LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 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-BF071317.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 4.716 461 464 481 rVB 159799 235748 9.96% 1.168%
2 5.163 536 540 553 rBVY 2314833 2367112 100.00% 11.724%
3 6.216 714 719 730 rBVY 2201768 2360639 99.73% 11.692%
4 6.328 734 738 741 rBVY 2466074 2232441 94.31% 11.057%
5 6.557 773 777 787 rBB 750649 661740 27 .96% 3.278%
6 6.710 799 803 807 rBY 1831799 1653847 69.87% 8.191%
7 7.122 868 873 876 rBY 1515316 1392288 58.82% 6.896%
8 7.834 990 994 998 rBV 877614 845953 35.74% 4._.190%
9 8.916 1173 1178 1181 rBvV 2217648 1981939 83.73% 9.816%
10 9.310 1242 1245 1248 rBV 164194 125084 5.28% 0.620%
11 9.581 1287 1291 1295 rBV 768273 747545 31.58% 3.703%
12 10.033 1365 1368 1371 rVB 51851 40687 1.72% 0.202%
13 10.257 1399 1406 1408 rBvV2 16888 25847 1.09% 0.128%
14 10.369 1421 1425 1434 rBVY 1087206 966757 40.84% 4.788%
15 10.504 1444 1448 1457 rBvV 57645 67032 2.83% 0.332%
16 10.951 1520 1524 1527 rBvV 27933 25079 1.06% 0.124%
17 11.057 1538 1542 1545 rBvV 682433 601443 25.41% 2.979%
18 11.080 1545 1546 1549 rVB 60546 37080 1.57% 0.184%

19 12.263 1743 1747 1751 rBV 121529 109376 4.62% 0.542%
20 12.486 1780 1785 1789 rBV 127181 125049 5.28% 0.619%

21 12.645 1807 1812 1815 rVB 1368394 1316024 55.60% 6.518%

22 12.886 1847 1853 1856 rBV5 23831 35090 1.48% 0.174%
23 13.227 1905 1911 1916 rBV9 23099 56740 2.40% 0.281%
24 13.298 1919 1923 1926 rBV6 18045 29685 1.25% 0.147%

25 13.551 1961 1966 1972 rBV2 124511 162129 6.85% 0.803%

26 13.686 1984 1989 1991 rBV 699179 716196 30.26% 3.547%

27 13.710 1991 1993 1999 rVB 73819 62968 2.66% 0.312%
28 14.186 2072 2074 2078 rBV3 43716 43052 1.82% 0.213%
29 14.269 2085 2088 2090 rBv4 25650 35805 1.51% 0.177%
30 14.445 2115 2118 2121 rBV 87831 92876 3.92% 0.460%

31 14.680 2154 2158 2165 rBV 71780 143492 6.06% 0.711%
32 14.768 2171 2173 2184 rVB4 57236 119483 5.05% 0.592%
33 14.939 2199 2202 2205 rVB 68803 79881 3.37% 0.396%
34 14.992 2208 2211 2215 rBV 55294 68905 2.91% 0.341%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.051 2216 2221 2225 rBV 460604 520676 22.00% 2.579%

36 15.510 2295 2299 2304 rBV6 69841 104499 4.41% 0.518%

Sum of corrected areas: 20190187
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

2000000

1500000

1000000

500000

TIC: BF096961.D
5.16 6|33
6.22

4.72

6.71

6.56

7.12

] S———.

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance

2000000

1500000

TIC: BF096961.D

10.37

12.65

12.89

Time--> 8.00 8.50 9.00 9.50 10.00

1000000] g5
9.58 11.06
500000
9.31 12.2612.49
oL \ 10,031,264 10,50 10.8.08 )
| |

10.50 11.00 11.50 12.00

12.50

13.00 13.50

Abundance

2000000

1500000

1000000

8.69

500000

TIC: BF096961.D

Time--> 14.00 14.50 15.00 15.50 16.00

o [

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\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 3

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

4.72 7.13 ng 235748 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 9
3 3-0Octanol 130 C8H180 000589-98-0 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 465 (4.722 min): BF096961.D (-461) (-) m/z 43.00 100.00%
43.0
59.0
5000
ol e o Wi 450 480 5bo |
R AR R R SRR KRN RRARS RARRA RARLA RSN SRS AL RALAS RARAINARRE m/z 59.00 55.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I UL IR
59.0 440 460 480 500
0
150 4, 1010 m/z 101.10 15.08%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 4.80 500
5000 41.0 m/z 58.00 13.63%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: 3-Octanol LA L L L N L BN |
54.0 4.40 4.60 4.80 5.00
m/z 41.10 8.49%
5000 41.0 83.0
29.f 101.0
"'I'"'I"JL""“lh"I"Ni'"?%;9"I'*'W""It"%}?;g'l'”'l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.33 Concentration Rank 1

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

6.33 67.47 ng 2232440 1,4-Dichlorobenzene-d4 6.56
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 738 (6.328 min): BF096961.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.1
ISR A S
40.0 540 | 9.1 J 6.00 6.20 6.40 6.60
S T ,~:-.|.'.8,1-9. TR m/z 68.10 40.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SN R LA
6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.66%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 6.40 6.60
5000 67.0 m/z 66.00 26.73%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB L i
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.98%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I EREE e AR
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.23 ng 67032 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 80
3 Undecane 156 C11H24 001120-21-4 72
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1447 (10.498 min): BF096961.D (-1444) (-) m/z 57.00 100.00%

57.0

5000

10.20 10.40 10.60 10.80

140.0 1690

32 m/z 43.05 98.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48832: Tridecane
57.0
5000 LN L L L L L L L L LB B
29.0 85.0 10 20 10. 40 10 60 10. 80
m/z 71.10 55.99%
..w..”,.”.,”..“..w..”,.”.......” R N RRm e
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.05 31.18%
85.0
29.0
113.0 141.0 169.0 197.0 226.0
L o o o o R R RSN EREE SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28421: Undecane
57.0 10.20 10.40 10.60 10.80
m/z 55.10 28.76%
5000
85.0
29.0
“ ‘ \‘ \‘ 1l 113 0 156 0
"'w"'w"'w"'w"'w"'""w"'"""'w"'w"" R N ELmEE
m/z--> 20 60 80 100 120 140 160 180 200 220 10 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number 5 1-Octadecanol

R.T. EstConc Area Relative to ISTD R.T.
13.55 4.53 ng 162129 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91

Abundance Scan 1966 (13.551 min): BF096961.D (-1961) (-) m/z 57.00 100.00%
57.0
97.0
5000
125.1 PN SUNISA BN B
154.3178.9 213.0 13.20 13.40 13.60 13.80
el m/z 55.00 90.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119523: 1-Octadecanol
55.0 oo
5000 111.0 NS SUNISA BN B
13.20 13.40 13.60 13.80
29.0 m/z 43.05 88.41%
I 139.0 1680 106.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
97.0 13.20 13.40 13.60 13.80
5000 m/z 97.05 59.42%
29.0
125.0
153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1 B EEEE RS
55.0 83.0 13.20 13.40 13.60 13.80
m/z 83.10 56.64%
5000 111.0
29.0
139.0 168.0  210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.45 3.57ng 92876  Perylene-di2 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 9-Octadecenamide. (2)- 281 CI8H3SNO 000301-02-0 83
2 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 72

3 7-Nonenamide
4 Hexadecanamide
5 Dodecanamide

155 C9H17NO
255 C16H33NO
199 C12H25N0

090949-53-4 68
000629-54-9 53
001120-16-7 50

Abundance Scan 2119 (14.451 min): BF096961.D (-2115) (-) m/z 59.00 100.00%
59.0
5000
95.1
126.0 154.1 197.1 231.0 259.1 287.2 14.20 14.40 14.60 14.80
m/z 55.00 55.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LA L L L L L LB
14.20 14.40 14.60 14.80
m/z 72.00 54 _.53%
29.0 3
T ?\ Ay m ‘\‘ ‘1540 184.0210.0 238.0 2810
”qnupn.” P T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
14.20 14.40 14.60 14.80
5000 m/z 43.05 28.96%
240.0
29.0 86.0 114.0 1420 170.0  212.0 2780 321.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #28131: 7-Nonenamide B B LS R
59.0 14.20 14.40 14.60 14.80
m/z 41.05 28.21%
5000
20 |1,1.380 1260 17
.”P”q””.”.””.”.””.”.””.“.””.”.”“.”q””.”q”. R R EREE RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl14.77 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.77 4_.59 ng 119483 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 43
2 Hexadecane. 8-hexvl-8-pentvl- 380 C27H56 055282-29-6 27
3 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 27
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 27
5 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 27
Abundance Scan 2173 (14.768 min): BF096961.D (-2171) (-) m/z 57.10 100.00%
57.1
5000
assq| | 14.40 1460 14.80 15.00
——— m/z 43.05 62.96%
m/z--> 50 100 150 200 250 300 350
Abundance #153231: 5-Ethyl-5-methylnonadecane
57.0
113.0 14.40 14.60 14.80 15.00

5000 85.0 L B o e e N B
s

m/z 71.10 55.39%
\‘ 155 0183.0211.0 253.0281.0

m/z--> 50 200 250 300 350

Abundance
57.0
L BT o e
14.40 14.60 14.80 15.00
5000 85.0 m/z 252.10 48 .59%
281.0 309.0
113.0 141.0169.0 197.0 225.0 253.0
— el e e
m/z--> 50 100 150 200 250 300 350
Abundance #172311: Sulfurous acid, decyl 2-ethylhexyl ester
57.0 14.40 14.60 14.80 15.00
m/z 85.10 37.80%
5000
29.0 85.0 1130
J | 1410
I T e e —
m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.94 3.07 ng 79881 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzolklfluoranthene 252 C20H12 000207-08-9 89
3 Pervlene 252 C20H12 000198-55-0 76
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 76
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 64
Abundance Scan 2202 (14.939 min): BF096961.D (-2199) (-) m/z 252.10 100.00%
1
5000
14.60 14.80 15.00 15.20
. 341.2
i 220 A2 Tn/z 250.10  31.94%
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene
252.0
5000
14.60 14.80 15.00 15.20
126.0 m/z 253.10 19.41%
41.0 68.0 99.0 ‘H ‘ 174.0 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.60 14.80 15.00 15.20
5000 m/z 125.00 18.79%
126.0
99.0 224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene LI LI L B LR
252.0 14.60 14.80 15.00 15.20
m/z 125.95 15.63%
5000
125.0
17.0 50.0 83.0 | | 174.0 224}.0
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF071317.M Mon Jul 24 15:47:03 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096961.D

Aca On 21 Jul 2017 23:15

Operator : SJ/JU

Sample = 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 9 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.51 4.01 ng 104499 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 90
2 Hexacosvl acetate 424 C28H5602 000822-32-2 90
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 81
4 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 81
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 81
Abundance Scan 2299 (15.510 min): BF096961.D (-2295) (-) m/z 57.10 100.00%
57.1
5000
168.1217.2264.1 323.2370.3 15.20 15.40 15.60 15.80
iy m/z 43.10 98.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #81247: Cyclohexadecane
55.0
5000 LR BUULIN UM UL L
11 0 15.20 15,40 15.60 15.80
‘ 7200 m/z 55.10 81.35%
III\ \\‘\‘\\\]TGI?IO ||“|| R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
15.20 15.40 15.60 15.80
5000 diio m/z 69.10 67.31%
167.0 236. 0281.0 364.0
mz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriacontyl pentafluoropropionate A e  EEERE T
57.0 15.20 15.40 15.60 15.80
m/z 83.10 61.43%
5000 1.0
l;1670 222.0 278.0 334.0 390.0 448.0493.0 594.0
m/z--> 55 100 150 200 250 300 350 400 450 500 550 600 15.20 15,40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072117\
Data File : BF096961.D

Acq On 21 Jul 2017 23:15

Operator : SJ/JU

Sample - 14290-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.72 7.1 ng 235748 1 6.56 661740 20.0
unknown6 .33 6.33 67.5 ng 2232440 1 6.56 661740 20.0
Tridecane 10.50 2.2 ng 67032 4 11.06 601443 20.0
1-Octadecanol 13.55 4.5 ng 162129 5 13.69 716196 20.0
9-Octadecenamide, ... 14.45 3.6 ng 92876 6 15.05 520676 20.0
unknownl14 .77 14.77 4.6 ng 119483 6 15.05 520676 20.0
Benzo[e]pyrene 14.94 3.1 ng 79881 6 15.05 520676 20.0
Cyclohexadecane 15.51 4.0 ng 104499 6 15.05 520676 20.0
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