LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087448.D

Aca On : 27 May 2016 17:57

Operator : UM/SJ

Sample = PB90910BL

Misc :

ALS Vial : 7 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-BF052316.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 3.736 185 188 212 rBvV 105658 391248 9.90% 1.203%
2 4.718 272 274 289 rBV 416124 1136095 28.76% 3.494%
3 5.393 330 333 352 rBVY 2137792 3427042 86.76% 10.539%
4 5.987 383 385 393 rBV 22052 60435 1.53% 0.186%
5 7.027 474 476 479 rBV 1918830 3132173 79.29% 9.632%

7.142 483 486 500 rVB 2365048 3683822 93.26% 11.329%
7.484 514 516 527 rVB 536709 758624 19.21% 2.333%
7.713 534 536 553 rvB 1691016 2635497 66.72% 8.105%
8.399 594 596 619 rBV 1571187 2322233 58.79% 7.142%
9.519 691 694 712 rBV 601112 960096 24.31% 2.953%

=
QO ~NO®

11 11.291 846 849 852 rBV 2638553 3728598 94.39% 11.467%
12 12.342 939 941 955 rBvV 767950 1061835 26.88% 3.265%
13 13.634 1051 1054 1069 rBV 1667458 2353964 59.59% 7.239%
14 14.742 1149 1151 1165 rBV 747281 1094899 27.72% 3.367%
15 16.948 1341 1344 1347 rBV 136570 137498 3.48% 0.423%

16 17.097 1355 1357 1360 rBV 3041420 3950122 100.00% 12.148%
17 17.874 1422 1425 1427 rBV 90022 84159 2.13% 0.259%
18 18.446 1473 1475 1495 rBV 664829 955969 24.20% 2.940%
19 20.126 1619 1622 1627 rBV 316552 589916 14.93% 1.814%
20 20.194 1627 1628 1636 rVB2 28333 52686 1.33% 0.162%

Sum of corrected areas: 32516911
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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\BF052716\
BF0O87448.D

27 May 2016 17:57

UM/SJ

PB90910BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087448.D

Aca On : 27 May 2016 17:57

Operator : UM/SJ

Sample : PB90910BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.74 10.31 ng 391248 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 86
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 78
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 78
5 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 72

Abundance Scan 188 (3.736 min): BF087448.D (-185) (-) m/z 55.10 100.00%

56 83
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4 98
| |||

3 49 | 67 3.40 3.60 3.80 4.00
) NSRS ) 10 M P PR AN P m/z 83.10 80.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl- /L
55 83
5000 43 T T T T T[T
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m/z 43.05 44 _57%

\‘ 3% 49 || 6167 77 | 89
Ot e e T T T
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5000 41 m/z 39.10 34.97%
27 08
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m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3363: 2-Pentene, 2,4-dimethy!l- e T
55 83 340 360 380 400

m/z 98.10 26.20%

5000 41 /k—\
98
27 ‘
15 67
0 | ‘ ‘ | ‘ | " o l

m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3. 80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087448.D

Aca On : 27 May 2016 17:57

Operator : UM/SJ

Sample : PB90910BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.72 29.95 ng 1136100 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 274 (4.718 min): BF087448.D (-272) (-) m/z 43.05 100.00%
43
5000 59 j\\\\_
101 e AR AR0 E00
4.40 4.60 4.80 5.00
O Sl SB[l 60 8 | "m/z 59.10 48.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L L LR
59 440 460 480 500
m/z 58.10 13.21%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
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5000 m/z 101.10 12.57%
58
L7 g 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide R e ke
43 4.40 4.60 4.80 5.00
m/z 41.10 9.45%
5000 59
73
o 28 37 ||| 51 67 79 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087448.D

Aca On : 27 May 2016 17:57

Operator : UM/SJ

Sample : PB90910BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 3 unknown7.14 Concentration Rank 1

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

7.14 97.12 ng 3683820 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 486 (7.142 min): BF087448.D (-483) (-) m/z 132.00 100.00%
132
5000 68
I P J o8 760 75 7w
0 AN - N | A m/z 68.10 44.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SR UL UL L
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2 51 m/z 134.00 33.53%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 680 7.00 7.20 7.40
5000 gg 116 m/z 66.10 31.25%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.80 7.00 7.20 7.40
m/z 69.05 18.78%
5000
15 28 39 52 %3 77 00 104, |
s R e e e ke e e e 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052716\
Data File : BF087448.D

Aca On : 27 May 2016 17:57

Operator : UM/SJ

Sample : PB90910BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.95 2.8 ng 137498  Chrysene-diz 18.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 52

2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 52
3 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 38
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 38
5 Cyclopentanamine 85 C5H11IN 001003-03-8 32
Abundance Scan 1344 (16.948 min): BF087448.D (-1341) (-) m/z 56.10 100.00%
56
5000
73
257 T[rrrrJrrirptrrrrJprrrrjr
3 o7 189 o7 15 213 2P 16.60 16.80 17.00 17.20
0 m/z 57.10 62.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 |||||||||Alj\|/\|||||||||
29 73 16.60 16.80 17.00 17.20
m/z 41.10 49.90%
257
olrrrddboll . W Tupl e 1ss 210 ZOW g a1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
s mam e 2 AT
16.60 16.80 17.00 17.20
5000 m/z 43.10 49.42%
23 & 257
129
o 101 157 185 213 239 og3 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7647: Hexane, 3,4-dimethyl- R e RRainw
56 16.60 16.80 17.00 17.20
m/z 55.00 38.51%
5000 85
29
N
T e RS Emman A B SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052716\
Data File : BF087448.D

Acq On : 27 May 2016 17:57

Operator : UM/SJ

Sample : PB90910BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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]
3-Penten-2-one, 4... 3.74 10.3 ng 391248 1 7.48 758624 20.0
2-Pentanone, 4-hy... 4.72 29.9 ng 1136100 1 7.48 758624 20.0
unknown7 .14 7.14 97.1 ng 3683820 1 7.48 758624 20.0
Hexadecanoic acid... 16.95 2.9 ng 137498 5 18.45 955969 20.0
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