LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093769.D

Aca On : 20 Mar 2017 17:35

Operator : SJ/MA

Sample : 12263-13

Misc :

ALS Vial : 4 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-BF032017.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 2.161 22 24 27 rBv 74723 92046 1.42% 0.244%
2 5.019 271 274 276 rBV 584541 834373 12.87% 2.212%
3 5.430 308 310 313 rBVY 1198292 1149423 17.73% 3.047%
4 6.447 397 399 402 rBV 642191 807662 12.46% 2.141%
5 6.596 409 412 414 rBV 2589747 2260910 34.87% 5.993%

6.836 430 433 435 rBV 1269418 1175591 18.13% 3.116%
6.996 444 447 449 rVB 3896632 4265756 65.79% 11.308%
7.396 479 482 484 rBV 3216807 3445417 53.14% 9.133%
8.116 542 545 548 rBV 1692774 1575018 24.29% 4._.175%
9.202 636 640 642 rBV 5369240 6483684 100.00% 17.187%

=
QO ~NO®

11 9.865 696 698 701 rVB 1447851 1787925 27.58% 4._.740%
12 10.379 741 743 745 rVB 87955 75631 1.17% 0.200%
13 10.653 764 767 769 rBV 1720400 1782316 27.49% 4._.725%
14 11.351 825 828 830 rVB 1643236 1907446 29.42% 5.056%
15 12.939 963 967 969 rBV 4559265 5945314 91.70% 15.760%

16 13.968 1055 1057 1060 rBV 1718562 1649940 25.45% 4_374%
17 14.757 1124 1126 1129 rVB 64427 72706 1.12% 0.193%
18 15.077 1152 1154 1158 rBV 99337 126990 1.96% 0.337%
19 15.374 1177 1180 1183 rBV 982393 1372856 21.17% 3.639%
20 15.443 1183 1186 1192 rVB 136341 209703 3.23% 0.556%

21 15.854 1218 1222 1226 rBV 113087 206087 3.18% 0.546%
22 16.323 1259 1263 1270 rBV 105105 203760 3.14% 0.540%
23 16.883 1308 1312 1316 rBV 56275 120200 1.85% 0.319%
24 17.157 1329 1336 1343 rBV7 15861 70488 1.09% 0.187%
25 17.534 1365 1369 1377 rVB 38278 102233 1.58% 0.271%

Sum of corrected areas: 37723475
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093769.D

Aca On : 20 Mar 2017 17:35

Operator : SJ/MA

Sample : 12263-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093769.D
5000000

4000000 7.00

7.40

3000000
6.60

2000000

5.43 6.84
1000000
5.02 6.45

oL 218 I \

Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093769.D

5000000
12.94

4000000
3000000

2000000 10.65

8.12 11.35
9.86

1000000

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093769.D

5000000

4000000

3000000

2000000 13.97

1000000 15.37

14.76 15.08 A4 1585 16.32 16.88 17.16  17.53

L il lllllliitt ik

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093769.D

Aca On : 20 Mar 2017 17:35

Operator : SJ/MA

Sample : 12263-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.02 14.20 ng 834373 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 274 (5.019 min): BF093769.D (-271) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 I A R R
| 831 4.60 4.80 5.00 5.20 5.40
O el e e e e m/z 59.10 54.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS LULAE BARRE AR
59.0 460 480 5.00 520 540
0
150 4, 1010 m/z 101.10 22 .08%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 450 250 500 520 540
5000 m/z 58.10 17.51%
20.0 101.0
ol 20 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R Emmmm e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.84%
5000 41.0
o T O =Y 1260 1420 R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093769.D

Aca On : 20 Mar 2017 17:35

Operator : SJ/MA

Sample : 12263-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.60 Concentration Rank 2

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

6.60 38.46 ng 2260910 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 412 (6.596 min): BF093769.D (-409) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 ISR SRR SR
401 540 | | 850 | 1150 6.20 6.40 6.60 6.80 7.00
i || NI m/z 68.10 40.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I RS I L
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.60%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.61%
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 #14006: 5-Aminoindole e EAma mE e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.78%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093769.D

Aca On : 20 Mar 2017 17:35

Operator : SJ/MA

Sample : 12263-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.44 3.05 ng 209703 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 1186 (15.443 min): BF093769.D (-1183) (-) m/z 57.10 100.00%

51.1
5000 851

15.20 15.40 15.60 15.80

141.2 169.2
ol ,l| |,||, ....,....,....,.1..9.7.2].. e RO e Mz 71.10  68.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000
85.0 15.20 15.40 15.60 15.80
29.0 m/z 43.10 55.21%
113.0 210 0
o I ‘ | [T, 141.0 169.0 239.0266.0  309.0
T iA) Aot aask=sEAL i A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
B REEE Lae e s
15.20 15.40 15.60 15.80
5000 m/z 85.10 50.16%
85.0
29.0
0 113.0 141.0 169.0 197.0 253.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- e e
43.0 15.20 15.40 15.60 15.80
m/z 55.05 19.98%
71.0
5000

‘ L] %)% 127015501830 22500830 2950 aaro

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15.40 15.60 15.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093769.D

Aca On : 20 Mar 2017 17:35

Operator : SJ/MA

Sample : 12263-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetratriacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.85 3.00 ng 206087 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 1222 (15.854 min): BF093769.D (-1218) (-) m/z 57.10 100.00%
57.1
5000
1609 15.60 15.80 16.00 16.20
O o R S o B S e S m/z 71.10 73.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57.0
5000
15.60 15.80 16.00 16.20
m/z 43.10 61.18%
o L4l \]m [ ,169.02250 3110 4100
miz--> 0 55 100 1éo 200 250 300 350 400 4éo 500 séo 660
Abundance
57.0
1560 15.80 16.00 16.20
5000 m/z 85.10 53.56%
o 139 1600 225 o 296 0
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #172957: Tetratetracontane R R e N
57.0 15.60 15.80 16.00 16.20
m/z 55.10 24 .26%
5000
130 169.0
ol AT 2005, 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093769.D

Aca On : 20 Mar 2017 17:35

Operator : SJ/MA

Sample : 12263-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6
R.T. EstConc Area Relative to ISTD R.T.
16.32 2.97 ng 203760 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Hexadecane 226 C16H34 000544-76-3 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 1263 (16.323 min): BF093769.D (-1259) (-) m/z 57.10 100.00%
57.1
5000
99.1

141.2 16.00 16.20 16.40 16.60
ol s IJ“, Litpn 882 etz m/z 71.10 70.42%

m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane A
57.0

5000 LA L L L L L BN |
16.00 16.20 16.40 16.60
99.0 m/z 43.05 58.96%
oL270) | | | | | 1410 1830 2250 266.0296.0
L = e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R R
16.00 16.20 16.40 16.60
5000 m/z 85.10 53.35%
99.0
27.0 1410 1830 2250 2810  337.0  394.0
T o e e
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- R Ea e ERmamRmy
57.0 16.00 16.20 16.40 16.60
m/z 55.10 20.51%
5000
27,0 © a0 210.0
0 1O | )Ly 24101760 0 240.0 309.0
T T e T T e e S
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032017\
Data File : BF093769.D

Acq On : 20 Mar 2017 17:35

Operator : SJ/MA

Sample : 12263-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 14.2 ng 834373 1 6.84 1175590 20.0
unknown6 .60 6.60 38.5 ng 2260910 1 6.84 1175590 20.0
Pentadecane, 8-he... 15.44 3.0 ng 209703 6 15.37 1372860 20.0
Tetratriacontane 15.85 3.0 ng 206087 6 15.37 1372860 20.0
Heneicosane 16.32 3.0 ng 203760 6 15.37 1372860 20.0
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