LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On I 24 May 2017 15:47 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13281-06 ICAlEl )
Misc : R1-TP-3-D34
ALS Vial : 9 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-BF050217 .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 2.125 30 32 41 rVB5 17253 37052 1.06% 0.141%
2 2.296 59 61 72 rBv4 15358 39407 1.12% 0.149%
3 5.113 537 540 554 rBV 68469 179417 5.11% 0.680%
4 5.719 639 643 676 rBV 577440 1584545 45.17% 6.010%
5 7.289 907 910 927 rBV 675703 1554853 44.32% 5.897%
6 7.413 927 931 941 rVB 1141268 1885467 53.75% 7.151%
7 7.748 984 988 999 rBV 390548 504884 14.39% 1.915%
8 7.984 1024 1028 1042 rBV 971289 1290010 36.77% 4 .893%
9 8.654 1138 1142 1159 rBV 493009 995138 28.37% 3.774%
10 9.772 1328 1332 1356 rBV 329924 709055 20.21% 2.689%
11 10.954 1529 1533 1547 rBvV 23180 45350 1.29% 0.172%
12 11.101 1553 1558 1566 rBvV 23790 40579 1.16% 0.154%
13 11.536 1628 1632 1656 rBY 1019164 1582046 45.10% 6.000%
14 12.089 1719 1726 1730 rBVv4 22998 42201 1.20% 0.160%

15 12.242 1748 1752 1757 rBV 142071 228333 6.51% 0.866%

16 12.601 1808 1813 1820 rBV2 455602 703042 20.04% 2.666%

17 12.660 1820 1823 1834 rVB 51910 84839 2.42% 0.322%
18 12.966 1870 1875 1885 rBV2 32737 69524 1.98% 0.264%
19 13.366 1938 1943 1950 rVB 228436 268182 7.64% 1.017%
20 13.430 1950 1954 1958 rVB 43398 46972 1.34% 0.178%
21 13.507 1962 1967 1977 rVB2 62546 96646 2.75% 0.367%
22 13.783 2008 2014 2020 rBVZ2 30373 59514 1.70% 0.226%
23 13.901 2029 2034 2056 rBV 518609 968083 27.60% 3.672%
24 14.207 2081 2086 2087 rBV 43960 47043 1.34% 0.178%
25 14.230 2087 2090 2095 rVB 64033 87727 2.50% 0.333%
26 14.736 2172 2176 2183 rBvV4 32292 56343 1.61% 0.214%
27 14.936 2205 2210 2214 rBV 37903 41460 1.18% 0.157%

28 15.001 2217 2221 2225 rVV 465308 626806 17.87% 2.377%
29 15.042 2225 2228 2240 rVV 443367 656670 18.72% 2.491%
30 15.136 2240 2244 2252 rVV 96603 153730 4._.38% 0.583%

31 15.442 2293 2296 2303 rBV 24885 44481 1.27% 0.169%
32 15.595 2317 2322 2330 rVB2 35791 45268 1.29% 0.172%
33 15.795 2352 2356 2359 rBV 54862 65997 1.88% 0.250%
34 15.836 2359 2363 2369 rVB 69267 88863 2.53% 0.337%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On I 24 May 2017 15:47 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13281-06 ICAlEl )
Misc : R1-TP-3-D34
ALS Vial : 9 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-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.971 2377 2386 2393 rVB 1808991 2391153 68.16% 9.069%

36 16.230 2426 2430 2437 rVB 36337 50465 1.44% 0.191%
37 16.589 2487 2491 2494 rBV 39075 48195 1.37% 0.183%
38 16.730 2512 2515 2520 rVB2 37197 42537 1.21% 0.161%
39 16.783 2520 2524 2534 rBV 435139 595311 16.97% 2.258%
40 16.859 2534 2537 2540 rBVY 46301 45080 1.29% 0.171%

41 17.089 2572 2576 2583 rBVY 443429 532802 15.19% 2.021%
42 17.236 2598 2601 2605 rVB3 29590 35642 1.02% 0.135%
43 17.324 2611 2616 2625 rVV 1001963 1242505 35.42% 4.712%
44 17.418 2625 2632 2640 rVB3 77339 123344 3.52% 0.468%
45 17.559 2652 2656 2660 rVB 43901 64459 1.84% 0.244%

46 17.642 2664 2670 2675 rBVY 33172 48464 1.38% 0.184%
47 17.706 2675 2681 2687 rBV4 85697 173264 4.94% 0.657%
48 17.995 2723 2730 2733 rBV 2831786 3508035 100.00% 13.305%
49 18.077 2740 2744 2751 rBVY 72494 85849 2.45% 0.326%
50 18.565 2823 2827 2836 rVB3 43838 69269 1.97% 0.263%

51 18.677 2841 2846 2850 rBV2 413184 633611 18.06% 2.403%
52 18.724 2850 2854 2864 rVB2 198120 350751 10.00% 1.330%

53 19.195 2928 2934 2937 rBV2 27133 37304 1.06% 0.141%
54 19.348 2957 2960 2974 rVB5 33507 69088 1.97% 0.262%
55 19.489 2981 2984 2991 rVB 86607 98877 2.82% 0.375%
56 19.689 3013 3018 3021 rBV 30569 36738 1.05% 0.139%
57 19.953 3059 3063 3066 rBvV2 114809 157059 4.48% 0.596%
58 20.071 3079 3083 3088 rBV2 39273 53808 1.53% 0.204%
59 20.200 3101 3105 3109 rVB 101980 115512 3.29% 0.438%
60 20.247 3109 3113 3117 rBV 68257 77500 2.21% 0.294%

61 20.300 3119 3122 3127 rBV 88858 104330 2.97% 0.396%
62 20.353 3127 3131 3141 rBV 276398 403986 11.52% 1.532%

63 20.942 3226 3231 3237 rVB 26840 37524 1.07% 0.142%

64 21.706 3354 3361 3370 rBV3 45706 109763 3.13% 0.416%

65 22.094 3421 3427 3438 rBV2 34176 95230 2.71% 0.361%
Sum of corrected areas: 26366982
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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\BF052417\

BF095390.D
24 May 2017 15:47
SJ/MA
13281-06
R1-TP-3-D34
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

N.2.12.30

TIC: BF095390.D

7.41
7.98

7.2
5.72

5.11

8.65

0=
Time--> 2.00

e S
5.00 5.50 6.00 6.50

2.50 3.00

3.50 4.00 4.50

7.00 7.50

8.00

T
8.50

9.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF095390.D

11.54

13.90

12.60 166064

9.77
13.37

10.85.10

15.97

12.24
1206, 12661297 18ASL3 7R 142B 147 5141528 5858 1623 16AmEL

16.

Ob——
Time-->  9.50

15.50

14.50

12.50

13.00 13.50

11.00 11.50

10.00  10.50 15.00

12.00 14.00

16.00

16.50

Abundance

2500000

2000000

1500000

1000000

500000{ 17

18.72
gt o

TIC: BF095390.D

17.99

17.32

.09 18.68

20.35
19193848, 65 SRR

20.94 21.71 22.09

A

Time-->

17.00

23.00

22.00 22.50

20.50 21.00 21.50

19.50

18.50

17.50 18.00 19.00 20.00

23.50

24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4

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

5.11 7.11 ng 179417 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.2-Butanediol 90 C4H1002 000584-03-2 25
4 3-Pentanol 88 C5H120 000584-02-1 25
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 539 (5.107 min): BF095390.D (-537) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 B N L L R B |
82.9 | 480 5.00 5.20 5.40
Ol el et 828 | Tm/z 59.10 57.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
480 5.00 5.20 5.40
59.0 1010 m/z 101.00 18.09%
0 270 | 510 ‘ 6900 830910 ]
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 16 .45%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2294: 1,2-Butanediol
31.0 59.0 480 5.00 5.20 5.40
m/z 41.00 12.47%
5000
41.0
et 500 L0 se0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.41 Concentration Rank 1

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

7.41 74.69 ng 1885470 1,4-Dichlorobenzene-d4 7.75
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 17
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 930 (7.407 min): BF095390.D (-927) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\\
00 510 || 7m0 %1000 750 720 740 760 780
O b el L0300~ Tm/z 68.10  39.63%
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 LA LN LI I
700 7.0 7.40 7.60 7.80
310 510 m/z 134.00 31.19%
0'“'J“Jhwl'WH“'|“'lw”?wq'“l'“'l“l'w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.92%
41.0 97.0
53.0
20.0 117.0
107.0
e R RS AR AR ARALS RAARS RS RARRN SRS BALRS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0 7.00 7.20 7.40 7.60 7.80

m/z 69.05 15.21%

97.0
5000
70.0
31.0 60.0
0 ‘ 44\. 0 Ly | | 86 0 I 116.0 I

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Butanoic acid, 2-butoxy-1-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.37 7.63 ng 268182 Acenaphthene-d10 12.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-butoxv-1-methvl... 216 C11H2004 007492-70-8 64
2 Propanoic acid. 2-methvl-, 1.2.3... 302 C15H2606 014295-64-8 64
3 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
4 diethvl 2-hvdroxv-3-(tetrahvdrof... 260 C12H2006 1000365-67-1 56
5 3,3-Dimethylheptadecane 268 C19H40 1000360-43-3 50
Abundance Scan 1944 (13.371 min): BF095390.D (-1938) (-) m/z 71.10 100.00%
711
5000 43.1 A
‘ M1 e a1 || 1900 1370 1340 1560
W S T P s M. m/z 43.10 47.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73904: Butanoic acid, 2-butoxy-1-methyl-2-oxoethy! ester
71.0
5000 430 UM AR AR
13.00 13.20 13.40 13.60
m/z 41.10 9.85%

o

115.0
150 | | e10 | 1430 1720 217.0
,,,,,,, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71.0

13.00 13.20 13.40 13.60

5000 43.0 m/z 111.10 9.07%
1010 1430 2010 5399
i MY HNUE. L -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate R
71.0 13.00 13.20 13.40 13.60

m/z 56.10 8.40%

43.0
5000
98.0
ol b LT 1430 173.0 198.0 243.0
S o S R L At

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.80 ng 87727 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 80
2 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 59
3 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 59
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 53
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
Abundance Scan 2090 (14.230 min): BF095390.D (-2087) (-) m/z 57.10 100.00%
57.1
5000
14.00 14.20 14.40 14.60
0 m/z 71.10 86.73%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000
14.00 14.20 14.40 14.60
113.0 m/z 43.10 34.28%
29.0 ‘ ‘ ‘ 183.0
Ottt e o b 18201850 " 2250 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
" 14.00 14.20 14.40 14.60
5000 m/z 85.10 22 .74%
85.0 113.0
. 29.0 155.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105892: Heptadecane, 7-methyl-
57.0 14.00 14.20 14.40 14.60
m/z 56.00 21.70%
5000
8.0 112.0
29.0 ‘ 1400 1680
0 |.‘l‘..|‘....‘|..“l. ‘l...“l..‘.‘.lunulnn .l‘.. ....2(.)?.0. ”2|3|?|0|”|””
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.79 2.11 ng 65997 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 90
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 90
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
Abundance Scan 2355 (15.789 min): BF095390.D (-2352) (-) m/z 192.10 100.00%
190.1
94.6 0 1560 1580 16.00 16.20
62.9 150.1 165.0 1540 15.60 15.80 16.00 16.20
o S L O WO [ .- o TSNP m/z 191.10 60.88%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0

5000 R i e
1540 15. 60 1580 1600 16 20

m/z 189.10 31.73%

165.0

94.0
0 39'0 63.0 77'q M 115'0 139.0 y h‘ ! H‘ ‘
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
”........” P
15. 40 15. 60 15. 80 16.00 16.20
5000 m/z 193.10 16.28%
165.0
oL 27.0 410 630 820 96.0 1150 139.0
T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0 15.40 15.60 15.80 16.00 16.20

m/z 190.10 14 .81%

5000
165.0
39.0 630 820 %0 1150 1390 |
R L A R RS R R RERERS

m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Anthracene, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.84 ng 88863 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 94
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 94
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
Abundance Scan 2364 (15.842 min): BF095390.D (-2359) (-) m/z 192.10 100.00%
19p.1
5000 M
390 550 751, 4% 1150 150.0-%%1 210.1 15,60 15.80 16.00 16.20

Of m/z 191.05 59.80%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54738: Anthracene, 9-methyl-
192.0

5000 ...................
15. 60 1580 16. OO 16. 20

m/z 189.05 29.77%

oL 390 630 940 1150 1390 190 |
A L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
.”.,”........”,.”
15.60 15.80 16.00 16.20
5000 m/z 190.05 14 .52%
165.0
o 39.0 630 g10 960 1150 139.0
L e L A A Bt man s o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54747: Phenanthrene, 3-methyl- e . et
192.0 15. 60 15. 80 16. 00 16. 20

m/z 165.05 11.53%

5000
96.0
390 630 810 | 1150 150.01650 |
M LA AN 0 S it LS | N

\ ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknownl7.42 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.42 3.89 ng 123344 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 3-methvlbut-3-env... 276 C16H2004 1000357-10-0 47
2 Phthalic acid. pent-4-envl tetra... 430 C27H4204 1000360-47-3 47
3 Phthalic acid. dodecvl pent-4-en... 402 C25H3804 1000360-47-1 47
4 Phthalic acid. pent-4-envl propv... 276 C16H2004 1000360-45-4 47
5 Phthalic acid, butyl hex-3-yl ester 306 C18H2604 1000356-95-5 43
Abundance Scan 2632 (17.418 min): BF095390.D (-2625) (-) m/z 149.00 100.00%
148.0
5000
215.1 DN & WS
411.0 671 105.0 187.1 17.20 17.40 17.60 17.80
O L R Lo o o . S m/z 215.10 23.19%
m/z--> 50 100 150 200 250 300 350
Abundance #124315: Phthalic acid, 3-methylbut-3-enyl propy! ester
149.0
5000 ‘ ""I"A'I""I""I"
68.0 17.20 17.40 17.60 17.80
: m/z 216.10 22 .04%
oL 40 | 1040 2090 2160
m/z--> 50 100 150 200 250 300 350
Abundance
149.0
17.20 17.40 17.60 17.80
5000 m/z 41.00 9.31%
68.0
o 41.0 104.0 217.0 345.0
m/z--> 50 100 150 200 250 300 350
Abundance #213049: Phthalic acid, dodecyl pent-4-enyl ester R B R ARA B
149.0 17.20 17.40 17.60 17.80
m/z 150.10 7.94%
5000
68.0
oL M0 ) 1040 | 217.0 317.0
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Pyrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.56 2.03 ng 64459 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 91
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 91
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 74
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72
Abundance Scan 2656 (17.559 min): BF095390.D (-2652) (-) m/z 216.10 100.00%
216.1
5000
107.7
81.2 189.1 17.20 17.40 17.60 17.80
o I = 164.9 301 "m/z 215.10  67.49%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74416: Pyrene, 1-methyl-
216.0
5000

17.20 17.40 17.60 17.80
m/z 107.70  25.67%

108.0 189.0
o 39.0 63.0 86.0, 137.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216.0
17.20 17.40 17.60 17.80
5000 %5.0 m/z 213.05 19.10%
189.0
0 53.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74421: 11H-Benzo[a]fluorene
216.0 17.20 17.40 17.60 17.80
m/z 217 .05 18.96%
5000
108.0
o 500 8Ll0, ‘ 137.0 163.0 1890 H
,”.WH.W.HW.H.P”.“.”,””,”..”...” RRRREREREERAREE R R
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 11 unknownl7.71 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.71 Chrysene-di12 18.68
Hit# of 5 MW  MolForm CAS# Qual
1 MIt 318 C14H10CI14 000053-19-0 45
2 p.p 352 C14H9CI5 000050-29-3 43
3 2.2 266 C14H12CI20 002642-82-2 43
4 m.p 318 C14H10CI14 004329-12-8 43
5 9H-Carbazole, 235 C12H7CI2N 005599-71-3 42
Abundance Scan 2682 (17.712 min): BF095390.D (-2675) (-) m/z 235.00 100.00%
0
5000
on 17720 17160 17130 1800

0! 7 m/z 237.10 64 .79%
m/z--> 50 100 150 200 250 300 350
Abundance #159156: Mitotane
235.0
165.0
5000
17.40 17.60 17.80 18.00
88.0 193.0 m/z 165.05 56.70%
oS il I L VLB 220 w0
m/z--> 50 100 150 200 250 300 350
Abundance
235.0
17.40 17.60 17.80 18.00
5000 m/z 232.10 26.98%
165.0
o 75.0 105.0 136.0 199.0 284.0 319.0 354.0
e LA A e e e e e e NS A e o S S
m/z--> 50 100 150 200 250 300 350
Abundance #115306: 2,2-Bis(p-chlorophenyl)ethanol
235.0 17.40 17.60 17.80 18.00
m/z 199.00 18.66%
165.0
5000
199.0 266.0
ol8o 510 820 1250 | I ‘
e T R R RERREEEE sy
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 m,p*-DDD Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.08 2.71 ng 85849 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m.p"-DDD 318 C14Hio0Cl4 004329-12-8 90
2 1.1-Dichloro-2.2-bis(p-chlorophe... 318 C14H10C14 000072-54-8 87
3 p.n"-DDT 352 C14H9CI5 000050-29-3 80
4 3-Butanone. 1.l1-bis(4-chlorophen... 320 C18H18CI20 1000158-20-4 72
5 2,2-Bis(p-chlorophenyl)ethanol 266 Cl14H12CI20 002642-82-2 53
Abundance Scan 2745 (18.083 min): BF095390.D (-2740) (-) m/z 235.00 100.00%
235.0
5000 165.0
B REama ST
430 7201009 1358 199.1 300.1 17.80 18.00 18.20 18.40
o T o o m/z 237.00 62.82%
m/z--> 50 100 150 200 250 300 350
Abundance #159153: m,p'-DDD
235.0
165.0 "
5000 LI SRR DU SUNUBN B
17.80 18.00 18.20 18.40
750 1990 m/z 165.00 49.20%
050 1370 Lk 320.0
oLb— — |“|‘H‘|”|‘w”|‘ IIHHI i‘:”:‘“: : k\‘ — — ———r :
m/z--> 50 100 150 200 250 300 350
Abundance
235.0
17.80 18.00 18.20 18.40
5000 165.0 m/z 236.00 18.58%
ol 360 75.0101.0 136.0 199.0 282.0 320.0
m/z--> " 50 100 150 200 250 300 350
Abundance #184865p,p'-DDT AL L L LB L
235.0 17.80 18.00 18.20 18.40
m/z 176.10 12.12%
5000
165.0
mz-> 50 100 150 200 250 300 350 117.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 1-Decanol, 2-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.57 2.19 ng 69269 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 80
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 80
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 74
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 74
Abundance Scan 2828 (18.571 min): BF095390.D (-2823) (-) m/z 57.05 100.00%
5%.0
5000
3021 | 18.20 1840 18.60 18.80
01 m/z 43.00 71.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95993: 1-Decanol, 2-hexyl-
57.0
5000 NSRS SN B
18.20 18.40 18.60 18.80
29.0 111.0 m/z 71.10 69.89%
ol 139.0 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
18.20 18.40 18.60 18.80
5000 m/z 55.00 49 .65%
29.0 85.0

o 1110 1480 1960 2410

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

Abundance #72869: 2-Ethyl-1-dodecanol L R R e
18.20 18.40 18.60 18.80

m/z 85.05 48 .25%

5000

0 139.0 168.0 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.20 18.40 18.60 18.80
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Library Search Compound Report

8270-BF050217.M Thu May 25 17:56:50 2017

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Hexadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.35 2.18 ng 69088 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 81
2 Heptadecane 240 C17H36 000629-78-7 52
3 Triacontane 422 C30H62 000638-68-6 35
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 30
5 2-methylhexacosane 380 C27H56 1000376-72-7 30

Abundance Scan 2960 (19.348 min): BF095390.D (-2957) (-) m/z 57.10 100.00%
57.1
119.2 e
R 165.1 2991 3681 1900 19.20 1940 19,60
ol AL N O E— m/z 71.05  64.99%
m/z--> 50 00 150 200 250 300 350 400
Abundance #83027: Hexadecane
57.0
5000
19.00 19.20 19.40 19.60
99.0 m/z 85.10 59.79%
0140‘\‘ “‘ ulll “ “ H‘ \\ ;!'410 1830 2260
m/z--> éo 100 1%0 200 2%0 360 3éo 460
Abundance
57.0
19.00 19.20 19.40 19.60
5000 m/z 43.05 53.05%
99.0
o 25.0 141.0 183.0 2400
miz-> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane L B o
57.0 19.00 19.20 19.40 19.60
m/z 242.10 48 .67%
5000
99.0
o lii [ | 1410 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&1,0 200 250 3(')0 3éo 4(|)O 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\

Data File : BF095390.D

Aca On : 24 May 2017 15:47

Operator : SJ/MA

Sample : 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Perylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

20.07 2.66 ng 53808 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 81
2 Benzolklfluoranthene 252 C20H12 000207-08-9 81
3 Benzolalpvrene 252 C20H12 000050-32-8 81
4 Benzolelpvrene 252 C20H12 000192-97-2 72
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 68

Abundance Scan 3083 (20.071 min): BF095390.D (-3079) (-) m/z 252.05 100.00%

5000
193.0 224.0 3021 19.80 20.00 20.20 20.40
0 m/z 57.10 32.45%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104215: Perylene
.0
5000 e

19.I80 20.IOO 20.I20 20.I40
m/z 250.10  29.12%

150.0174.0198.0 224.0

27.0 50.0 74.0 99.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

252.0
19.80 20.00 20.20 20.40
5000 m/z 71.05 27 .45%
126.0
74.0 99.0 200.0224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104222: Benzo[a]pyrene

19.80 20.00 20.20 20.40
m/z 43.10 23.94%

5000

57.0 83.0

’ I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.80 20.00 20.20 20.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052417\

Data File : BF095390.D

Acq On : 24 May 2017 15:47

Operator : SJ/MA

Sample - 13281-06 S e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.11 7.1 ng 179417 1 7.75 504884 20.0
unknown7 .41 7.41 74.7 ng 1885470 1 7.75 504884 20.0
Butanoic acid, 2-... 13.37 7.6 ng 268182 3 12.60 703042 20.0
Pentadecane, 2,6,... 14.23 2.8 ng 87727 4 15.00 626806 20.0
Phenanthrene, 2-m... 15.79 2.1 ng 65997 4 15.00 626806 20.0
Anthracene, 9-met... 15.84 2.8 ng 88863 4 15.00 626806 20.0
unknownl7 .42 17.42 3.9 ng 123344 5 18.68 633611 20.0
Pyrene, 1l-methyl- 17.56 2.0 ng 64459 5 18.68 633611 20.0
unknownl7.71 17.71 5.5 ng 173264 5 18.68 633611 20.0
m,p"-DDD 18.08 2.7 ng 85849 5 18.68 633611 20.0
1-Decanol, 2-hexyl- 18.57 2.2 ng 69269 5 18.68 633611 20.0
Hexadecane 19.35 2.2 ng 69088 5 18.68 633611 20.0
Perylene 20.07 2.7 ng 53808 6 20.35 403986 20.0
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