LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084729.D

Aca On : 2 Feb 2016 00:32

Operator =: SJ/1Z

Sample : H1285-23

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-BF020116.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 4.167 180 182 188 rBvV 325500 411526 7 .05% 0.802%
2 4.876 240 244 247 rBV 2662010 4824835 82.65% 9.406%
3 5.310 279 282 285 rBVY 4366517 4770052 81.71% 9.299%
4 5.710 315 317 320 rVB 369025 314849 5.39% 0.614%
5 6.362 371 374 376 rBVY 4504118 4777337 81.83% 9.313%

6.476 382 384 387 rBV 3875214 5242139 89.80% 10.219%
6.705 402 404 407 rBvV 920902 991585 16.99% 1.933%
6.865 416 418 421 rVB 4048295 3714865 63.63% 7.242%
7.276 451 454 457 rBV 2754240 3156564 54.07% 6.153%
7.996 514 517 519 rBV 1609785 1375020 23.55% 2.680%

=
QO ~NO®

11 9.082 608 612 614 rBV 4568413 5837825 100.00% 11.380%
12 9.471 644 646 648 rBV 849412 814208 13.95% 1.587%
13 9.688 663 665 668 rBvV 69655 78971 1.35% 0.154%
14 9.745 668 670 673 rvB 1555019 1445485 24.76% 2.818%
15 10.191 707 709 711 rVB 156193 122792 2.10% 0.239%

16 10.408 725 728 731 rBV 49670 79730 1.37% 0.155%
17 10.534 736 739 742 rBV 3324207 3692851 63.26% 7.199%
18 10.659 748 750 755 rvVB 170362 195660 3.35% 0.381%
19 11.105 787 789 791 rBV 92907 91616 1.57% 0.179%
20 11.231 797 800 802 rVB 1179428 1456116 24.94% 2.839%

21 12.819 936 939 941 rBV 4767222 5477819 93.83% 10.679%
22 13.745 1016 1020 1027 rBV 57372 161336 2.76% 0.315%

23 13.860 1027 1030 1032 rBV 1096419 1313867 22.51% 2.561%
24 15.231 1148 1150 1153 rBV 662212 950480 16.28% 1.853%

Sum of corrected areas: 51297528
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084729.D

Aca On : 2 Feb 2016 00:32

Operator : SJ/1Z

Sample : H1285-23

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084729.D

5.31 6.36

6.86
4000000 6.48

3000000 4.88 7.28

2000000

1000000 6.70

4.17 5.71

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084729.D

9,08 12182

4000000
10.53
3000000

2000000
8.00 9.74

11.23
1000000 9.47

9. 1&1910.4l 1066 111 13,

T
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: BF084729.D

4000000

3000000

2000000

13.86

1000000
15.23

R D e B B L i i O C

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\BF020116\
Data File : BF084729.D

Aca On : 2 Feb 2016 00:32

Operator : SJ/1Z

Sample : H1285-23

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.17 8.30 ng 411526 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 72
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72

Abundance Scan 182 (4.167 min): BF084729.D (-180) (-) m/z 55.10 100.00%
54.1 83.1
5000
43.0 98.1
1l e 3H0 400 420 440 48
O+t e e e e e e e e e m/z 83.10 95.57%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 S RN AR R
20,0 43.0 98.0 380 4.00 420 440 4.60
’ m/z 43.05 39.08%
0 Wy iy Il ‘ | 67.0 75.0 | L
L SURLLEL SUELELEN SR UL UL SURLLEL SURLELL SUR L UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
55.0
43.0 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 32.76%
29.0
98.0
69.0
S S S U S S UL SIS FUL I S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E)- R LN R
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 27 .19%
5000 41.0 98.0
27.0 69.0
"|}?q|'”M“'“'MJ“'FJN'|'“M“'“'F'“'|'“'W'”' RN AR L
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084729.D

Aca On : 2 Feb 2016 00:32

Operator : SJ/1Z

Sample : H1285-23

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.88 97.32 ng 4824840 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 244 (4.876 min): BF084729.D (-240) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 RN RS R U
4.60 4.80 5.00 5.20
ot 720 8L TW/z 59.10  60.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RS S U
4.60 4.80 5.00 5.20
59.0 m/z 101.10 19.58%
270 ‘ oo 830 1010
AL RS A RN NARLA R RSN ARREA NSNS ARSI ARSS S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 15.54%
29.0
87.0
ol 150 70.0 98.0
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 e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.46%
5000 41.0
0 I L 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084729.D

Aca On : 2 Feb 2016 00:32

Operator : SJ/1Z

Sample : H1285-23

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 3 2-Pentanone, 4-methoxy-4-me...

Concentration Rank 5

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

5.71 6.35 ng 314849 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
3 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 9
4 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 317 (5.710 min): BF084729.D (-315) (-) m/z 43.05 100.00%
43.0 73.1
5000
w1 1001 151 "5 5k 5k b0
O e B e m/z 73.10 91.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 IR AN RS LR LA
5.40 5.60 5.80 6.00
m/z 115.10 12.02%
ot
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
29.0
150 "W 5% 580 b |
5000 420 56.0 m/z 41.10 9.97%
86.0 100.0
15.0 72.0
e R R R RS LR RS AR RS LSS RARRS RRARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3789: 2-Pentanone, 3-methyl- R e
43.0 540 5.60 5.80 6.00
m/z 42.10 6.57%
5000 29.0 57.0
72.0
| ‘ 850  100.0
O e e e e e IR AN RS LR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084729.D

Aca On : 2 Feb 2016 00:32

Operator : SJ/1Z

Sample : H1285-23

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.48 Concentration Rank 1

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

6.48 105.73 ng 5242140 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 384 (6.476 min): BF084729.D (-382) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 ISR L
40.1 541 ‘ 6.20 6.40 6.60 6.80
o..,....,....,...:,“.'...,!!..,:!.-.|..':~.,?‘?.9,..!.,.197.,°....,....,'...,.. m/z 68.10 46.79%
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 ISR L
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.10%
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
620 6.40 6.60 6.80
5000 m/z 66.10 30.95%
33.0 44.0 105.0

70.0
56.0 86.0

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole A E e e AR

132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.94%

5000
104.0
66.0
ol 140 270 390 510 7710 g9 || 1150

S NP R W 1V L SN S, £ EENE || N SRS § Y ¥ -

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084729.D

Aca On : 2 Feb 2016 00:32

Operator : SJ/1Z

Sample : H1285-23

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.69 ng 195660 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 750 (10.659 min): BF084729.D (-748) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

1131 1411

183.2

(o} m/z 43.10 67.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 TT T T[T T T T[T I T T [rrrrprro1
85.0 10.40 10.60 10.80 11.00
29.0 m/z 71.05 50.81%
ol L 1130 141.0 169.0 282.0
R A B BARZEE GRS R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
Bt e
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 33.65%
140.0
ol 360 113.0 182.0 505 0226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane T e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.18%
5000 85.0
29.0
e = TGS e A AREa R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084729.D

Aca On : 2 Feb 2016 00:32

Operator : SJ/1Z

Sample : H1285-23

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 7 Dichloroacetic acid, heptad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.75 2.46 ng 161336 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 94
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 94
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1020 (13.745 min): BF084729.D (-1016) (-) m/z 57.10 100.00%
541 83.1
5000
111.1
207.1 2811 13.40 13.60 13.80 14.00
o} : m/z 55.05 90.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146886: Dichloroacetic acid, heptadecy! ester

57.0 83.0

5000 LA L L L L L L L L L L
13.40 13.60 13.80 14.00
29.0 m/z 83.10 86.22%
o 1390 1680  210.0 2380 2660 295.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0 83.0
13.40 13.60 13.80 14.00
0
5000 1110 m/z 43.05 84 .34%
20.0 140.0 1690 207.0 250.0 297.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145521: Bromoacetic acid, hexadecy! ester A Emm R L
43.0 13.40 13.60 13.80 14.00

m/z 69.10 78 .99%

5000

0.,.‘..;‘...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020116\
Data File : BF084729.D

Acq On : 2 Feb 2016 00:32

Operator : SJ/1Z

Sample - H1285-23

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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]
3-Penten-2-one, 4. .. 4.17 8.3 ng 411526 1 6.70 991585 20.0
2-Pentanone, 4-hy... 4.88 97.3 ng 4824840 1 6.70 991585 20.0
2-Pentanone, 4-me... 5.71 6.3 ng 314849 1 6.70 991585 20.0
unknown6 .48 6.48 105.7 ng 5242140 1 6.70 991585 20.0
Eicosane 10.66 2.7 ng 195660 4 11.23 1456120 20.0
Dichloroacetic ac... 13.75 2.5 ng 161336 5 13.86 1313870 20.0
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