LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081989.D

Aca On : 2 Oct 2015 20:04

Operator : UM/I1Z

Sample - 63886-01

Misc :

ALS Vial : 13 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-BF092815.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 5.074 254 257 268 rVB 768257 1230581 46.26% 5.160%
2 5.486 290 293 295 rBVY 1666746 2209220 83.05% 9.263%
3 6.514 380 383 385 rBVY 2032202 2185891 82.17% 9.165%
4 6.652 392 395 397 rBVY 2389792 2269890 85.33% 9.517%
5 6.892 413 416 427 rBV 361612 552236 20.76% 2.315%

7.040 427 429 432 rBV 1880117 1683397 63.28% 7.058%
7.452 463 465 480 rBV 1287691 1437900 54.05% 6.029%
8.172 526 528 537 rBV 789905 785926 29.54% 3.295%
1905600 2576825 96.87% 10.804%
9.646 655 657 660 rBvV 357855 362836 13.64% 1.521%
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11 9.932 679 682 685 rBVY 1009634 935549 35.17% 3.923%
12 10.721 749 751 754 rBV2 1359765 1691322 63.58% 7.091%
13 11.429 810 813 815 rBV 602346 916251 34.44% 3.842%
14 12.835 934 936 939 rBV 131912 116830 4_.39% 0.490%
15 13.018 949 0952 954 rBV 2629415 2660126 100.00% 11.153%

16 13.544 996 998 1000 rBV 83135 75160 2.83% 0.315%
17 14.069 1040 1044 1056 rBV 986013 1163484 43.74% 4._.878%
18 14.230 1056 1058 1061 rVB 19506 28312 1.06% 0.119%
19 14.538 1083 1085 1088 rBV 21769 27263 1.02% 0.114%
20 14.847 1108 1112 1114 rBV 28294 30619 1.15% 0.128%

21 15.533 1169 1172 1186 rBV 494285 911038 34.25% 3.820%

Sum of corrected areas: 23850656
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081989.D

Aca On : 2 Oct 2015 20:04

Operator : UM/I1Z

Sample - 63886-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

H:\HPCHEM1\BNA F\Method\8270-BF092815_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081989.D

Aca On : 2 Oct 2015 20:04

Operator : UM/I1Z

Sample - 63886-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 44 _57 ng 1230580 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 257 (5.074 min): BF081989.D (-254) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
4.80 5.00 5.20 5.40
83.1
0...,....,....,....',':...,..-!.|,...6.9,1....,....,....,|....,. m/z 59.10 63.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L UL
59.0 480 500 520 5.40
m/z 101.10 22 .03%
. 3%0 ] 83.0 93010‘10
miz--> b % % 4 % 6 7o s 90 100 10
Abundance
59.0
480 5.00 520 540
5000 m/z 58.10 18.27%
41.0
29.0 101.0
Oy "'§?'9" UNEE 7?;9. |'§§'9|" IBESRREE!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethy!| ester
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.61%
57.0
5000
20.0 101.0
0 50 | ‘ 73.0 83.0
miz--> D R R A R e, 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081989.D

Aca On : 2 Oct 2015 20:04

Operator : UM/I1Z

Sample - 63886-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 82.21 ng 2269890 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 395 (6.652 min): BF081989.D (-392) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 510 || oo % ior0 ek oko 6o 7h0
o S A N PO -1 B £ I | N m/z 68.10 40.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S RS L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 33.24%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 26.98%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- b ERREREEE LT
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.73%
117.0
5000
39.0 910
270 %0 ﬁ0770 105.0 ‘
) E— ||||‘|‘||| |l|| SV PRI M I\I\” |||l SETH |1 R——
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081989.D

Aca On : 2 Oct 2015 20:04

Operator : UM/I1Z

Sample - 63886-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.84 2.01 ng 116830 Chrysene-di12 14.07
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 87
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 50
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 35

Abundance Scan 936 (12.835 min): BF081989.D (-934) (-) m/z 56.10 100.00%
56.1
5000 Akﬂ
1291 257.3 EmEs e -------- T
h“"“ 1571 185.2 2132 12160 12.80 13.00 13.20
Oty .”“h'.Av””“.”“”w”.wuhpu.n”:””“.”“”w m/z 57.10 57.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 A Y R e
12. 60 12. 80 13. oo 13 20
29.0 m/z 43.05 37.69%
0

830 129.0 257.0
\‘ 1l h H Ji bl ‘ 157018502130 ‘ \‘ 28303120
T T T e e e o e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0

12.60 12. 80 13. 00 13.20

5000 m/z 41.10 33.68%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester e e A
57.0 12.60 12.80 13.00 13.20

m/z 55.10 31.48%

5000
20.0 239.0
' 85.0 1290
i |52, B0 m0umozae | | g s
R | .”.””.”w””“”w””.”.””“”.””“”w””

o

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100215\
Data File : BF081989.D

Acq On : 2 Oct 2015 20:04

Operator : UM/1Z

Sample - G3886-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

H:\HPCHEM1\BNA_F\Method\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.07 44 .6 ng 1230580 1 6.89 552236 20.0
unknown6 .65 6.65 82.2 ng 2269890 1 6.89 552236 20.0
Hexadecanoic acid... 12.84 2.0 ng 116830 5 14.07 1163480 20.0
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