LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095444.D

Aca On : 26 May 2017 2:17

Operator : SJ/MA

Sample = 13349-01 10X

Misc :

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-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 5.795 652 656 661 rBV3 20890 48066 7 .05% 0.842%
2 7.389 922 927 932 rBV3 22859 63092 9.25% 1.105%
3 7.454 935 938 956 rVB3 61255 212737 31.19% 3.725%
4 7.748 984 988 1011 rBV 280965 460907 67.57% 8.069%
5 7.989 1024 1029 1043 rBV 100020 163104 23.91% 2.856%
6 8.701 1146 1150 1152 rBvV2 17764 26596 3.90% 0.466%
7 9.772 1327 1332 1346 rBV 291833 587284 86.10% 10.282%
8 11.554 1629 1635 1648 rBV 114728 214024 31.38% 3.747%
9 11.760 1666 1670 1678 rVB4 4560 8321 1.22% 0.146%
10 12.260 1751 1755 1769 rBvV 16151 44123 6.47% 0.772%
11 12.395 1773 1778 1785 rBvV 7294 11110 1.63% 0.195%
12 12.607 1809 1814 1833 rBV2 369774 682128 100.00% 11.943%
13 13.436 1950 1955 1959 rBvV3 6716 10766 1.58% 0.188%
14 13.519 1966 1969 1978 rVB5 6109 11566 1.70% 0.202%
15 13.930 2034 2039 2054 rBvV2 33003 70615 10.35% 1.236%
16 14.207 2082 2086 2088 rBvV3 9808 12086 1.77% 0.212%
17 14.230 2088 2090 2096 rvB2 5780 9573 1.40% 0.168%
18 14.936 2207 2210 2213 rBvV2 6388 9333 1.37% 0.163%
19 15.007 2217 2222 2227 rBV 325319 483585 70.89% 8.467%
20 15.142 2242 2245 2253 rVB 14774 26007 3.81% 0.455%
21 15.601 2318 2323 2328 rVB2 6814 9222 1.35% 0.161%
22 15.795 2353 2356 2360 rBV 11842 16177 2.37% 0.283%
23 15.842 2360 2364 2372 rVB3 11615 20377 2.99% 0.357%
24 15.948 2378 2382 2388 rBV3 20157 37472 5.49% 0.656%
25 16.236 2426 2431 2438 rVvVv4 5157 9529 1.40% 0.167%
26 16.589 2486 2491 2493 rBV3 15961 20985 3.08% 0.367%
27 16.712 2506 2512 2514 rBvV4 5522 10513 1.54% 0.184%
28 16.789 2522 2525 2536 rBV 151071 199893 29.30% 3.500%
29 16.995 2556 2560 2563 rBV2 7859 9960 1.46% 0.174%
30 17.095 2572 2577 2583 rBV 151412 213032 31.23% 3.730%
31 17.159 2585 2588 2592 rVB3 26168 28792 4.22% 0.504%
32 17.324 2612 2616 2623 rBV 147041 171823 25.19% 3.008%
33 17.412 2625 2631 2638 rVBS8 13958 30252 4_.43% 0.530%
34 17.471 2638 2641 2643 rBvV4 6032 7068 1.04% 0.124%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095444.D

Aca On : 26 May 2017 2:17

Operator : SJ/MA

Sample = 13349-01 10X

Misc :

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-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.524 2645 2650 2651 rBV3 10360 12206 1.79% 0.214%
36 17.559 2653 2656 2659 rVB 18568 21997 3.22% 0.385%
37 17.642 2667 2670 2675 rVB 17838 23604 3.46% 0.413%
38 17.695 2675 2679 2684 rBv4 21991 39059 5.73% 0.684%
39 17.806 2694 2698 2702 rBV2 12713 18244 2.67% 0.319%
40 17.848 2702 2705 2709 rvv4 14133 17964 2.63% 0.315%
41 17.889 2709 2712 2715 rVv4 7043 7503 1.10% 0.131%
42 18.089 2743 2746 2749 rBVY 17009 19042 2.79% 0.333%
43 18.148 2753 2756 2759 rVB3 11334 10611 1.56% 0.186%
44 18.365 2787 2793 2794 rBV2 11573 18911 2.77% 0.331%
45 18.383 2794 2796 2800 rVV3 9246 12486 1.83% 0.219%
46 18.501 2815 2816 2818 rBV2 8855 8464 1.24% 0.148%
47 18.571 2825 2828 2832 rVB5 9761 13105 1.92% 0.229%
48 18.677 2841 2846 2851 rBV2 412149 626456 91.84% 10.968%
49 18.812 2865 2869 2873 rVB5 25066 34447 5.05% 0.603%
50 18.971 2893 2896 2899 rBv4 15260 20231 2.97% 0.354%
51 19.189 2925 2933 2936 rBV7 29256 73131 10.72% 1.280%
52 19.689 3015 3018 3021 rBV2 41805 53984 7.91% 0.945%
53 19.953 3060 3063 3067 rBV 66983 100681 14.76% 1.763%
54 20.071 3081 3083 3089 rVB7 28399 36355 5.33% 0.636%
55 20.247 3110 3113 3116 rBV 42943 45261 6.64% 0.792%
56 20.306 3120 3123 3128 rVV 49936 72236 10.59% 1.265%

57 20.359 3128 3132 3141 rVV 281941 377261 55.31% 6.605%
58 20.812 3201 3209 3212 rBV9 39556 108380 15.89% 1.897%

Sum of corrected areas: 5711737
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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\BF052517\
BF095444 .D
26 May 2017
SJ/MA
13349-01 10X

2:17

22 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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17.
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TIC: BF095444.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095444.D

Aca On : 26 May 2017 2:17

Operator : SJ/MA

Sample = 13349-01 10X

Misc :

ALS Vial : 22 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 unknown7.45 Concentration Rank 1

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

7.45 9.23 ng 212737 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Xenon 132 Xe 007440-63-3 42
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 36
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1H-Indol-4-amine 132 C8H8N2 005192-23-4 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 937 (7.448 min): BF095444.D (-935) (-) m/z 132.00 100.00%
132.0
5000 §
68.0
41.0 519 || 8.9 96.1 7.20 7.40 7.60 7.80
on.w.nbw.uih.w:hh“Jh,”nw.J.“wn,”.w.”.,b”,” m/z 68.05 35.34Y%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132.0
5000

7.20 7.40 7.60 7.80
66.0 m/z 134.00 32.17%

0.”.,”..“..w..”,.”W,”.w..”,.”.,”..“..w..d‘ e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0

7.20 7.40 7.60 7.80

5000 m/z 66.00 20.88%
w00 570 O°
' 89.0 103.0
79.0 115.0
o SNSRI 1SS PP ¥ NS AN WP TN A SN ||
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine SR M. | W . —
132.0 7. 20 7. 40 7. 60 7. 80
m/z 69.10 17.38%
97.0
5000
70.0
31.0 60.0
0 ‘ 440 Ly | | 86 0 ! 116.0 !
e e e e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7. 60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095444.D

Aca On : 26 May 2017 2:17

Operator : SJ/MA

Sample = 13349-01 10X

Misc :

ALS Vial : 22 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 3 Chrysene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.19 2.33 ng 73131 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrvsene. l1l-methvl- 242 C19H14 003351-28-8 86
2 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 70
3 Benzlalanthracene. 8-methvl- 242 C19H14 002381-31-9 70
4 Chrvsene., 5-methvl- 242 C19H14 003697-24-3 70
5 2-Methylchrysene 242 C19H14 003351-32-4 64

Abundance Scan 2933 (19.189 min): BF095444.D (-2925) (-) m/z 242.10 100.00%

2491

5000

55.0

163.2187.0 217.2 18.80 19.00 19.20 19.40 19.60

m/z 241.10 36.27%

300.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #96037: Chrysene, 1-methyl-

5000
18.80 19.00 19.20 19.40 19.60

m/z 239.10 35.78%

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
242.0
18.80 19.00 19.20 19.40 19.60
5000 m/z 119.90  30.47%
270 630 940 200 16301870 2160

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #96056: Benz[a]anthracene, 8-methyl-
24

.0 18.80 19.00 19.20 19.40 19.60
m/z 55.00 26.93%

5000

163.0 189.0 215.0
R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095444.D

Aca On : 26 May 2017 2:17

Operator : SJ/MA

Sample = 13349-01 10X

Misc :

ALS Vial : 22 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 4 Hexadecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.69 2.86 ng 53984 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 58
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
3 Tetradecanamide 227 C14H29NO 000638-58-4 43
4 Hexanamide. 4-ethvl-5.5-dimethvl- 171 C10H21NO 054789-39-8 38
5 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 38
Abundance Scan 3018 (19.689 min): BF095444.D (-3015) (-) m/z 59.10 100.00%
59.1
5000
86.0 114.0 L B R i
1520 5011 226 2822 3280 19.40 19.60 19.80 20.00
0 . m/z 72.00 56.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106564: Hexadecanamide
59.0
5000 T T "J4|" "|'h"
19.40 19.60 19.80 20.00
m/z 55.00 45 .89%
0 29\0‘\ I] \86\0 \12\80 170.0 212.0 25\50
miz> 20 4D €0 B0 100 130 140 160 160 200 230 240 280 250 300 320
Abundance
59.0
19.40 19.60 19.80 20.00
5000 m/z 253.15 35.03%
o 91.0 117.0141.0 170.0196.0 229.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83610: Tetradecanamide
59.0 19.40 19.60 19.80 20.00
m/z 41.10 32.27%
5000
97.0 128.0 227.0
i 1 i -1 R A B PO
m/z--> 2omeommmmmmmmmmnmm%mmmmm mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095444.D

Aca On : 26 May 2017 2:17

Operator : SJ/MA

Sample = 13349-01 10X

Misc :

ALS Vial : 22 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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.81 5.75 ng 108380 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 46
2 Tetradecane 198 C14H30 000629-59-4 45
3 Heptadecane 240 C17H36 000629-78-7 41
4 Eicosane 282 C20H42 000112-95-8 41
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 38

Abundance Scan 3209 (20.812 min): BF095444.D (-3201) (-) m/z 57.05 100.00%

57.0

5000

20.40 20.60 20.80 21.00 21.20

0! m/z 43.10 78.70%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 850 |llll|llll|llll|llll|ll
20.40 20.60 20.80 21.00 21.20
20.0 1130 m/z 71.10 78.32%
0 “. L ‘\ I u‘ n‘l ‘\14%.0\16\9'0\19‘7'0‘22‘5'0253'0 29?'0
— e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T
20.40 20.60 20.80 21.00 21.20
5000 85.0 m/z 85.00 59.35%
29.0
0 113.0141.0169.0 198.0
—— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane R RRERREEEEE
57.0 20.40 20.60 20.80 21.00 21.20
m/z 69.10 58.92%
5000 85.0
29.0
— =ttty RS e S R
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052517\
Data File : BF095444.D

Acq On : 26 May 2017 2:17

Operator : SJ/MA

Sample = 13349-01 10X

Misc :

ALS Vial : 22 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]
unknown7 .45 7.45 9.2 ng 212737 1 7.75 460907 20.0
Chrysene, 1-methyl- 19.19 2.3 ng 73131 5 18.68 626456 20.0
Hexadecanamide 19.69 2.9 ng 53984 6 20.36 377261 20.0
Heneicosane 20.81 5.8 ng 108380 6 20.36 377261 20.0
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