LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087548.D

Aca On : 30 May 2016 13:37

Operator : UM/SJ

Sample : H3317-02

Misc :

ALS Vial : 68 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 4.776 276 279 295 rBV2 19988 122816 2.92% 0.455%
2 5.393 330 333 355 rBV 413550 1409702 33.51% 5.217%
3 7.050 476 478 483 rBV 294244 740181 17.60% 2.739%
4 7.130 483 485 502 rVB 1593518 3347414 79.58% 12.388%
5 7.473 513 515 527 rBV 336346 775970 18.45% 2.872%

7.702 533 535 552 rvB 1987376 2786195 66.24% 10.311%
8.387 593 595 607 rBV 1366356 2372162 56.40% 8.779%
9.508 691 693 715 rBv4 386427 990915 23.56% 3.667%
11.279 846 848 866 rBV 3196020 4206192 100.00% 15.566%
12.331 938 940 955 rBV 601132 1000215 23.78% 3.702%

=
QO ~NO®

11 13.622 1051 1053 1074 rBV 1240287 2355685 56.01% 8.718%
12 14.754 1150 1152 1173 rBV 358933 951970 22.63% 3.523%
13 16.925 1340 1342 1345 rBV 414147 456069 10.84% 1.688%
14 17.040 1350 1352 1354 rVB 53128 55282 1.31% 0.205%
15 17.085 1354 1356 1373 rBV 2748989 3532054 83.97% 13.071%

16 17.851 1421 1423 1426 rBV2 221451 281021 6.68% 1.040%

17 18.331 1462 1465 1468 rBvV 37025 44759 1.06% 0.166%
18 18.468 1476 1477 1492 rBvV 240566 680765 16.18% 2.519%
19 18.731 1498 1500 1503 rVB 44194 50199 1.19% 0.186%
20 19.486 1563 1566 1569 rBV 49120 52972 1.26% 0.196%
21 19.840 1595 1597 1600 rBV 47350 52864 1.26% 0.196%
22 20.160 1622 1625 1643 rBv2 177056 653563 15.54% 2.419%
23 20.526 1654 1657 1661 rBV 34185 48892 1.16% 0.181%
24 20.914 1686 1691 1694 rBV2 27035 53894 1.28% 0.199%
Sum of corrected areas: 27021751
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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:\HPCHEM1I\BNA F\DATA\BF052916\

BF087548.D

30 May 2016 13:37

UM/SsJ

H3317-02

68 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\BF052916\
Data File : BF087548.D

Aca On : 30 May 2016 13:37

Operator : UM/SJ

Sample : H3317-02

Misc :

ALS Vial : 68 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.78 3.17 ng 122816 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 40
2 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1.3.4-Oxadiazole. 2-(acetvloxv)-... 172 C7H12N203 066398-57-0 9
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 279 (4.776 min): BF087548.D (-276) (-) m/z 43.10 100.00%
a3
5000 59 v,___Nﬂ_,_AA[\\\\¥\“”““~v\
o | 101 440 460 480 500 520
Ol 2 A L Tw/z 59.10  45.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rprrrryrTTTr T T T T T T
59 4.40 4.60 4.80 5.00 5.20
m/z 58.00 16.35%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
'|“"w"w"“|'MMw
4.40 4.60 4.80 5.00 5.20
5000 m/z 101.10 12.43%
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 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R R REE.
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 12.33%
5000 57 [\“\VVV\
29
101
0 \“37\‘ 50“ 8 \ ﬂ
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 440 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087548.D

Aca On : 30 May 2016 13:37

Operator : UM/SJ

Sample : H3317-02

Misc :

ALS Vial : 68 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 unknown7.13 Concentration Rank 1

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

7.13 86.28 ng 3347410 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 485 (7.130 min): BF087548.D (-483) (-) m/z 132.00 100.00%
132
5000 68 /k
40 5y ‘ 75 % 103 6.80 7.00 7.20 7.40
0.,....,...!!'!.‘.‘?i.'!..?:1!-.'.|,..'.--.,..E.‘?,...|.,.'!..,.1.1.5.,....,'...,... m/z 68.05 44.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A U A
6.80 7.00 7.20 7.40
31 70 m/z 134.00 32.96%
o ML T e 105 ue
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'6.80 7.00 7.20 7.40
5000 m/z 66.10 31.11%
33 am o g7 105
0 'I“"I""I“"?}"éﬁ"'l"jéP ﬁql"'ﬂ""l}}?W""l"”I"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl-

132 6.80 7.00 7.20 7.40
m/z 69.10 19.35%

5000
78 104
39 51 63 o2
a - A | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087548.D

Aca On : 30 May 2016 13:37

Operator : UM/SJ

Sample : H3317-02

Misc :

ALS Vial : 68 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 4 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.93 13.40 ng 456069 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
4 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 35
5 2-l1sopropyl-3-vinyloxirane 112 C7H120 070777-23-0 35

Abundance Scan 1342 (16.925 min): BF087548.D (-1340) (-) m/z 56.10 100.00%
56
41
5000
73 R A GO \
g7 129 239 257 16.60 16.80 17.00 17.20
185 213
o 1 =l 312 m/z 57.10 61.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LU S B
41 16.60 16.80 17.00 17.20
m/z 43.05 53.45%

Abundance

0 2% 1l h H‘ L ]-h(\)luh 157 18\5 213 ‘ I 283 312
||||||||| ----|--n|--n|nn|nn T T T T T T [T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
56

16. 60 16. 80 17. 00 17.20

5000 41 m/z 41.10 53.20%
73
129
RE: 97112 157 185 213 239257 591 313
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl- S EmE e AR RERY
56 16. 60 16. 80 17. OO 17. 20

m/z 55.05 37 .66%

5000
41
o6 | | | ® 1w 10 168 10
0,....,...,....,....,....,....,........................,....,....,....I

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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087548.D

Aca On : 30 May 2016 13:37

Operator : UM/SJ

Sample : H3317-02

Misc :

ALS Vial : 68 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 Butyl myristate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.85 8.26 ng 281021 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 90
2 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 43
3 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 43
4 1-Hexanol. 3.5.5-trimethvl- 144 C9H200 003452-97-9 43
5 4-Aminocyclohexanol acetate (ester) 157 C8H15NO2 1000130-62-8 38
Abundance Scan 1423 (17.851 min): BF087548.D (-1421) (-) m/z 56.10 100.00%
56
4
5000
73 129 TrrrJprrrryrrorrprrrr|rrit
97
! !'.': MS157AT1 199 22724l m/z 57.10 69.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
/\
5000 LI S SULIURN UL
41 229 17,60 17.80 18.00 18.20
m/z 43.10 58.01%
101 185 284
Obrrr e h I \,}‘}?,,I}leljmln\h e 255269 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
17.60 17.80 18.00 18.20
5000 a1 m/z 41.05 53.77%
70 84
oL 26 9 129140154165 105 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81260: 1-Pentadecene, 2-methyl- e  ERREEEL .“,7{\
17.60 17.80 18.00 18.20
m/z 55.10 39.73%
5000
83 o,
0 D1 135 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087548.D

Acq On : 30 May 2016 13:37

Operator : UM/SJ

Sample - H3317-02

Misc :

ALS Vial : 68 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]
2-Pentanone, 4-hy... 4.78 3.2 ng 122816 1 7.48 775970 20.0
unknown7 .13 7.13 86.3 ng 3347410 1 7.48 775970 20.0
Hexadecanoic acid... 16.93 13.4 ng 456069 5 18.47 680765 20.0
Butyl myristate 17.85 8.3 ng 281021 5 18.47 680765 20.0
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