LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083829.D

Aca On - 15 Dec 2015 22:35 Instrument :

Operator : UM/1Z BNA_F

Sample  : G4782-01 G

o : 121115-D534-F-D-B
isc :

ALS Vial : 16 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-BF121315.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 4.441 203 206 210 rVB 69751 82709 3.32% 0.546%
2 5.081 259 262 264 rBV 445145 448604 17.98% 2.959%
3 5.504 297 299 302 rBV 822124 727672 29.17% 4_.799%
4 5.904 332 334 337 rVB 64009 57971 2.32% 0.382%
5 6.521 386 388 391 rBV 349997 480869 19.28% 3.172%

6.670 398 401 403 rBV 1518036 1356581 54.38% 8.947%
6.899 419 421 424 rBvV 571048 495070 19.85% 3.265%
7.059 432 435 438 rBV 1984796 1766827 70.82% 11.653%
7.459 467 470 473 rBV 1094227 1337404 53.61% 8.821%
8.190 531 534 536 rBvV 577869 615778 24.68% 4.061%

=
QO ~NO®

11 9.265 625 628 630 rBvV 2707373 2494648 100.00% 16.454%
12 9.939 685 687 690 rBvV 579930 583872 23.40% 3.851%

13 10.373 722 725 727 rBV 18293 28082 1.13% 0.185%
14 10.728 753 756 758 rBV 848786 838655 33.62% 5.531%
15 10.853 764 767 771 rVB 28478 38041 1.52% 0.251%
16 11.425 815 817 819 rBV 589461 543418 21.78% 3.584%
17 12.831 938 940 943 rBV 75279 71687 2.87% 0.473%
18 13.002 953 955 958 rBV 1675172 2203778 88.34% 14.535%
19 13.539 999 1002 1004 rBV 71050 63274 2.54% 0.417%
20 13.916 1032 1035 1041 rBV2 13494 27274 1.09% 0.180%

21 14.054 1045 1047 1054 rBV 500843 525778 21.08% 3.468%
22 15.494 1170 1173 1189 rBV 191769 373674 14.98% 2.465%

Sum of corrected areas: 15161666
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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

V:\HPCHEMI\BNA F\DATA\BF121515\

BF083829.D

15 Dec 2015 22:35

umsiz

G4782-01

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083829.D

Aca On : 15 Dec 2015 22:35

Operator : UM/I1Z

Sample : 64782-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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.

4.44 3.34 ng 82709 1,4-Dichlorobenzene-d4 6.90
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 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 80

Abundance Scan 206 (4.441 min): BF083829.D (-203) (-) m/z 83.10 100.00%
55 83
5000
43 98
420 4.40 4.60 4.80
0 ...,....,....,..?3|,-':‘..‘.‘?-.|::.,.f*?.,....,.:..,....,.... m/z 55.10 80.55%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RSN SRS SR
29 98 4.20 4.40 4.60 4.80
m/z 98.10 36.31%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 420 440 460 480
5000 43 m/z 43.10 30.52%
98
29
0 23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- A s R
5 83 420 4.40 4.60 4.80
m/z 39.10 21.39%
41
5000
27 98
15 ‘ 69
Unnas 'J"l" *NI""i l""'19“'“'|('3:'3""i "??l” l"?%" T RSN SRS S
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80

8270-BF121315.M Wed Dec 16 15:35:26 2015 Page: 3



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083829.D

Aca On : 15 Dec 2015 22:35

Operator : UM/I1Z

Sample : 64782-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 3
R.T. EstConc Area Relative to ISTD R.T.
508 18.12ng 448604  1,4-Dichlorobenzene-d4 6.90
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

001116-98-9 17
016504-58-8 9

3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2
4 (+-)-4-Amino-4.5-dihydro-2(3H)-f... 101 C4H7NO2

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 262 (5.081 min): BF083829.D (-259) (-) m/z 43.10 100.00%
43
59
5000
101 IIIIIIIIIIIIIIIIIIIIIII
480 5.00 5.20 5.40
83
o...,....,....,....I,'::..?.l.~:.|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 66.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA I LI L L L L LB LB L
480 5.00 5.20 5.40
m/z 101.10 25.00%
o a ol 83 g3 %!
T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R L EEE s n s
480 5.00 5.20 5.40
5000 m/z 58.10 17.33%
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 R B mE
59 480 5.00 5.20 5.40
m/z 41.10 9.42%
5000 41
68
150 . 126 147 \
B L s L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083829.D

Aca On : 15 Dec 2015 22:35

Operator : UM/I1Z

Sample : 64782-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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-methoxy-4-me... Concentration Rank 7

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

5.90 2.34 ng 57971 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-_alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 33
3 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 10
4 Ethanone. 1-(3-ethvloxiranvl)- 114 C6H1002 017257-81-7 10
5 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 9

Abundance Scan 334 (5.904 min): BF083829.D (-332) (-) m/z 73.10 100.00%
43 B
5000
55 e 100 15 560 580 6.00 620
S ! v SN .~ SN NN m/z 43.10 83.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13058: 2-Pentanone, 4-methoxy-4-methyl-
73
43
5000 HEE RS R R L
5.60 5.80 6.00 6.20
115 m/z 115.10 11.44%
29 55 s 0
e R RS A RS AN RN LA IS RS LSS RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
3 560 580 6.00 620
5000 m/z 41.10 11.09%
o P 51 58 83 100 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3787: 2-Pentanone, 3-methyl- R Emmma e e R
43 5.60 5.80 6.00 6.20
m/z 39.10 6.61%
5000
29 57
72
o L 37“‘ 51| 65 85 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 560 580 6.00 6.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083829.D

Aca On : 15 Dec 2015 22:35

Operator : UM/I1Z

Sample : 64782-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown6.67 Concentration Rank 2

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

6.67 54 .80 ng 1356580 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 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 401 (6.670 min): BF083829.D (-398) (-) m/z 132.00 100.00%
5000 68
0 | ¥ " 640 6.60 6.80 7.00
4 54 75 104 . . .
o..,....,....,....,".'..7.,....??...'....,..?‘.7,....,....,.1.1.5.,....,"...,.. m/z 68.10 38.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 IR UL L R
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.44%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
89 o " 640 6.60 6.80 7.00
5000 m/z 66.10 24 .18%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- A
132 6.40 6.60 6.80 7.00
m/z 96.10 16.33%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083829.D

Aca On : 15 Dec 2015 22:35

Operator : UM/I1Z

Sample : 64782-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.83 2.73 ng 71687 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 83
3 Hexanoic acid. butvl ester 172 C10H2002 000626-82-4 40
4 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 37
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35

Abundance Scan 940 (12.831 min): BF083829.D (-938) (-) m/z 56.10 100.00%
56
5000

A
12.60 12.80 13.00 13.20

O m/z 57.10 62.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
41 12.60 12.80 13.00 13.20
m/z 41.10 43.94%
o2 h..”..,hh...h,‘..‘.w,....,..??7....1?.5.. ma PP w2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.60 12.80 13.00 13.20
5000 41 m/z 43.10 43.51%
73
129
o2 97112 157 185 213 239257 90 317
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37230: Hexanoic acid, butyl ester
56 12.60 12.80 13.00 13.20
99 m/z 55.10 39.99%
117
4
5000
0,%”,”.P”.P”w”.w””,””.”..”.”..””P.“P”w”.w””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083829.D

Aca On : 15 Dec 2015 22:35

Operator : UM/I1Z

Sample : 64782-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 6

R.T. EstConc Area Relative to ISTD R.T.
13.54 2.41 ng 63274 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 80
2 n-Butvl mvristate 284 C18H3602 000110-36-1 53
3 Nipecotic acid 129 C6H11NO2 000498-95-3 38
4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 32
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 32

Abundance Scan 1002 (13.539 min): BF083829.D (-999) (-) m/z 56.10 100.00%
56
5000
3 129 .
97 185 267 AR BARRA AR RS
3 1y S 0 21 1 13.20 13.40 13.60 13.80
o Al L e m/z 57.10 63.84Y%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
13.20 13.40 13.60 13.80
29 73 m/z 43.10 42.23%
‘ ‘ ‘ o7 185 2q1 267285 340
0 . |‘| \I T ‘:‘ “l“:‘“‘:‘hl‘ I\\hl . ?‘57 - I\I |2|13| . I\ e 3:|I-1| —t T
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 55.10 41.31%
229
73 211
129
185 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid
57 13.20 13.40 13.60 13.80
m/z 41.10 40.13%
5000
30 84 129
101
0..|..“|'.t..‘.!.... ——— ——— —
m/z--> 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 : V:\HPCHEM1\BNA_F\DATA\BF121515\
Data File : BF083829.D

Acq On : 15 Dec 2015 22:35

Operator : UM/1Z

Sample - G4782-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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. .. 4.44 3.3 ng 82709 1 6.90 495070 20.0
2-Pentanone, 4-hy... 5.08 18.1 ng 448604 1 6.90 495070 20.0
2-Pentanone, 4-me... 5.90 2.3 ng 57971 1 6.90 495070 20.0
unknown6.67 6.67 54_.8 ng 1356580 1 6.90 495070 20.0
Hexadecanoic acid... 12.83 2.7 ng 71687 5 14.05 525778 20.0
Octadecanoic acid... 13.54 2.4 ng 63274 5 14.05 525778 20.0
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