LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\

Data File : BF111117.D

Aca On : 5 Dec 2018 19:54 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple - J5764-25 2X S
isc _

ALS Vial : 14 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-BF120518 .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 4.998 491 495 505 rvB 294382 355370 2.12% 0.316%
2 5.410 560 565 568 rBY 6736116 6184086 36.88% 5.494%
3 6.428 733 738 744 rBVY 7376723 6858146 40.90% 6.093%
4 6.569 758 762 766 rBVY 7254853 6423775 38.31% 5.707%
5 6.804 798 802 806 rBVY 4441458 3531301 21.06% 3.137%
6 6.963 825 829 832 rVB 5941921 4788489 28.56% 4.254%
7 7.363 892 897 900 rBY 4354099 4025135 24.01% 3.576%
8 8.086 1016 1020 1023 rBVvV 5830093 4750746 28.33% 4.221%
9 8.692 1119 1123 1126 rBV 317031 282249 1.68% 0.251%
10 9.163 1199 1203 1206 rBVY 8669656 6649525 39.66% 5.907%

11 9.257 1215 1219 1222 rBV 443802 370657 2.21% 0.329%
12 9.551 1267 1269 1272 rBV 478850 425603 2.54% 0.378%
13 9.786 1306 1309 1312 rBV 488909 394122 2.35% 0.350%
14 9.839 1313 1318 1322 rBV2 5359210 4586283 27.35% 4._.074%
15 10.280 1391 1393 1396 rVB 567878 460985 2.75% 0.410%

16 10.504 1427 1431 1434 rBV 182427 200547 1.20% 0.178%
17 10.621 1447 1451 1454 rBV 3639751 2971123 17.72% 2.640%
18 10.757 1471 1474 1476 rBV 620362 567098 3.38% 0.504%
19 11.204 1547 1550 1553 rBV 562874 447763 2.67% 0.398%
20 11.233 1553 1555 1559 rVB 185081 176798 1.05% 0.157%

21 11.321 1566 1570 1572 rBV 4280079 3566559 21.27% 3.168%
22 11.345 1572 1574 1577 rVB 411716 298349 1.78% 0.265%
23 11.627 1619 1622 1625 rBV 413313 404793 2.41% 0.360%
24 11.727 1636 1639 1642 rBV 7315177 5553927 33.13% 4.934%
25 11.857 1657 1661 1665 rBV2 924112 841173 5.02% 0.747%

26 12.039 1689 1692 1699 rVB 357234 372156 2.22% 0.331%
27 12.415 1752 1756 1758 rBV 17215709 16766485 100.00% 14.895%
28 12.439 1758 1760 1766 rVV 13568371 11770511 70.20% 10.457%
29 12.521 1770 1774 1779 rBV2 2813107 2718335 16.21% 2.415%
30 12.562 1779 1781 1785 rVB2 309830 302332 1.80% 0.269%

31 12.639 1791 1794 1800 rBV2 571975 587590 3.50% 0.522%
32 12.757 1810 1814 1818 rVB2 725159 728525 4 _.35% 0.647%
33 12.798 1818 1821 1824 rBV 260758 197798 1.18% 0.176%
34 12.904 1836 1839 1843 rBV 4783585 4339494 25.88% 3.855%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 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\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.080 1866 1869 1870 rBV 371862 316431 1.89% 0.281%

36 13.151 1879 1881 1886 rVB3 343232 514503 3.07% 0.457%
37 13.245 1894 1897 1898 rBV 279384 215016 1.28% 0.191%
38 13.492 1937 1939 1944 rBV 218015 198266 1.18% 0.176%
39 13.815 1991 1994 2000 rBV2 831413 943475 5.63% 0.838%
40 13.909 2008 2010 2013 rBV3 203534 217838 1.30% 0.194%

41 13.951 2013 2017 2020 rBV 3190266 3204679 19.11% 2.847%
42 14.139 2047 2049 2052 rVB 314785 249456 1.49% 0.222%
43 14.445 2099 2101 2106 rVB 345466 314835 1.88% 0.280%
44 14.745 2150 2152 2155 rBVY 405977 410144 2.45% 0.364%
45 15.080 2206 2209 2214 rVB 451983 505363 3.01% 0.449%

46 15.392 2258 2262 2266 rVB 1662589 1990128 11.87% 1.768%
47 15.451 2269 2272 2276 rVB 479532 585488 3.49% 0.520%

Sum of corrected areas: 112563450
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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\HPCHEMI\BNA F\DATA\BF120518\

BF111117.D
5 Dec 2018 19:54
JussJ
J5764-25 2X
14 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF111117.D
1.5e+07
1e+07
6.4
5.41 $.57
6.96
5000000 6.80 7.36
5.00
o i —— 0
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: BF111117.D
12(42
1.5e+07 1%.44
1e+07
9.16
11.73
8.09 9.84 12.90
5000000 10.62 11.32
8.69 926 9.55 9. 10.28, 54 10.76 34 1164 %9204 /8y 1308524
0 LI S s B e e e ——— — — T — ——
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: BF111117.D
1.5e+07
1e+07
5000000 13.95
15.39
13.8 14.74 15.08 5.45
13.49 Po11414 1444
AN
r
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\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 18

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

5.00 2.01 ng 355370 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3.3-Dimethvlbutvlamine 101 C6H15N 015673-00-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 t-Butvl nitrite 103 C4H9NO2 000540-80-7 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 495 (4.998 min): BF111117.D (-491) (-) m/z 42.95 100.00%
43.0
5000 59.0
101.1 JARSRARARARAE SRR A
460 4.80 5.00 5.20 5.40
Oyl 830 | w81 2070 | o E9.00  47.26W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L L I
59.0 460 480 500 ﬁos%
0
150 1010 m/z 101.10 13.98%
0 wl ol 830
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4154: 3,3-Dimethylbutylamine
30.0
460 480 500 520 540
5000 m/z 58.10 13.49%
101.0
O ,..“..JW‘.?T‘?... ??'q "|"" S DAL SIS S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime R e e e
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.92%
5000
101.0
o180 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown6.57 Concentration Rank 3

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

6.57 36.38 ng 6423780 1,4-Dichlorobenzene-d4 6.80
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 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 762 (6.569 min): BF111117.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 L s J o 520 6 6o 6k 7o
01 B e e T m/z 68.10 42 .89%
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 AR AR RS SRR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.48%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.03%
104.0
miz--> 20 40 e'o o 100 o 1o ik 10
Abundance #52379: Tranylcypromine-propionyl R B R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.37%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘||‘huu“uul‘l‘uu‘ul |‘H||||:!-5|8|.0|||||]:8|9.|0| R B AR
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.76 3.18 ng 567098 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1475 (10.763 min): BF111117.D (-1471) (-) m/z 57.10 100.00%
51.1
5000
85.1
113.2 10.40 10.60 10.80 11.00

i 155.1183.1 216.1 244.2

Oluupdluupuquiph.P”.””.”.””.“.””.”.”“.“.””P. m/z 43.10 62.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94345: Heptadecane
57.0
5000 LA L L L L L B
85.0 10.40 10.60 10.80 11.00
29.0 m/z 71.10 57 .99%
. | || J130141.0169.01060 240.0
e et e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57.0
R RS R e R
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 32.31%
140.0
S S - S 1 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane Ll B man R e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 28.88%
5000 85.0
29.0 113.0
0 T 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
P“quupnqnnpn.””.”.””.”.“”.”.””.”.”“.”.””.. R e N EmER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10. 80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.20 2.51 ng 447763 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 83
Abundance Scan 1549 (11.198 min): BF111117.D (-1547) (-) m/z 57.10 100.00%
57.1
5000
85.1
192.1 LA DAL B R B
113.1 10.80 11.00 11.20 11.40 11.60
0 ...,....-,:..| ,..'..,'.‘...1,....,....1,4.‘?.1.1‘?.9..1..!. 22822541 "m/z 43.10 76.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 AR UL DAL UL B
10. 80 11. oo 11. 20 11.40 11.60
m/z 71.10 48 .49%
29.0 113.0
o L ] ,1410 1690 197.0 2250 253.0 2960
m/z--> 25 4b eb 85 160 150 150 1éo 1éo 200 220 240 260 2§o 300
Abundance #59879: Tetradecane
57.0
10,80 11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 34.47%
29.0
o \‘ ‘ b4 11?0 141.0 169.0 1980
s 3 40 'e'o' o 100 150 140 160 180 200 330 kb 280 380 30
Abundance #94346: Heptadecane LSS BN LI LN N
57.0 10.80 11.00 11.20 11.40 11.60
m/z 41.10 32.08%
85.0
5000
29.0
Obrrretreal L 4 4 \11?0w14}0 1690 197.0 2400
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2§o 300 1080 1100 1120 1140 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.73 31.14 ng 5553930 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Methvl 11-methvl-dodecanoate 228 C14H2802 1000336-45-1 90
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 90
Abundance Scan 1639 (11.727 min): BF111117.D (-1636) (-) m/z 74.10 100.00%
741
5000 43.0
" 171.2 199.2 227.2 11.40 11.60 11.80 12.00
0 e 2003 382 Tm/z 87.05  72.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119400: Hexadecanoic acid, methyl ester
74.0
5000 L DU LR UL UL
43.0 1140 11.60 11.80 12.00
2270 2700 m/z 43.05 44 _61%
o150 185.0 : -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11.60 11.80 12.00
5000 270.0 m/z 55.10 32.93%
43.0
| J 1010 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107596: Pentadecanoic acid, methyl ester
74.0 11.40 11.60 11.80 12.00
m/z 41.10 31.34%
5000
43.0
0 |||||||||lllt|llJll ‘II:I|-|0|1||0|| ||‘|| Lllllz:!-lollll zlil-ﬁollll llll TTTT]TTTT ||||||||| —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 9 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.86 4.72 ng 841173 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1662 (11.863 min): BF111117.D (-1657) (-) m/z 43.10 100.00%
431 73.0 A
5000 )
157.1 1g5 1 213.2

256.3 11.60 11.80 12.00 12.20

ol 2831 3200 "hn/z 73.00 91.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid

43

5000 LI L L L LI L
11. 60 11. 80 12. 00 12. 20
213.0 m/z 60.00 85.96%
157.0 185.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid
430 | 730
11.60 11.80 12.00 12.20
5000 m/z 57.10 74.72%
129.0 1710 214.0
Ll dese | |
0 ...,....‘,“..“.‘ - ‘,U...,....,.... L RA s ¥ mnRRTEECRIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid R e e
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 55.10 72.63%
5000 129.0
olts0ll 1| #JLQA—-
TTTTITT T _'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.42 94 .02 ng 16766500 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
3 8.11-Octadecadienoic acid. methyv... 294 C19H3402 056599-58-7 98
4 Methvl 10-trans.l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 97

Abundance Scan 1757 (12.421 min): BF111117.D (-1752) (-) m/z 67.10 100.00%

67.1

5000

12.20 12.40 12.60 12.80
m/z 81.10 86.14%

123.1 150.1

178.1 220.3 263.3 204.3

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

12.20 12.40 12.60 12.80
294.0 m/z 55.10 77.29%

5000

123.0
150.0 1780 000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
.0

12.20 12.40 12.60 12.80
m/z 41.10 63.81%

5000
294.0
150.0 1780 o0 2050
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67.0 12.20 12.40 12.60 12.80

m/z 95.10 59.87%

5000

124.0 150.0 294.0

263.0

178.0 220.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 12 12-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.44 66 .00 ng 11770500 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 94
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 94
Abundance Scan 1760 (12.439 min): BF111117.D (-1758) (-) m/z 55.10 100.00%
54.1
5000 3.1
111.1
137.1 1802 222.3 m3m3 3543 12.20 12.40 12.60 12.80
ol gibpge iy g1 2963 Sed m/z 41.10 70.80%
m/z--> 50 100 150 200 250 300 350
Abundance #141284: 12-Octadecenoic acid, methyl ester
5000
264.0 12.20 12.40 12.60 12.80
m/z 69.10 52.86%
101560 1800 2220 296.0
o! Illlnllll ..'l.. .‘...l|....|.
m/z--> 50 100 150 200 250 300 350
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0
12.20 12.40 12.60 12.80
5000 20 m/z 43.10 50.76%
29.0 264.0
JF | 1380 1800 220 | 960
0! H‘Amnil‘ll\lll;Llllllllll ——
m/z--> 50 100 150 200 250 300 350
Abundance #141286: 13-Octadecenoic acid, methyl ester R EE RS R e e
55.0 12.20 12.40 12.60 12.80
m/z 74.10 45 _.85%
5000 30
29.0 264.0
. J\f |, 1380, 1800 2229 296.0
miz--> 50 100 150 200 250 300 350 1220 12,40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 13 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.64 3.30 ng 587590 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 58
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 38
Abundance Scan 1794 (12.639 min): BF111117.D (-1791) (-) m/z 43.10 100.00%
431
73.0
5000
129.1
14 157 118“13-2213 2412  oga3 a56.1 12.40 12.60 12.80 13.00
o w2l L2I3A g T 88 Thyz 55.05 82.52%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0
12.40 12.60 12.80 13.00
1850 o4 2840 m/z 73.00 80.91%
ETIR 01 T O N N
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 41.05 80.31%
109.0 2420
( }P 1.0 3510 {
0:::‘:“": |"|I|J|£LM|“£ |" ﬁi‘:l | ——
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00
43.0 m/z 60.00 77.75%
5000 129.0
185.0
228.0
101.0
01.5'.0“. HII\I H.'H\.H ;m el IH'IS\?I‘Oﬂ T - .“. ; ——— ——
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 15 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.15 3.21 ng 514503 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 55
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 50
3 Heptadecane 240 C17H36 000629-78-7 50
4 Docosane 310 C22H46 000629-97-0 50
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 49
Abundance Scan 1881 (13.151 min): BF111117.D (-1879) (-) m/z 57.10 100.00%
57.1
5000
12.80 13.00 13.20 13.40
141.1179.1 . )
I Y 251 30213402 4741 Tn/z 43.10  76.77%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #83023: Hexadecane
57.0
5000 NS SUNISA SN B
12.80 13.00 13.20 13.40
9.0 m/z 71.10 51.04%
ol189 |, 14101830 2260
miz--> 0 §o 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #100330: 2-Bromo dodecane
57.0
12:80 13.00 13.20 13.40
5000 m/z 85.10 49 .59%
99.0 160.0
01'SI'q"‘l" "4"1"|'L"| "???9"'| U N DN S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #94345: Heptadecane L LA LB L N LB N B
12.80 13.00 13.20 13.40
m/z 41.10 37 .54%
5000
99.0
o 141.0182.0 240.0
miz--> 0 50 100 150 200 250 300 350 400 450 1£8O 1350 1350 1540 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 16 9-Tricosene, (2)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.89 ng 943475 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 1995 (13.821 min): BF111117.D (-1991) (-) m/z 57.10 100.00%
57.1
5000 971
13.60 13.80 14.00 14.20
40.1 :
oA kL ,h.l A1Q01831 2350 2873 3401 397.2 4582 8243 | n75 43.10  77.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #163018: 9-Tricosene, (2)-
53.0 97.0
5000 R AN SR SO B
13.60 13.80 14.00 14.20
0
5.0 3220 m/z 55.10 56.60%
0 | 182.0224.0266.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0 1360 13.80 14.00 14.20
5000 m/z 71.10 52.08%
169.0
oL L, 77 22402600 420.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecy! heptafluorobutyrate RS EmmEs o L
57.0 13.60 13.80 14.00 14.20
m/z 41.10 40.71%
97.0
5000
ol ‘ 1‘6?'0 238.0 283.0 434.0
m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111117.D

Aca On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 19 1-lodoundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.45 5.88 ng 585488 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23l1 004282-44-4 81
2 Tricosane 324 C23H48 000638-67-5 81
3 Heneicosane 296 C21H44 000629-94-7 74
4 Eicosane 282 C20H42 000112-95-8 72
5 Hexadecane, 1-iodo- 352 C16H33l1 000544-77-4 72

Abundance Scan 2272 (15.451 min): BF111117.D (-2269) (-) m/z 57.10 100.00%

5000

9.1 LINLINL UL L LI L LI LI
o 1411 1902  250.1300.1341.0384.3 438.3  499.5540.4 1520 1520 1500 18

m/z 43.10 59.63%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #128607: 1-lodoundecane
57.0
5000 LA B L L L L LB
15.20 15.40 15.60 15.80
m/z 71.10 56.46%
9.0 1550
0154 |, | 197.0 282.0
L o e LA e e i o o e S Rmma

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164577: Tricosane

15.20 15.40 15.60 15.80
m/z 85.10 47.28%

5000

9.0 324.0
141.0183.0225.0267.0 .

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane I a BREmEEES
15.20 15.40 15.60 15.80

m/z 55.05 17.99%

5000

141.0183.0225.0  296.0
s
miz-> 0 50 100 150 200 250 300 350 400 450 500 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120518\
Data File : BF111117.D

Acq On : 5 Dec 2018 19:54

Operator : JU/SJ

Sample : J5764-25 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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... 5.00 2.0 ng 355370 1 6.80 3531300 20.0
unknown6 .57 6.57 36.4 ng 6423780 1 6.80 3531300 20.0
Heptadecane 10.76 3.2 ng 567098 4 11.32 3566560 20.0
Heneicosane 11.20 2.5 ng 447763 4 11.32 3566560 20.0
Hexadecanoic acid... 11.73 31.1 ng 5553930 4 11.32 3566560 20.0
n-Hexadecanoic acid 11.86 4.7 ng 841173 4 11.32 3566560 20.0
9,12-Octadecadien... 12.42 94_.0 ng 16766500 4 11.32 3566560 20.0
12-Octadecenoic a... 12.44 66.0 ng 11770500 4 11.32 3566560 20.0
Octadecanoic acid 12.64 3.3 ng 587590 4 11.32 3566560 20.0
Hexadecane 13.15 3.2 ng 514503 5 13.96 3204680 20.0
9-Tricosene, (2)- 13.82 5.9 ng 943475 5 13.96 3204680 20.0
1-lodoundecane 15.45 5.9 ng 585488 6 15.39 1990130 20.0
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