LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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 2.134 3 8 16 rBvV 236684 306035 8.11% 0.892%
2 5.116 511 515 529 rVB 114621 169088 4._.48% 0.493%
3 5.504 577 581 601 rVB 3315719 3654609 96.87% 10.648%
4 6.516 749 753 772 rBVY 3056474 3772747 100.00% 10.992%
5 6.651 772 776 779 rVV 3623181 3474983 92.11% 10.124%
6 6.698 781 784 788 rVB3 38508 39996 1.06% 0.117%
7 6.875 811 814 820 rBVY 1052289 038498 24.88% 2.734%
8 7.033 837 841 850 rBVY 2932748 2721825 72.14% 7.930%
9 7.445 906 911 922 rBVY 2384856 2407585 63.82% 7.015%
10 8.163 1029 1033 1044 rBvV 1213750 1267831 33.60% 3.694%
11 8.875 1151 1154 1161 rBV 43127 54642 1.45% 0.159%
12 9.233 1211 1215 1224 rBV 3164551 2987208 79.18% 8.703%
13 9.304 1224 1227 1230 rVV 96057 94657 2.51% 0.276%
14 9.339 1230 1233 1237 rVV 35183 38538 1.02% 0.112%

15 9.627 1276 1282 1289 rVB 226037 278460 7.38% 0.811%

16 9.780 1304 1308 1313 rBV 64794 76879 2.04% 0.224%
17 9.833 1313 1317 1320 rVV 167406 144071 3.82% 0.420%
18 9.916 1328 1331 1335 rBV2 1019493 987486 26.17% 2.877%

19 9.951 1335 1337 1340 rVB 66972 61614 1.63% 0.180%
20 10.122 1363 1366 1369 rVv2 56189 68875 1.83% 0.201%
21 10.157 1369 1372 1376 rVB3 53817 55964 1.48% 0.163%
22 10.233 1382 1385 1388 rBV3 31788 42507 1.13% 0.124%
23 10.333 1395 1402 1405 rBV 192627 196031 5.20% 0.571%
24 10.469 1422 1425 1432 rVB2 50132 60499 1.60% 0.176%
25 10.551 1434 1439 1441 rBV2 61220 73383 1.95% 0.214%

26 10.716 1463 1467 1479 rBV 1199605 1348494 35.74% 3.929%
27 10.804 1479 1482 1492 rVB 127566 200694 5.32% 0.585%
28 11.016 1513 1518 1522 rBV7 27990 57941 1.54% 0.169%
29 11.257 1556 1559 1562 rBV 77787 76874 2.04% 0.224%
30 11.410 1582 1585 1587 rBV 870593 777934 20.62% 2.267%

31 11.433 1587 1589 1596 rVvVv 485312 445816 11.82% 1.299%
32 11.492 1596 1599 1603 rVV 107913 109817 2.91% 0.320%
33 11.651 1621 1626 1629 rBV 52047 82022 2.17% 0.239%
34 11.921 1668 1672 1674 rBV2 174114 194264 5.15% 0.566%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.945 1674 1676 1681 rVB2 98030 92571 2.45% 0.270%
36 11.992 1681 1684 1687 rBV 44166 39707 1.05% 0.116%
37 12.027 1687 1690 1693 rBV2 126070 143842 3.81% 0.419%
38 12.092 1698 1701 1704 rBV2 37132 42910 1.14% 0.125%
39 12.210 1718 1721 1725 rBV 54882 54889 1.45% 0.160%
40 12.245 1725 1727 1732 rVB3 51461 49308 1.31% 0.144%

41 12.463 1761 1764 1769 rBV2 80484 121638 3.22% 0.354%
42 12.563 1777 1781 1783 rBV2 54988 75001 1.99% 0.219%
43 12.633 1789 1793 1796 rBV 875404 789696 20.93% 2.301%
44 12.863 1825 1832 1838 rBVY 912878 1041039 27.59% 3.033%

45 12.910 1838 1840 1847 rVB2 48006 55037 1.46% 0.160%
46 12.998 1850 1855 1858 rVV 1827067 1761467 46.69% 5.132%
47 13.027 1858 1860 1864 rVB 42101 46775 1.24% 0.136%
48 13.257 1897 1899 1901 rBV2 68244 51141 1.36% 0.149%
49 13.386 1919 1921 1924 rBV 52816 56293 1.49% 0.164%
50 13.704 1973 1975 1979 rBV 68050 70744 1.88% 0.206%

51 13.874 2001 2004 2009 rBV5 359794 450106 11.93% 1.311%
52 14.015 2026 2028 2030 rBV 87823 76615 2.03% 0.223%
53 14.068 2032 2037 2039 rVV2 747568 1058801 28.06% 3.085%
54 14.092 2039 2041 2048 rVB 404708 360672 9.56% 1.051%
55 15.133 2215 2218 2221 rBV 239678 313381 8.31% 0.913%

56 15.580 2291 2294 2298 rVB 269849 303062 8.03% 0.883%

Sum of corrected areas: 34322562
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 6.52 ng 306035 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16

Abundance Scan 7 (2.128 min): BF103384.D (-3) (-) m/z 73.00 100.00%
7B
5000 43 ?S
55
87
| ‘ o7 95 105 2.20 2.30 2.40 2.50
ST 1 NI M RN RS N N m/z 43.00 39.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 UL SRR RARSE AR AR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 31.09%
29
'I”"P?§W"”I'”'I”§?P"W"”I'”'I”"P"W"”I'”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 RN RARE AR ERRAE
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 22.60%
29
47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R A RAREEREEE S
7B 2.20 2.30 2.40 2.50
m/z 41.00 13.10%
5000 43
58
e e RS UL IR I I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.12 3.60 ng 169088 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 516 (5.122 min): BF103384.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101 480 5.00 5.20 5.40
83 : : : :
...,....,....,....','!:..?1..:I,....,....,.-...,...:,l....,. m/z 59.00 62.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN L UL UL I
59 480 500 520 540
m/z 101.00 17.64%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.00 16.37%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 480 5.00 5.20 5.40
m/z 40.95 9.31%
5000 41
31
| LT
"'I'}é'I"'MI""MIM"IéﬁlL""'i""l""I' '??I""I' SRR SRS LR LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 unknown6.65 Concentration Rank 1

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

6.65 74.05 ng 3474980 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103384.D (-772) (-) m/z 132.00 100.00%
132
5000 68
40 ‘ 6 " 640 6.60 6.80 7.00
75 104 . . .
..,....,....,...:l'!.‘.‘?,!'..?.1!.'.|,..':.,..5.‘.7,....,.':..,.1.1.5.,....,'...,.. m/z 67.95 42.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL U L
6.40 6.60 6.80 7.00
78 m/z 134.00 32.65%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 65.95 29.06%
33 44 g7 105

70 78
51 60 86 115

wwmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14491: 5-Aminoindole R R A Aua
132 6.40 6.60 6.80 7.00
m/z 69.00 16.61%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 10

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

9.83 2.92 ng 144071 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 1316 (9.827 min): BF103384.D (-1313) (-) m/z 57.00 100.00%
57
43
5000
99 9.60 9.80 10.00 10.20
113
126 145 159 173 193 /7 4300 68310
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 o
5000 & RS R RN B B
g5 9.60 9.80 10 00 10 20
29 m/z 71.05 50.59%
| L L w 99 113 127 141 155 169 183 lo7 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
43 57
71 " '9.60 9.80 10.00 10.20
5000 85 m/z 85.05 33.80%
99 140
113 12777 154166 182105 226
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 1§o 260 250
Abundance #48835: Tridecane e S L Ba s R
43 97 9.60 9.80 10.00 10.20
m/z 41.00 32.47%
71
5000
85
29
s | e s
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.80 5.16 ng 200694 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heptadecane 240 C17H36 000629-78-7 83
3 Pentadecane 212 C15H32 000629-62-9 83
4 Eicosane 282 C20H42 000112-95-8 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 1481 (10.798 min): BF103384.D (-1479) (-) m/z 57.00 100.00%
57
43 71
5000

10.40 10.60 10.80 11.00 11.20
m/z 71.00 61.25%

99 113 127140 155167179

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59879: Tetradecane
57
43
71
5000 85 ARAUABSUVBALARBALIA

10.40 10.60 10.80 11.00 11.20
29 m/z 43.00 61.18%
“ || | %0113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 L e A REA
- 10.40 10.60 10.80 11.00 11.20
5000 a5 m/z 85.00 38.34%
29 99
113127 141 155 169182 196 210 240
s a2l LR AT S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane B B L
57 10.40 10.60 10.80 11.00 11.20
43 m/z 41.00 34.00%
71
5000 85
29 99
15 | L | . 7 113127141155169183 212
L L R B BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 5H-Indeno[l,2-b]pyridine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.65 2.11 ng 82022 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HSN 000244-99-5 87
2 Carbazole 167 C12HSN 000086-74-8 87
3 1.1°-Biphenvl. 2-azido- 195 C12H9N3 007599-23-7 83
4 9H-Carbazole. 9-nitroso- 196 C12H8N20 002788-23-0 83
5 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 64
Abundance Scan 1626 (11.651 min): BF103384.D (-1621) (-) m/z 166.95 100.00%
167
5000
139 HRDA AR BUNLRA SN B
39 50 63 76 87 g3 114 128 | 155 || 179 194 210 11.40 11.60 11.80 12.00

%0 N pEes LA | s NN A T Tm/z 166.00  23.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35954: 5H-Indeno[1,2-b]pyridine
167

5000
11.40 11.60 11.80 12.00

140 m/z 139.00 14 _.03%
27 3950 63 74 g7 gg 113 157 |

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

167

11.40 11.60 11.80 12.00
5000 m/z 168.00 13.66%

84 139
28 39 50 63 74 98 113 157

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

Abundance #57203: 1,1'-Biphenyl, 2-azido-
167 11.40 11.60 11.80 12.00
m/z 140.00 11.90%
5000
139
st ﬁ3 75 g7 97 115 i I 195
R o B o LA o e o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.99 ng 194264 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 1672 (11.921 min): BF103384.D (-1668) (-) m/z 73.00 100.00%
0 7
5000 AkM*ﬂwAﬁA“ﬁMN
157171 A3, - g 11,60 11.80 12.00 12.20

m/z 43.00 96.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LA L L L L L B LB L |

11.60 11.80 12.00 12.20
m/z 60.00  95.74%

213
143 157171 185 199

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

60 73

%

43 11.60 11.80 12.00 12.20

5000 - 129 m/z 57.00 77 .38%

87 115 171

101 143 157 185 214

?

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

Abundance #39474: n-Decanoic acid AR e R RR
60 73 11.60 11.80 12.00 12.20
m/z 41.00 75.55%
129
5000
87
AL o " |18

nl Ll I

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF022218 .M Mon Mar 05 06:44:29 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Anthracene, 1l-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.38 ng 92571 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
3 1H-Cvclopropal I'lphenanthrene.la.... 192 C15H12 000949-41-7 90
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 86
5 1H-Indene, 1l-phenyl- 192 C15H12 001961-96-2 81
Abundance Scan 1675 (11.939 min): BF103384.D (-1674) (-) m/z 192.05 100.00%
192
5000
5 165 11.60 11.80 12.00 12.20
150 : : : :
106 120 138 m/z 191.05 52.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54732: Anthracene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
83 g5 m/z 189.00 30.00%
15 27 3950 70 | | 115126139152 J *177 1
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 193.00 19.10%
165
15 27 39 51 63 83 96 115196139152 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192 11.60 11.80 12.00 12.20
m/z 190.00 16.56%
5000
165
27 39 51 63 83 9 115176139152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7

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

12.03 3.70 ng 143842 Phenanthrene-d10 11.41

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58

2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 46

3 Methvl diselenide 190 C2H6Se2 007101-31-7 35

4 3.5-Dichlorobenzoic acid 190 C7H4CI202 000051-36-5 30

5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 25
Abundance Scan 1690 (12.027 min): BF103384.D (-1687) (-) m/z 190.00 100.00%

0

5000

11.80 12.00 12.20 12.40
m/z 189.00 96.35%

1
111 126139152 204 219

245

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190

5000
11.80 12.00 12.20 12.40

m/z 192.05 50.48%

111124137150163175

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
11.80 12.00 12.20 12.40
5000 m/z 191.00 46.16%
122
42 148 15,170
14 27 54 68 81 95108 162
R B o R o o o e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53211: Methy! diselenide e I BREEE EE e e
190 11.80 12.00 12.20 12.40
o3 m/z 94.70 31.68%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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, 1,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.46 3.13 ng 121638 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1.7-dimethvl- 206 Cl16H14 000483-87-4 94
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 94
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 93
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 90
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 90
Abundance Scan 1764 (12.463 min): BF103384.D (-1761) (-) m/z 206.05 100.00%
206
5000 191
55 76 891014 152165178 12.20 12.40 12.60 12.80
39 126139 219231 /7 191.00 46 55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66261: Phenanthrene, 1,7-dimethyl-
206
5000 LN SN BN UL A
1220 12.40 12,60 12.80
191 m/z 205.05 27 .28%
27 39 51 63 76 89192 115157139152 165178 d “
m/z--> 20 40 60 85 100 120 140 160 180 260 220
Abundance
206
12.20 12.40 12.60 12.80
5000 191 m/z 189.00 26.52%
g9 101
27 39 51 63 /6 115127139 152 165178
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66247: 9,10-Dimethylanthracene B i B e
206 12.20 12.40 12.60 12.80
191 m/z 190.00 17.28%
5000
14 27 39 51 63 ?\‘ J\ M 1151%7139152¥651 h\‘HM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103384.D

Aca On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample : J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.50 ng 450106 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
3 1-Tricosene 322 C23H46 018835-32-0 94
4 Cvclohexadecane 224 C16H32 000295-65-8 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 2003 (13.868 min): BF103384.D (-2001) (-) m/z 226.00 100.00%
26
57
5000
139 271 13.60 13.80 14.00 14.20
...,...?,... . 162 184201 243 206 328 77 57.00 65" 770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55
5000 SR AR SUNRIUE SR SR
29 13.60 13.80 14.00 14.20
m/z 43.00 59.34Y%
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 97
'13.60 13.80 14.00 14.20
5000 m/z 55.00 56.97%
125
29 322
79 153 182 210 238 266 294
m@mrmm@‘mwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163016: 1-Tricosene R EEEEE RS
57 g3 13.60 13.80 14.00 14.20
m/z 83.05 50.49Y%
5000
29
1l 169 196 224 252 204 322
m/z--> %45&8mmnmmmmmmmmmmmmmmmo ﬁmﬁmmbm%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030218\
Data File : BF103384.D

Acq On : 2 Mar 2018 23:41

Operator : SJ/JU

Sample - J1724-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
Butane, 2-methoxy... 2.13 6.5 ng 306035 1 6.87 938498 20.0
2-Pentanone, 4-hy... 5.12 3.6 ng 169088 1 6.87 938498 20.0
unknown6 .65 6.65 74.0 ng 3474980 1 6.87 938498 20.0
Hexadecane 9.83 2.9 ng 144071 3 9.92 987486 20.0
Tetradecane 10.80 5.2 ng 200694 4 11.41 777934 20.0
5H-Indeno[1,2-b]p... 11.65 2.1 ng 82022 4 11.41 777934 20.0
n-Hexadecanoic acid 11.92 5.0 ng 194264 4 11.41 777934 20.0
Anthracene, 1-met... 11.94 2.4 ng 092571 4 11.41 777934 20.0
4H-Cyclopenta[def... 12.03 3.7 ng 143842 4 11.41 777934 20.0
Phenanthrene, 1,7... 12.46 3.1 ng 121638 4 11.41 777934 20.0
1-Docosene 13.87 8.5 ng 450106 5 14.07 1058800 20.0
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