LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094954.D

Aca On : 6 May 2017 11:20

Operator : SJ/MA

Sample : 12947-08

Misc :

ALS Vial : 3 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 5.043 524 528 551 rBV 127744 265967 10.90% 1.251%
2 5.666 630 634 657 rBVY 1448206 2209048 90.51% 10.390%
3 7.260 900 905 921 rBVY 1569938 2231197 91.42% 10.495%
4 7.384 921 926 939 rVB 1829855 2440612 100.00% 11.479%
5 7.719 979 983 999 rVB 444052 535075 21.92% 2.517%
6 7.960 1019 1024 1038 rBvY 1563899 1822294 74.67% 8.571%
7 8.619 1131 1136 1155 rBY 1041084 1385418 56.77% 6.516%
8 9.742 1322 1327 1343 rBV 523898 731274 29.96% 3.440%
9 11.513 1623 1628 1645 rBVY 1893349 2377079 97.40% 11.181%
10 12.207 1741 1746 1758 rBvV 238977 323514 13.26% 1.522%
11 12.571 1803 1808 1821 rBV2 622476 883071 36.18% 4.154%
12 13.413 1947 1951 1956 rBvV 42183 49400 2.02% 0.232%
13 13.866 2023 2028 2043 rBVY 1003493 1555350 63.73% 7.316%
14 14.189 2077 2083 2086 rBvV 36638 45835 1.88% 0.216%
15 14.971 2211 2216 2230 rBV2 499310 742813 30.44% 3.494%
16 15.942 2376 2381 2393 rBvV 57819 88799 3.64% 0.418%
17 17.295 2606 2611 2623 rBVY 1784110 2128415 87.21% 10.011%
18 18.130 2747 2753 2757 rBV 40008 42738 1.75% 0.201%
19 18.548 2820 2824 2828 rBV 57914 58168 2.38% 0.274%
20 18.642 2835 2840 2855 rVB 466828 695520 28.50% 3.271%
21 18.948 2888 2892 2897 rVB 46730 45140 1.85% 0.212%
22 19.330 2954 2957 2962 rVB 25668 26340 1.08% 0.124%
23 20.306 3118 3123 3135 rBV 298013 439802 18.02% 2.069%
24 20.777 3195 3203 3216 rBv4 30031 82310 3.37% 0.387%
25 21.206 3269 3276 3283 rBv4 14346 28084 1.15% 0.132%
26 22.265 3450 3456 3465 rBV7 10204 27366 1.12% 0.129%

Sum of corrected areas: 21260629
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094954.D

Aca On : 6 May 2017 11:20

Operator : SJ/MA

Sample : 12947-08

Misc :

ALS Vial : 3 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: BF094954.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094954.D

Aca On : 6 May 2017 11:20

Operator : SJ/MA

Sample : 12947-08

Misc :

ALS Vial : 3 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.

5.04 9.94 ng 265967 1,4-Dichlorobenzene-d4 7.72
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 528 (5.043 min): BF094954.D (-524) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e RS
ottt e m/z 59.10 56.79%
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 Ik Sho sk shn
0
150 a0 1010 m/z 101.00 22.73%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 5.00 520 5.40
5000 m/z 58.00 16.17%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one e A ma
43.0 480 5.00 520 5.40
m/z 41.10 8.40%
5000
27.0 55.0
o Ll 7o 830 w80
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094954.D

Aca On : 6 May 2017 11:20

Operator : SJ/MA

Sample : 12947-08

Misc :

ALS Vial : 3 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 unknown7.38 Concentration Rank 1

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

7.38 91.23 ng 2440610 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 925 (7.378 min): BF094954.D (-921) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 HUUE I IR R
400 540 7.00 7.20 7.40 7.60 7.80
o S it a1 NN <X N € =X I | m/z 68.10 38.74%
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 R UL I R
7.00 7.20 7.40 7.60 7.80
2.0 510 m/z 134.00 32.06%
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
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.05 23.22%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 15.02%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094954.D

Aca On : 6 May 2017 11:20

Operator : SJ/MA

Sample : 12947-08

Misc :

ALS Vial : 3 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.39 ng 88799 Phenanthrene-d10 14 .97
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 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 43
4 l1soamvl nitrite 117 C5H11NO2 000110-46-3 27
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 14
Abundance Scan 2381 (15.942 min): BF094954.D (-2376) (-) m/z 73.00 100.00%
431  73.0
5000 129.1 }k
1871 1851 32 o0 15,60 15.80 16.00 16.20
(o} m/z 43.10 94 .69%
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
15.60 15.80 16.00 16.20
Ji 1570 1geo 2130 260 | M/Z 60.00  82.76%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
I\
15.I60 15.I80 16.|00 16.|20 !
5000 129.0 m/z 57.10 77.07%
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 #61122: Dodecanoic acid
73.0 15.60 15.80 16.00 16.20
m/z 55.00 68.84%
5000 43.0 129.0
157.0
ey | e
0”"””'””"” |H..M‘luu‘luln‘..l‘.... ”\” ””\””  RARRRRRRR
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094954.D

Aca On : 6 May 2017 11:20

Operator : SJ/MA

Sample : 12947-08

Misc :

ALS Vial : 3 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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.78 3.74 ng 82310 Perylene-di12 20.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 70
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 37
3 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 35
4 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 32
5 Octadecane 254 C18H38 000593-45-3 25
Abundance Scan 3204 (20.783 min): BF094954.D (-3195) (-) m/z 360.20 100.00%
360.2
71.0 152.0
5000
43.0 179.2 A
99.1 e i e
1 " | | 209.0  256.0 2040 20.60 20.80 21.00 21.20
0 8 S S [ Y —— m/z 71.00 66.02%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4"-biphenylenediamine
360.0
5000
152.0 20.40 20.60 20.80 21.00 21.20
77.0 180.0 m/z 152.00 64 .41%
ol—— Im‘\l\ Ihld‘l \Ilcl)f"lo ALy i‘\ e F‘. |2|1?'c|) IZSI\L‘LIOI — ;
m/z--> 50 100 150 200 250 300 350
Abundance
360.0
20.40 20.60 20.80 21.00 21.20
5000 m/z 57.05 63.37%
207.0
332.0
39.0 67.0 9501230 164.0 257.0285.0
O T T I e e
m/z--> 50 100 150 200 250 300 350
Abundance #190927: N,N'-di-2-Naphthyl-p-phenylenediamine
360.0 20.40 20.60 20.80 21.00 21.20
m/z 85.00 43.42%
5000
115.0 180.0 217.0
0 77.0 ) { ‘|143'0 TR | \\ I
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:\HPCHEM1\BNA_F\DATA\BF050617\
Data File : BF094954.D

Acq On : 6 May 2017 11:20

Operator : SJ/MA

Sample : 12947-08

Misc :

ALS Vial : 3 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... 5.04 9.9 ng 265967 1 7.72 535075 20.0
unknown? .38 7.38 91.2 ng 2440610 1 7.72 535075 20.0
n-Hexadecanoic acid 15.94 2.4 ng 88799 4 14.97 742813 20.0
Dibenzylidene 4,4_.. 20.78 3.7 ng 82310 6 20.31 439802 20.0
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