LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 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-BF092317.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 5.045 500 503 520 rBV 253434 376817 14.76% 1.651%
2 5.451 568 572 587 rBVY 2109735 2105891 82.51% 9.226%
3 6.469 740 745 762 rBVY 1949947 2162646 84.73% 9.475%
4 6.598 762 767 770 rBVY 2174270 2171094 85.06% 9.512%
5 6.816 801 804 813 rBB 607616 524974 20.57% 2.300%
6 6.975 827 831 834 rBVY 1946655 1754109 68.72% 7.685%
7 7.386 896 901 904 rBY 1380544 1323053 51.84% 5.796%
8 8.098 1018 1022 1026 rBV 847471 732362 28.69% 3.209%
9 9.175 1199 1205 1208 rBvV 2725961 2552362 100.00% 11.182%
10 9.569 1269 1272 1278 rVB 74341 66624 2.61% 0.292%

11 9.851 1315 1320 1324 rBV2 939798 811703 31.80% 3.556%
12 10.645 1451 1455 1458 rBV 1449343 1308124 51.25% 5.731%
13 11.339 1569 1573 1575 rBV 934492 762433 29.87% 3.340%
14 11.363 1575 1577 1581 rVB 295718 228502 8.95% 1.001%

15 11.416 1584 1586 1589 rBV 44100 34281 1.34% 0.150%
16 11.839 1655 1658 1659 rBV 55704 44403 1.74% 0.195%
17 11.869 1662 1663 1668 rVB2 79384 57711 2.26% 0.253%
18 11.951 1674 1677 1680 rBV2 77852 83698 3.28% 0.367%
19 11.974 1680 1681 1684 rVB 42088 27644 1.08% 0.121%
20 12.133 1706 1708 1712 rBV 35667 28826 1.13% 0.126%
21 12.174 1712 1715 1718 rVB2 34413 33092 1.30% 0.145%
22 12.386 1746 1751 1754 rBV 52626 56948 2.23% 0.249%
23 12.486 1764 1768 1771 rBV2 36527 41287 1.62% 0.181%
24 12.557 1776 1780 1783 rBV 434861 392048 15.36% 1.718%
25 12.704 1801 1805 1808 rBV3 22647 25970 1.02% 0.114%

26 12.786 1812 1819 1824 rBV 406968 431913 16.92% 1.892%
27 12.921 1837 1842 1845 rBV 2014931 1855001 72.68% 8.127%

28 13.004 1851 1856 1860 rBV2 27339 44700 1.75% 0.196%
29 13.092 1867 1871 1872 rBV3 24219 30279 1.19% 0.133%
30 13.116 1872 1875 1877 rVB 41000 39123 1.53% 0.171%
31 13.215 1888 1892 1896 rBV2 42659 51795 2.03% 0.227%
32 13.310 1905 1908 1910 rBV 33611 28785 1.13% 0.126%
33 13.339 1910 1913 1916 rVVv2 31264 31294 1.23% 0.137%
34 13.627 1959 1962 1965 rVB 34708 29034 1.14% 0.127%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 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-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.733 1975 1980 1982 rBV 43543 48207 1.89% 0.211%
36 13.804 1987 1992 1995 rBV3 94919 119575 4.68% 0.524%
37 13.839 1995 1998 2000 rVB 46061 41097 1.61% 0.180%
38 13.980 2017 2022 2025 rBV2 549842 588069 23.04% 2.576%
39 14.010 2025 2027 2031 rVB 118872 97466 3.82% 0.427%
40 14.368 2084 2088 2091 rBV 30481 31428 1.23% 0.138%
41 14.439 2096 2100 2103 rVV5 30719 49120 1.92% 0.215%
42 14.798 2156 2161 2164 rBV2 38081 44751 1.75% 0.196%
43 14.868 2170 2173 2177 rVB3 41085 42102 1.65% 0.184%
44 15.021 2195 2199 2202 rBVY 101073 156999 6.15% 0.688%
45 15.086 2207 2210 2215 rVv4 33195 54388 2.13% 0.238%
46 15.127 2215 2217 2221 rVB 28070 29885 1.17% 0.131%
47 15.215 2227 2232 2238 rBVS8 13485 32349 1.27% 0.142%
48 15.321 2246 2250 2257 rVB 66530 76967 3.02% 0.337%

49 15.380 2257 2260 2264 rBVY 88665 111099 4 _.35% 0.487%
50 15.445 2264 2271 2275 rBV 369865 494817 19.39%% 2.168%

51 15.845 2334 2339 2344 rBVY 53658 78597 3.08% 0.344%
52 15.898 2344 2348 2356 rVV8 15894 35814 1.40% 0.157%
53 16.333 2417 2422 2430 rVB4 33152 60238 2.36% 0.264%
54 16.909 2514 2520 2529 rVB 77809 149167 5.84% 0.654%
55 17.080 2546 2549 2556 rBV6 14000 30930 1.21% 0.136%
56 17.356 2590 2596 2602 rBV2 39398 83400 3.27% 0.365%
57 17.592 2631 2636 2647 r\VB6 27225 75596 2.96% 0.331%
58 17.909 2685 2690 2697 rVB9 19866 44577 1.75% 0.195%
Sum of corrected areas: 22825164
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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\BF101917\

BF099664 .D

19 Oct 2017 18:36

SJ/Ju

15879-07

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF099664.D

6.60
6.47

5.45
6.97

6.82

5.05

0
Time-->

5.00

5.50

6.00

6.50

7.00

7.50

Abundance

2500000

2000000

1500000

1000000

500000

8.10

TIC: BF099664.D

12.92

10.65

11.34

12.5612.79

11.36

42

A

9.57

Or——"
Time-->

12.00 12.50 13.00 13.50

10.00 10.50 11.00 11.50

9.50

MRS 512004010. 70 {IB0PIIU 136
I ! ! !

9.00
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2500000

2000000

1500000

1000000

500000

&

TIC: BF099664.D

13.98

- 15840

14374 148B7H 16.33 1@?1108 17.3617.59 17.91

Time-->

14.00

18.50 19.00

17.50

16.50 17.00

Al
L

15.50

T
14.50 15.00

16.00 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.05 14.36 ng 376817 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 504 (5.051 min): BF099664.D (-500) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I B
| 83.0 480 5.00 520 5.40
T P S B m/z 59.00 60.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R UL UL I
59.0 480 500 520 5.40
m/z 101.00 23.51%
\?1‘.0 L1 L 83.0 10:‘I"0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 5.00 520 5.40
5000 m/z 58.00 15.79%
101.0
15.0 270 6.0 71.0
: 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R B R Rmama
43.0 480 5.00 520 5.40
m/z 41.00 8.52%
5000 1010
28.0 59.0
70.0 84.0
"'l}%ql"ww"'“ﬁl"lﬁhlh'“'l”'“l“"w""ﬂ"'l' U U L RS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.60 Concentration Rank 1

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

6.60 82.71 ng 2171090 1,4-Dichlorobenzene-d4 6.82
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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 767 (6.598 min): BF099664.D (-762) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 oAb A ket LT
401 540 6.20 6.40 6.60 6.80 7.00
e AL L W60 L m/z 68.10  34.03%
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
5000 R I AR A
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.23%
'”'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
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.75%
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 A\
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e ARBREREEEEE S
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.54%
97.0
5000
70.0
31.0
| M0 % | eso | meo |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.20 ng 83698 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 86
2 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 83
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 83
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 50
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 50
Abundance Scan 1677 (11.951 min): BF099664.D (-1674) (-) m/z 190.10 100.00%
190.1
5000
139.0 11.60 11.80 12.00 12.20
159 m/z 192.05  98.52%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 ST SRR UL BRI B
11.60 11.80 12.00 12.20
040 165.0 m/z 189.10 98.34%
390 630 | 7" 1150 1390 | |
m/z--> 25 45 eb 85 160 150 150 1éo 180 260 250
Abundance
191.0
11.60 11.80 12.00 12.20
5000 m/z 191.05 73.58%
165.0
74.0
m/z--> 25 45 eb 85 160 150 150 1éo 1é0 260 250
Abundance #54752: Phenanthrene, 1-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 94.50 30.35%
5000
95.0 165.0
390 63\0‘ M \‘ L “ 1150 1390 M‘ I H‘H
m/z--> 25 45 eb 85 160 150 150 1éo 180 260 250 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Tetracosyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.80 4.07 ng 119575 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 76
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 76
3 1-Docosene 308 C22H44 001599-67-3 76
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 76
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 70
Abundance Scan 1991 (13.798 min): BF099664.D (-1987) (-) m/z 57.00 100.00%
510
7.0 229.1
5000
163.0 LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
. e O m/z 55.00 97.87%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0
97.0
5000 AR SRR SRR S B
anmmmmmmm
} m/z 83.05 91.26%
L ‘h‘hh# h9181022202640 336.0381.0 532.0
m/z--> 6 56 100 150 200 250 300 3éo 460 4%0 560
Abundance
57.0
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 97.05 79.67%
169.0
224.0 269 0 420.0
m/z--> 6 56 160 1%0 200 250 300 3éo 400 4%0 560
Abundance #151538: 1-Docosene R B R IR
5.0 13.40 13.60 13.80 14.00 14.20
m/z 69.10 76.84Y%
97.0
- JWﬂWQNMMW“NVMJ\WHWdeN/V“ﬁﬁV
14. ]f39 0181 0 308.0
m/z--> 6 % @ m 200 250 300 @ M @ ﬁ ! anmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2- Chloropropionic acid, oc... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.20 ng 54388 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 70
2 n-Nonadecanol-1 284 C19H400 001454-84-8 62
3 1-Hexadecanol 242 C16H340 036653-82-4 62
4 Cvclohexadecane 224 C16H32 000295-65-8 58
5 Cyclopentadecane 210 C15H30 000295-48-7 58
Abundance Scan 2211 (15.092 min): BF099664.D ( 2207) (-) m/z 55.00 100.00%
55.0 83.0 68.0
5000 134.0
193.0
163.0 N —
239.1 14.80 15.00 15.20 15.40
: m/z 268.00 94 _25%
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
5000
14.80 15.00 15.20 15.40
125.0 m/z 83.05 92.69%
280 ‘\ \ 1540 200 2970
AL L \ u W ‘182,0 2220°7 2970 3600
m/z--> 50 200 250 300 350
Abundance
55.0 83.0
14,80 15.00 15,20 15.40
5000 111.0 m/z 97.00 75.78%
27,0 1390168.0106.0 238.0266.0
m/z--> 50 100 150 200 250 300 350
Abundance #95987: 1-Hexadecanol AR EEREE L
55.0 83.0 14.80 15.00 15.20 15.40
m/z 69.00 58.53%
5000 111.0
b ’ || 140.01680196.0224.0
m/z--> 50 100 150 200 250 300 350 14,80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.32 3.11 ng 76967 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Pervlene 252 C20H12 000198-55-0 97
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2250 (15.321 min): BF099664.D (-2246) (-) m/z 252.10 100.00%
259.1
5000
125.0
990 224.0 15.00 15.20 15.40 15.60
o 56.0 149.0 174.0 200.1 278.1 77 250_.10 35 06
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000 U AU BN IR B

15.00 15.20 15.40 15.60
m/z 253.10  23.22%

125.0
50.0 74.0 99.0 146.0 174.0 200.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 19.17%
126.0
74.0 99.0 200.0 224.0
wwwwmwmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
252.0 15.00 15.20 15.40 15.60
m/z 126.00 12.80%
5000
125.0

17.0 39.0 74.0 99.0 150.0 174.0 200.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.84 3.18 ng 78597 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2338 (15.839 min): BF099664.D (-2334) (-) m/z 57.00 100.00%
57.0
5000 i A;AW”\WJ\mﬂhﬂ/\P\4-Aa-qkwwf
| {34101 1160 2107 . " 1560 15:80 16,00 16.20
— B PP i . - SN m/z 71.10 61.76%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L B B B B
15 60 15. 80 16. oo 16 20
13.0 m/z 43.10 50.77%
9 “\ | 1410169 0197.0225 0753,02820
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57.0
" 15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10 50.75%
290 113.0141.0169.0197.0225.0253.0  295.0323.0 367.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane L L L L L L B
57.0 15.60 15.80 16.00 16.20
m/z 55.00 19.70%
85.0
5000
29.0
il P1301410;690197o 240.0
m/z--> 5'0 100 150 2(')0 251;0 3(')0 3&1;0 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099664.D

Aca On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample = 15879-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl7.59 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.59 3.06 ng 75596 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromodocosane 388 C22H45Br 006938-66-5 47
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 35
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 35
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 27
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 27

Abundance Scan 2636 (17.592 min): BF099664.D (-2631) (-) m/z 57.05 100.00%

57.0

5000

17.20 17.40 17.60 17.80 18.00
m/z 71.10 72.43%

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

Abundance #206609: 1-Bromodocosane
57.0
5000 850 1350 TTTT TTTT TTTT TTTT TT
17. 20 17. 40 17. 60 17. 80 18. 00
m/z 43.05 54 _.14%
29.0 111.0
L MO 16501910 2250 2530 300.0
R B Aama u aa s L AR A manasae
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
e A e S
85.0 17.20 17.40 17.60 17.80 18.00
5000 m/z 85.00 46.29%
177.0
133.0
29.0 203.0 231.0 259.0
Tmmmﬁwﬁm’mmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59890: Tridecane, 3-methyl- BT
57.0 17.20 17.40 17.60 17.80 18.00
m/z 55.00 38.16%
5000
29.0
‘ ‘ 8.0 169 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 20 17. 40 17. 60 17. 80 18. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101917\
Data File : BF099664.D

Acq On : 19 Oct 2017 18:36

Operator : SJ/JU

Sample - 15879-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.05 14.4 ng 376817 1 6.82 524974 20.0
unknown6 .60 6.60 82.7 ng 2171090 1 6.82 524974 20.0
Phenanthrene, 2-m... 11.95 2.2 ng 83698 4 11.34 762433 20.0
Tetracosyl heptaf... 13.80 4.1 ng 119575 5 13.98 588069 20.0
2- Chloropropioni... 15.09 2.2 ng 54388 6 15.44 494817 20.0
Benzo[e]pyrene 15.32 3.1 ng 76967 6 15.44 494817 20.0
Eicosane 15.84 3.2 ng 78597 6 15.44 494817 20.0
unknownl17 .59 17.59 3.1 ng 75596 6 15.44 494817 20.0
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