LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099924.D

Aca On - 28 Oct 2017 18:26 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; 16141-01 SRLACOJL
ALS Vial : 16 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-BF102317.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 5.016 494 498 524 rBV 211259 382668 14.57% 1.714%
2 5.416 562 566 585 rBY 2104950 2310355 87.94% 10.346%
3 6.434 735 739 757 rBVY 1887285 2346176 89.30% 10.507%
4 6.563 757 761 764 rBY 2552474 2351025 89.49% 10.528%
5 6.787 795 799 809 rBV 684456 604192 23.00% 2.706%
6 6.939 821 825 842 rBVY 1974847 1868191 71.11% 8.366%
7 7.357 892 896 899 rBVY 1470236 1411494 53.73% 6.321%
8 8.069 1013 1017 1032 rBV 892780 832035 31.67% 3.726%
9 9.145 1194 1200 1203 rBV 2694462 2627203 100.00% 11.765%
10 9.539 1263 1267 1273 rVB 426768 336702 12.82% 1.508%
11 9.822 1311 1315 1319 rBVvV2 1025272 878757 33.45% 3.935%
12 10.239 1383 1386 1389 rVB 47985 36155 1.38% 0.162%
13 10.616 1446 1450 1458 rBVY 1255263 1191723 45.36% 5.337%
14 10.710 1463 1466 1471 rBV 61628 60241 2.29% 0.270%
15 11.316 1565 1569 1572 rBvV 760722 736764 28.04% 3.299%
16 11.827 1652 1656 1664 rBvV3 59441 90731 3.45% 0.406%
17 12.533 1772 1776 1779 rBV 69068 68040 2.59% 0.305%
18 12.610 1784 1789 1793 rBvV6 20013 30397 1.16% 0.136%
19 12.763 1809 1815 1821 rBvV 73458 90830 3.46% 0.407%

20 12.898 1834 1838 1841 rBV 1749632 1621339 61.71% 7.261%

21 13.774 1982 1987 1994 rBV3 129036 165576 6.30% 0.741%
22 13.963 2014 2019 2022 rBV 592281 577720 21.99% 2.587%

23 13.986 2022 2023 2030 rVB 38494 37261 1.42% 0.167%
24 14.410 2089 2095 2099 rBV6 47494 89178 3.39% 0.399%
25 14.468 2102 2105 2113 rVB3 57328 82354 3.13% 0.369%
26 14.692 2138 2143 2147 rBV7 18029 28866 1.10% 0.129%
27 15.021 2193 2199 2203 rBV3 65904 144226 5.49% 0.646%
28 15.157 2219 2222 2226 rBV 60210 62541 2.38% 0.280%
29 15.245 2233 2237 2244 rVB2 114250 131323 5.00% 0.588%
30 15.304 2244 2247 2250 rBV2 28911 35186 1.34% 0.158%
31 15.368 2255 2258 2260 rVvV 38751 49834 1.90% 0.223%
32 15.421 2263 2267 2278 rVB 489085 602482 22.93% 2.698%
33 15.804 2328 2332 2337 rVB2 51642 72618 2.76% 0.325%
34 15.857 2338 2341 2347 rVBS8 16359 27570 1.05% 0.123%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.292 2410 2415 2423 rVB9 29902 61312 2.33% 0.275%

36 16.733 2486 2490 2498 rVB 64378 119051 4_.53% 0.533%

37 16.856 2506 2511 2516 rBv4 18849 33362 1.27% 0.149%

38 17.039 2538 2542 2550 rVB4 13882 28106 1.07% 0.126%

39 17.356 2591 2596 2604 rBV4 20614 42252 1.61% 0.189%

40 17.898 2683 2688 2696 rVB8 19051 38382 1.46% 0.172%

41 19.386 2937 2941 2950 rVvB1O 11860 26314 1.00% 0.118%

Sum of corrected areas: 22330532

8270-BF102317.M Mon Oct 30 13:26:27 2017 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102817\

BF099924.D

28 Oct 2017 18:26

SJ/Ju

16141-01

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF099924.D

5.42

5.02

56

6.43 6.94

7.36

6.79

0
Time-->

5.00

5.50

6.00

6.50

Abundance

2500000

2000000

1500000

1000000

500000

8.07

TIC: BF099924.D

10.62

11.32

9.54

-

0.71 11.83

1()’\. 24

12.90

Or——
Time-->

10.00 10.50 11.00 11.50

9.50

9.00

12.00

T T
13.00 13.50

12.50

12;@?6]12/\' ! L.

Abundance

2500000

2000000

1500000

1000000

500000
13.77,

18.99

TIC: BF099924.D

13.96

15.42

144871460 1508 H¥807 13886 1629 1618.867.04 17.36

17.90 19.3€

Time-->

14.00

17.00 17.50

16.00 16.50

15.00 15.50

14.50

18.00 18.50 19.00

8270-BF102317.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

5.02 12.67 ng 382668 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 499 (5.022 min): BF099924.D (-494) (-) 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 4.60 4.80 5.00 5.20 5.40
o} AP | S A M m/z 59.10 61.14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.60 4.80 5.00 5.20 5.40

59.0 m/z 101.00 24.93%
101.0
210 ‘ 700 830 7
o} M| .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
T BRamr B
570 460 4.80 5.00 5.20 5.0
5000 m/z 58.00 16.70%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e B
59.0 460 480 500 520 540

m/z 41.00 9.07%

5000 41.0 [k
0 AL 173.0 126.0 1420

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 1

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

6.56 77.82 ng 2351030 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 760 (6.557 min): BF099924.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRR U SN
40.1 540 6.20 6.40 6.60 6.80
o....,...:,':...,.:..,..I.|,..7.53,0....,..!.,.1??.?....,...., | | m/z 68.10 36.22%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR U SN
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.40%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 21.91%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #14500: 1H-Indazole, 7—methy|— L L L LB L DL B
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.93%
5000
770 104.0
39.0
ol el 870l 150 SN | NN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.46 ng 90731 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1656 (11.827 min): BF099924.D (-1652) (-) m/z 73.00 100.00%
43.0 730
5000 129.0
213.2
rl - 1920 256.1 11.60 11.80 12.00 12.20
0 m/z 43.05 86.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LR LRI SULELLE BB U
11. 60 11. 80 12. 00 12 20
Ji 1570 1geo 2130 260 | M/Z 60.00  82.67%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
A
11!60 11fso 12!00 12!20
5000 129.0 m/z 57.05 63.87%
97.0 199.0
1570 242.0
0 }ﬁ?'”'I"”I'"W""P"'I”"I'”'I'}7n9"'"" [T T kWNAWMNmMﬂNN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid R AEEmEEES L
60.0 11.60 11.80 12.00 12.20
m/z 55.05 60.09%
5000
29.0
0 e
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:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.77 5.73 ng 165576 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 93
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 1986 (13.768 min): BF099924.D (-1982) (-) m/z 57.10 100.00%
57.1
97.0
5000
226.1 LN BRI U
1491 1914 2811 13.40 13.60 13.80 14.00
0 bl m/z 43.10 97 .37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LN BRI U
13.40 13.60 13.80 14.00
‘ m/z 83.10 95.98%
169.0 238.0
0 .“. ‘.“l“.H.‘ AL l“l.%l*lo,”. - e ‘. |2|8|3'|0| e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
o7.0 13.40 13.60 13.80 14.00
5000 m/z 69.00 76 .29%
o 1390 1950 2520 297.0 3480
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester L B o B o
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.05 73.27%
B Jw
oLl 11%0 1090 5100 2520 97,0 448.0
m/z--> 50 100 150 200 250 300 350 400 450 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentafluoropropionic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.41 3.09 ng 89178 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 93
2 l1-Hexadecanethiol 258 C16H34S 002917-26-2 91
3 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 76
4 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 76
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 70
Abundance Scan 2095 (14.410 min): BF099924.D (-2089) (-) m/z 57.05 100.00%
57.0)
5000
5.1 326.1
L 258-1 I‘ 14.00 14.20 14.40 14.60 14.80
oLl ,-.' 'h e m/z 83.05 98.03%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
5000 UL AR BRI SRR B
14.00 14.20 14.40 14.60 14.80
m/z 55.00 85.53%
OIIH ‘\\HH .‘22.‘40.|..37.0.'0|....|....|....|...|...
m/z--> 0 200 300 400 500 600 700 800
Abundance
55.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 97.05 72 .38%
125.0 224.0
e A L B B WL S R SN
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #243611: Bacteriochlorophyll-c-stearyl A EEE TS
83. 14.00 14.20 14.40 14.60 14.80
m/z 69.10 66 .13%
5000
J i 4.0224.0
ol bbb L 3270 4300 8540 8220 N —
m/z--> 0 100 200 300 400 500 600 700 800 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Naphthalene, 1-(2-naphthale... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.47 2.85 ng 82354 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-naphthalenvloxv)- 270 C20H140 000611-49-4 93
2 Naphthalene. 1.1"-oxvbis- 270 C20H140 000607-52-3 64
3 9-Benzvlidenexanthene 270 C20H140 027980-52-5 64
4 Benzofran-3-one. 2-I3.4-dihvdrox... 270 C15H1005 1000128-63-2 47
5 4-Azafluorenone, 3-methylphenyli... 270 C19H14N2 1000301-74-7 47
Abundance Scan 2105 (14.468 min): BF099924.D (-2102) (-) m/z 270.10 100.00%
27p.1

5000

119.6

14.20 14.40 14.60 14.80
m/z 269.10 61.83%

150.0 1870 2151

39.0 7.0 95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #119565: Naphthalene, 1-(2-naphthalenyloxy)-
270.0
i} A
5000 LA IL L L L L L L L B
2390 14.20 14.40 14.60 14.80
119.0 m/z 239.05 36.48%
39.0 63.0 %OMMH 1“0mm250‘mM\
AN LR RERs RAREs B e o e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
270.0
14.20 14.40 14.60 14.80
m/z 253.10 23.47%
5000 115.0
77.0 241.0
0 27.0 51.0 143.0165.0 1890 215.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119553: 9-Benzylidenexanthene
270.0 14.20 14.40 14.60 14.80
m/z 271.10 21.89%
5000
134.0 239.0
ol 300 630 1060 , | 181.0 2130 | \
R A RRsaE s B o e e RARAARAREREREEE Lo I R B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.02 4.79 ng 144226 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Heneicosane 296 C21H44 000629-94-7 50
4 Octacosane 394 C28H58 000630-02-4 46
5 Pentacosane 352 C25H52 000629-99-2 46
Abundance Scan 2199 (15.021 min): BF099924.D (-2193) (-) m/z 57.05 100.00%
57.0
5000
1311411 4790 "' 14.80 15.00 15.20 15.40
(o} m/z 71.05 72.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane
57.0
5000 85.0 L BRI BN SULLIL B
Mmmmmmmm
m/z 252.10 53.54%
29'0‘ 113.0
0 \‘ | ‘\ H 1L \‘ | 141 0 169 0197.0 225.0 268 0
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance
57.0
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.05 49 _46%
. 29.0 113.0 141.0 169.0 197.0 2250 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane A B R e
57.0 14.80 15.00 15.20 15.40
m/z 43.05 42 .16%
85.0
5000
29.0 113.0
0 I | 141.0 169. 0 197 0 225.0 253.0 296 0
m/z--> 2'0 4'0 6|O 8|O 100 120 140 160 180 200 220 240 260 280 300 32'0 14|80 15. oo 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Dinaphtho[1l,2-b:1",2"-d]furan Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.16 2.08 ng 62541 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dinaphtholl.2-b:1".2"-d1furan 268 C20H120 000207-93-2 93
2 Dinaphthol2.1-b:1".2"-d1furan 268 C20H120 000194-63-8 72
3 Benzo(a)pvren-7-ol 268 C20H120 037994-82-4 59
4 4H-1-Benzopvran-4-one. 5-hvdroxv... 268 C16H1204 000520-28-5 59
5 9,10-Dihydro-8-methylbenzo[a]pyrene 268 C21H16 089524-72-1 59

Abundance Scan 2223 (15.162 min): BF099924.D (-2219) (-) m/z 268.10 100.00%
268.1
5000
1341 239.1

14.80 15.00 15.20 15.40

81.0 106.6 159.1 187.0213.1 ] 302.1 3421
Obprrr 280 8L0 00 | 15911870213 | L 3021 SR w/z 239.10  21.73%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117664: Dinaphtho[1,2-b:1',2'-d]furan
268.0
5000
14.80 15.00 15.20 15.40
134.0 239.0 m/z 269.05 19.83%
ol 300 740 1070 | 162.0187.02130 | |
e o T T T T e T [T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
268.0
14.80 15.00 15.20 15.40
m/z 134.10 14_.61%
5000 239.0

0 27.0 63.0 gg.0 120.0 150.0 187.0213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #117660: Benzo(a)pyren-7-ol

268.0 14.80 15.00 15.20 15.40
m/z 237.10 12.58%
239.0
5000
42.0 134.0
0 ] 720 106. OJ | 163.0 2110 A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.29 2.04 ng 61312 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Tetrapnentacontane 759 C54H110 005856-66-6 58
3 Hexatriacontane 507 C36H74 000630-06-8 53
4 Tetracosane 338 C24H50 000646-31-1 53
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 50
Abundance Scan 2415 (16.292 min): BF099924.D (-2410) (-) m/z 57.05 100.00%
57.0
5000 M
151.1 e
265.1 16.00 16.20 16.40 16.60
Ofrr gt m/z 71.10 79.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #129490: Eicosane
57.0
5000 LN BN BN BRI R
16. oo 16 20 16. 40 16 60
m/z 85.10 68.00%
0 ""| “\h\‘ﬁﬁ \\ \ 9:979” 2”8|2|0”” R RAR R R RaRRR SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance
57.0
116,00 16,20 16.40 16.60
5000 m/z 43.00 63.24%
127.0

197.0 267.0 337.0 421.0 519.0 589.0 659.0  758.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #235972: Hexatriacontane I AEEREE TS
57.0 16.00 16.20 16.40 16.60
m/z 69.00 35.16%
5000

7.0
WfJJJ}?ZO 267.0 337.0 407.0  506.0

T — S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 16. OO 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099924.D

Aca On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample : 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Dinaphtho[2,3-b:1",2"-d]pyr--.. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.73 3.95 ng 119051 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dinaphthol2.3-b:1".2"-dl1pvran-7-one 296 C21H1202 154352-87-1 91
2 trans-4--Dimethvlamino-3-nitroch... 296 C17H16N203 1000234-56-7 52
3 B5H-Azepinoll.2-althienol2.3-dlpv... 296 C17H16N20S 056929-66-9 50
4 Benzothiophene-3-carbonitrile. 4... 296 C17H16N20S 069438-35-3 50
5 Benzoic acid, 4-[[[4-(dimethylam... 296 C18H20N202 020534-73-0 47
Abundance Scan 2489 (16.727 min): BF099924.D (-2486) (-) m/z 296.10 100.00%
296.1
5000 p30.1
119.6 2681 N
550 880 I 1481 19010131 ‘ 27,0 16.40 16.60 16.80 17.00
0 ....,...'.,....,.:.-.-',.'.."-.,-.-..-|-.,..'..,....,..-..,.--.-.'.,....|:....,.-'.'.:,-... b || M/z 295.10 37.66%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141408: Dinaphtho[2,3-b:1',2"-d]pyran-7-one
296.0
N\
5000 . BRSNS
239.0 268.0 16,40 16.60 16.80 17.00
134.0 m/z 239.10 34.17%
280 630 1060 | 163.0187.0213.0 ||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
296.0
16.40 16.60 16.80 17.00
5000 148.0 268.0 m/z 268.10 32.38%
420 770 124.0 1780  222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141026: 5H-Azepino[1,2-a]thieno[2,3-d]pyrimidin-4-one, 4,... L
296.0 16.40 16.60 16.80 17.00
m/z 297.10 27 .74%
5000 267.0
242.0
. 410 69,0 10201280 17202010 ‘ . |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
Data File : BF099924.D

Acq On : 28 Oct 2017 18:26

Operator : SJ/JU

Sample - 16141-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.02 12.7 ng 382668 1 6.79 604192 20.0
unknown6 .56 6.56 77.8 ng 2351030 1 6.79 604192 20.0
n-Hexadecanoic acid 11.83 2.5 ng 90731 4 11.32 736764 20.0
Heptadecyl heptaf... 13.77 5.7 ng 165576 5 13.96 577720 20.0
Pentafluoropropio... 14.41 3.1 ng 89178 5 13.96 577720 20.0
Naphthalene, 1-(2... 14.47 2.9 ng 82354 5 13.96 577720 20.0
Nonadecane 15.02 4.8 ng 144226 6 15.42 602482 20.0
Dinaphtho[1,2-b:1... 15.16 2.1 ng 62541 6 15.42 602482 20.0
Eicosane 16.29 2.0 ng 61312 6 15.42 602482 20.0
Dinaphtho[2,3-b:1... 16.73 4.0 ng 119051 6 15.42 602482 20.0
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