LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF110317\
Data File : BF100143.D
Acq On : 3 Nov 2017 19:10 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\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 height area % max. total
1 4.992 491 494 514 rBvV 163178 292417 14.14% 1.402%
2 5.398 559 563 591 rBvV 1493184 1886304 91.21% 9.043%
3 6.422 733 737 754 rBV 1682642 1960226 94.78% 9.397%
4 6.545 754 758 774 rVB 2143426 1987583 96.10% 9.528%
5 6.769 793 796 806 rBV 601465 549200 26.56% 2.633%
6 6.922 818 822 839 rBV 1570582 1482355 71.68% 7.106%
7 7.339 890 893 912 rBV 1074960 1200707 58.06% 5.756%
8 8.051 1011 1014 1033 rBVY 868091 781578 37.79% 3.747%
9 8.616 1107 1110 1117 rBV 53050 58098 2.81% 0.279%
10 9.122 1192 1196 1205 rBV 2257591 2068149 100.00% 9.915%

11 9.522 1261 1264 1274 rVB 364672 299219 14.47% 1.434%
12 9.804 1308 1312 1316 rBV 1010813 862284 41.69% 4._.134%
13 9.839 1316 1318 1324 rVB 31594 31125 1.50% 0.149%
14 10.522 1431 1434 1439 rBV 222925 189475 9.16% 0.908%
15 10.604 1444 1448 1461 rBV 1264078 1223670 59.17% 5.866%

16 11.298 1562 1566 1568 rBV 949654 808742 39.10% 3.877%
17 11.321 1568 1570 1575 rVV 305890 270857 13.10% 1.298%

18 11.386 1578 1581 1584 rVB 23569 23458 1.13% 0.112%
19 11.551 1605 1609 1613 rBV 20245 25434 1.23% 0.122%
20 11.810 1649 1653 1656 rBV2 148270 145455 7.03% 0.697%
21 11.833 1656 1657 1663 rVB2 42023 37355 1.81% 0.179%
22 11.916 1668 1671 1674 rBV 52115 47062 2.28% 0.226%
23 12.157 1708 1712 1716 rBV2 28381 31224 1.51% 0.150%
24 12.516 1770 1773 1779 rBV 439382 389393 18.83% 1.867%
25 12.592 1783 1786 1790 rBV3 52604 48724 2.36% 0.234%

26 12.745 1806 1812 1819 rVB 321591 355166 17.17% 1.703%
27 12.880 1831 1835 1838 rBV 1863717 1673660 80.93% 8.024%

28 12.974 1846 1851 1856 rVB3 14167 25025 1.21% 0.120%
29 13.080 1862 1869 1874 rVB 44489 64882 3.14% 0.311%
30 13.145 1877 1880 1883 rVV 31990 30445 1.47% 0.146%
31 13.192 1884 1888 1893 rVB3 17649 28966 1.40% 0.139%
32 13.351 1910 1915 1918 rVB 72185 65778 3.18% 0.315%
33 13.704 1972 1975 1977 rBV 22510 27290 1.32% 0.131%

34 13.751 1981 1983 1991 rVB4 139629 166114 8.03% 0.796%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF110317\

Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

3?22'6 i 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF102317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.951 2012 2017 2020 rBV2 564996 635183 30.71% 3.045%

36 13.974 2020 2021 2030 rVB 114828 113485 5.49% 0.544%
37 14.992 2191 2194 2198 rBV 117014 157007 7.59% 0.753%

38 15.292 2242 2245 2252 rVB 61412 74621 3.61% 0.358%

39 15.357 2253 2256 2261 rVB 80972 89983 4 .35% 0.431%

40 15.409 2261 2265 2276 rBvV 372085 498125 24.09% 2.388%

41 16.898 2513 2518 2525 rBV3 34226 77060 3.73% 0.369%

42 17.345 2590 2594 2606 rVB 31756 76580 3.70% 0.367%
Sum of corrected areas: 20859464
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF110317\

Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

ﬁ?ggle i 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF100143.D

2000000

6.42

6.92
1500000 5.40

7.34
1000000

500000

4.99

R

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100143.D

2000000 12.88

1500000
10.60

11.30
1000000 8.05

12.52
500000 952

10.4b 11.32 12.74
3 11.81 a5
8.62 L 84 j\ 13155 10183921216 1259)| 12138845

==
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: BF100143.D

2000000

1500000

1000000

13.95

500000

1690  17.34
e e e e e e e AR EEEREEER 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:\HPCHEM1I\BNA_ F\DATA\BF110317\

Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

ﬁ?ggle i 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 10.65 ng 292417 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 494 (4.992 min): BF100143.D (-491) (-) m/z 43.05 100.00%
a3
59
5000
101 S I ——
51| 83 460 480 500 520 5.40
A R S S . m/z 59.10 62.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- {k
43
5000 AR SR A SR
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.00 25.43%
27 35 | 51 ‘ 67 8391
iz %3 b B 85 70 B b 160 130 150 190 140 150 140
Abundance
59
460 480 500 520 540
5000 m/z 58.00 17.58%
43
69 83 o3 123 141 159
memmwmmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R
59 460 480 500 520 5.40

m/z 41.00 8.97%

5000 41
68
“ 126 142
”“.”“.”“.”“.”“.”,””,””,””,””,””,””,”.q”.q”.q””

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF110317\

Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

ﬁ?ggle i 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.55 Concentration Rank 1

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

6.55 72.38 ng 1987580 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 759 (6.551 min): BF100143.D (-754) (-) m/z 132.00 100.00%
5000
68
% 6.20 640 6.60 680
40 54 75 104 . . . .
....,....;-:..“.E‘,::..,‘S.%I-.l,..-..,..5.‘?,..!.,.-:..,....,....,"...,.. m/z 134.00  33.08%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR R A
6.20 6.40 6.60 6.80
78 m/z 68.10 28.93%
Tew
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 640 6.60 680
5000 67 m/z 66.00 17.10%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132 6.20 6.40 6.60 6.80
m/z 96.00 12.03%
5000
77 104
39 ‘M 576369 | 8793 | 115
m/z--> 30 40 50 6|0 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\BF110317\
Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

Sample - 16093-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzophenone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.52 4.39 ng 189475 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 46
3 S-Benzoyl (thiohydroxylamine) 153 C7H7NOS 025740-80-1 43
4 1,2-Propanedione, l1l-phenyl- 148 C9H802 000579-07-7 43
5 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 43

Abundance Scan 1434 (10.522 min): BF100143.D (-1431) (-) m/z 105.00 100.00%
105
77 182
5000
o 10.20 10.40 10.60 10.80
152 : : :
ey 83 91 ) 115126 A 165 m/z 182.10 57.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105
77 182
5000 SN NN SR
10.20 10.40 10.60 10.80
51 m/z 77.00 55.15%
| 63 | 87 115126 139 152 165 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
10.20 10,40 10.60 10.80
5000 " m/z 51.00 17.83%
51
18 27 39 65 91 120 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26429: S-Benzoyl(thiohydroxylamine) R EE e S R
105 10.20 10.40 10.60 10.80
27 m/z 181.10 10.70%
5000
51
16 27 39 | 65 o2 | 12 153 )
m/z--> 20 40 i 80 100 120 140 160 180 10.20 10.40 10.60 10.80 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF110317\

Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

ﬁ?ggle i 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.81 3.60 ng 145455 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1653 (11.810 min): BF100143.D (-1649) (-) m/z 73.00 100.00%
6073
43
5000 129 192
85 213
U 8 115 | 3157171 007 256 11.40 11.60 11.80 12.00 12.20
S m/z 60.00 79.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 '_TTTTTTT***TKq“qﬁ*ﬂﬂﬁTﬂﬂ”
11.40 11.60 11.80 12.00 12.20
m/z 43.05 70.73%
ly 143 7 171185 99213
A 11111 Il
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 NI AL SRR SN B
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 57.05 64 .05%
87 15 oh 214
101 143 157 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 Ww
Abundance #95855: Pentadecanoic acid A R e e S,
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.05 57.23%
5000] o
P Y e T
miz--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF110317\

Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

ﬁ?ggle i 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Pyrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.08 2.04 ng 64882 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 Pyrene, l-methyl- 216 C17H12 002381-21-7 90
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
Abundance Scan 1869 (13.080 min): BF100143.D (-1862) (-) m/z 216.10 100.00%
216
5000
s 57 70 g2 % 1&’8 195 139149 163 189 203 12.80 13.00 13.20 13.40
S S B AS - S Y M il m/z 215.10 74.43%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #74413: Pyrene, 2-methyl-
216
5000 95
08 12.80 13.00 13.20 13.40
L - m/z 213.10 20.38%
5363 81 | | 12 150 163174 | 200 ||
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 16.93%
108
57 94 139 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #74423: 11H-Benzo[a]fluorene
216 12.80 13.00 13.20 13.40
m/z 107.70 13.86%
5000
108
4151 63 74 95 | 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF110317\

Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

ﬁ?ggle i 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.35 2.07 ng 65778 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Nonanamide 157 C9H19NO 001120-07-6 50
4 Tetradecanamide 227 C14H29NO 000638-58-4 50
5 Decanamide- 171 C10H21NO 002319-29-1 42
Abundance Scan 1915 (13.351 min): BF100143.D (-1910) (-) m/z 59.00 100.00%
50
5000
41 I W | W
83 98112126 13.00 13.20 13.40 13.60
jao1> 207 238 m/z 72.00 69.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
509
A A
5000 41 AR AR R LR UL
13.00 13.20 13.40 13.60
81 m/z 55.05 32.72%
2 98 112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.00 13.20 13.40 13.60
5000 m/z 41.05 25.06%
43

29 86 1001141281421 56170184198212226240255
memwwmwwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29478: Nonanamide R B
509 13.00 13.20 13.40 13.60
m/z 43.00 20.31%
5000
15 29 \H A4 %6100114128142157

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

Sample - 16093-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 8 Cyclohexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.75 5.23 ng 166114 Chrysene-di2 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93

Abundance Scan 1983 (13.751 min): BF100143.D (-1981) (-) m/z 83.05 100.00%
a7 83
226 DN UNISA S B
153 13.40 13.60 13.80 14.00
m/z 57.05 96 .24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55
5000 AU A SRS
29 11 13.40 13.60 13.80 14.00
‘ ‘ m/z 55.10 94 _46%
A \‘ ‘\ H 1% der 106 2t
m/z--> 50 150 200 250 300 350 400
Abundance
57
83 DN U S B
13.40 13.60 13.80 14.00
5000 111 m/z 97.10 87.23%
29
140 182 210 255 306
mz-> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R e REREE
57 13.40 13.60 13.80 14.00
83 m/z 43.10 82_.37%
h | //\\/J———/"\
29 169
ey ‘klhl?g. 210 255 406
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 |

8270-BF102317.M Sat Nov 04 07:24:33 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF110317\

Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

ﬁ?ggle i 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.29 3.00 ng 74621 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Perylene 252 C20H12 000198-55-0 94
Abundance Scan 2245 (15.292 min): BF100143.D (-2242) (-) m/z 252.05 100.00%
252
5000
125
112 204 15.00 15.20 15.40 15.60
o 55 70 84 99 139153 177191 208 267 283 77 250 10 59 670
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104221: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
126 m/z 253.10 22.24%
113
41 63 87100 | M 150 174187200 224237 L
m/z--> 40 60 80 100 120 110 160 180 200 220 240 260 280
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.10 20.89%
113128
74 99 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene R
252 15.00 15.20 15.40 15.60
m/z 126.00 14 .90%
5000
126
39 74 87 1001 ﬂ 150 174187200 224357
m/z--> 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF110317\

Data File : BF100143.D

Acq On : 3 Nov 2017 19:10

Operator : SJ/JU

3?22'6 i 16093-08 TEC-B8-B9-COMP-4-12
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : 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 .99 10.7 ng 292417 1 6.77 549200 20.0
unknown6 .55 6.55 72.4 ng 1987580 1 6.77 549200 20.0
Benzophenone 10.52 4.4 ng 189475 3 9.80 862284 20.0
n-Hexadecanoic acid 11.81 3.6 ng 145455 4 11.30 808742 20.0
Pyrene, 2-methyl- 13.08 2.0 ng 64882 5 13.95 635183 20.0
9-Octadecenamide, ... 13.35 2.1 ng 65778 5 13.95 635183 20.0
Cyclohexadecane 13.75 5.2 ng 166114 5 13.95 635183 20.0
Benzo[e]pyrene 15.29 3.0 ng 74621 6 15.41 498125 20.0
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