.10 95.60%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0 e L
11.60 11.80 12.00 12.20

83.0 5
1570 1g50 2130 256.0 m/z 73.05 89.80%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T T T T T
43.0 11.60 11.80 12.00 12.20

5000 129.0 m/z 60.00 85.87%

—

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid I R o S RA RN
73.0 11.60 11.80 12.00 12.20
43.0 m/z 57.05 81.57%
5000 129.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111293.D

Aca On : 11 Dec 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J6157-11 COMPOSITE-6-TOTAL
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.63 3.20 ng 265105 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 1792 (12.627 min): BF111293.D (-1789) (-) m/z 43.05 100.00%
43.0 73.0
5000 1291
185.1 RS AR SURR B B
99.2 2411  oga4 12.40 12.60 12.80 13.00
0 A 200 L A8 . m/z 73.00 85.17%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,73.0
5000 129.0
12.40 12.60 12.80 13.00
185.0 241.0  284.0 m/z 60.00 84 .45Y%

T

0 i SR TR S
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 82.20%
157 0185.0 213.0 256.0
ok {mth‘u.H B A
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e RS AR
43.0 12.40 12.60 12.80 13.00
m/z 41.00 76.91%
73.0
129.0
185.0
1 213.0241.0
oL W I N NP Y v (e S
m/z--> 50 150 200 250 300 350 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111293.D

Aca On : 11 Dec 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J6157-11 COMPOSITE-6-TOTAL
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 1-Docosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.80 8.23 ng 681016 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
Abundance Scan 1991 (13.798 min): BF111293.D (-1987) (-) m/z 57.10 100.00%
57.1
83.0
5000
13.40 13.60 13.80 14.00 14.20
O m/z 43.05 95.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
58,0
5000 AR UL B R B
29.0 1340 13.60 13.80 14.00 14.20
' m/z 55.10 93.10%
o.npuJ.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 41.10 71.34%
29.0 125.0
0 |l ‘ | \‘ ,154.0182.0210.0238.0  283.0 334.0
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol B s o IR
55,0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 83.05 71.25%
5000 111.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111293.D

Aca On : 11 Dec 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J6157-11 COMPOSITE-6-TOTAL
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Carbonic acid, octadecyl 2,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.27 ng 156445 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 52
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 49
3 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 49
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 49
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 49
Abundance Scan 2352 (15.921 min): BF111293.D (-2347) (-) m/z 57.10 100.00%
1.1
5000

15.60 15.80 16.00 16.20

0 m/z 43.00 90.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #225717: Carbonic acid, octadecyl 2,2, 2-trichloroethyl ester
83.
5000 LA L L L L L B LB L |
15.60 15.80 16.00 16.20
m/z 97.10 75.84%
29. 13 0 195.0 2520
0 “n...L‘Arﬁ.L..“...” e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #223732: Tricosy! trifluoroacetate
57.0
s R
15.60 15.80 16.00 16.20
5000 m/z 83.10 64 .38%
111.0
NI 1116702220 294.0 367.0418.0
R e o L e R e R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriaconty! heptafluorobutyrate e A RERREEESE L
57.0 15.60 15.80 16.00 16.20
m/z 111.10 60.12%
5000
111.0
ol 1k | |167.0 222.0 278.0 334.0 390.0 448.0 644.0
R R A e e e AR AR a s R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_ F\DATA\BF121118\

Data File : BF111293.D

Acq On : 11 Dec 2018 23:17

Operator : JU/SJ

3?22'6 i J6157-11 COMPOSITE-6-TOTAL
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_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]
unknown6 .56 6.56 5.3 ng 372393 1 6.79 1399260 20.0
n-Hexadecanoic acid 11.84 6.5 ng 606682 4 11.32 1856650 20.0
Octadecanoic acid 12.63 3.2 ng 265105 5 13.95 1655570 20.0
1-Docosene 13.80 8.2 ng 681016 5 13.95 1655570 20.0
Carbonic acid, oc... 15.92 2.3 ng 156445 6 15.39 1380440 20.0
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