LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13784-01 Gl )
Misc i P.56-A-COMP
ALS Vial : 13 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-BF060517.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 1.540 6 9 48 rVB 1004500 2012915 91.52% 8.571%
2 4.434 496 501 528 rBV 74581 268023 12.19% 1.141%
3 5.140 617 621 654 rBV 776338 1757337 79.90% 7.483%
4 6.840 905 910 919 rBVY 1060639 1649248 74.99% 7.023%
5 6.916 919 923 947 rVB 1223702 2199308 100.00% 9.365%
6 7.257 978 981 994 rBV 260329 378367 17.20% 1.611%
7 7.492 1017 1021 1043 rBV 905797 1313560 59.73% 5.593%
8 8.186 1134 1139 1157 rBV 677457 1095104 49.79%% 4.663%
9 9.292 1323 1327 1340 rBV 365909 552092 25.10% 2.351%
10 11.075 1624 1630 1641 rBVY 1506715 1928469 87.69% 8.211%

11 11.774 1744 1749 1754 rBV 246842 333936 15.18% 1.422%
12 12.110 1802 1806 1812 rBV2 453568 586766 26.68% 2.498%

13 12.163 1812 1815 1821 rVB2 52285 82887 3.77% 0.353%
14 12.480 1865 1869 1879 rBV3 14697 29913 1.36% 0.127%
15 12.969 1948 1952 1956 rBV 29749 32766 1.49% 0.140%
16 13.016 1956 1960 1970 rVB2 49185 73064 3.32% 0.311%
17 13.410 2022 2027 2043 rBvV 773837 1243049 56.52% 5.293%
18 13.739 2079 2083 2085 rBV3 25819 33478 1.52% 0.143%
19 14.351 2184 2187 2195 rVB 16144 24311 1.11% 0.104%

20 14.504 2209 2213 2217 rBV2 438132 566531 25.76% 2.412%

21 14.545 2217 2220 2230 rVB 324544 449724 20.45% 1.915%
22 14.645 2233 2237 2244 rVB 72758 107224 4._.88% 0.457%

23 14.968 2289 2292 2297 rBV 19452 31374 1.43% 0.134%
24 15.321 2348 2352 2357 rBV 53613 77081 3.50% 0.328%
25 15.368 2357 2360 2365 rVB 55925 69578 3.16% 0.296%
26 15.445 2370 2373 2375 rVV 27929 30846 1.40% 0.131%
27 15.474 2375 2378 2382 rVV3 66242 99133 4_.51% 0.422%
28 15.545 2386 2390 2396 rVB 127381 174042 7.91% 0.741%
29 15.774 2425 2429 2434 rBV 40704 64712 2.94% 0.276%
30 15.986 2461 2465 2470 rVB6 44244 63989 2.91% 0.272%
31 16.115 2484 2487 2489 rBV 26144 32681 1.49% 0.139%
32 16.180 2495 2498 2503 rVB7 19183 29104 1.32% 0.124%
33 16.339 2521 2525 2531 rBV 381594 482874 21.96% 2.056%
34 16.421 2536 2539 2542 rBV 47537 52021 2.37% 0.222%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13784-01 Gl )
Misc i P.56-A-COMP
ALS Vial : 13 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 16.645 2573 2577 2583 rBV 438811 564250 25.66% 2.403%

36 16.898 2615 2620 2627 rVB 1254369 1478687 67.23% 6.296%

37 17.062 2645 2648 2650 rBV 25955 25613 1.16% 0.109%
38 17.086 2650 2652 2655 rVV3 33072 43178 1.96% 0.184%
39 17.127 2656 2659 2663 rVB 50991 63708 2.90% 0.271%
40 17.209 2670 2673 2677 rBY 52021 63774 2.90% 0.272%
41 17.262 2678 2682 2686 rVVv2 48802 67135 3.05% 0.286%
42 17.368 2698 2700 2705 rVB 27909 29722 1.35% 0.127%

43 17.892 2785 2789 2793 rBVY 260831 285869 13.00% 1.217%
44 18.156 2830 2834 2842 rBVY 165425 230874 10.50% 0.983%
45 18.245 2843 2849 2853 rBV2 419888 682298 31.02% 2.905%

46 18.286 2853 2856 2859 rVB 70049 81760 3.72% 0.348%
47 18.380 2869 2872 2880 rVB4 42420 61464 2.79% 0.262%
48 18.721 2926 2930 2933 rBVY 121956 128995 5.87% 0.549%
49 18.762 2935 2937 2942 rVV2 42285 56187 2.55% 0.239%
50 18.803 2942 2944 2949 rVB2 29403 35657 1.62% 0.152%

51 18.962 2967 2971 2977 rVB5 94429 146663 6.67% 0.624%
52 19.021 2978 2981 2987 rVB2 112582 136726 6.22% 0.582%
53 19.527 3063 3067 3070 rBV 131428 177606 8.08% 0.756%
54 19.815 3112 3116 3122 rBV 111957 152381 6.93% 0.649%
55 19.874 3123 3126 3131 rVB 151106 172338 7.84% 0.734%

56 19.921 3131 3134 3142 rBV 298162 408737 18.58% 1.740%
57 20.733 3269 3272 3277 rVB2 59500 84938 3.86% 0.362%
58 21.092 3330 3333 3339 rBV3 51220 79274 3.60% 0.338%
59 21.421 3384 3389 3397 rBV2 75940 169132 7.69% 0.720%
60 22.803 3618 3624 3632 rVB7 53079 132689 6.03% 0.565%

Sum of corrected areas: 23485162
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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\BF062317\

BF096168.D

23 Jun 2017 19:52

SJ/MA

13784-01

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000
1200000
.54
1000000
800000
600000

400000

200000

TIC: BF096168.D

6.92

6.84

5.14

4.43

7.26

7.49

8.19

ot
Time--> 1.50

T T T
3.00 3.50 4.00

T T
2.00 2.50

I
4.50 5.00 5.50

I T
6.00 6.50 7.00

7.50

8.00

8.50

Abundance
1400000
1200000
1000000

800000

600000
9.2

400000

200000

TIC: BF096168.D
11.07

13.41

12.11
9

11.77

1%.16

12.48 1.2

0

Time-->

11.00 11.50

9.50 10.00  10.50 14.50

12.00 1250 13.00 13.50  14.00

15

.00 15.50

16.

00  16.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF096168.D

16.90

2073 21.09 21.42
A

22.80
A

0
Time-->

17.00

22.00

20.50 21.00 21.50

19.50  20.00

18.50  19.00

17.50  18.00

22.50

23.00

23.50

24.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.43 14.17 ng 268023 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 500 (4.428 min): BF096168.D (-496) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0

83.0 | 4.00 4.20 4.40 4.60 4.80
o) SR I RSSOV | FRNSEESS s AMMSM I M m/z 59.00 56.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT T [rrrrjrrrr[prrrrprrrs
59.0 4.00 4.20 4.40 4.60 4.80

m/z 101.00 21.96%

15.0 101.0
31.0
0 ‘ 1| Iy 83.0 \‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

570 400 4.20 4.40 4.60 4.80
5000 m/z 58.00 16.79%
20.0 101.0
15.0 73.0 83.0
o) MRS RIS I N INT 11 NS 25 B S\ S HN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T e
43.0 400 420 440 460 480

m/z 41.00 9.12%

5000
101.0
150 310 %80 69,0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 400 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

Sample : 13784-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 unknown6.92 Concentration Rank 1

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

6.92 116.25 ng 2199310 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 924 (6.922 min): BF096168.D (-919) (-) m/z 132.00 100.00%
13%.0
5000 68.0
SRR S R AR
400 540 | | eso %ll oo 6.60 680 7.00 7.20
o R TS O .- B . I | R m/z 68.05 35.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e e
10 550 %0 70 m/z 134.00  32.43%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 ok 6B 700 750
5000 ' m/z 66.10 21.51%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L LB L L BN |
132.0 6.60 6.80 7.00 7.20
m/z 96.10 14.62%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 140 a%o aéo 160 150
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Anthracene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.32 2.72 ng 77081 Phenanthrene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 87
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 87
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 86
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76

Abundance Scan 2352 (15.321 min): BF096168.D (-2348) (-) m/z 192.10 100.00%

19p.1

5000
90 30 % 1100 1011 1650 vira| | 1500 160 1540 1560
0 : ; : m/z 191.10 58.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54735: Anthracene, 2-methyl-
192.0
5000
15.00 15.20 15.40 15.60
m/z 189.10 31.71%
83.0 165.0

15.0 39.0 63.0 115.0 139.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
192.0
R RBEEEE TR S
15.00 15.20 15.40 15.60
5000 m/z 190.10 18.98%
96.0 165.0
o 39.0 630 115.0 139.0
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54747: Phenanthrene, 3-methyl- T A AaEmaEEES
192.0 15.00 15.20 15.40 15.60
m/z 193.10 16.04%
5000
96.0
o 39.0 63.0 115.0 139.0 1650

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

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Phenanthrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.46 ng 69578 Phenanthrene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 94
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
Abundance Scan 2360 (15.368 min): BF096168.D (-2357) (-) m/z 192.10 100.00%
19%.1
5000
165.1 A
550 740 96.0 124.1139.0 15.00 15.20 15.40 15.60
Ol e Y 209.2 m/z 191.10 59.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000

15.00 15.20 15.40 15.60
m/z 189.05  27.10%

165.0
0 39.0 63.0 9§-0 115.0 139.0 do
L B o o e LA A LA e o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
N IR o
15.00 15.20 15.40 15.60
5000 m/z 193.10 16.86%
94.0 165.0
0 39.0 630780 115.0 139.0
L B e o O LAILA H e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54727: 1H-Indene, 2-phenyl-
192.0 15.00 15.20 15.40 15.60
m/z 190.10 16.40%
5000
165.0
390 630750 960 1150 1390 " |
BRI o o o e o B I BLALAS L e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 14

R.T. EstConc Area Relative to ISTD R.T.
15.47 3.50 ng 99133 Phenanthrene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 90
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 86
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
4 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 30
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 27

Abundance Scan 2377 (15.468 min): BF096168.D (-2375) (-) m/z 190.10 100.00%
190.1
5000 l
wo 10 B0 ioyes 1630 15120 1540 15,60 1550
0 ; : : : m/z 189.10 94 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 T ---- AR UL A
94.0 15.20 15.40 15.60 15.80
' m/z 187.10 19.41%
0 390 630 || 1100 1370 1630 ||
m/z--> 20 40 60 80 100 120 140 1éo 180 200
Abundance
189.0
15.20 15.40 15.60 15.80
5000 m/z 188.00 15.62%
94.0
163.0
e S L I S SIS WL N AL LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52771: 2,2"-Bis(4,5-dimethylimidazole) R R
420 190.0 15.20 15.40 15.60 15.80
m/z 94.95 14 .82%
5000 122.0
162.0
15 0 66.0 4.
ol, M‘ M‘ ‘M‘uw..ﬂ” aW..Mh T%ﬁ?.ﬂ....,.:t.,... .
m/z--> 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.54 6.14 ng 174042 Phenanthrene-d10 14.50
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2389 (15.539 min): BF096168.D (-2386) (-) m/z 73.00 100.00%
431 730
5000
97.1 129.1 213.2
|H\“I ‘ 1711 |' 256.2 1520 1540 15.60 15.80 '
ol il I|| |I|......| ST .",.'.'l.".l'.l'...l.'...,.'...,....',. m/z 60.00 84 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 L SRR B B S
83.0 15.20 15.40 1560 1580
‘ 1570 1gso 2130 2560 | Mz 43.10  81.61%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 15.20 15.40 15.60 15.80
5000 129.0 m/z 57.10 60.82%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid A e R maa
43.0 730 15.20 15.40 15.60 15.80
m/z 41.10 57.77%
” T MLJWMMHWNwaA\MWWJWWWVWW
0 I R EEmEL T s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15 60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Naphthalene, 2-phenyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.77 2.28 ng 64712 Phenanthrene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 91
2 9.10-Bis(bromomethvDanthracene 362 C16H12Br2 034373-96-1 87
3 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 86
4 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 53
5 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 49

Abundance Scan 2428 (15.768 min): BF096168.D (-2425) (-) m/z 204.10 100.00%
204.1
5000 239.2
| || 15.40 15.60 15.80 16.00
0 8 L — m/z 202.00 45_50%
m/z--> 50 100 150 200 250 300 350
Abundance #64601: Naphthalene, 2-phenyl-
204.0
5000
15.40 15.60 15.80 16.00
m/z 239.20 45_.21%
0 \5:!\"0\ d ‘\101‘01280 1760 !
m/z--> 50 100 150 200 250 300 350
Abundance
204.0
_|—|_|_|_|_|—|_|_|_|_|'
15.40 15.60 15.80 16.00
5000 m/z 205.10 32 .54%
101.0
ol27.0_ 650 149.0176.0 283.0 364.0
m/z--> 50 100 150 200 250 300 350
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,15...
204.0 15.40 15.60 15.80 16.00
m/z 57.10 30.77%
5000
101.0
27.0 630 | | 1390 1769
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00

8270-BF060517.M Wed Jun 28 18:22:50 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 11 unknownl5.99 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.26 ng 63989 Phenanthrene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 22
2 Kvnurenic acid. methvl ether. me... 217 C12H11NO3 1000332-74-8 22
3 trans-calamenene 202 C15H22 1000374-17-3 22
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 22
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 22
Abundance Scan 2466 (15.992 min): BF096168 D (-2461) (-) m/z 159.05 100.00%
206.1 241.2
5000
69.1 139.0 185.
41.0 gg9 115.0
||| | 15.60 15.80 16.00 16.20 16.40
o W1 m/z 241.20 83.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #41182: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethy!-
159.0
5000
15.60 15.80 16.00 16.20 16.40
m/z 206.10 81.23%
39.0 770910 120 |
o} SV TRSOYRRN/ v MY PR N N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
159.0
15.60 15.80 16.00 16.20 16.40
5000 m/z 191.10 69.57%
115.0
o150 39.0 630 88.0 140.0 1870 2170
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62782: trans-calamenene R A B e
159.0 15.60 15.80 16.00 16.20 16.40
m/z 185.05 35.81%
5000
mz-> 20 '45 o '1'66' 'iéc')' '1'216' 160 180 'z'oc')' 220 240 260 | 15.60 15.80 16.00 16.20 16.40

8270-BF060517.M Wed Jun 28 18:22:51 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Octadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.89 8.38 ng 285869 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 16-Octadecenal 266 C18H340 056554-87-1 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
5 Tetradecanal 212 C14H280 000124-25-4 90

Abundance Scan 2789 (17.892 min): BF096168.D (-2785) (-) m/z 57.10 100.00%

5000

%

17.60 17.80 18.00 18.20
m/z 43.10 91.60%

ol 169.0 194.0 222.2 247.0 279.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal

:

I I I I
17.60 17.80 18.00 18.20
109.0 m/z 82.05 87.14%
1370 166.0 194.0 222.0 2500

5000

166.0 194.0 236.0 264.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43.0 82.0
R A EE RRREE RS SR
17.60 17.80 18.00 18.20
5000 m/z 55.10 71.26%
110.0
138.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115861: 16-Octadecenal I AEEREE TS
570 82.0 17.60 17.80 18.00 18.20

m/z 96.10 58.25%

5000
29.0

:

137.0 1680 196.0 2240 2520

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BF060517.M Wed Jun 28 18:22:51 2017 Page: 12



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF062317\

BF096168.D

23 Jun 2017 19:52

SJ/MA

13784-01 P.56-A-COMP
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 Pentafluoropropionic acid, Concentration Rank 7

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

18.16 6.77 ng 230874 Chrysene-di12 18.24

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
4 n-Nonadecanol - 284 C19H400 001454-84-8 93
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91

Abundance Scan 2835 (18.162 min): BF096168.D (-2830) (-) m/z 83.10 100.00%
83.1
43.0
5000
‘ 25.1 R e
168.1900.1 234-0 295.3 17.80 18.00 18.20 18.40
Ot m/z 57.10 80.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 LA L L L L L L
17.80 18.00 18.20 18.40
m/z 55.05 76.88%
oL260] L | ‘ \‘ ‘L 13 D 17702109 2550 356.0
o T T —
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
970 LIS [LINLINLIL I LI L L (LI B
17.80 18.00 18.20 18.40
5000 m/z 97.10 76.61%
169.0
o260 138.0 2100 2850 406.0
e L e e e e B o LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester LA B
57.0 17.80 18.00 18.20 18.40
97.0 m/z 43.05 72.50%
5000
oL.28l0] | || ’ } }}400 1820 2550 gpg0
- L T T I IIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BF060517.

M Wed Jun 28 18:22:52 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Oxirane, tetradecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.72 3.78 ng 128995 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetradecvl- 240 C16H320 007320-37-8 98
2 Oxirane. tridecvl- 226 C15H300 018633-25-5 97
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 Octadecanal 268 C18H360 000638-66-4 90
5 Hexadecanal 240 C16H320 000629-80-1 87

Abundance Scan 2930 (18.721 min): BF096168.D (-2926) (-) m/z 82.10 100.00%

43. 1

5000
180.1  216.1 18.40 18.60 18.80 19.00
0 m/z 43.10 98.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94324: Oxirane, tetradecyl-
41|10 82.0

5000 LA L L L L L B LB L |
18.40 18.60 18.80 19.00
109.0 m/z 57.10 96.12%
o I 1380 182.0 2080 240.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41,0 82.0
R R e
18.40 18.60 18.80 19.00
5000 m/z 55.10 72.82%

110.0

o 138.0 168.0 1940 2260

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

Abundance #129467: Oxirane, heptadecyl- e A RERREEESE L
18.40 18.60 18.80 19.00

m/z 96.10 68.10%

5000

110.0

138.0

166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 40 18 60 18. 80 19. 00

8270-BF060517.M Wed Jun 28 18:22:53 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Heptadecyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.96 4_.30 ng 146663 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 Cyclohexadecane 224 C16H32 000295-65-8 90

Abundance Scan 2971 (18.962 min): BF096168.D (-2967) (-) m/z 57.10 100.00%
511 g39
5000
8112070 2422 2712 15160 1580 1600 1020
(o} m/z 83.05 81.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
5000 R LR UL UGN B B
111.0 mmmmwmmw
20.0 m/z 43.05 79.76%
b Al 4 900 2100200 aeso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
18.60 18,80 19.00 19.20
5000 111.0 m/z 69.05 77.14%
29.0 139.0

167.0 195.0222.0 250.0 280.0 308.0 336.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R AR EEEEE T
55,0 83.0 18.60 18.80 19.00 19.20

m/z 55.10 67 .36%

5000

29.0

ol il 167.0 196.0 224.0 252.0 280.0 308.0
P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.60 18.80 19.00 19.20

8270-BF060517.M Wed Jun 28 18:22:53 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

Sample : 13784-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 16 2-Pentacosanone Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.02 4.01 ng 136726 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 91
2 2-Nonadecanone 282 C19H380 000629-66-3 89
3 2-Heptadecanone 254 C17H340 002922-51-2 87
4 2-Pentadecanone 226 C15H300 002345-28-0 45
5 9-Decen-2-one 154 C10H180 035194-30-0 43

Abundance Scan 2981 (19.021 min): BF096168.D (-2978) (-) m/z 59.00 100.00%
54.0
5000
17 "T1860 19,0 1920 1040
185.0 218.2 254.1 . : : : :
o |y i 15511850 2182 22412820 %663 o TEeTO0 92200
m/z--> 50 100 150 200 250 300 350
Abundance #194476: 2-Pentacosanone
59.0
5000 AT T T e T R T
18.80 19.00 19.20 19.40
m/z 43.05 77 .22%
‘ | Fao 127.0 206.0 366.0
ol L 170.0198.0 23602640 SO 3380 |
m/z--> 50 100 150 200 250 300 350
Abundance
58.0
"' 18/80 19.00 19.20 19.40
5000 m/z 71.10 57 .39%
o 29.0 %0 1970 1800 2220 282.0
m/z--> éo 160 150 200 250 360 3%0
Abundance #105858: 2-Heptadecanone L e
58.0 18.80 19.00 19.20 19.40
m/z 57.10 29.86%
5000
20.0 96.0 1960 254.0
ol IJ ) ,M.I Q20 1660y 2250 |
m/z--> 50 100 150 200 250 300 350 mmmmmmwm

8270-BF060517.M Wed Jun 28 18:22:54 2017

P.56-A-COMP

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Perylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.82 7.46 ng 152381 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzolelpvrene 252 C20H12 000192-97-2 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 3117 (19.821 min): BF096168.D (-3112) (-) m/z 252.10 100.00%
259.1
5000
1250 19.60 19.80 20.00 20.20
551 991 163.1191.2 2241 - : : :
o e 3002 39621 7 7250.05  31.06%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0
5000
19.60 19.80 20.00 20.20
125.0 m/z 253.10 20.92%
o170 500 830 | 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
~19.60 19.80 20.00 20.20
5000 m/z 125.00 18.23%
126.0
0 41.0 68.0 99.0 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene N B B !
250.0 19.60 19.80 20.00 20.20
m/z 126.05 13.15%
5000
126.0
o 63.0 99.0 H 174.0 2240 ‘H
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20

8270-BF060517.M Wed Jun 28 18:22:54 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown20.73 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.73 4.16 ng 84938 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 45
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 45
3 Benzeneacetic acid. 4-(l.1-dimet... 206 C13H1802 003549-23-3 40
4 Terephthalic acid. 1-cvclopentvl... 304 C18H2404 1000323-83-5 35
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 30
Abundance Scan 3272 (20.733 min): BF096168.D (-3269) (-) m/z 131.00 100.00%
191.2

5000
219.2 245.2 280.1 20.40 20.60 20.80 21.00
0 m/z 191.15 88.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000/ 28.0 R e  ERmEmammm
20.40 20.60 20.80 21.00
950 ]3501530 m/z 95.00 37.74%
‘ 69.0 ‘
0.”“”.“”w”.w””,””“.J“”.“”:...”.w””,””“.”“”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191.0
e EREmEmEE T
20.40 20.60 20.80 21.00
5000 m/z 81.10 28.37%
43.0 .0 149.0
) 670 910 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66041: Benzeneacetic acid, 4-(1,1-dimethylethyl)-, methyl... e EREmEmEE T
191.0 20.40 20.60 20.80 21.00
m/z 123.10 22.44%
5000 131.0
150 410 650 \“‘  163.0
”w.”w”.quuluup.”P“q.”q”..”. AR A ARARNLEREY e EREmEmEE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20. 40 20 60 20.80 21.00

8270-BF060517.M Wed Jun 28 18:22:55 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062317\

Data File : BF096168.D

Aca On : 23 Jun 2017 19:52

Operator : SJ/MA

a?ggle i 13784-01 P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown22.80 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.80 6.49 ng 132689 Perylene-d12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.3.410xadiazole. 2-amino-5-(4-... 179 C8H6FN30 1000316-48-2 46
2 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 38
3 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 38
4 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 38
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-91-9 38
Abundance Scan 3623 (22.797 min): BF096168.D (-3618) (-) m/z 81.10 100.00%
1
205.2
5000 1
22.40 22.60 22.80 23.00 23.20
(o} m/z 123.05 91.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #44980: [1,3,4]Oxadiazole, 2-amino-5-(4-fluorophenyl)-
95.0 179.0
123.0
5000 440 TT T T [T T I T [T T T T [ TTTT[TT
nmnmnmmmmm
m/z 55.05 86.12%
0 T \H\H “ \H l‘: IHIHI\ ‘l||‘|‘|||M|||‘|1|5|]|-|Ouunl|n| R B ARERaR EE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
81.0 123.0
41.0 N SRR SR B
22.40 22.60 22.80 23.00 23.20
5000 191.0 m/z 69.05 81.06%
150.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66157: 2,3,3- Trlmethyl 2-(3-methyl-buta-1,3-dienyl)-cyclo... A EEE TS
22.40 22.60 22.80 23.00 23.20
m/z 95.05 79.74%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 22. 40 22. 60 22. 80 23. 00 23 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096168.D

Acq On : 23 Jun 2017 19:52 Instrument :
Operator : SJ/MA BNA_F

Sample - 13784-01 ClientSampleld :
Misc : P.56-A-COMP
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.43 14.2 ng 268023 1 7.26 378367 20.0
unknown6 .92 6.92 116.3 ng 2199310 1 7.26 378367 20.0
Anthracene, 2-met... 15.32 2.7 ng 77081 4 14.50 566531 20.0
Phenanthrene, 1-m... 15.37 2.5 ng 69578 4 14.50 566531 20.0
4H-Cyclopenta[def... 15.47 3.5 ng 99133 4 14.50 566531 20.0
n-Hexadecanoic acid 15.54 6.1 ng 174042 4 14.50 566531 20.0
Naphthalene, 2-ph... 15.77 2.3 ng 64712 4 14.50 566531 20.0
unknownl15.99 15.99 2.3 ng 63989 4 14.50 566531 20.0
Octadecanal 17.89 8.4 ng 285869 5 18.24 682298 20.0
Pentafluoropropio... 18.16 6.8 ng 230874 5 18.24 682298 20.0
Oxirane, tetradecyl- 18.72 3.8 ng 128995 5 18.24 682298 20.0
Heptadecyl heptaf... 18.96 4.3 ng 146663 5 18.24 682298 20.0
2-Pentacosanone 19.02 4.0 ng 136726 5 18.24 682298 20.0
Perylene 19.82 7.5 ng 152381 6 19.92 408737 20.0
unknown20.73 20.73 4.2 ng 84938 6 19.92 408737 20.0
unknown22 .80 22.80 6.5 ng 132689 6 19.92 408737 20.0
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