LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121817\

Data File : BF101481.D

Acq On : 18 Dec 2017 15:31 Instrument :
Operator : SJ/JU BNA_F

Sample - 16680-17 ClientSampleld :
Misc - CL-02-121417-D
ALS Vial : 10 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 4.422 393 397 404 rBvV2 24289 46789 1.11% 0.115%
2 5.034 496 501 522 rVB 858722 1402692 33.36% 3.448%
3 5.434 565 569 589 rBV 3465193 3967798 94.37% 9.752%
4 6.451 737 742 760 rBV 3305317 4204390 100.00% 10-334%
5 6.581 760 764 770 rVvV 3759540 3780268 89.91% 9.291%
6 6.628 770 772 779 rvVB2 38305 48709 1.16% 0.120%
7 6.804 799 802 810 rBV 1098431 1063883 25.30% 2.615%
8 6.963 825 829 844 rBV 3183079 3061447 72.82% 7.524%
9 7.381 895 900 914 rBV 2445054 2608055 62.03% 6.410%
10 8.092 1017 1021 1032 rVB 1293697 1434427 34.12% 3.526%
11 8.669 1116 1119 1123 rVB 53302 43550 1.04% 0.107%
12 8.810 1139 1143 1148 rBV 59733 72485 1.72% 0.178%
13 8.904 1156 1159 1165 rVB 55646 55107 1.31% 0.135%
14 9.163 1199 1203 1207 rBV 3779884 3762061 89.48% 9.246%
15 9.233 1212 1215 1218 rVB 109187 87857 2.09% 0.216%
16 9.433 1244 1249 1253 rBVv4 33424 57050 1.36% 0.140%
17 9.504 1257 1261 1264 rVVv3 49699 69906 1.66% 0.172%

18 9.557 1264 1270 1277 rVV 371211 453376 10.78% 1.114%
19 9.710 1292 1296 1300 rBV 166823 176613 4._.20% 0.434%
20 9.763 1303 1305 1308 rVB 183213 130739 3.11% 0.321%

21 9.845 1315 1319 1323 rBV2 1530662 1325493 31.53% 3.258%

22 9.874 1323 1324 1332 rVB 71432 83516 1.99% 0.205%
23 9.992 1341 1344 1347 rBV3 33893 47421 1.13% 0.117%
24 10.051 1351 1354 1357 rVV3 56118 62949 1.50% 0.155%
25 10.086 1357 1360 1363 rVV3 56692 59015 1.40% 0.145%
26 10.157 1369 1372 1376 rBv4 46492 63123 1.50% 0.155%
27 10.239 1383 1386 1387 rBV 62431 55846 1.33% 0.137%
28 10.263 1387 1390 1393 rVB 235768 189567 4_.51% 0.466%
29 10.298 1393 1396 1401 rBV3 38612 53789 1.28% 0.132%
30 10.398 1410 1413 1419 rVB 75129 92158 2.19% 0.227%

31 10.480 1422 1427 1429 rBV 86804 102200 2.43% 0.251%
32 10.639 1450 1454 1463 rBV 1920011 1911188 45.46% 4.697%
33 10.733 1467 1470 1480 rVB 229730 316877 7.54% 0.779%
34 10.927 1500 1503 1505 rBV2 36644 45782 1.09% 0.113%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121817\

Data File : BF101481.D

Acq On : 18 Dec 2017 15:31 Instrument :
Operator : SJ/JU BNA_F

Sample - 16680-17 ClientSampleld :
Misc - CL-02-121417-D
ALS Vial : 10 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:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.180 1544 1546 1549 rBV 151323 140943 3.35% 0.346%

36 11.210 1549 1551 1553 rVVv2 90521 86107 2.05% 0.212%
37 11.233 1553 1555 1558 rVB 63239 55260 1.31% 0.136%
38 11.339 1569 1573 1575 rBV 1195563 1215476 28.91% 2.987%
39 11.357 1575 1576 1581 rVV 429517 381659 9.08% 0.938%
40 11.416 1583 1586 1590 rVB 163400 146608 3.49% 0.360%

41 11.574 1609 1613 1616 rBV3 45468 73692 1.75% 0.181%
42 11.610 1616 1619 1624 rVV 133776 121770 2.90% 0.299%
43 11.668 1627 1629 1633 rVV 43557 45758 1.09% 0.112%

44 11.839 1655 1658 1661 rBV2 123627 176929 4.21% 0.435%
45 11.868 1661 1663 1668 rVB 153155 129180 3.07% 0.317%

46 11.916 1668 1671 1674 rBV 75878 78797 1.87% 0.194%
47 11.951 1674 1677 1679 rBV2 133802 139253 3.31% 0.342%
48 12.016 1686 1688 1691 rBV 107895 87078 2.07% 0.214%
49 12.133 1705 1708 1710 rBV2 49670 56779 1.35% 0.140%

50 12.386 1748 1751 1753 rBV 132236 156555 3.72% 0.385%

51 12.551 1776 1779 1784 rBV 497943 493308 11.73% 1.212%
52 12.786 1813 1819 1825 rBV 576774 725226 17.25% 1.782%

53 12.839 1825 1828 1830 rVV 65850 64467 1.53% 0.158%
54 12.921 1838 1842 1845 rBV 2729519 2513600 59.79% 6.178%
55 13.092 1869 1871 1872 rBV 69016 56398 1.34% 0.139%
56 13.215 1890 1892 1896 rVB 76144 72790 1.73% 0.179%
57 13.310 1906 1908 1911 rBV 91567 74384 1.77% 0.183%
58 13.345 1911 1914 1917 rVV 71735 79333 1.89% 0.195%
59 13.474 1934 1936 1939 rBV 80273 79101 1.88% 0.194%

60 13.804 1989 1992 1996 rBV2 355628 371661 8.84% 0.913%
61 13.986 2018 2023 2026 rBV2 1080031 1184119 28.16% 2.910%
62 15.033 2198 2201 2203 rBV 168587 222180 5.28% 0.546%

63 15.398 2261 2263 2266 rVV 145066 128635 3.06% 0.316%
64 15.462 2270 2274 2278 rVB 501793 593805 14.12% 1.459%

Sum of corrected areas: 40686977
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101481.D

5.43
3500000 6.45

6.96
3000000
2500000 7.38
2000000
1500000
6.80
1000000 503

500000

4.42 1\ Jsea

I T e s R e aa S

1
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: BF101481.D
9|16

3500000

12.92
3000000

2500000

2000000 10.64

9.85

1500000 g og

1000000

500000

8.6B.8190

AN O AABANSAL o
O P e e A e T T T T

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF101481.D

3500000

3000000

2500000

2000000

13.99

1500000
15.46

15.03 15.40

1000000{13.80

500000

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 3

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

5.03 26.37 ng 1402690 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 500 (5.028 min): BF101481.D (-496) (-) m/z 43.00 100.00%
43 ﬂ
59
5000
1ot 4.60 4.80 5.00 5.20 5.40
ot 8 27 L7z 59.10 . 54.4%%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
4.60 4.80 5.00 5.20 5.40
m/z 101.00 17.30%
15 4 101
m| 83 ‘
L I U SIS IS B S WA R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 14.72%
29 101
o2 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
50 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.67%
5000
41
0"“|'M“Jﬂ“'“i“qu?g'wt'"|'“'|""w"'|"“|"" ''"|""|""|""“|j'\"’T
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:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 unknown6.58 Concentration Rank 1

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

6.58 71.07 ng 3780270 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 764 (6.581 min): BF101481.D (-760) (-) m/z 132.00 100.00%
132
5000 68
40 %6 J 620 6.40 6.60 6.80 7.00
54 . . . :
0 g8 lwewr o Th/z 68.10  AL.a46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR ARRSE RARE SRR R
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.72%
0 ‘ L1 H | jg 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.74%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine- proplonyl EAa T .,\. e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.78%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
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:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.26 2.86 ng 189567 Acenaphthene-d10 9.85
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 10-Methylnonadecane 282 C20H42 056862-62-5 86
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53

Abundance Scan 1390 (10.263 min): BF101481.D (-1387) (-) m/z 57.05 100.00%
57
43
5000
e T T
113 10.00 10.20 10.40 10.60
o 127140 161 176 m/z 43.05 71.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83028: Hexadecane
57
71
5000 43 85 R A e R
10.00 10.20 10.40 10.60
99 m/z 71.05 53.09%
m/z--> ﬁo 40 60 85 160 120 150 160 180 200 220
Abundance
57
43 HURR AR NN BUNRA B
71 10.00 10.20 10.40 10.60
5000 g5 m/z 85.05 38.57%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane kR R
57 10.00 10.20 10.40 10.60
43 m/z 41.10 26.76%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.73 5.21 ng 316877 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
4 Tetracosane 338 C24H50 000646-31-1 78
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 1469 (10.727 min): BF101481.D (-1467) (-) m/z 57.10 100.00%
57
5000
85 )
113 10.40 10.60 10.80 11.00
ol b Ly rAs2tade s | m/z 43.10 70.33%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
L
5000 85 RN R SR UGS
10.40 10.60 10.80 11.00
29 m/z 71.05 60.30%
N h | | 112 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3%0 '
Abundance
57
10.40 10.60 10.80 11.00 |
5000 m/z 85.05 33.27%
85
29
0 113 141 169 197 226
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #83051: Dodecane, 2-methyl-6-propy!- L L L B L B R |
57 10.40 10.60 10.80 11.00
m/z 41.05 31.72%
5000 85
140
oL 3 | | s T 18250550
m/z--> 55 160 1%0 200 2éo 360 3%0 ' 10h0 10%0 1&80 1150 '
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Undecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.18 2.32 ng 140943 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
2 Pentadecane 212 C15H32 000629-62-9 80
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
4 Dodecane, l-iodo- 296 C12H251 004292-19-7 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 1546 (11.180 min): BF101481.D (-1544) (-) m/z 57.05 100.00%

57
43

71

5000

10.80 11.00 11.20 11.40

99 113 127140152 167 181 196 213 299

0 m/z 43.05 69.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38327: Undecane, 3-methyl-
57
43
5000 71 85 L B e e
10.80 11.00 11.20 11.40
29 m/z 71.10 61.36%
99 141
ol 15 J Al 112126 | 155 170
T T T R T T T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 N S EAmamna
71 10.80 11.00 11.20 11.40
5000 o m/z 85.10 40.69%
29 99
ol 15 113127 141 155 169 183 212
T T T T T T e T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38324: Undecane, 2-methyl- e e AR R a S
43 57 10.80 11.00 11.20 11.40
m/z 41.10 31.27%
71
5000 85
29
99 127
0 15 “ \h\ 1l i ‘ 113 \‘ 141 155 170
L o o o o L R I EREER RS EEssy R o EEEE e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 80 11. 00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Tridecane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.61 2.00 ng 121770 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1l-iodo- 310 C13H271 035599-77-0 80
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 1619 (11.610 min): BF101481.D (-1616) (-) m/z 57.10 100.00%

g7
5000 85

113 192 11.20 11.40 11.60 11.80 12.00
154 233
b g e 13 BB 1z s S 43.10 67 71%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 TT T T [T T I T [T T T T [ TTTT[TT
11. 20 11. 40 11. 60 11. 80 12. OO
28 183 m/z 71.10 57 .50%
113
Ob el ek L 129 .}ﬁs.“.t.....” - E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R N S REEEE
11.20 11.40 11.60 11.80 12.00
5000 85 m/z 85.05 39.06%
140
o 3 113 " 156 182 505 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane R Eme m e
57 11.20 11.40 11.60 11.80 12.00
m/z 41.10 24 .65%
5000 85
29 113
T ‘141 169 197 225 253 281 309 338

o,””“”w””“”w””.”.””.”..”.“”.”.“”.”.”“.”.””“. S

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 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.84 2.91 ng 176929 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93

Abundance Scan 1658 (11.839 min): BF101481.D (-1655) (-) m/z 192.10 100.00%

192
5000

16 60 11.80 12.00 12.20
43 56 69 82 95 115 137150 213 11.60 11.80 12.00 12.
o 8 e 2L 247260 1 T777191.05 57.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192

e

11.60 11.80 12.00 12.20
m/z 189.05  29.36%

5000

165
8396 195 130152

63

39

15

ol e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
e e
11.60 11.80 12.00 12.20
5000 m/z 193.10 15.80%
165
2639 63 g2 9 115 139152 | 178
B B L A o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54738: Anthracene, 9-methyl- R B
192 11.60 11.80 12.00 12.20
m/z 190.10 14.02%
5000
o 39 63 819 115 130152165178
A IIIIIIIIIIIIIIIII
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:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 1H-Indene, 2-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.87 2.13 ng 129180 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 94
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 1663 (11.868 min): BF101481.D (-1661) (-) m/z 192.10 100.00%

192
5000

1
11.60 11.80 12.00 12.20
62 82 96 139152
O 110 126 205 229 245259 | m/z 191.10 56.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54727: 1H-Indene, 2-phenyl-
1

o]

5000
11.60 11.80 12.00 12.20
165 m/z 189.10  28.24%
0 27 5163 77 96 115 139159
- IIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
P T T T
11.60 11.80 12.00 12.20
5000 m/z 193.10 13.74%

165
26 39 63 82 96 115 139152 | 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54749: Phenanthrene, 2-methyl- B B
192 11.60 11.80 12.00 12.20

m/z 190.10 13.57%

5000

16
26 39 63 82 96 115 139152

I~ IIIIIIIIIIIIIIIII

miz--> 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:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.95 2.29 ng 139253 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 53
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 46
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 46
4 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 42
5 Benzene, 1,1"-(1,2-propadienylid... 192 C15H12 014251-57-1 41
Abundance Scan 1677 (11.951 min): BF101481.D (-1674) (-) m/z 189.05 100.00%

5000

11.60 11.80 12.00 12.20
m/z 190.10  96.04%

0 110 124 139152 204218 240 259
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.60 11.80 12.00 12.20
m/z 192.10 94 .13%
oL 39 63 8L | 110122137150163 |
R R R B e e A B o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 191.10 67.55%
95 165
o 50 63 82 125139152
T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54752: Phenanthrene, 1-methyl- L EmmeE e e e
192 11.60 11.80 12.00 12.20
m/z 187.10 22.78%
5000
95 165
JL28 5063 8 | 115 13015 | 77, I -
L B e R AR R R R e L
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:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Phenanthrene, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.39 2.58 ng 156555 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 93
3 9,10-Dimethylanthracene 206 C16H14 000781-43-1 91
4 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 91
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91

Abundance Scan 1752 (12.392 min): BF101481.D (-1748) (-) m/z 206.10 100.00%

6

5000

12.00 12.20 12.40 12.60 12.80
m/z 191.10  48.88%

ol 223 239253 271
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 TTTT LR B TTT T
12. 00 12. 20 12. 40 12 60 12. 80
101 m/z 205.05 27.71%
oh 39 637 \ | || 115129 152165 ‘\ 1 ‘
[ T T T T T T T R e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
206
BB L o R R
12.00 12.20 12.40 12.60 12.80
5000 m/z 189.10 26.77%
s 102 191
39 62 115 137152165

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

Abundance #66248: 9,10-Dimethylanthracene i e L
12.00 12.20 12.40 12.60 12.80
m/z 207.10 18.54%

5000 191

89103

127 152165

39 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

Sample - 16680-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 6.28 ng 371661 Chrysene-di2 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 87
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 83
Abundance Scan 1991 (13.798 min): BF101481.D (-1989) (-) m/z 57.05 100.00%
57
83
5000
111 230 e —
139 202 13.40 13.60 13.80 14.00 14.20
ol A} h. 168 '“ R 8 S st M/Z 43.10 92.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester
57
97
5000 AR S SN S
13.40 13.60 13.80 14.00 14.20
- 125 m/z 55.05 81.10%
oLk | ‘h W$ h‘ \ 19???????..%%? S . -
m/z--> 50 150 250 300 350 400 450
Abundance
43
13.40 13.60 13.80 14.00 14.20
5000 83 m/z 69.10 63.38%
111
o 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #205392: Trichloroacetic acid, hexadecy! ester e o
4 13.40 13.60 13.80 14.00 14.20
69 m/z 83.10 62.49%
- AA’J—’V./“
o 153 196224
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF121817\

Data File : BF101481.D

Acq On : 18 Dec 2017 15:31

Operator : SJ/JU

3?22'6 i 16680-17 CL-02-121417-D
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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]
2-Pentanone, 4-hy... 5.03 26.4 ng 1402690 1 6.81 1063880 20.0
unknown6 .58 6.58 71.1 ng 3780270 1 6.81 1063880 20.0
Hexadecane 10.26 2.9 ng 189567 3 9.85 1325490 20.0
Octacosane 10.73 5.2 ng 316877 4 11.34 1215480 20.0
Undecane, 3-methyl- 11.18 2.3 ng 140943 4 11.34 1215480 20.0
Tridecane, l-iodo- 11.61 2.0 ng 121770 4 11.34 1215480 20.0
Anthracene, 2-met... 11.84 2.9 ng 176929 4 11.34 1215480 20.0
1H-Indene, 2-phenyl- 11.87 2.1 ng 129180 4 11.34 1215480 20.0
4H-Cyclopenta[def... 11.95 2.3 ng 139253 4 11.34 1215480 20.0
Phenanthrene, 2,5... 12.39 2.6 ng 156555 4 11.34 1215480 20.0
Heptafluorobutyri... 13.80 6.3 ng 371661 5 13.99 1184120 20.0
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