LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF050115\
Data File : BF078885.D
Aca On : 1 May 2015 11:39 Instrument :
Operator : TP/I1Z EﬁAfs el

- _ lentosampleld :
3?22'6 : 62052-02 DCW-WW-129A-42815
ALS Vial : 4 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-BF043015.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 1.656 38 41 44 rVB 580288 960990 19.36% 3.490%
2 1.770 50 51 55 rBv 257118 349736 7 .05% 1.270%
3 1.838 55 57 61 rvv 896375 1108454 22.33% 4.025%
4 1.907 61 63 90 rvVB 2056754 4963312 100.00% 18.025%
5 5.164 346 348 356 rVB 128082 150114 3.02% 0.545%

5.656 388 391 393 rBV 985141 995375 20.05% 3.615%
6.902 498 500 503 rBvV 756980 638655 12.87% 2.319%
7.062 512 514 517 rBV 1487673 1869279 37.66% 6.789%
7.359 538 540 542 rBV 544119 473217 9.53% 1.719%
7.542 554 556 559 rVB 1612456 1767094 35.60% 6.417%

=
QO ~NO®

11 8.045 598 600 603 rBV 1432087 1427780 28.77% 5.185%
12 8.936 676 678 680 rBvV 725775 639015 12.87% 2.321%
13 10.285 793 796 798 rBV 3380604 3138452 63.23% 11.398%
14 11.108 866 868 871 rvB 539603 716986 14.45% 2.604%
15 12.091 951 954 957 rBV 1970551 1975499 39.80% 7.174%

16 12.845 1017 1020 1021 rBV 59010 55651 1.12% 0.202%
17 12.959 1027 1030 1032 rBV 842867 773984 15.59% 2.811%
18 14.960 1202 1205 1207 rBV 3614265 3611408 72.76% 13.115%
19 16.148 1306 1309 1314 rBV2 89223 138434 2.79% 0.503%
20 16.286 1318 1321 1323 rBV 633491 841959 16.96% 3.058%

21 16.320 1323 1324 1327 rVB 71170 93231 1.88% 0.339%
22 18.103 1477 1480 1483 rBV 620840 847257 17.07% 3.077%

Sum of corrected areas: 27535882
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\

Data File : BF078885.D

Aca On : 1 May 2015 11:39

Operator : TP/1Z

ﬁ?gg le 62052-02 DCW-WW-129A-42815
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF078885.D
3500000

3000000

2500000

191
2000000

1500000

1000000

7.36
500000 1

T T o o e e e
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF078885.D

3500000 10.28

3000000
2500000
2000000 12.09
1500000 8.04
1000000 12.96

11.11
500000

12.8

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF078885.D

3500000 14196

3000000
2500000
2000000
1500000

1000000
16.29 18.10

500000
16.15%.32

O b e e L S s P

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078885.D

Aca On : 1 May 2015 11:39

Operator : TP/1Z

Sample : 62052-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.84 46.85 ng 1108450 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22

Abundance Scan 57 (1.838 min): BF078885.D (-55) (-) m/z 73.05 100.00%
7B
5000 43
55 87
37| o7 1.60 1.80 2.00 2.20
.1/ N S U -/ N ' R — m/z 43.10 37.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 27.90%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
73
41 55 87 1.60 1.80 2.00 2.20
5000 m/z 87.05 25.06%
29
15 67 97
G S R A S RS AR RS RS NS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8155: 3-Pentanol, 2,4-dimethyl- R e R B
7B 1.60 1.80 2.00 2.20
m/z 41.05 13.21%
5000 55
43
27
o 15 || 37\L‘\ |67 83 98 115
m/z--> 10 2 0 40 50 60 70 8 90 100 110 120 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\

Data File : BF078885.D

Aca On : 1 May 2015 11:39

Operator : TP/1Z

3?22 le 62052-02 DCW-WW-129A-42815
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.16 6.34 ng 150114 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 348 (5.164 min): BF078885.D (-346) (-) m/z 43.10 100.00%
a3
59
5000
101 SN R UL IR I
| 83 | 4.80 5.00 5.20 5.40
Ol b e e m/z 59.10 53.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R LR IR I
4.80 5.00 5.20 5.40
59 101 m/z 101.10 18.45%
o 2035 | NI
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 500 520 540
5000 m/z 58.10 16.71%
43
o 69 83 gg 123 141 159
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R m e
59 4.80 5.00 5.20 5.40
m/z 41.05 8.66%
5000 41
68
0 50 126 14
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\

Data File : BF078885.D

Aca On : 1 May 2015 11:39

Operator : TP/1Z

3?22 le 62052-02 DCW-WW-129A-42815
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown7.06 Concentration Rank 2

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

7.06 79.00 ng 1869280 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 514 (7.062 min): BF078885.D (-512) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 ¥ 680 7.00 7.20 7.40
104 : : : :
o..,....,....,...:,“.'.‘.‘7:,!!..‘,51'-|,..'=~.,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 48.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL UL IR
6.80 7.00 7.20 7.40
3 78 m/z 134.00 31.97%
138 ‘
0'W'”'P'”I”J“'h'P'”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
680 7.00 7.20 7.40
5000 m/z 66.10 31.49%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole et e
132 6.80 7.00 7.20 7.40

m/z 69.10 19.36%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

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

8270-BF043015.M Mon May 04 13:11:33 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\

Data File : BF078885.D

Aca On : 1 May 2015 11:39

Operator : TP/1Z

3?22 le 62052-02 DCW-WW-129A-42815
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 8 1-Nonadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.15 3.29 ng 138434 Chrysene-di12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 91
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
Abundance Scan 1309 (16.148 min): BF078885.D (-1306) (-) m/z 57.05 100.00%

5000

-

15.80 16.00 16.20 16.40
m/z 43.10 98.97%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108955: 1-Nonadecanol

43 69 83

3

5000 LA LI L L L L B LB B B
29 15.80 16.00 16.20 16.40
m/z 83.10 96.59%
oL14 “ H i 139154168182196210224238952266
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 | g9 83
15.80 16.00 16.20 16.40
5000 11 m/z 55.05 90.70%
29
125
139
oL15 153168182106p10224 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I I

Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R SR R R RS B R e e
15.80 16.00 16.20 16.40

m/z 69.10 87 .86%

5000

125

3

106210 238 265 283
e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1580 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050115\

Data File : BF078885.D

Acg On : 1 May 2015 11:39

Operator : TP/1Z

3?22 le 62052-02 DCW-WW-129A-42815
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Butane, 2-methoxy... 1.84 46.9 ng 1108450 1 7.36 473217 20.0
2-Pentanone, 4-hy... 5.16 6.3 ng 150114 1 7.36 473217 20.0
unknown? .06 7.06 79.0 ng 1869280 1 7.36 473217 20.0
1-Nonadecanol 16.15 3.3 ng 138434 5 16.29 841959 20.0
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