LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095659.D

Aca On > 3 Jun 2017 5:57

Operator : SJ/MA

Sample : 13414-01

Misc :

ALS Vial : 27 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 4.781 522 526 541 rBV 24574 66466 2.40% 0.423%
2 5.463 639 642 668 rBV 249747 690810 24.90% 4 .396%
3 7.110 919 922 933 rBV 144467 356086 12.83% 2.266%
4 7.198 933 937 955 rVB 847425 1524185 54.94% 9.699%
5 7.534 991 994 1010 rBV 344401 463292 16.70% 2.948%

7.775 1030 1035 1056 rBV 1529250 2017059 72.70% 12.835%
8.451 1145 1150 1177 rBV 961385 1468506 52.93% 9.344%
9.569 1336 1340 1357 rBV 437653 609828 21.98% 3.880%
11.345 1636 1642 1663 rBV 2047613 2774455 100.00% 17.655%
12.045 1756 1761 1771 rBV 45723 70875 2.55% 0.451%

=
QO ~NO®

11 12.398 1816 1821 1831 rBV2 439493 604383 21.78% 3.846%
12 12.963 1907 1917 1931 rBV 380839 738175 26.61% 4.697%

13 13.239 1959 1964 1968 rVB 24697 28596 1.03% 0.182%
14 13.692 2037 2041 2054 rBV 487746 729271 26.29% 4.641%
15 14.010 2091 2095 2103 rBV 20077 27757 1.00% 0.177%

16 14.798 2224 2229 2243 rVB 328777 449221 16.19%% 2.859%
17 15.792 2392 2398 2409 rBV 196584 260093 9.37% 1.655%
18 16.886 2579 2584 2597 rBV 167439 232673 8.39% 1.481%
19 16.992 2599 2602 2608 rVB 28503 32037 1.15% 0.204%
20 17.151 2623 2629 2633 rBV 1503657 1770562 63.82% 11.267%

21 18.392 2836 2840 2848 rBV3 40312 69433 2.50% 0.442%
22 18.498 2854 2858 2865 rBV 354191 438564 15.81% 2.791%
23 20.174 3139 3143 3150 rBV 217572 292874 10.56% 1.864%

Sum of corrected areas: 15715201
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095659.D

Aca On : 3 Jun 2017 5:57

Operator : SJ/MA

Sample : 13414-01

Misc :

ALS Vial : 27 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: BF095659.D
2000000

7.77
1500000

1000000 8.45
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Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF095659.D
2000000 11435

1500000
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13.69
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12.05 13.24 14.01 k
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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 15.50 16.00 16.50
Abundance TIC: BF095659.D
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1000000

500000
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N e e e R e R

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095659.D

Aca On : 3 Jun 2017 5:57

Operator : SJ/MA

Sample : 13414-01

Misc :

ALS Vial : 27 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 7

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

4.78 2.87 ng 66466 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Acetone 58 C3H60 000067-64-1 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 526 (4.781 min): BF095659.D (-522) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
440 4.60 4.80 5.00 5.20
1 ) OV | T m/z 59.10 60.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 20 2k ko sbo Sk
0
150 a0 1010 m/z 101.10 22 .42%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 440 460 480 500 5.20
5000 m/z 58.00 19.46%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate e . T
43.0 440 460 480 500 520
m/z 41.10 9.61%
5000
58.0
150 579 | 7%.0 100.0
N A I B I I L R R M SRS RN RN LR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095659.D

Aca On : 3 Jun 2017 5:57

Operator : SJ/MA

Sample : 13414-01

Misc :

ALS Vial : 27 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 unknown7.20 Concentration Rank 2

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

7.20 65.80 ng 1524190 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 937 (7.198 min): BF095659.D (-933) (-) m/z 132.00 100.00%
132.0
5000 A\_
68.0
401 540 || gsg %I'O 6.80 7.00 7.20 7.40 7.60
R M1 1| M m/z 68.05 35.37%
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 AL I L IR I
6.80 7.00 7.20 7.40 7.60
310 510 m/z 134.00 31.91%
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
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
53.0
20.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.80 7.00 7.20 7.40 7.60

m/z 69.05 13.56%

5000
104.0
66.0
140 27.0 390 510 PRT 770 g9 | q150 M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 680 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095659.D

Aca On : 3 Jun 2017 5:57

Operator : SJ/MA

Sample : 13414-01

Misc :

ALS Vial : 27 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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.96 24 .43 ng 738175 Acenaphthene-d10 12.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 Hexanoic acid 116 C6H1202 000142-62-1 38
5 Octanoic acid 144 C8H1602 000124-07-2 27
Abundance Scan 1917 (12.963 min): BF095659.D (-1907) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.1
1571 NSNS AU SR
I H 97.1 200.2 12,60 12.80 13.00 13.20
0 L allad ol m/z 60.00 88.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
43.0
5000 AUV LU
g5.0 1290 1260 1280 13.00 13.20
' m/z 43.05 57.83%
il e o 20
oL ..|.‘. . .Uk‘. .“H.‘l‘ IM'"‘“I i .‘k. ""‘i"""l }7?"0' o 'l"
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
i '|“"w"w"fﬁA'“|'
12.60 12.80 13.00 13.20
5000 41.0 m/z 41.10 55.40%
129.0
87.0
oL 180 1120 155.0 1720
m/z--> ﬁo Jo eb éo 160 150 150 1éo 1éo 260
Abundance #30178: Nonanoic acid  EEaE e  ERaR
60.0 12.60 12.80 13.00 13.20
m/z 55.05 46 .73%
5000
41.0
980 115.0
o280 Ly Jeo 1 | Jaaoeo L
m/z--> 20 40 60 801m 120 140 160 180 200 1mmmmwmno
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095659.D

Aca On : 3 Jun 2017 5:57

Operator : SJ/MA

Sample : 13414-01

Misc :

ALS Vial : 27 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 4
R.T. EstConc Area Relative to ISTD R.T.
15.79 11.58 ng 260093 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 2398 (15.792 min): BF095659.D (-2392) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1
213.2 BRI i ey s
157.1 1851 256.3 1540 1560 15.80 16.00 16.20
0 m/z 43.05 81.26%
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 2560 | M/Z 60.00  79.23%
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 57.10 68.99%
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 #72646: Tridecanoic acid P TR
430 | 730 15.40 15.60 15.80 16.00 16.20
: m/z 55.10 63.05%
5000
129.0
171.0 214.0
97.0
0..w.”.,“...,“..P.”,“.w+?%0.”...” N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00 16.20

8270-BF050217.M Mon Jun 05 18:00:27 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095659.D

Aca On : 3 Jun 2017 5:57

Operator : SJ/MA

Sample : 13414-01

Misc :

ALS Vial : 27 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.89 10.61 ng 232673 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2585 (16.892 min): BF095659.D (-2579) (-) m/z 73.00 100.00%

43.0 730
5000 129.1

16.60 16.80 17.00 17.20

0 m/z 43.05 85.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
16.60 16.80 17.00 17.20
m/z 60.00 79.78%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
R RERE s e
16.60 16.80 17.00 17.20
5000 129.0 m/z 57.00 71.98%
97.0 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0 16.60 16.80 17.00 17.20
43.0 m/z 55.05 58.43%
5000 1290
185.0 228.0
97.0
d de AL A 157.0
0,”..J”wp” ”.J “:P.”,M..Nﬂ...”‘”...”...”,”.q.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095659.D

Aca On : 3 Jun 2017 5:57

Operator : SJ/MA

Sample : 13414-01

Misc :

ALS Vial : 27 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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.39 3.17 ng 69433 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 83
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 2840 (18.392 min): BF095659.D (-2836) (-) m/z 83.10 100.00%
83.1
43
5000
25.1
\ 206.9 18.00 18.20 18.40 18.60 18.80
o—A m/z 57.00 90.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000
18.00 18.20 18.40 18.60 18.80
250 m/z 97.10 85.87%
L e
0 e T e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
18.00 18.20 18.40 18.60 18.80
5000 83.0 m/z 55.00 84 _47%
. 1250 167.0 2100 267.0307.0 490.0
m/z--> éo 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #210517: 1-Heptacosanol A ma e o R
57.0 97.0 18.00 18.20 18.40 18.60 18.80
m/z 69.00 74 .97%
5000
39.0
ol il j{ |, 181.0222.0 264.0 306.0 378.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 3&'30 4(')0 4éo ' 18.00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060217\
Data File : BF095659.D

Acq On > 3 Jun 2017 5:57

Operator : SJ/MA

Sample : 13414-01

Misc :

ALS Vial : 27 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... 4.78 2.9 ng 66466 1 7.53 463292 20.0
unknown?7 .20 7.20 65.8 ng 1524190 1 7.53 463292 20.0
Dodecanoic acid 12.96 24 .4 ng 738175 3 12.40 604383 20.0
n-Hexadecanoic acid 15.79 11.6 ng 260093 4 14.80 449221 20.0
Octadecanoic acid 16.89 10.6 ng 232673 5 18.50 438564 20.0
Trichloroacetic a... 18.39 3.2 ng 69433 5 18.50 438564 20.0
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