LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087561.D

Aca On : 30 May 2016 21:05

Operator : UM/SJ

Sample : H3317-16

Misc :

ALS Vial : 81 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 4.753 274 277 292 rBV2 20576 105068 2.63% 0.420%
2 5.404 331 334 355 rBV 375971 1417500 35.51% 5.665%
3 7.062 476 479 483 rBV 292734 604810 15.15% 2.417%
4 7.130 483 485 502 rVB 1831027 3212963 80.49% 12.841%
5 7.473 513 515 527 rBV 468925 715988 17.94% 2.862%

7.702 532 535 551 rVB 2068639 2728789 68.36% 10.906%
8.387 593 595 629 rBV 1476661 2432766 60.94% 9.723%
9.508 691 693 716 rBV 522711 911289 22.83% 3.642%
3109060 3991870 100.00% 15.955%
12.331 938 940 955 rBV 642988 981245 24 .58% 3.922%
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11 13.622 1051 1053 1073 rBV2 1071489 2147049 53.79% 8.581%
12 14.742 1149 1151 1167 rBV 456943 885842 22.19% 3.540%
13 16.925 1339 1342 1345 rVV 170704 177191 4._.44% 0.708%
14 17.040 1350 1352 1354 rVB 40978 56531 1.42% 0.226%
15 17.085 1354 1356 1368 rBV 2571629 3155231 79.04% 12.611%

16 17.851 1421 1423 1426 rBV 93104 102338 2.56% 0.409%

17 18.331 1463 1465 1473 rBV 29892 40701 1.02% 0.163%
18 18.468 1475 1477 1492 rBV 266922 626359 15.69% 2.503%
19 19.486 1562 1566 1568 rBV 39006 50747 1.27% 0.203%
20 19.840 1594 1597 1600 rBV 37435 45965 1.15% 0.184%

21 20.149 1622 1624 1639 rBV2 221536 630033 15.78% 2.518%

Sum of corrected areas: 25020275
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087561.D

Aca On : 30 May 2016 21:05

Operator : UM/SJ

Sample : H3317-16

Misc :

ALS Vial : 81 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

Abundance TIC: BFO87561.D
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Abundance TIC: BF087561.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087561.D

Aca On : 30 May 2016 21:05

Operator : UM/SJ

Sample : H3317-16

Misc :

ALS Vial : 81 Sample Multiplier: 1

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

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.

4.75 2.93 ng 105068 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 9
3 2-Propanone. 1-(l-methvlethoxv)- 116 C6H1202 042781-12-4 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 277 (4.753 min): BF087561.D (-274) (-) m/z 43.00 100.00%
43
5000 59 _kﬂ_yvg____,ﬁ[\\\\\¥~4-n-v
40 o 440 460 480 500
Ol 4 8~ m/z 59.10 51.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 58.10 16.60%

15 31 101
257737 | 53 83 |
(0 R L LA B o o o e S S s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 58

4.40 4.60 4.80 5.00

5000 m/z 101.10 13.77%
71 82
97
o) BN | 11 M 8 [ BMMNSL L
m/z--> 10 20 30 40 50 60 70 80 9 100 110 120
Abundance #8177: 2-Propanone, 1-(1-methylethoxy)- R s ma e o
43 440 460 480 5.00

m/z 41.00 12 _.50%

5000
27 58 73
0 | 37\ It | 83 101 115 ﬂ

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087561.D

Aca On : 30 May 2016 21:05

Operator : UM/SJ

Sample : H3317-16

Misc :

ALS Vial : 81 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 89.75 ng 3212960 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 485 (7.130 min): BF087561.D (-483) (-) m/z 132.00 100.00%
32
5000 68 K\‘
40 6 A R LA
75 104 6.80 7.00 7.20 7.40
o..,....,....,...!,“".‘7-" 631 |, A8l et 225 M Tm/z 68.05  47.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97 K\
5000 A UL A
6.80 7.00 7.20 7.40
70 m/z 66.05 34 .52%

31 60
. T 4451 80 177 gs | 105 116 ‘
R R S o o o e o MARARAREARSREEES
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69

104 6.80 7.00 7.20 7.40

5000 m/z 134.00 32.31%
78
31 54 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- B B Ammay

132 6.80 7.00 7.20 7.40
m/z 69.10 20.80%

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 6.80 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 : BF087561.D

Aca On : 30 May 2016 21:05

Operator : UM/SJ

Sample : H3317-16

Misc :

ALS Vial : 81 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 5.66 ng 177191 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 62
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 50
4 2-1sopropvl-3-vinvloxirane 112 C7H120 070777-23-0 38
5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 35

Abundance Scan 1342 (16.925 min): BF087561.D (-1339) (-) m/z 56.10 100.00%
56
5000
257
3 185 213 239 16.60 16.80 17.00 17.20
) S '..".I.,J!'..-.“..n- Lo e s e WM/z 57.10  62.19%
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 PRI UL B
16.60 16.80 17.00 17.20
29 129 257 m/z 41.10 55.23%
0 L h H dey | 157 185 213 2:\39 N
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
16,60 16.80 17.00 17.20
5000 m/z 43.10 53.40%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester RS EEEES e
57 16.60 16.80 17.00 17.20
m/z 55.05 40.25%
5000 4
239 957
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 ' 16. 60 16. 80 17. oo 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087561.D

Aca On : 30 May 2016 21:05

Operator : UM/SJ

Sample : H3317-16

Misc :

ALS Vial : 81 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 unknownl7.85 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.85 3.27 ng 102338 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 38
2 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
3 Chloromethvl 2-chloroundecanoate 268 C12H22C1202 080418-88-8 38
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 38
5 2-Methyl-1-octadecene 266 C19H38 061868-20-0 37
Abundance Scan 1423 (17.851 min): BF087561.D (-1421) (-) m/z 56.10 100.00%
56
4
5000

AVAN
LN B B O

17.60 17.80 18.00 18.20

129 067 285

241

143 171185 oq7

0 m/z 57.10 68.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7647: Hexane, 3,4-dimethyl-
56
5000
4 85 17.60 17.80 18.00 18.20
) m/z 43.10 60.87%
Ol 71 99 114
A B b o e e AR A a s B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
B R e
17.60 17.80 18.00 18.20
5000 41 m/z 41.10 52.71%
o 21 71 %% 99 155140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116857: Chloromethyl 2-chloroundecanoate T T T

6 17.60 17.80 18.00 18.20
m/z 55.10 38.20%

124 142 166

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17. 80 18 00 18. 20

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087561.D

Acq On : 30 May 2016 21:05

Operator : UM/SJ

Sample - H3317-16

Misc :

ALS Vial : 81 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... 4.75 2.9 ng 105068 1 7.47 715988 20.0
unknown7 .13 7.13 89.8 ng 3212960 1 7.47 715988 20.0
Hexadecanoic acid... 16.93 5.7 ng 177191 5 18.47 626359 20.0
unknownl17 .85 17.85 3.3 ng 102338 5 18.47 626359 20.0
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