LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 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-BF072517.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.634 464 467 483 rBV 180174 304463 10.44% 1.135%
2 5.093 540 545 564 rBY 2510666 2915801 100.00% 10.867%
3 6.151 720 725 739 rBVY 2352658 2668751 91.53% 9.946%
4 6.263 739 744 747 rBVY 2588406 2549898 87 .45% 9.503%
5 6.487 778 782 785 rBV 869055 712815 24.45% 2.657%
6 6.516 785 787 794 rVB 39990 55098 1.89% 0.205%
7 6.645 804 809 814 rBVY 1861672 1866215 64.00% 6.955%
8 6.687 814 816 833 rVB 46384 80603 2.76% 0.300%
9 7.057 874 879 882 rBVY 1940065 1802719 61.83% 6.719%
10 7.192 898 902 910 rVB 39623 39673 1.36% 0.148%

11 7.769 996 1000 1008 rBV 1137270 962465 33.01% 3.587%
12 8.845 1179 1183 1186 rBV 2255897 2158799 74.04% 8.046%
13 8.869 1186 1187 1194 rVB 39168 35332 1.21% 0.132%
14 9.245 1248 1251 1257 rBV 455442 337312 11.57% 1.257%
15 9.516 1293 1297 1300 rVvVv 948102 871047 29.87% 3.246%

16 9.545 1300 1302 1308 rVB 38470 31289 1.07% 0.117%
17 9.751 1334 1337 1342 rVB3 33835 40422 1.39% 0.151%
18 9.939 1362 1369 1372 rBv4 19233 29748 1.02% 0.111%
19 9.969 1372 1374 1377 rVB 42298 30357 1.04% 0.113%
20 10.057 1386 1389 1395 rVB 36920 36934 1.27% 0.138%
21 10.298 1427 1430 1436 rBV 1116016 1074774 36.86% 4._.006%
22 10.439 1450 1454 1460 rBV 56764 64904 2.23% 0.242%
23 10.886 1527 1530 1533 rBV 59959 48706 1.67% 0.182%

24 10.986 1543 1547 1549 rBV 723886 627263 21.51% 2.338%
25 11.010 1549 1551 1555 rVvVv 393632 311624 10.69% 1.161%

26 11.063 1555 1560 1564 rVB 89274 91793 3.15% 0.342%
27 11.239 1586 1590 1597 rVB2 170796 185632 6.37% 0.692%
28 11.492 1630 1633 1635 rBvV 40779 37552 1.29% 0.140%
29 11.516 1635 1637 1639 rVV 59894 48788 1.67% 0.182%
30 11.545 1639 1642 1644 rVV 127044 114613 3.93% 0.427%
31 11.563 1644 1645 1648 rVV 44575 37590 1.29% 0.140%
32 11.598 1648 1651 1653 rVV 76878 74852 2.57% 0.279%
33 11.786 1679 1683 1686 rBV 28795 30757 1.05% 0.115%

34 12.051 1722 1728 1735 rBV 375162 424293 14.55% 1.581%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.192 1749 1752 1756 rBV 434890 373333 12.80% 1.391%

36 12.327 1771 1775 1782 rBV3 71250 108993 3.74% 0.406%
37 12.416 1785 1790 1794 rBV 376076 382373 13.11% 1.425%
38 12.569 1813 1816 1820 rVB 1384662 1324596 45.43% 4_937%

39 12.645 1824 1829 1832 rBV3 23317 35010 1.20% 0.130%
40 12.751 1840 1847 1850 rVB2 55864 94404 3.24% 0.352%
41 12.816 1850 1858 1861 rBV4 46341 77783 2.67% 0.290%
42 12.851 1861 1864 1866 rVV 38763 30724 1.05% 0.115%
43 13.033 1891 1895 1898 rBV2 41894 51323 1.76% 0.191%
44 13.133 1908 1912 1916 rBV7 24310 50248 1.72% 0.187%
45 13.257 1931 1933 1941 rVB 35927 42253 1.45% 0.157%
46 13.363 1948 1951 1953 rBV 33580 33925 1.16% 0.126%
47 13.410 1957 1959 1962 rVV 47273 51666 1.77% 0.193%

48 13.480 1966 1971 1977 rVvv4 134991 271882 9.32% 1.013%
49 13.551 1980 1983 1988 rVvVv 140819 183003 6.28% 0.682%
50 13.610 1988 1993 1996 rVV2 723462 874853 30.00% 3.260%

51 13.633 1996 1997 2003 rVV 143438 132841 4._.56% 0.495%

52 13.716 2007 2011 2016 rVVv2 30940 46806 1.61% 0.174%
53 14.045 2063 2067 2069 rBV2 69282 69868 2.40% 0.260%
54 14.092 2071 2075 2077 rBV3 64132 92559 3.17% 0.345%
55 14.116 2077 2079 2082 rVB3 30567 36986 1.27% 0.138%
56 14.192 2089 2092 2099 rVB2 184265 214805 7.37% 0.801%
57 14.380 2121 2124 2126 rBV3 40425 48916 1.68% 0.182%
58 14.463 2136 2138 2142 rBV3 40467 51517 1.77% 0.192%
59 14.527 2146 2149 2152 rVB2 89403 91287 3.13% 0.340%

60 14.604 2158 2162 2165 rBV 172656 254044 8.71% 0.947%

61 14.710 2175 2180 2186 rVB2 170203 273540 9.38% 1.019%
62 14.857 2202 2205 2211 rVB 92178 103636 3.55% 0.386%
63 14.910 2211 2214 2219 rBV 100161 113616 3.90% 0.423%
64 14.963 2219 2223 2228 rBV 463054 526499 18.06% 1.962%
65 15.368 2289 2292 2296 rVB 74788 85931 2.95% 0.320%

Sum of corrected areas: 26832102
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097167.D
2500000 509 6.1%2°

2000000 o5 106
1500000
1000000 6.49

500000

T LG O

0P e e e D L e

T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097167.D
2500000

8.85

2000000

1500000 12.57

77 10.30
1000000

500000 12.08:1912 42

o 9.55 9.75 XHAN06 . LA
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: BF097167.D

2500000

10.44
JAN

2000000

1500000

1000000

500000

e

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:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.63 8.54 ng 304463 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
4 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 466 (4.628 min): BF097167.D (-464) (-) m/z 43.00 100.00%
43.0
5000 59.0
| w1 0N B aho 4o 4B sho
e el L "m/z 59.00 51.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R IR L LA AR
59.0 420 440 460 480 500
0,
150 a0 1010 m/z 58.00 15.24%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 480 500
5000 m/z 101.10 12.84%
410 101.0
15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester e
43.0 420 4.40 4.60 4.80 5.00
m/z 40.95 9.23%
5000 57.0
29.0
101.0
"'I”"I”"I”"I”"I”"I”"I”?%?”"I”"I”"P
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.26 Concentration Rank 1

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

6.26 71.54 ng 2549900 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 743 (6.257 min): BF097167.D (-739) (-) m/z 132.00 100.00%
132.0
5000
400 540 97-1160 600 620 6.40 6.60
....,...:!'!...,.... .:..,....,....,....,.?..,....,....,'...,.. m/z 68.10 43.30%
m/z--> 30 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U A LR I
6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.94%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
600 620 6.40 6.60
5000 67.0 m/z 66.00 28.84%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L R Ama ma
132.0 6.00 6.20 6.40 6.60
m/z 69.05 17.17%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8IO 9 100 110 12'0 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.69 Concentration Rank 16

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

6.69 2.26 ng 80603 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazinium. 2-cvano-1.1.l1-trime... 99 C4H9N3 035468-56-5 45
2 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 38
3 Hexvlene alvcol 118 C6H1402 000107-41-5 36
4 Tri(1.2-propvlenealvcol). monome... 206 C10H2204 1000262-26-6 28
5 Pentanamide, 5-hydroxy- 117 C5H11NO2 029686-12-2 9

Abundance Scan 817 (6.692 min): BF097167.D (-814) (-) m/z 59.00 100.00%
54.0
5000
41.0
99.1
|||| 709 | 6.40 6.60 6.80 7.00
R A R R A NS R RS A AR BAL LA AR AR B m/z 41.00 34.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3474 Hydrazinium, 2-cyano-1,1,1-trimethyl-, hydroxde, i...
59.0
5000 6.40 6.60 6.80 7.00
18.0 42.0 9.0 m/z 99.10 24.14%
"I'J”'I"ﬁ?.?"l'th'I'u'"i"'Z%;Q"?A.RI""I""I""I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
6.40 6.60 6.80 7.00
5000 310 m/z 45.05 23.50%
45.0 103.0
15.0 75.0 87.0 116.0 134.0146.0
wmmwmwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8815: Hexylene glycol
43.0 59.0 6.40 6.60 6.80 7.00
m/z 41.95 22.09%
5000
31.0
15.0 85.0
Ll e 103.0
m/z--> 15 25 §0 Jo 55 eb fo éo gb 160 110 150 1§o 150 1%0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.07 ng 64904 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 72
3 Octadecane 254 C18H38 000593-45-3 64
4 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
Abundance Scan 1454 (10.439 min): BF097167.D (-1450) (-) m/z 57.05 100.00%
5%.0
5000
113.2 1401 10.20 10.40 10.60 10.80
N 169.0 m/z 43.05 64.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83024: Hexadecane
57.0
5000 LR B B BN B
85.0 mmmmmmmm
29.0 m/z 71.10 46.68%
\‘ \M |, 1180 140 1690 2260
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 250 2éo
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 41.05 29.19%
29.0
85.0
113.0 155.0 197.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane b EREaE R
57.0 10.20 10.40 10.60 10.80
m/z 85.05 26.18%
5000 85.0
29.0
N 1600 1070 2250 2540
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.24 5.92 ng 185632 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 Cvclododecane 168 Cl1l2H24 000294-62-2 96
3 1-Pentadecene 210 C15H30 013360-61-7 93
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 1590 (11.239 min): BF097167.D (-1586) (-) m/z 55.00 100.00%
54.0
83.1
5000
39 1402  166.1 11.00 11.20 11.40 11.60
2191 m/z 43.05 92.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58279: Cyclotetradecane
55.0
83.0
%0001 290 11,00 11.20 11,40 11.60
111.0 m/z 57.05 77 .08%
Lm0 ssso s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
83.0 11,00 11.20 11,40 11.60
5000 28.0 m/z 41.05 71.70%
111.0
140.0 168.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #69582: 1-Pentadecene S R e ma e B
43.0 83.0 11.00 11.20 11.40 11.60
' m/z 83.10 67 .80%
5000
111.0
2710 67
A ‘\“ “\ | 1900 16601820 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.55 3.65 ng 114613 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 78
Abundance Scan 1643 (11.551 min): BF097167.D (-1639) (-) m/z 43.10 100.00%

431 730
5000
129.1
97.1 LR RS RN SRR
149.0 1711 2131 11.20 11.40 11.60 11.80

m/z 60.00 88.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

60.0

SN
ay
o

5000 129.0

83.0
157.0 1850 213.0

Ll n\um F?“ - L 11

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

11.20 11.40 11.60 11.80
60 || M/z 73.00 81.74%

%

Abundance
430 | 130
11.20 11.40 11.60 11.80
5000 m/z 55.00 79.81%
o0 129.0 1710 214.0
) 152.0 195.0
e B ma e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid AR e
43.0 73.0 11.20 11.40 11.60 11.80
m/z 57.10 79.56%
5000
129.0 242.0
‘ 970 ‘
P VIR -1 . <Y N B OO | U VO VO OO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.60 2.39 ng 74852 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 46
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 37
4 Methvl diselenide 190 C2H6Se2 007101-31-7 35
5 Carbonic acid, 2-formyl-4,6-dich... 276 C11H10Cl1204 1000331-39-3 23

Abundance Scan 1651 (11.598 min): BF097167.D (-1648) (-) m/z 190.10 100.00%
190.1
5000
94.7
63.0 | 165.1 11.20 11.40 11.60 11.80 12.00
e [, 1200 1890 m/z 189.10  90.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.20 11.40 11.60 11.80 12.00
: m/z 192.10 44 .14%
390 630780 || 1100 1370 1630 ||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
190.0
11.20 11.40 11.60 11.80 12.00
5000 m/z 191.05 39.18%
95.0 134.0 162.0
400 570 750 114.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189.0 11.20 11.40 11.60 11.80 12.00
m/z 94.70 27 .30%
5000
420 122.0
270 | , 660 90 148.0 Ll
mz-> 20 40 60 80 100 120 140 160 180 | | 11.20 11.40 11.60 11.80 12.00

8270-BF072517 .M Mon Jul 31 17:03:37 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 9 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.05 13.53 ng 424293 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 n-Heptadecanol- 256 C17H360 001454-85-9 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 91

Abundance Scan 1728 (12.051 min): BF097167.D (-1722) (-) m/z 55.00 100.00%
58.0
83.1
o k«JwVNkand.*
" 11:80 12.00 12.20 12.40
139.1 206.1 . . . .
180.2 m/z 43.05 93.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
5000 LA B L L L L LB
11,80 12.00 12.20 12.40
m/z 57.10 86 .46%
290 139.0
5 ~ 167.0 196.0  238.0 266.0 294.0
PP
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
R T S
11.80 12.00 12.20 12.40
5000 111.0 m/z 83.10 69.81%
29.0
139.0 1680  210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 k
Abundance #127769: 5-Eicosene, (E)-
58.0 11.80 12.00 12.20 12.40
m/z 41.05 66 .98%
83.0
5000
29.0 111.0 K“W\M’AJL“,LAN“
J I 139.0 167.0 196.0 223.0 252.0 280.0
PP T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1180 12.00 12,20 12.40

8270-BF072517 .M Mon Jul 31 17:03:38 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Tetradecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.33 2.49 ng 108993 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 52
2 Dodecanoic acid 200 C12H2402 000143-07-7 47
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 D-glycero-D-gulo-Heptonic acid, ... 208 C7H1207 003063-04-5 38
Abundance Scan 1775 (12.327 min): BF097167.D (-1771) (-) m/z 43.10 100.00%
43.1
73.0
5000
129.1
99.1 1631 B 5y 12413 12.00 12.20 12,40 12.60 |
e m/z 57.10 80.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 129.0 RN AR SRR R
185.0 nmnmnmnm
97.0 228.0 m/z 55.00 72.63%
.:I'.S.'?.‘.‘..‘i‘a‘..”w.“ 1Ll HU‘ MH .“:‘:,..‘..,..1.5.7,(.).‘..,....2.09.9,....,..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60.0
410 12.00 12.20 12.40 12.60
5000 1290 m/z 73.00 63.90%
85.0 " 1570
200.0
5.0 LUl BEI9D L L pero
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39470: n-Decanoic acid
60.0 12.00 12.20 12.40 12.60
m/z 60.00 60.98%
41.0
5000 1290
172.0
R RARRNREEE ”m QP ..‘.1.5.3.0..l. AR R
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60

8270-BF072517 .M Mon Jul 31 17:03:38 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 11H-Benzo[a]fluorene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.75 2.16 ng 94404 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 95
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 93
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 91
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 1847 (12.751 min): BF097167.D (-1840) (-) m/z 216.10 100.00%
216.1
5000
107.7
189.1 12.40 12.60 12.80 13.00
44.0 530 510 1318 1681 m/z 215.05  76.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74423: 11H-Benzo[a]fluorene
216.0
5000
12.40 12.60 12.80 13.00
108.0 m/z 213.10 20.44%
43.0 63.0 81.0 \ 163.0 189.0 M
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
216.0
12.40 12.60 12.80 13.00
5000 m/z 217.10 17.59%
39.0 63.0 810 107.0 1%01%0 m%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216.0 12.40 12.60 12.80 13.00
m/z 107.70 16.43%
5000
95.0 189.0
14.0 39.0 63.0 ‘\‘1nmw01mo |
m/z--> 20 40 60 8 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00

8270-BF072517 .M Mon Jul 31 17:03:39 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.48 6.22 ng 271882 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 92
4 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 81
5 1,2-Octadecanediol 286 C18H3802 020294-76-2 81
Abundance Scan 1971 (13.480 min): BF097167.D (-1966) (-) m/z 55.00 100.00%
59.0
97.1
5000
00 1900 201 152 "13%0 1340 13,60 1380
i g e m/z 43.05 96.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 SRR SUNILE UGN B
13.20 13.40 13.60 13.80
0
‘ kzao m/z 57.10 86.41%
I O S~
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 LSRR SN BN BN
13.20 13.40 13.60 13.80
5000 m/z 83.10 63.22%
169.0
26,0 138.0 2100 550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L IMLLELE e e
57.0 13.20 13.40 13.60 13.80
97.0 m/z 41.05 58.35%
5000
26l0] | || ‘ | |[189:0 17702100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80

8270-BF072517 .M Mon Jul 31 17:03:39 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknownl3.55 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.55 4.18 ng 183003 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Dodecvilcvclobutanone 238 C16H300 035493-46-0 30
2 Palmitovl chloride 274 C16H31CIO0 000112-67-4 27
3 1-Propanone. 1-(4-methviphenvl)-... 231 C15H21NO 013552-46-0 22
4 1-Undecene. 8-methvl- 168 C12H24 074630-40-3 14
5 2-Undecene, 8-methyl-, (2)- 168 C12H24 074630-44-7 14

Abundance Scan 1983 (13.551 min): BF097167.D (-1980) (-) m/z 43.05 100.00%

.0
98.0

5000

13.20 13.40 13.60 13.80
m/z 57.05  87.44%

154.1175.1

215.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #92523: 2-Dodecylcyclobutanone
98.0
5000 LIS [LINLIL L LI L L L L L BRI I
55.0 13.20 13.40 13.60 13.80
m/z 55.00 73.86%
7. 125.0 166.0 210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
98.0
R e A EEERE
55.0 13.20 13.40 13.60 13.80
5000 m/z 98.05 69.38%
239.0
29.0 125.0
78.0 154.0 182.0 5090
mﬁﬁﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86870: 1-Propanone, 1-(4-methylphenyl)-3-(1-piperidyl)- B T e e
98.0 13.20 13.40 13.60 13.80

m/z 41.00 48 .55%

5000 119.0
41.0 65.0 ‘ 146.0
231.0
- . H\ o L ‘ 202.0 \

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

8270-BF072517 .M Mon Jul 31 17:03:40 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknownl14.09 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.09 2.12 ng 92559 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetonitrile. .alpha.-cvc... 185 C13H15N 1000337-73-4 38
2 2.4-Disilapentane. 2.4-dimethvl- 132 C5H16Si2 018163-84-3 37
3 Glvevl-L-trvptophvlalvcine 318 C15H18N404 023067-32-5 37
4 1H-Indene. l1l-hexadecvl-2.3-dihvdro- 342 C25H42 055334-29-7 35
5 1,4,5,6-Tetrahydro-6-[phenylmeth... 208 C9H12N4S 018801-57-5 27
Abundance Scan 2075 (14.092 min): BF097167.D (-2071) (-) m/z 117.10 100.00%
117.1
5000
43.1 240.1
75.0 DA BN U B
159.1 190.0 341.3 13.80 14.00 14.20 14.40
..il‘:..|!l,-.'!|.~l.,l!-.l.l.",'u..: L. 2811 m/z 43.10 32.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #49573: Benzeneacetonitrile, .alpha.-cyclopentyl-
117.0
5000 L TSR B UL UL
185.0 Bmmmmmmm
41.0 m/z 240.10 29.63%
69\ 0 ] il 156.0 |
IR 000 R A P O N A Mg M A MM
Abundance
117.0
| 13.80 14.00 14.20 1440
5000 73.0 m/z 131.05 27.62%

43.0

LN R L I B L L B R R L R N R R R RN RE RN R Ra ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #159329: Glycyl-L-tryptophylglycine T L

11v.0 13.80 14.00 14.20 14.40

m/z 130.00 20.88%
5000
90.0
44.0
158.0 216.0 273.0 318.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40

8270-BF072517 .M Mon Jul 31 17:03:42 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl14.19 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.19 4.91 ng 214805 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.15-Pentadecanedioic acid 272 C15H2804 001460-18-0 35
2 Tetradecanedioic acid 258 C14H2604 000821-38-5 35
3 Cvclobutanone. 2-tetradecvl- 266 C18H340 035493-47-1 22
4 Cvclononanone 140 C9H160 003350-30-9 22
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 15

Abundance Scan 2092 (14.192 min): BF097167.D (-2089) (-) m/z 43.05 100.00%

43

98.1

74.0
5000

13.80 14.00 14.20 14.40 14.60
m/z 57.00 99.50%

160.2 185.2 217.1 97.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #120783: 1,15-Pentadecanedioic acid
98.0

55.0 13.80 14.00 14.20 14.40 14.60
m/z 98.10 71.08%

5000

195.0 236.0

126.0 15209 273.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
98.0
T T T T
13.80 14.00 14.20 14.40 14.60
5000 m/z 55.05 63.14%
55.0
18.0

126.0 150 g 181.0 222.0

W‘memmmTwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115880: Cyclobutanone, 2-tetradecyl- B B E e
98.0 13.80 14.00 14.20 14.40 14.60

m/z 41.00 55.46%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 80 14. OO 14 20 14. 40 14. 60

1240 1559 1940 238.0 266.0

8270-BF072517 .M Mon Jul 31 17:03:43 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 (Z)-14-Tricosenyl formate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.53 3.47 ng 91287 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 91
2 1.19-Eicosadiene 278 C20H38 014811-95-1 83
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 83
4 11-Tetradecvn-1-ol acetate 252 C16H2802 033925-72-3 78
5 9-Tetradecenal, (2)- 210 C14H260 053939-27-8 70
Abundance Scan 2149 (14.527 min): BF097167.D (-2146) (-) m/z 57.10 100.00%
57.1
5000
1 1951 2451 2830 14.20 14.40 14.60 14.80
Lot m/z 43.10 71.73%
m/z--> 50 100 150 200 250 300 350
Abundance #194460: (2)-14-Tricoseny! formate
55.0 82.0
5000 R SR SR UL UL
100 1420 14.40 14.60 14.80
1380 m/z 82.10 64 .28%
| m“ ymmmnmgmnm 8200550
m/z--> 50 200 250 300 350
Abundance
55.0
1420 14.40 14.60 14.80
5000 82.0 m/z 55.00 58.41%
109.0
270 138.0  180.0208.0 250.0278.0
m/z--> 50 100 150 200 250 300 350
Abundance #109264: 1,16-Hexadecanediol R a R mamEE L
58.0 82.0 14.20 14.40 14.60 14.80
m/z 41.05 47 .92%
5000
09.0
2# | | mpwmmmmnm
m/z--> 50 100 150 200 250 300 350 1420 14.40 14.60 14.80

8270-BF072517 .M Mon Jul 31 17:03:43 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Heptadecyl trifluoroacetate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
1471 10.39 ng 273540  Perylene-di2 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Heneicosanol 312 C21H440 015594-90-8 95

2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 2180 (14.710 min): BF097167.D (-2175) (-) m/z 57.10 100.00%
57.
5000 V\JJL/\AM/\M\/
139.1167 2 2501 14.40 14.60 14.80 15.00
19512201, 2831 3271 m/z 43.10 89.31%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 111.0 R B SR S S
mmmmmmmm
29.0 m/z 55.00 86.66%
: 139.0
Il \‘ H M‘ m 1\ 167.01960 236026602940
m/z--> éo 200 2%0 300 350
Abundance
57.0
91.0 14.40 14.60 14.80 15.00
5000 m/z 83.05 77.12%
29.0 125.0
154.0182.0210.0238.0 283.0 334.0
m/z--> éo 160 150 200 2%0 360 350
Abundance #194196: Octadecyl trifluoroacetate A REEREEaSS
57.0 14.40 14.60 14.80 15.00
97.0 m/z 97.10 72.07%
5000
9.0 125.0
Ll 11 ‘ | A 15401820 22402520 297.0 3430
m/z--> éo 100 150 200 250 360 350 1440 1460 1480 1500 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Perylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.86 3.94 ng 103636 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 93
2 Benzolelpvrene 252 C20H12 000192-97-2 91
3 Benzolklfluoranthene 252 C20H12 000207-08-9 90
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90

Abundance Scan 2206 (14.863 min): BF097167.D (-2202) (-) m/z 252.10 100.00%

259.1

5000

125.1

14.60 14.80 15.00 15.20

195.1 225.9
m/z 250.10 28.63%

158.1 285.0 326.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104215: Perylene

5000
14.60 14.80 15.00 15.20

m/z 253.10 20.58%

150.0174.0198.0 224.0

50.0 74.0 99.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252.0
14.60 14.80 15.00 15.20
5000 m/z 125.10 14.52%

125.0
50.0 74.0 99.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #104224: Benzo[K]fluoranthene B BRE R B e
252.0 14.60 14.80 15.00 15.20
m/z 125.90 13.86%
5000
126.0
74.0 99.0, | 20002240 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097167.D

Aca On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Eicosane, 10-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.37 3.26 ng 85931 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 72
2 Eicosane 282 C20H42 000112-95-8 72
3 Dodecane 170 C12H26 000112-40-3 62
4 Tetracosane 338 C24H50 000646-31-1 59
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 2292 (15.368 min): BF097167.D (-2289) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 185.1 2251 263.1 15.00 15.20 15.40 15.60
— | i W .| A B0 hs7z 43.05  63.40%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 85.0 A AR LR UM B
15.00 15.20 15.40 15.60
m/z 71.10 61.67%
! “ L ‘\11?'0“ 15? 0“183 0211.0239.0 281.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
85.0 15.00 15.20 15.40 15.60
5000 m/z 85.10 48.03%
113.0
29.0 141.0169.0197.0 225.0 253.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #38316: Dodecane L BT o e
43.0 15.00 15.20 15.40 15.60
m/z 41.00 24 .15%
71.0
5000

|, ‘980 1270 1700
| I u |

T | T
m/z--> 50 100 150 200 250 300 350 15. OO 15. 20 15. 40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
Data File : BF097167.D

Acq On 28 Jul 2017 21:26

Operator : SJ/JU

Sample : 14472-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.63 8.5 ng 304463 1 6.49 712815 20.0
unknown6 .26 6.26 71.5 ng 2549900 1 6.49 712815 20.0
unknown6 .69 6.69 2.3 ng 80603 1 6.49 712815 20.0
Hexadecane 10.44 2.1 ng 64904 4 10.99 627263 20.0
Cyclotetradecane 11.24 5.9 ng 185632 4 10.99 627263 20.0
n-Hexadecanoic acid 11.55 3.6 ng 114613 4 10.99 627263 20.0
4H-Cyclopenta[def... 11.60 2.4 ng 74852 4 10.99 627263 20.0
1-Heneicosanol 12.05 13.5 ng 424293 4 10.99 627263 20.0
Tetradecanoic acid 12.33 2.5 ng 108993 5 13.61 874853 20.0
11H-Benzo[a]fluorene 12.75 2.2 ng 94404 5 13.61 874853 20.0
Trichloroacetic a... 13.48 6.2 ng 271882 5 13.61 874853 20.0
unknownl13.55 13.55 4.2 ng 183003 5 13.61 874853 20.0
unknownl14 .09 14.09 2.1 ng 92559 5 13.61 874853 20.0
unknownl14 .19 14.19 4.9 ng 214805 5 13.61 874853 20.0
(2)-14-Tricosenyl ... 14.53 3.5 ng 91287 6 14.96 526499 20.0
Heptadecyl triflu... 14.71 10.4 ng 273540 6 14.96 526499 20.0
Perylene 14.86 3.9 ng 103636 6 14.96 526499 20.0
Eicosane, 10-methyl- 15.37 3.3 ng 85931 6 14.96 526499 20.0
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