LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF122015\
Data File : BF083973.D

Aca On : 19 Dec 2015 23:54

Operator : UM/SJ

Sample : 64823-03

Misc :

ALS Vial : 26 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-BF121815.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 2.590 33 44 45 rBV3 7199 32967 1.14% 0.156%
2 3.470 118 121 126 rBvV 52554 97233 3.35% 0.461%
3 4.407 200 203 206 rBV 913624 1190278 41.05% 5.649%
4 5.059 257 260 267 rVB 310023 481443 16.60% 2.285%
5 5.482 294 297 299 rBVY 2052887 2038859 70.31% 9.676%
6 6.499 383 386 389 rBY 1471114 1530694 52.79% 7.264%
7 6.625 395 397 400 rBY 2076163 2016100 69.53% 9.568%
8 6.853 414 417 419 rBV 367942 397542 13.71% 1.887%
9 7.002 428 430 433 rBVY 1245750 1659114 57.22% 7.874%
10 7.413 463 466 468 rBY 1088153 1072949 37.00% 5.092%
11 8.133 526 529 533 rBV2 591886 774915 26.72% 3.677%
12 8.842 589 591 594 rVB 82882 75769 2.61% 0.360%
13 8.945 597 600 602 rVB 48810 45147 1.56% 0.214%
14 9.208 620 623 626 rBY 2632804 2569573 88.61% 12.194%
15 9.813 673 676 680 rBV 31399 51992 1.79% 0.247%
16 9.882 680 682 684 rvVv 625004 586482 20.23% 2.783%
17 9.916 684 685 687 rVB 122916 88794 3.06% 0.421%
18 10.088 698 700 703 rVB 58689 49221 1.70% 0.234%
19 10.431 728 730 732 rVB 64935 52409 1.81% 0.249%

20 10.671 748 751 754 rBV2 1419393 1648257 56.84% 7.822%

21 11.368 810 812 813 rBV 637349 543705 18.75% 2.580%
22 11.391 813 814 816 rVB 52051 37453 1.29% 0.178%
23 12.076 872 874 878 rBv2 21736 31127 1.07% 0.148%
24 12.774 933 935 937 rBV 119311 103790 3.58% 0.493%
25 12.957 948 951 953 rBV 2638663 2899717 100.00% 13.761%

26 13.482 994 997 999 rBV 81056 80087 2.76% 0.380%
27 13.997 1040 1042 1045 rBvV 449987 527190 18.18% 2.502%
28 15.437 1165 1168 1174 rBV 282459 389186 13.42% 1.847%

Sum of corrected areas: 21071993
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122015\

BF083973.D

19 Dec 2015 23:54

UM/SsJ

G4823-03

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083973.D

Aca On : 19 Dec 2015 23:54

Operator : UM/SJ

Sample : 64823-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.47 4.89 ng 97233 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 47
3 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 23
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 9

Abundance Scan 121 (3.470 min): BF083973.D (-118) (-) m/z 43.10 100.00%
43
5000
83 IEESERRARE RS SAREE R
49 8 98 3.20 3.40 3.60 3.80
Y Y . YU . - S m/z 83.10 18.27%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43
5000 U UL R R
3.20 3.40 3.60 3.80
m/z 39.10 11.14%
0 : 37, 49 5 63 69 77 %3 91 98
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
320 340 360 380
5000 m/z 55.10 7.95%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3175: 2-Pentanone, 3-methylene- R
43 55 3.20 3.40 3.60 3.80
m/z 41.10 5.30%
5000 83
27
15 98
0...,....,....,..?7.,...‘.19,....,(.3:.3..7,0..?7.,....,....,.... e e
m/z--> 10 20 30 40 50 60 70 8 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083973.D

Aca On : 19 Dec 2015 23:54

Operator : UM/SJ

Sample : 64823-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.41 59.88 ng 1190280 1,4-Dichlorobenzene-d4 6.85
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-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80

Abundance Scan 203 (4.407 min): BF083973.D (-200) (-) m/z 83.10 100.00%
55 83
5000
43 98
4.00 420 4.40 4.60 4.80
0 ...,....,....,..??Ll:‘..‘.‘?n.'.:.,6.2.??,...7?,..'.?9,....,...., m/z 55.10 80.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 2 %8 400 420 440 460 4.80
m/z 98.10 34 .24%
0 23“\ 37\\‘\ 49M‘ | 61 67 77 | 92 L
miz--> 10 20 30 4 50 60 70 8 9 100
Abundance
83
43 o5 400 420 440 460 4.80
5000 m/z 43.10 31.86%
29 98
15 37
S S S S SR IR UL UL UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- BEEREEEEEE RS L
5 83 4.00 420 4.40 4.60 4.80
m/z 39.10 23.31%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::M.34.ag:..4%J:l.,??.hﬁ..??,ul..?%...4...., S G —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083973.D

Aca On : 19 Dec 2015 23:54

Operator : UM/SJ

Sample : 64823-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.06 24 .22 ng 481443 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 260 (5.059 min): BF083973.D (-257) (-) m/z 43.05 100.00%
43
59
5000
101
51 | 2 83 4.80 5.00 5.20 5.40
o A 1 -2 S N £ S N m/z 59.10 70.49%
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
5000 L I I L I
59 480 500 520 5.40
m/z 101.10 30.01%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
" 480 500 520 540
5000 m/z 58.10 16.73%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e R )
59 480 5.00 5.20 5.40
m/z 41.10 10.25%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083973.D

Aca On : 19 Dec 2015 23:54

Operator : UM/SJ

Sample : 64823-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

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

6.62 101.43 ng 2016100 1,4-Dichlorobenzene-d4 6.85
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 397 (6.625 min): BF083973.D (-395) (-) m/z 132.10 100.00%
132
5000 68
620 640 6.60 6.80 7.00
0 B E e m/z 68.10 42 .19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I I L R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.81%
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
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .52%
33 aa o 105
o 60 80 115
LR S SN S UURLELLA R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LB B e Ly
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.19%
5000 98 116
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 189 S | O A W
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083973.D

Aca On : 19 Dec 2015 23:54

Operator : UM/SJ

Sample : 64823-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.77 3.94 ng 103790 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 83
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 83
3 Nipecotic acid 129 C6H11NO2 000498-95-3 37
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 32
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 30
Abundance Scan 935 (12.774 min): BF083973.D (-933) (-) m/z 56.10 100.00%
56
5000 41
257 AR RUAREE B
|| m 157 185 213 299 12.40 12.60 12.80 13.00
Obrr e Ay m/z 57.10 63.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 12.40 12.60 12.80 13.00
m/z 41.10 42 .73%
o \‘ . ‘\ H‘ ot 13 17 15 213 X9 2‘?7 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 43.05 41 .54%
2 & 257
101 12 o 485 213 239 283 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid e e B
12.40 12.60 12.80 13.00
m/z 55.05 34 .35%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083973.D

Aca On : 19 Dec 2015 23:54

Operator : UM/SJ

Sample : 64823-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.48 3.04 ng 80087 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 78
2 Nipecotic acid 129 C6H11NO2 000498-95-3 37
3 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 25
4 1-Heptene. 2-pentvl- 168 C12H24 017799-46-1 25

5 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 25
Abundance Scan 997 (13.482 min): BF083973.D (-994) (-) m/z 56.10 100.00%
56
5000
73 129 285
97 267 L e e e
3 185 007 2‘|‘1 | 1 13.20 13.40 13.60 13.80
ol I T S BN [N N R m/z 57.10 69.28%
miz--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
13.20 13.40 13.60 13.80
29 3 m/z 43.10 42.34%
97 129 185 267285
oLl NJ“.NMWW ol 157 7 213 2| su 340
miz--> 50 100 150 200 250 300
Abundance
57
e
13.20 13.40 13.60 13.80
5000 m/z 55.10 39.76%
30 84 129
101
S S e
miz--> 50 100 150 200 250 300
Abundance #3261: 1-Hexene, 4-methy!l- T R
57 13.20 13.40 13.60 13.80
m/z 41.10 39.47%
29
5000
98
miz--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122015\
Data File : BF083973.D

Acq On : 19 Dec 2015 23:54

Operator : UM/SJ

Sample - G4823-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121815_.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]
4-Penten-2-one, 4... 3.47 4.9 ng 97233 1 6.85 397542 20.0
3-Penten-2-one, 4... 4.41 59.9 ng 1190280 1 6.85 397542 20.0
2-Pentanone, 4-hy... 5.06 24 .2 ng 481443 1 6.85 397542 20.0
unknown6 .62 6.62 101.4 ng 2016100 1 6.85 397542 20.0
Hexadecanoic acid... 12.77 3.9 ng 103790 5 14.00 527190 20.0
Octadecanoic acid... 13.48 3.0 ng 80087 5 14.00 527190 20.0
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