LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF080818_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 height area % max. total
1 5.242 490 494 501 rVB 575778 625321 2.81% 0.599%
2 5.631 556 560 564 rBV 3156472 3083545 13.85% 2.953%
3 6.625 725 729 733 rBVY 3635088 3388265 15.22% 3.244%
4 6.784 751 756 759 rBV 3841499 3281842 14.74% 3.143%
5 7.019 792 796 799 rBV 2087687 1802831 8.10% 1.726%
6 7.172 818 822 825 rVvB 3080824 2452505 11.02% 2.348%
7 7.572 887 890 893 rBV 2208686 2103524 9.45% 2.014%
8 8.266 1005 1008 1010 rBV 273103 258039 1.16% 0.247%
9 8.301 1010 1014 1017 rVV 2744505 2336115 10.49% 2.237%
10 8.583 1058 1062 1066 rBV5 179312 231130 1.04% 0.221%

11 8.878 1108 1112 1117 rBV 439531 419757 1.89% 0.402%
12 9.119 1150 1153 1155 rBV2 295540 249999 1.12% 0.239%
13 9.242 1170 1174 1176 rBV3 230411 229207 1.03% 0.219%
14 9.372 1192 1196 1200 rVB 3842457 3552861 15.96% 3.402%
15 9.442 1205 1208 1212 rBV 792367 664585 2.99% 0.636%

16 9.701 1247 1252 1253 rBV3 170251 251466 1.13% 0.241%
17 9.766 1260 1263 1268 rBV 728084 640170 2.88% 0.613%
18 9.825 1271 1273 1280 rVB4 169282 252927 1.14% 0.242%
19 9.925 1283 1290 1293 rBV5 155249 234783 1.05% 0.225%
20 9.977 1293 1299 1303 rBV 1056939 901452 4._05% 0.863%

21 10.066 1308 1314 1317 rBV2 2519772 2220469 9.97% 2.126%
22 10.301 1351 1354 1358 rBV2 286712 339743 1.53% 0.325%
23 10.377 1364 1367 1370 rBV4 199640 265153 1.19% 0.254%
24 10.477 1381 1384 1387 rVV 1233613 964012 4_.33% 0.923%
25 10.613 1400 1407 1410 rBV3 258341 402628 1.81% 0.386%

26 10.695 1417 1421 1424 rBV 472621 600771 2.70% 0.575%
27 10.854 1445 1448 1452 rBV 1932896 1687105 7.58% 1.615%
28 10.954 1462 1465 1471 rBV 1217626 1430708 6.43% 1.370%
29 11.407 1538 1542 1544 rBV 930054 809210 3.64% 0.775%
30 11.430 1544 1546 1549 rVvVv 379599 356424 1.60% 0.341%

31 11.560 1565 1568 1571 rBV 2015645 1983193 8.91% 1.899%
32 11.583 1571 1572 1576 rVB 1084486 788230 3.54% 0.755%
33 11.830 1611 1614 1617 rVV 799607 670390 3.01% 0.642%
34 11.936 1628 1632 1636 rVB 8520983 7765629 34.88% 7.436%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.066 1651 1654 1657 rBV 434092 464097 2.08% 0.444%

36 12.095 1657 1659 1663 rVB2 270704 234219 1.05% 0.224%
37 12.177 1670 1673 1676 rBV3 217185 255751 1.15% 0.245%
38 12.242 1681 1684 1686 rBV 715715 568202 2.55% 0.544%
39 12.636 1745 1751 1753 rBV 16507613 22260683 100.00% 21.316%
40 12.660 1753 1755 1760 rVV2 16749374 15625437 70.19% 14.962%

41 12.736 1764 1768 1771 rVB 4318149 3741654 16.81% 3.583%
42 12.783 1771 1776 1780 rBV 1496600 1412369 6.34% 1.352%
43 12.971 1805 1808 1810 rBV 447772 395269 1.78% 0.378%
44 13.018 1810 1816 1821 rVB2 1194579 1641805 7.38% 1.572%
45 13.154 1835 1839 1841 rBV 3017152 2592176 11.64% 2.482%

46 13.295 1861 1863 1865 rBVY 487862 445782 2.00% 0.427%
47 13.366 1873 1875 1877 rBV 341558 298477 1.34% 0.286%
48 13.460 1887 1891 1894 rBV2 532476 544545 2.45% 0.521%
49 13.895 1960 1965 1968 rVB2 389968 520007 2.34% 0.498%
50 14.036 1987 1989 1997 rVB5 241552 361683 1.62% 0.346%

51 14.130 2002 2005 2011 rBV2 441309 462972 2.08% 0.443%
52 14.218 2015 2020 2023 rVV2 2248773 2518277 11.31% 2.411%
53 14.242 2023 2024 2032 rVB 510581 433987 1.95% 0.416%
54 15.312 2203 2206 2209 rBV 313108 428307 1.92% 0.410%
55 15.718 2271 2275 2282 rVB 289186 403824 1.81% 0.387%

56 15.789 2282 2287 2291 rBV 1173286 1580565 7.10% 1.513%

Sum of corrected areas: 104434077
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF081018\

BF108090.D

10 Aug 2018 18:05

JussJ

J4272-01 2X

14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.5e+07

1e+07

5000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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.

5.24 6.94 ng 625321 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 494 (5.242 min): BF108090.D (-490) (-) m/z 43.05 100.00%
43
5000 59
101 HAE SSRRE RAREE BARRARAL
5.00 5.20 5.40 5.60
o tl S8l 67 88 | hz 59.10  47.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL I
59 500 520 540 5.60
m/z 58.10 14.83%
15 31 101
o 25,7 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
500 520 540 560
5000 m/z 101.10 14.21%
101
o 15 253137 || 5 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI B B L BN B
43 5.00 5.20 5.40 5.60
m/z 41.05 7.81%
5000
58
5 27 37, 72 100
I A I S I I U R R R RN SRR RS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 4

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

6.78 36.41 ng 3281840 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108090.D (-751) (-) m/z 132.00 100.00%
132
5000 68
40 96 J AREAE RS SRR AR
54 6.40 6.60 6.80 7.00 7.20
o g8 laeewr | 27 iy 6810 49.52%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 ARSI RS SRR AR
6.40 6.60 6.80 7.00 7.20
33 44 105 m/z 66.10 32.78%
60 7 0 115
0 AL AL UL SR
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.40 6.60 6.80 7.00 7.20
5000 gg 116 m/z 134.00 31.95%
I IIIhW‘JIIIM .;t.,\W..LW 298 }??II .
m/z--> 40 60 100 120 140 160 180 200
Abundance #14395: 1,3,5-Trifluorobenzene R R R b
132 6.40 6.60 6.80 7.00 7.20
m/z 69.05 19.92%
5000
63 81
0 sl 50 \‘ 1 ‘ l 10\1 1}2 |
mz-> 40 60 80 100 120 140 160 180 200 | | 640 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Tetradecane Concentration Rank 12

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

9.44 5.99 ng 664585 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Undecane 156 C11H24 001120-21-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 9-methylheptadecane 254 C18H38 026741-18-4 72

Abundance Scan 1208 (9.442 min): BF108090.D (-1205) (-) m/z 57.10 100.00%
43 ¥
5000 1
85
99 159 9.20 9.40 9.60 9.80
0 ...,....',':..|,.."..,J!'...~-',..1.1?1.2]7..149... A8 . m/z 43.10 82.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57
43

5000

9.20 9.40 9.60 9.80
m/z 71.10 49_.31%

99 113127 141 155 169~ 198

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
a3
R R e b
9.20 9.40 9.60 9.80
5000 1 m/z 41.10 39.96%
85
29
0 1 w‘ L “ 99 113 127 141 155 169 183 197 226
A o B e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28425: Undecane I B o
43 57 9.20 9.40 9.60 9.80
m/z 85.10 32.36%
5000 71
29 85
L | wmsiy 1%
A e e  EERABARAREREE S LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Hexadecane Concentration Rank 9

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

9.98 8.12 ng 901452 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 87
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 1299 (9.977 min): BF108090.D (-1293) (-) m/z 57.10 100.00%
57
43
71
5000
85
99 113 9.60 9.80 10.00 10.20
s — A ol aT S 127 18190 174 193 212 njz  43.10  77.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 Y
5000 [ SRR SRR B
g5 960 980 10. 00 10.20
29 m/z 71.10 52.03%
o 4 i 99 113 127 141 155 169 183 lo7 22
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #71393: Pentadecane
57
43 SRR NN AR
71 9.60 9.80 10.00 10.20
5000 g5 m/z 41.10 36.20%
29 9
ol 15 | ‘L I . 113127 141 155 169 183 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #59880: Tetradecane AR ma e
57 9.60 9.80 10.00 10.20
43 m/z 85.10 32.42%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Bacchotricuneatin c Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.48 8.68 ng 964012 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 99
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane, 4-methyl- 226 Cl16H34 002801-87-8 83
Abundance Scan 1384 (10.477 min): BF108090.D (-1381) (-) m/z 57.10 100.00%
57
85
3 113 mmmmmmmm
bl bl g0 140 167 196 226 m/z 43.10 76.76%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7
g5 112
5000 LN L LN UL UL
mmmmmmmm
132 m/z 71.10 51.09%
o i 1131?1 216 245 312 342
m/z--> 55 100 1%0 260 2éo 360 '
Abundance #83025: Hexadecane
57
10.20 1040 10.60 10.80
5000 m/z 41.10 36.18%
85
29
0 Ll J (113 141 169 197 226
m/z--> 55 160 150 200 250 360 '
Abundance #59880: Tetradecane e BRREEEE
57 10.20 10.40 10.60 10.80
m/z 85.10 35.14%
5000 85
29
0..“. ‘.‘llu‘.‘.J‘.”ll}%‘.l‘}l Ile:gl .198....|.... — cond TNV A Ve T
m/z--> 50 100 150 200 250 300 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.70 5.41 ng 600771 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 92
2 5-Ethyldecane 170 C12H26 017302-36-2 81
3 Octane, 2-methyl- 128 C9H20 003221-61-2 72
4 Decane, 2-methyl- 156 C11H24 006975-98-0 70
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64
Abundance Scan 1422 (10.701 min): BF108090.D (-1417) (-) m/z 57.10 100.00%
57
5000 43 71

85
N e e
99
o 113 127 141 155 169 184 199 220232 10.40 10.60 10.80 11.00

m/z 43.10 48.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
n7
8l g7
125
112 169 184
5000 LA L L L L L L L L L
45 152 10.40 10.60 10.80 11.00
Bg " m/z 71.10 43.20%
0,....,...,....,....,....,...,........,....,....,....I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38319: 5-Ethyldecane
57
T e
43 10.40 10.60 10.80 11.00
5000 71 m/z 41.10 24 _09%
8 98 140
112
Y SN | T A e S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12672: Octane, 2-methyl- A REEEEEas
43 10.40 10.60 10.80 11.00
m/z 85.10 22_.87%
5000 57
71
85
0 \\ Il T 99 113 128
s A L B R BB S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.95 14.43 ng 1430710 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1464 (10.948 min): BF108090.D (-1462) (-) m/z 57.10 100.00%
g7
43
5000 J
99 113 10.60 10.80 11.00 11.20
o 127 141 155 169182194 208 228240 m/z 43.10 75 24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 7
5000 S UV UL SRR B
g5 10,60 10.80 11.00 11.20
29 m/z 71.10 51.50%
0 Al 1 99 113127 141 155 169183197 226
m/z--> 20 40 éo 85 160 150 140 160 180 200 220 240
Abundance #48835: Tridecane
43 57
o 10,60 10.80 11,00 11,20
5000 m/z 41.05 36.08%
85
29
ots [ L | | P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane L B o
57 10.60 10.80 11.00 11.20
43 m/z 85.10 35.11%
71
5000 85
29
oL 15 “ AL 9 113 127 141 155 169 198
m/z--> 20 40 60 80 1(')0 12'0 140 160 180 200 220 240 10,60 10.80 11.00 11.20

8270-BF080818.M Mon Aug 13 16:13:55 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 10 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.41 8.16 ng 809210 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 1543 (11.413 min): BF108090.D (-1538) (-) m/z 57.10 100.00%

57

5000
4 Trrr|yrrrr|yrrrr|yrrrr[rr
113 141 147 196 11.00 11.20 11.40 11.60 11.80
ol 218235 254 m/z 43.10 67.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
5|7
5000 | BN L L L L LB L
85 11.00 11.20 11.40 11.60 11.80
4 m/z 71.10 56.40%
o 24 .| N (113 141 169184 226
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
B B R BT
85 11.00 11.20 11.40 11.60 11.80
5000 m/z 85.10 40.99%
4
113
0 ‘ Ll [ 14 169 197 295 253268 296
.”,””P.”P”.P”q.”wnnlnnp.npu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105898: Heptadecane, 8-methyl- LI B RS E R
57 11.00 11.20 11.40 11.60 11.80
m/z 41.10 25.93%
85
5000
4 126
154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. OO 11. 20 11. 40 11. 60 11.80

8270-BF080818.M Mon Aug 13 16:13:56 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Tridecane, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.43 3.59 ng 356424 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 97
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 90
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1546 (11.430 min): BF108090.D (-1544) (-) m/z 57.10 100.00%
g7
5000
85
113 11120 11140 1160 11.80
Obrprree el ok A AAL158 183200 205244260 | "m/z 71.10 63.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
(!
g5 112
5000 LR SN IR SN B
11.20 11.40 11.60 11.80
m/z 43.10 50.09%
o 173191 216 245
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59884: Tridecane, 4-methyl-
43
1 UL SR B BN B
11.20 11.40 11.60 11.80
5000 m/z 85.10 34.72%
99
Azl L% e 5 e
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59889: Tridecane, 2-methyl- L B RS maar et
57 11.20 11.40 11.60 11.80
m/z 41.10 27 .75%
5000
85
29 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.20 11.40 11.60 11.80

8270-BF080818.M Mon Aug 13 16:13:58 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.83 6.76 ng 670390 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1614 (11.830 min): BF108090.D (-1611) (-) m/z 57.10 100.00%

57
43

5000

11.60 11.80 12.00 12.20
m/z 43.10 73.85%

99

o 113127141155169183198 224238252 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129492: Eicosane
57
43
71 A
85 11.60 11.80 12.00 12.20
29 m/z 71.10 54 _32%
99
ok . | L4 1}3127141155169183197211225239253 282
R o o R B SRR AR RS RS R RS RRREE ERAE L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83051: Dodecane, 2-methyl-6-propy!-
43 57
Ll B e I I B
71 11.60 11.80 12.00 12.20
5000 85 m/z 85.10 37.97%
99 140
o B 113 717154168182 205 226
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane Rl LA el R
43 57 11.60 11.80 12.00 12.20
m/z 41.10 31.96%
5000 &
85
29
o L w 99 113127141155169183197 226
R o I B EEE A Ea R R ST TR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

8270-BF080818.M Mon Aug 13 16:13:59 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.94 78.31 ng 7765630 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 92
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
Abundance Scan 1633 (11.942 min): BF108090.D (-1628) (-) m/z 74.05 100.00%
74
87
5000 43
] | o2 2 e 150 1060 193"
171185199 241 270 . . . .
0 ,....,....||,....,':-.'..",'..1.1.?..'..,|...1‘.5,7....,.... A3 | 21ese20 | h/7 87.05  75.94%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 SRR SV AN IR
43 11.60 11.80 12.00 12.20
143 m/z 43.10 40.99%
. h 1] | 101115129 | 157171185199213227241 270
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 24'10 260 |
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74 \
Lo A
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.10 32.99%
‘ | | 101155120143 227 270
0 ,.‘...,...ﬂw,..‘..,».:..,..1.1.5;..‘..,w...l??.l?.l.l??.l?g.?.l?....24.1...,..\..,
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
L,_A—AJ\.M
Abundance #50099: Decanoic acid, methyl ester R AR EEEES s
74 11.60 11.80 12.00 12.20
87 m/z 41.10 30.30%
43
5000
‘ fg 101
0 .h‘..\,\...ﬂ‘,..\w.‘.,:1..,w..l.l.?.l?.g.,\...1?,7....1?.6.. —— e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF080818.M Mon Aug 13 16:14:00 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 14 Phenanthrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.07 4.68 ng 464097 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 86
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 70
Abundance Scan 1655 (12.071 min): BF108090.D (-1651) (-) m/z 43.10 100.00%
o773 192
5000
11.80 12.00 12.20 12.40
o} m/z 57.10 70.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54749: Phenanthrene, 2-methyl-
192
5000 L S UL NN B
11,80 12.00 12.20 12.40
m/z 73.00 66.17%
165
ol 39 63 829 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192
11.80 12.00 12.20 12.40
5000 m/z 192.10 63.21%
165
oL15 39 63 83 98 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54741: Anthracene, 1-methyl-
192 11.80 12.00 12.20 12.40
m/z 60.00 59.11%
5000
165
oL 2741 63 82 9 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1180 12.00 12,20 12.40

8270-BF080818.M Mon Aug 13 16:14:01 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Dodecane, 2-methyl-6-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.24 5.73 ng 568202 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexadecane 226 Cl16H34 000544-76-3 83
4 Heptadecane 240 C17H36 000629-78-7 81
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
Abundance Scan 1684 (12.242 min): BF108090.D (-1681) (-) m/z 57.10 100.00%
g7
5000 85
3 113 12.00 12.20 12.40 12.60
0 .,....-,...I,.!'..,a~...-|,...'.,.‘..1.‘,‘.1... 169 196 218235252 282 o | m/z 43.10 70.21%
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
5000
4 12.00 12.20 12.40 12.60
140 m/z 71.10 58.40%
o 13 166182 205 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
' 12.00 12.20 12.40 12.60
5000 P m/z 85.10 39.81%
4
oh | \‘ | 4452, 11 169 197 225 253 281 300 338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane B B e e et
57 12.00 12.20 12.40 12.60
m/z 41.10 30.62%
5000
4 85
oh2 \ ‘ I | w 113 141 169 197 226
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.00 12.20 12.40 12.60

8270-BF080818.M Mon Aug 13 16:14:02 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.64 224.49 ng 22260700 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
Abundance Scan 1752 (12.642 min): BF108090.D (-1745) (-) m/z 67.10 100.00%
67 g1
41
5000
150164, 7 263 204 ' 12.40 12.60 12.80 13.00
o — 192206220 245 7278 m/z 81.10 84.40%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 6
81
5000 LR IR UL SO R
12,40 12.60 12.80 13.00
109 m/z 55.10 72 .53%
135149164178

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
6/7
41 81 R L N L

12.40 12.60 12.80 13.00
m/z 41.10 57.40%

5000

223

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-

41 67 12.40 12.60 12.80 13.00
81 m/z 95.10 56.87%
5000 95
109 294

o ‘ |, Bhienreg  a2pss 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13. OO

8270-BF080818.M Mon Aug 13 16:14:03 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 17 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.66 157.58 ng 15625400 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 96
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 95
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93

Abundance Scan 1755 (12.660 min): BF108090.D (-1753) (-) m/z 55.10 100.00%

|

5000
3 12.40 12,60 12.80 13.00
N m/z 69.10 69.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141283: 15-Octadecenoic acid, methyl ester
5000 LIS L L L L L L B
12. 40 12 60 12. 80 13. OO
29 722 264 m/z 74.10 66.24%
123
ol L1 139157 180 199
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141288: 16-Octadecenoic acid, methyl ester
55

74 12.40 12 60 12. 80 13.00
5000 m/z 41.10 64.25%
29

264
| 123139 157 180 199 222 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141287: 14-Octadecenoic acid, methyl ester

0
55 12.40 12.60 12.80 13.00
m/z 83.10 56.85%

264
125 222
152 180 4qq 246 | 280296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12 60 12. 80 13. 00

5000

8270-BF080818.M Mon Aug 13 16:14:04 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 18 Heptadecanoic acid, methyl ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.46 4.32 ng 544545 Chrysene-d12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 97
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
3 Methyl stearate 298 C19H3802 000112-61-8 93
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
Abundance Scan 1891 (13.460 min): BF108090.D (-1887) (-) m/z 74.10 100.00%
5000 43
143
97 185 216 241 326 13.20 13.40 13.60 13.80
o iR | 166700 T T 263 .l. 30692348 | sz 87.05 77.40%
m/z--> 50 100 150 200 250 300 350
Abundance #131301: Heptadecanoic acid, methyl ester
74
13.20 13.40 13.60 13.80
43 m/z 43.10 48.67%
18
0
m/z--> 50 100 150 200 250 300 350
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74
13.20 13.40 13.60 13.80
5000 m/z 55.10 37.86%
43
143 284
97 241
ol L s, | o7 ot o |
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methy! stearate B R Ra T
74 13.20 13.40 13.60 13.80
m/z 41.10 30.07%
5000
43
143
97
LT | s e
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 unknownl3.89 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.89 4.13 ng 520007 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 45
2 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H3002 1000374-10-3 38
3 2(5H)-Furanone, 4-methyl-5,5-bis... 206 C13H1802 099202-98-9 38
4 Bicyclo[2.2.1]heptane, 2-(2-meth... 150 C11H18 061142-27-6 35
5 Butane-1,3-dione, 1-(pyrrol-2-yl)- 151 C8HINO2 022441-25-4 30
Abundance Scan 1964 (13.889 min): BF108090.D (-1960) (-) m/z 81.10 100.00%

5000

e

977 308 13.60 13.80 14.00 14.20
0 259 340 361 m/z 95.10 90.90%

m/z--> 50 100 150 200 250 300 350
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
1
43

5000 L L BB
13 60 13. 80 14. 00 14 20

m/z 151.10 65 .55%

05
135 308
164 195
0 O A W
m/z--> 50 100 150 200 250 300 350
Abundance #115779: 3,7,11, Trimethyl-8,10- dodecedienylacetate
81

43 13.60 13.80 14.00 14.20
5000 m/z 55.10 52.51%
137
109
ol ,t\‘?l.-“.lt, 7 208 26
m/z--> 50 100 150 200 250 300 350
Abundance #66035: 2(5H)-Furanone, 4-methyl-5,5-bis(2-methyl-2-propenyl) R EEEEE S
95 151 13.60 13.80 14.00 14.20

m/z 41.10 41 _.53%

55
5000 123 \(A/\N\J\JJ\A/\MM
29

7
“‘\ oull oy | 178 206

ol gty g S

m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 20 Nonadecanoic acid, methyl e... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.13 3.68 ng 462972 Chrysene-d12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
2 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 89
5 Methyl stearate 298 C19H3802 000112-61-8 87
Abundance Scan 2005 (14.130 min): BF108090.D (-2002) (-) m/z 74.00 100.00%
7
43
5000
\ 143 -
97 199 255 311, acg 13.80 14.00 14.20 14.40
. | Il A 1408 AT LT, 289 1 382790 382 | sz 87.10  78.73%
m/z--> 50 100 150 200 250 300 350
Abundance #154943: Nonadecanoic acid, methyl ester
74
e M L_J\A_N__/\_‘A_
5000
43 13.80 14.00 14.20 14.40
15 143 312 m/z 43.10 53.81%
m/z--> 50 100 150 200 250 300 350
Abundance #186934: Docosanoic acid, methyl ester
74
13.80 14.00 14.20 14.40
5000 43 m/z 55.10 36.72%
143 34
oL 18l ‘ [L1f%7 116, | 171 199 257 255 5g0 311 |
m/z--> 50 100 150 200 250 300 350
Abundance #131300: Heptadecanoic acid, methy! ester A e R R
74 13.80 14.00 14.20 14.40
m/z 57.10 31.27%
5000
43
143
ol L9706 Prgates g 2 2
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108090.D

Acq On : 10 Aug 2018 18:05

Operator : JU/SJ

Sample : J4272-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.24 6.9 ng 625321 1 7.02 1802830 20.0
unknown6.78 6.78 36.4 ng 3281840 1 7.02 1802830 20.0
Tetradecane 9.44 6.0 ng 664585 3 10.07 2220470 20.0
Hexadecane 9.98 8.1 ng 901452 3 10.07 2220470 20.0
Bacchotricuneatin c 10.48 8.7 ng 964012 3 10.07 2220470 20.0
3-Methyl-4-(metho... 10.70 5.4 ng 600771 3 10.07 2220470 20.0
Tridecane 10.95 14.4 ng 1430710 4 11.56 1983190 20.0
Heneicosane 11.41 8.2 ng 809210 4 11.56 1983190 20.0
Tridecane, 4-methyl- 11.43 3.6 ng 356424 4 11.56 1983190 20.0
Eicosane 11.83 6.8 ng 670390 4 11.56 1983190 20.0
Hexadecanoic acid... 11.94 78.3 ng 7765630 4 11.56 1983190 20.0
Phenanthrene, 2-m... 12.07 4.7 ng 464097 4 11.56 1983190 20.0
Dodecane, 2-methy... 12.24 5.7 ng 568202 4 11.56 1983190 20.0
9,12-Octadecadien... 12.64 224.5 ng 22260700 4 11.56 1983190 20.0
15-Octadecenoic a... 12.66 157.6 ng 15625400 4 11.56 1983190 20.0
Heptadecanoic aci... 13.46 4.3 ng 544545 5 14_.22 2518280 20.0
unknownl13.89 13.89 4.1 ng 520007 5 14.22 2518280 20.0
Nonadecanoic acid... 14.13 3.7 ng 462972 5 14.22 2518280 20.0
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