LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053117\

Data File : BF095577.D

Aca On : 31 May 2017 22:16 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 13341-03 NM14-COMP-0-6

ALS Vial : 17 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 4.807 501 505 526 rBV 70047 176390 8.10% 0.898%
2 5.472 614 618 661 rBV 912517 1873333 86.05% 9.532%
3 7.107 892 896 910 rBVY 1113113 1814334 83.34% 9.232%
4 7.213 910 914 926 rVB 1470801 2177101 100.00% 11.078%
5 7.554 968 972 983 rBV 442245 580429 26.66% 2.953%
6 7.789 1007 1012 1031 rBvV 1276032 1664553 76.46% 8.470%
7 8.466 1122 1127 1143 rBV 876278 1291098 59.30% 6.570%
8 8.583 1143 1147 1157 rVB 120184 163854 7.53% 0.834%
9 9.583 1313 1317 1334 rBVY 577425 807505 37.09% 4_.109%
10 11.360 1613 1619 1637 rBVY 1404552 1729123 79.42% 8.798%

11 12.048 1732 1736 1748 rVB 228880 286139 13.14% 1.456%
12 12.407 1792 1797 1806 rBvV2 713186 949235 43.60% 4 _.830%

13 13.254 1935 1941 1947 rBV 40112 48731 2.24% 0.248%
14 13.707 2013 2018 2031 rBV 721829 1016394 46.69% 5.172%
15 14.024 2067 2072 2075 rBV2 47459 58602 2.69% 0.298%
16 14.759 2190 2197 2201 rBV 18984 25112 1.15% 0.128%

17 14.807 2201 2205 2210 rVvVv 450303 591726 27.18% 3.011%
18 14.848 2210 2212 2219 rVB 82211 109373 5.02% 0.557%
19 15.606 2335 2341 2345 rBV3 13992 23093 1.06% 0.118%
20 15.795 2370 2373 2382 rVB2 99682 131861 6.06% 0.671%

21 16.612 2508 2512 2522 rBV 182769 217142 9.97% 1.105%
22 16.695 2522 2526 2533 rVV 43899 45035 2.07% 0.229%
23 16.912 2554 2563 2569 rBV 190284 251359 11.55% 1.279%
24 17.153 2600 2604 2610 rBV 1001395 1057327 48.57% 5.380%

25 17.383 2640 2643 2648 rVB2 17970 23682 1.09% 0.121%
26 17.518 2662 2666 2669 rBv4 19365 27466 1.26% 0.140%
27 17.853 2720 2723 2727 rVB2 17721 21781 1.00% 0.111%
28 17.995 2744 2747 2750 rVB 23041 22379 1.03% 0.114%

29 18.406 2811 2817 2827 rBV3 68497 132846 6.10% 0.676%
30 18.506 2828 2834 2837 rVV2 543087 713701 32.78% 3.632%

31 18.542 2837 2840 2847 rVB3 74572 135032 6.20% 0.687%

32 18.812 2881 2886 2890 rBV3 34767 45005 2.07% 0.229%
33 19.200 2948 2952 2959 rVB4 41246 52830 2.43% 0.269%
34 19.630 3022 3025 3030 rVB2 23858 32683 1.50% 0.166%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053117\
Data File : BF095577.D

Aca On : 31 May 2017 22:16

Operator : SJ/MA

Sample : 13341-03

Misc :

ALS Vial : 17 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 19.777 3046 3050 3053 rBvV 105158 137237 6.30% 0.698%

36 19.889 3066 3069 3072 rBV 21679 24970 1.15% 0.127%
37 19.924 3072 3075 3077 rBV 34840 38124 1.75% 0.194%
38 20.065 3096 3099 3103 rBV 70714 75103 3.45% 0.382%
39 20.124 3106 3109 3113 rVvVv 90785 98711 4_.53% 0.502%
40 20.177 3114 3118 3128 rVvVv 473537 585588 26.90% 2.980%
41 20.265 3131 3133 3139 rvVvB6 15471 23625 1.09% 0.120%
42 20.618 3189 3193 3197 rBV 104980 137678 6.32% 0.701%
43 20.906 3238 3242 3249 rVB8 42684 87577 4.02% 0.446%
44 21.436 3328 3332 3335 rBvV2 36806 61041 2.80% 0.311%
45 21.471 3336 3338 3342 rvv4 19883 30400 1.40% 0.155%
46 21.800 3389 3394 3397 rBvV2 32012 56545 2.60% 0.288%
Sum of corrected areas: 19652853
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095577.D

Aca On : 31 May 2017 22:16

Operator : SJ/MA

Sample : 13341-03

Misc :

ALS Vial : 17 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

Abundance TIC: BF095577.D

1400000
7.79

1200000 714

1000000
5.47 8.47

800000

600000

7.55
400000

200000 8.58
4.81

T
7.50

T T
8.00 8.50

T
9.00

0 T LA e e e o e e e B e N — T T

T 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
Abundance TIC: BF095577.D

1400000 11.36

T
7.00

1200000
1000000

800000 12.41 13.71
600000{ 9.58
14.81
400000

12.05
200000 16.61
s 15.79

.85 ﬁ
13.25 14.02 6.€

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095577.D

1400000

1200000
1000000 17.15
800000
600000 18.51 20.18

400000

16.91

200000

178852 17.8B 99

O b et bt e e T T T T e

Time--> 17.00  17.50 18.00 1850 19.00  19.50 20.00 2050 21.00 21.50 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095577.D

Aca On : 31 May 2017 22:16

Operator : SJ/MA

Sample : 13341-03

Misc :

ALS Vial : 17 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 3

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

4.81 6.08 ng 176390 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol 102 C6H140 000623-37-0 28
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 505 (4.807 min): BF095577.D (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 250wk 4% Sbo alo
83.0 : : : : :
o...,....,....,....','::.?,1'.0.!~.|,....,....,.-...,...:,|....,. m/z 59.00 59.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I I I
59.0 440 460 480 500 5.20
m/z 101.00 21.86%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
440 4.60 480 500 520
5000 m/z 58.10 15.19%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol | NS N LA L L L
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 10.13%
5000 310 430 730
0 \‘\‘ “\H 510\‘ I | 840 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 4.40 4.60 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095577.D

Aca On : 31 May 2017 22:16

Operator : SJ/MA

Sample : 13341-03

Misc :

ALS Vial : 17 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 unknown7.21 Concentration Rank 1

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

7.21 75.02 ng 2177100 1,4-Dichlorobenzene-d4 7.55
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 914 (7.213 min): BF095577.D (-910) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 SRS SRS SO R R
40.1 540 J 6.80 7.00 7.20 7.40 7.60
bl -|-|.'.8,1.1. Aguso W m/z 68.05 36.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR L UL IR L
6.80 7.00 7.20 7.40 7.60
310 510 m/z 134.00 32.26%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.80 7.00 7.20 7.40 7.60
5000 67.0 m/z 66.00 21.22%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.80 7.00 7.20 7.40 7.60
m/z 96.00 14.11%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SNSRI & VNN
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095577.D

Aca On : 31 May 2017 22:16

Operator : SJ/MA

Sample : 13341-03

Misc :

ALS Vial : 17 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 Undecane Concentration Rank 6

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

8.58 4_.06 ng 163854 Naphthalene-d8 9.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Tritetracontane 605 C43H88 007098-21-7 83
3 Tridecane 184 C13H28 000629-50-5 80
4 Hexadecane 226 C16H34 000544-76-3 78
5 Tetradecane 198 C14H30 000629-59-4 78

Abundance Scan 1146 (8.578 min): BF095577.D (-1143) (-) m/z 57.10 100.00%
57.1
5000
31 620 540 860 850 500
ot - - m/z 43.10 84 .09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #28425: Undecane
57.0
5000 TP TT T e T
8.20 8.40 8.60 8.80 9.00
m/z 71.10 44 .37%
J | 1560
S T N R
Abundance
57.0
8.0 840 8.60 8.80 9.00
5000 m/z 41.10 41.26%
o 111.0 1690 225.0 2810 337.0 393.0 463.0 519.0 575.0
m/z--> §0 160 150 260 2%0 300 3éo 400 4%0 560 séo 660
Abundance #48831: Tridecane
7.0 8.20 8.40 8.60 8.80 9.00
m/z 85.10 28.56%
5000
0 ‘ 113.0 184.0
m/z--> §0 160 150 260 2%0 300 3éo 400 4%0 560 séo 660 820 8h0 860 880 900
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095577.D

Aca On : 31 May 2017 22:16

Operator : SJ/MA

Sample : 13341-03

Misc :

ALS Vial : 17 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.79 4_.46 ng 131861 Phenanthrene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58
Abundance Scan 2372 (15.789 min): BF095577.D (-2370) (-) m/z 72.95 100.00%
73.0
43.0
5000
s 213.1
%1 112 1l 15.40 15.60 15.80 16.00 16.20
0 | m/z 60.00 83.15%
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 15.40 15.60 15.80 16.00 16.20
Ji - 1570 1geo 2130 260 | M/Z 43.05  81.27%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
15,40 15.60 15.80 16.00 16.20
5000 129.0 m/z 41.05 68.08%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 15.40 15.60 15.80 16.00 16.20
43.0 m/z 57.10 67.87%
5000 129.0
185.0 228.0
e
AR \,‘,,,I\ 0T YT T P AU N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095577.D

Aca On : 31 May 2017 22:16

Operator : SJ/MA

Sample : 13341-03

Misc :

ALS Vial : 17 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 Heptadecyl heptafluorobutyrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.41 3.72 ng 132846 Chrysene-di12 18.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 92
2 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 70
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 70
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 70
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 62
Abundance Scan 2818 (18.412 min): BF095577.D (-2811) (-) m/z 57.10 100.00%
51.1
5000
1.1 234.0 LN SR BRI I
1751 18.00 18.20 18.40 18.60 18.80
ob— il m/z 43.10 70.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
5000 AR B DR
111.0 18001820184018601880
m/z 71.05 65.36%
“ ‘ 1690 2380
0”\‘”‘\ ! ‘\ ‘\ ‘ \ \ ‘ : l::: e o A R E e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 85.10 44 .73%
111.0
0 167.0222.0 278.0334.0 390.0  476.0 672.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241205: Octacosyl heptafluorobutyrate
57.0 18.00 18.20 18.40 18.60 18.80
m/z 55.00 42 .56%
5000 1.0
oL l (1690 23602920  392.0 588.0
m/z--> 56 160 1éo 200 250 300 350 400 4%0 560 séo 660 eéo 1800 1820 1840 1860 1880
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095577.D

Aca On : 31 May 2017 22:16

Operator : SJ/MA

Sample : 13341-03

Misc :

ALS Vial : 17 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 Perylene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.07 2.57 ng 75103 Perylene-d12 20.18
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 Benzolklfluoranthene 252 C20H12 000207-08-9 97
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93

Abundance Scan 3100 (20.071 min): BF095577.D (-3096) (-) m/z 252.10 100.00%
259.1
5000
126.0 19.80 20.00 20.20 20.40
162.1 224.1 : : :
o 39.0 751 98.9 200.1 278.2 316.1 /7 25010 59 90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene
252.0
5000
19.80 20.00 20.20 20.40
125.0 m/z 253.10 16.45%
0l17.0 50.0 74.0 99.0 150.0174.0 200.0224.0
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 126.00 15.53%
126.0
ol 41.0 74.0 100.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104224: Benzo[k]fluoranthene
252.0 19.80 20.00 20.20 20.40
m/z 125.00 14 _46%
5000
126.0
o 74.0 99.0, | 20002240 ‘ —
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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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095577.D

Aca On : 31 May 2017 22:16

Operator : SJ/MA

Sample : 13341-03

Misc :

ALS Vial : 17 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.62 4.70 ng 137678 Perylene-di12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 86
Abundance Scan 3193 (20.618 min): BF095577.D (-3189) (-) m/z 57.10 100.00%
51.1
2000 mN,J\_V~AwMWN/\Aun,akawkﬂAWN
e 040 2060 2030 7100
141.0 211.0 266.1 : : : :
o....,....'l Lot A2e s 842 m/z 71.05 77.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 RN SRR B A B
mmmmmmmm
99.0 m/z 43.05 61.09%
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57.0
" 20,40 20.60 20.80 21.00
5000 m/z 85.10 51.06%
99.0
o 141.0 1830 225.0 267.0 309.0 351.0 422.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #194493: Hexacosane LI B B L B N
57.0 20.40 20.60 20.80 21.00
m/z 99.10 20.61%
5000
99.0
oL 14 l]] | 4 1410 1830 225.0 267.0 309.0  367.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3%0 4(|)O 20.40 20.60 20.80 21.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF053117\
BFO95577.D

31 May 2017 22:16

SJ/MA

13341-03

17 Sample Multiplier: 1

d

- C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

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

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
R.T. Es
20.91 2

Hit# of 5

9 unknown20.91

Concentration Rank 8

tConc Area Relative to ISTD R.T.
2001 2.99ng 87577  Perylene-d12 20.18
Tentative ID MW  MolForm CAS# Qual
"""""" e. 1-bromo-1-iodo- 274 C5H8Brl  055683-02-8 10

1 1-Penten

2 DiethvImalonic acid. pentvl 2.2.... 362 C15H23F504 1000370-84-1 10
3 Diethvimalonic acid. heptvl 2.2.... 390 C17H27F504 1000370-84-4 9
4 DiethvImalonic acid. hexvl 2.2.3... 376 C16H25F504 1000370-84-3 9
5 16-Allopregnen-3.beta.-o0l-20-one 316 C21H3202 000566-61-0 9
Abundance Scan 3243 (20.912 min): BF095577.D (-3238) (-) m/z 43.10 100.00%
43.1
159.1
95.1
213.1
5000 275.2 353.3
p8[2 P43.2 813.1
20.60 20.80 21.00 21.20
O——— m/z 159.10 79.80%
m/z--> 50 100 150 200 250 300 350
Abundance #123003: 1-Pentene, 1-bromo-1-iodo-
39.0
67.0 232.0
5000
1970 214.0 20.60 20.80 21.00 21.20
m/z 95.10 69.02%
o ol 929 41l 20060 || 0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 248.0
20.60 20.80 21.00 21.20
5000 1770 m/z 145.05 63.66%
7.0 1150, .
334.0
219.0 293.0
S L ) L L WL L UL
m/z--> 50 100 150 200 250 300 350
Abundance #207294: Diethylmalonic acid, heptyl 2,2,3,3,3-pentafluoro... T
57.0 20.60 20.80 21.00 21.20
m/z 107 .05 62.16%
247.02750
5000
115.0143.0 177.0
29.0
ol | -‘.'- 860, ,1’, - ‘ | I'%l?-?’ -“. I _ 3330%20 .
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
Data File : BF095577.D

Acq On : 31 May 2017 22:16

Operator : SJ/MA

Sample - 13341-03

Misc :

ALS Vial : 17 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... 4.81 6.1 ng 176390 1 7.55 580429 20.0
unknown7 .21 7.21 75.0 ng 2177100 1 7.55 580429 20.0
Undecane 8.58 4.1 ng 163854 2 9.58 807505 20.0
n-Hexadecanoic acid 15.79 4.5 ng 131861 4 14.81 591726 20.0
Heptadecyl heptaf... 18.41 3.7 ng 132846 5 18.51 713701 20.0
Perylene 20.07 2.6 ng 75103 6 20.18 585588 20.0
Heneicosane 20.62 4.7 ng 137678 6 20.18 585588 20.0
unknown20.91 20.91 3.0 ng 87577 6 20.18 585588 20.0
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