LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\

Data File : BF095944.D

Aca On - 15 Jun 2017 2:45 Instrument :
Operator : SJ/MA BNA_F

Sample - 13665-04 ClientSampleld :
Misc - HA3-WC1

ALS Vial : 22 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 4.528 496 500 518 rBvV2 46957 126041 7.62% 0.795%
2 5.228 615 619 649 rBV 668850 1388430 83.97% 8.760%
3 6.904 900 904 915 rBV 797314 1300106 78.63% 8.203%
4 6.992 915 919 933 rVV 1039000 1653401 100.00% 10.432%
5 7.086 933 935 942 rVB3 10705 18739 1.13% 0.118%
6 7.333 973 977 989 rBV 300895 382572 23.14% 2.414%
7 7.569 1012 1017 1033 rBV 806243 1067040 64.54% 6.733%
8 8.251 1129 1133 1162 rVB 564740 856317 51.79% 5.403%
9 9.369 1318 1323 1337 rBvY 372791 535646 32.40% 3.380%
10 10.539 1515 1522 1530 rBB3 9745 17113 1.04% 0.108%

11 11.145 1619 1625 1638 rBV 1251504 1452248 87.83% 9.163%
12 11.839 1739 1743 1755 rVB 117203 149433 9.04% 0.943%
13 12.186 1797 1802 1807 rBV2 412561 498315 30.14% 3.144%

14 12.239 1807 1811 1817 rVB2 61606 86157 5.21% 0.544%
15 12.539 1859 1862 1870 rVB 13606 20016 1.21% 0.126%
16 13.045 1941 1948 1951 rBV 26521 30361 1.84% 0.192%
17 13.080 1951 1954 1960 rVB 58794 70062 4.24% 0.442%
18 13.480 2018 2022 2036 rBV 470292 681667 41.23% 4_.301%
19 13.810 2070 2078 2086 rBV 23376 39734 2.40% 0.251%

20 14.580 2205 2209 2212 rVV 325960 403310 24.39%% 2.545%

21 14.615 2212 2215 2223 rVV 201893 263674 15.95% 1.664%

22 14.709 2227 2231 2237 rVB 68281 89582 5.42% 0.565%
23 15.386 2342 2346 2350 rBV 28695 31921 1.93% 0.201%
24 15.433 2350 2354 2360 rVB 34428 41610 2.52% 0.263%
25 15.504 2362 2366 2368 rBV2 15109 17321 1.05% 0.109%
26 15.539 2368 2372 2376 rVV3 52725 77934 4.71% 0.492%
27 15.604 2376 2383 2391 rVB2 74793 114730 6.94% 0.724%
28 15.839 2419 2423 2427 rBV4 19520 25939 1.57% 0.164%
29 16.203 2479 2485 2488 rBV2 18444 27842 1.68% 0.176%
30 16.239 2488 2491 2495 rVB3 13496 18057 1.09% 0.114%
31 16.327 2501 2506 2510 rVB6 11019 18901 1.14% 0.119%

32 16.398 2513 2518 2524 rBV 323414 397358 24.03% 2.507%
33 16.703 2566 2570 2576 rBV 386522 457868 27.69% 2.889%
34 16.815 2584 2589 2595 rVB4 17065 30982 1.87% 0.195%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\

Data File : BF095944.D

Aca On - 15 Jun 2017 2:45 Instrument :
Operator : SJ/MA BNA_F

Sample - 13665-04 ClientSampleld :
Misc - HA3-WC1

ALS Vial : 22 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

35 16.903 2600 2604 2608 rVv2 17850 25009 1.51% 0.158%
36 16.956 2608 2613 2618 rVB 900657 998359 60.38% 6.299%
37 17.033 2620 2626 2633 rVB4 21152 38972 2.36% 0.246%
38 17.151 2641 2646 2647 rBvV4 16043 22982 1.39% 0.145%
39 17.174 2647 2650 2656 rVB 45294 61459 3.72% 0.388%
40 17.262 2661 2665 2669 rVB 54345 59481 3.60% 0.375%
41 17.309 2669 2673 2679 rBV4 34697 67801 4._.10% 0.428%
42 17.421 2688 2692 2696 rVB2 19571 23026 1.39% 0.145%
43 17.462 2696 2699 2703 rBV2 13646 18912 1.14% 0.119%
44 17.745 2744 2747 2751 rVB4 13716 16785 1.02% 0.106%
45 17.821 2754 2760 2765 rBV7 10423 24458 1.48% 0.154%
46 17.950 2777 2782 2785 rBVY 40870 47159 2.85% 0.298%
47 17.980 2785 2787 2789 rVvV 22445 21794 1.32% 0.138%
48 18.009 2789 2792 2795 rVB 27539 27538 1.67% 0.174%
49 18.045 2795 2798 2801 rBV 19574 21683 1.31% 0.137%

50 18.215 2822 2827 2836 rBV2 107566 180301 10.90% 1.138%

51 18.297 2836 2841 2845 rVV2 407409 601354 36.37% 3.794%
52 18.333 2845 2847 2860 rvVv2 107965 174712 10.57% 1.102%

53 18.427 2860 2863 2869 rVB3 31099 41655 2.52% 0.263%
54 18.533 2876 2881 2884 rBV5 14547 21432 1.30% 0.135%
55 18.639 2895 2899 2903 rVB5 20407 26107 1.58% 0.165%
56 18.774 2918 2922 2925 rBV5 25677 35907 2.17% 0.227%
57 18.809 2925 2928 2932 rVV 25816 34336 2.08% 0.217%
58 18.850 2932 2935 2940 rVB2 19331 25442 1.54% 0.161%
59 18.962 2950 2954 2956 rBV4 13281 17475 1.06% 0.110%
60 19.015 2961 2963 2969 rVB6 21414 31704 1.92% 0.200%
61 19.339 3014 3018 3021 rVB2 50086 56482 3.42% 0.356%
62 19.574 3054 3058 3061 rBV 107637 152548 9.23% 0.963%
63 19.686 3074 3077 3080 rBV 23723 22760 1.38% 0.144%
64 19.862 3104 3107 3110 rBV 54488 57982 3.51% 0.366%

65 19.921 3113 3117 3122 rVV 97413 108501 6.56% 0.685%

66 19.974 3122 3126 3135 rVB 217941 319197 19.31% 2.014%

67 21.150 3323 3326 3331 rVB3 33404 49216 2.98% 0.311%
68 21.485 3380 3383 3385 rBV2 18985 25923 1.57% 0.164%
Sum of corrected areas: 15848879
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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

Abundance TIC: BF095944.D
1200000
6.99
1000000

800000 6.9p 7.57

5.23
600000 8.25

400000

200000

4.53 09

T
9.00

T T T T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF095944.D

1200000 11115

1000000
800000

600000
13.48
12.19

9.37
400000 14.58 16.40

200000 14.62
11.84

0
10.54 [\ 2404 1]33){9? 13.81 j(l 1%9215.84 A3
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Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50
Abundance TIC: BF095944.D

1200000

1000000
16.96

800000

600000

18.30
400000} 70

200000

21.15 21.49
A\ b

O e S I I S o B o B o B B e S e

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 2050 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.53 6.59 ng 126041 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 500 (4.528 min): BF095944.D (-496) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 S, S S S
| 83.0 420 4.40 4.60 4.80
Y 1Y ¥ | A BN m/z 59.10 62.63%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL AR UL
59.0 420 440 460 480
m/z 101.00 24 _37%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
420 440 460 480
5000 m/z 58.10 13.75%
55.0
27.0
150 710 830 980
S U UL I SR UL IR UL SULIL LS WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime EAm T
43.0 420 4.40 4.60 4.80
m/z 41.00 10.19%
5000
101.0
o 150 om0 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 80 90 100 110 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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 unknown6.99 Concentration Rank 1

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

6.99 86.44 ng 1653400 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 919 (6.992 min): BF095944.D (-915) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 L T T T
401 540 6.60 6.80 7.00 7.20 7.40
o N Ot O | RN B NN - S | N m/z 68.10 37.82%
m/z--> 10 20 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 S A LS L
6.60 6.80 7.00 7.20 7.40
2.0 510 m/z 134.00 32.20%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.05 21.84%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
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  EEam T AR RanaE
132.0 6.60 6.80 7.00 7.20 7.40
m/z 96.10 14 _.30%
5000 67.0
41.0 97.0
53.0
‘ 79.0 117.0
0'w'”w'“w'““j“w““w”hm'm“““w'mw'“w'“w'“w T A A A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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 4 Phenanthrene, 2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.43  2.06 ng 41610  Phenanthrene-di0 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 phenanthrene. 2-methvl- 192 c15H12 002531-84-2 94

2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
3 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 87
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 87
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 2353 (15.427 min): BF095944.D (-2350) (-) m/z 192.05 100.00%
199.1
5000 N\ }\/U\
o 1 P 1 o005l " T500 15,40 1560 5180
Obr el el m/z 191.05  58.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54750: Phenanthrene, 2-methyl-
192.0
n__J
5000 LB SUMLLE I U UL
15.20 15.40 15.60 15.80
165.0 m/z 189.00 29.65%
o 39.0  63.0 78,0 M 1150 1390 | |
miz--> % 4o @ s 10 1o 1o 1o 180
Abundance
192.0
""I""/I\/'\III [rrTTTTT
15.20 15.40 15.60 15.80
5000 m/z 190.20 16.93%
83.0
165.0
0L 15.0 39.0 630 98.0 115.0 139.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene RN | VAWV N
192.0 1520 15.40 15.60 15.80
m/z 193.05 14 .93%
5000
165.0
. 280 430 630 810 0C 1150 1390 | |
m/z--> 20 4'0 i 8|0 100 150 14'10 1('30 1éo 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.54 3.86 ng 77934 Phenanthrene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 90
2 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 42
3 1H-Pvrazole-4-carboxaldehvde. 1-... 190 C10H7FN20 1000338-05-6 42
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 38
5 Methyl diselenide 190 C2H6Se2 007101-31-7 38
Abundance Scan 2372 (15.539 min): BF095944.D (-2368) (-) m/z 190.05 100.00%
190.1
5000 Jk«
94.5 SN Y\ L N
68.9 163.1 15.20 15.40 15.60 15.80
o,....f%%..,...wwn.m,ﬁ??9,..”,....,w...,u m/z 189.10 85.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 T ---- AR UGS

94.0 15 20 15. 40 15.60 15.80
' m/z 94.50 23.81%

1100 1370 1630

30.0 630 780

e e oS S v Wi |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
190.0
15.20 15.40 15.60 15.80
5000 m/z 191.05 21.71%
97.0
157.0
270 450 @30 77.0 128.0 173.0
R T e MR g L S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52828: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluorophenyl)-
190.0 15.20 15.40 15.60 15.80
m/z 187.10 19.55%
95.0
5000
75.0
570 134.0
: 161.0
o} S U3 VAT A T ,1..9'.0. ,‘. : .“‘. - .1.75.'?. il ., e e
m/z--> 20 40 60 80 100 120 140 160 180 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.60 5.69 ng 114730 Phenanthrene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 2-Octane isothiocyanate 171 COH17NS 069626-80-8 14
Abundance Scan 2382 (15.598 min): BF095944.D (-2376) (-) m/z 73.00 100.00%
431 73.0
5000 971 1291
1571 1851 1 555 1570 1540 15,60 1580 16,00
(o} m/z 43.10 96.04%
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
83.0 15.20 15.40 15.60 15.80 16.00
Ji 1570 1geo 2130 2560 | M/Z 60.00  89.56%
A
0‘
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 16.00
m/ 57.10 80.37%
5000 1290 4 0
185.0 228.0
97.0
o 157.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 15.20 15.40 15.60 15.80 16.00
m/z 41.05 75.88%
5000 129.0
0L15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.17 2.04 ng 61459 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 7H-Benzolclfluorene 216 C17H12 000205-12-9 90
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
Abundance Scan 2649 (17.168 min): BF095944.D (-2647) (-) m/z 216.10 100.00%
216.1
5000
107.4
56.0 84.9 163.0 187.0 16.80 17.00 17.20 17.40
(o} m/z 215.10 66.21%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000
16.80 17.00 17.20 17.40
m/z 107.40 23.06%
107.0
ol 220 830 810 , ) 1390 1630 180 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216.0
16.80 17.00 17.20 17.40
5000 m/z 217 .05 20.36%
108.0
82.0 189.0
L A UL I WL B B WL B L W
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74421: 11H-Benzo[a]fluorene
216.0 16.80 17.00 17.20 17.40
m/z 106.50 14.07%
5000
108.0
mz-> 20 40 60 8 100 120 140 160 180 200 220 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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 Pyrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.31 2.25 ng 67801 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 60
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 55
3 3.4-Dichlorocinnamic acid 216 C9H6CI202 001202-39-7 50
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 49
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 47
Abundance Scan 2673 (17.309 min): BF095944.D (-2669) (-) m/z 216.10 100.00%
216.1
5000
94.8 189.0
123.0 17.00 17.20 17.40 17.60
o 430 67.0 m/z 215.10 52.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74413: Pyrene, 2-methyl-
216.0
5000
95.0 17.00 17.20 17.40 17.60
m/z 217.10 42 _47%
189.0
o 530 740 | | 122.0 1630 | |
m/z--> 25 45 éo 86 160 120 150 1éo 180 260 250 '
Abundance
216.0
17.00 17.20 17.40 17.60
5000 m/z 213.10 24 . 75%
94.0 189.0
o 39.0 63.0 122.0 163.0
m/z--> 25 45 éo 86 160 120 150 1éo 180 200 250 '
Abundance #74622: 3,4-Dichlorocinnamic acid

17.00 17.20 17.40 17.60
m/z 232.10  23.40%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.22 6.00 ng 180301 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 2828 (18.221 min): BF095944.D (-2822) (-) m/z 57.10 100.00%

5000

-

229.1 18.00 18.20 18.40 18.60
m/z 83.10 94.74%

139.1167.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55.0 83.0

:

5000 LA B L L L L L LB
18.00 18.20 18.40 18.60
20.0 m/z 97.10 84.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
i o
18.00 18.20 18.40 18.60
5000 111.0 m/z 69.10 77.56%
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 #164113: Trifluoroacetic acid, pentadecy! ester L e o
18.00 18.20 18.40 18.60
m/z 55.05 76.98%
5000
29.0
o 182.0 210.0 255.0 306.0

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095944.D

Aca On : 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.34 3.54 ng 56482 Perylene-d12 19.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 72
2 d-Glucosamine 179 C6H13NO5 000090-77-7 64
3 Hexadecanamide 255 C16H33N0 000629-54-9 45
4 Tetradecanamide 227 C14H29NO 000638-58-4 43
5 Dodecanamide 199 C12H25N0 001120-16-7 38
Abundance Scan 3018 (19.339 min): BF095944.D (-3014) (-) m/z 59.00 100.00%
54.0
5000
154.0 181.2 211.0 241.90631 19.00 19.20 19.40 19.60
0 m/z 72.10 77.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
19.00 19.20 19.40 19.60
29.0 m/z 55.05 50.52%
: 26.0
0 1260 1540 184.0 2100 2380 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
19.00 19.20 19.40 19.60
5000 m/z 69.05 31.33%
30.0

100.0 130.0 1610

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide R B
59.0 19.00 19.20 19.40 19.60
m/z 43.10 28.51%
5000
o 290, | 1860 1140 140 1700 2120  255.0
A B L A R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 00 19. 20 19. 40 19 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061417\
Data File : BF095944.D

Acq On 15 Jun 2017 2:45

Operator : SJ/MA

Sample : 13665-04

Misc :

ALS Vial : 22 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 .53 6.6 ng 126041 1 7.33 382572 20.0
unknown6 .99 6.99 86.4 ng 1653400 1 7.33 382572 20.0
Phenanthrene, 2-m... 15.43 2.1 ng 41610 4 14.58 403310 20.0
4H-Cyclopenta[def... 15.54 3.9 ng 77934 4 14.58 403310 20.0
n-Hexadecanoic acid 15.60 5.7 ng 114730 4 14.58 403310 20.0
11H-Benzo[b]fluorene 17.17 2.0 ng 61459 5 18.30 601354 20.0
Pyrene, 2-methyl- 17.31 2.3 ng 67801 5 18.30 601354 20.0
n-Nonadecanol-1 18.22 6.0 ng 180301 5 18.30 601354 20.0
9-Octadecenamide,... 19.34 3.5 ng 56482 6 19.97 319197 20.0

8270-BF060517 .M Thu Jun 15 14:15:44 2017 Page: 13



