LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\

Data File : BF0O77508.D

Aca On : 27 Feb 2015 16:40 Instrument :
Operator : TP/1Z BNA_F

Sample - 61382-01 ClientSampleld :
Misc - MW1-022515

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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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 1.550 54 58 61 rvB 360224 478658 17.45% 2.766%
2 1.721 70 73 76 rBv 246476 306302 11.17% 1.770%
3 1.847 80 84 93 rBv 137782 232710 8.48% 1.345%
4 5.036 361 363 372 rVB 122066 141561 5.16% 0.818%
5 5.550 405 408 410 rBV 673833 786031 28.66% 4 .542%

6.808 516 518 521 rBV 334803 443863 16.18% 2.565%
6.968 529 532 534 rBV 1615844 1426435 52.01% 8.242%
7.253 555 557 560 rVvB 360086 427315 15.58% 2.469%
7.448 571 574 576 rBV 1455545 1415100 51.60% 8.176%
7.950 615 618 620 rBVY 1210780 1107315 40.37% 6.398%

=
QO ~NO®

11 8.831 693 695 698 rvB 572866 586797 21.40% 3.391%
12 10.179 811 813 816 rBV 2536846 2249034 82.00% 12.995%
13 11.002 883 885 888 rvB 540150 686192 25.02% 3.965%
14 11.905 962 964 967 rVB 29393 28190 1.03% 0.163%
15 11.985 968 971 974 rBV 1434167 1402475 51.14% 8.103%

16 12.854 1044 1047 1049 rVB 546806 737831 26.90% 4.263%
17 14.843 1219 1221 1224 rBV 2306469 2742613 100.00% 15.847%
18 16.020 1321 1324 1330 rBV 71538 100420 3.66% 0.580%
19 16.146 1332 1335 1338 rBV 856241 886079 32.31% 5.120%
20 17.929 1488 1491 1494 rBV 738500 897122 32.71% 5.184%

21 18.523 1540 1543 1545 rBV 21852 43220 1.58% 0.250%

22 19.026 1584 1587 1590 rBV 25500 46045 1.68% 0.266%

23 19.620 1636 1639 1643 rVB 19216 40024 1.46% 0.231%

24 20.306 1696 1699 1704 rVB3 21025 50741 1.85% 0.293%

25 21.129 1768 1771 1778 rVB6 14089 45010 1.64% 0.260%
Sum of corrected areas: 17307083
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BFO77508.D

Aca On - 27 Feb 2015 16:40

Operator : TP/I1Z

Sample : G1382-01

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF021915.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: BFO77508.D
2500000

2000000

6.97
1500000 7.45

1000000

500000 155

1.72
1.85 5.04

T o e B A i B A .

I I I
Time-->  1.00 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: BFO77508.D
2500000 10.18

2000000

1500000 11.99
7.95

1000000

8.83 11.00 12.85
500000

11.

Rl s I, B B e B e BB i L

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

Abundance TIC: BFO77508.D
2500000

2000000
1500000
1000000 16.15

17.93

500000

16.0 1852  19.03 19.62 20.31 21.13
O o Dt e T e e e e

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\BF022715\
Data File : BFO77508.D

Aca On : 27 Feb 2015 16:40

Operator : TP/1Z

Sample : 61382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.72 14.34 ng 306302 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 73 (1.721 min): BFO77508.D (-70) (-) m/z 73.10 100.00%
73
5000 43
55 87 SN R W G
S | . 140 1.60 1.80 2.00
SN 1 L I O V.- N PN WS m/z 43.10  38.70%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 A SAEBENRASENERE SRR
43 1.40 1.60 1.80 2.00
55 87 m/z 87.10 24.72%
0 ?9 35 ‘M‘\ ‘ 67 || 80
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
LSRR AN RS SRR
1.40 1.60 1.80 2.00
5000 43 m/z 55.05 24 .25%
58
G R UL RN IS RS IS LA IS RN SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4136: Boronic acid, ethyl-, dimethy! ester T T T T
7B 1.40 1.60 1.80 2.00
m/z 71.10 11.57%
5000 43
15
ol 2 232% 37 || 49 57 67 | 79 87 95 102
miz--> 0 10 20 30 40 50 60 70 8 90 100 140 1.60 180 200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BFO77508.D

Aca On : 27 Feb 2015 16:40

Operator : TP/1Z

Sample : 61382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.04 6.63 ng 141561 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 363 (5.036 min): BFO77508.D (-361) (-) m/z 43.05 100.00%
43
59
5000
101 R UL UL LA I
50 | 83 | 480 5.00 520 5.40
O e e e e e ey m/z 59.10 57.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN UL UL LR I
480 5.00 520 5.40
59 101 m/z 101.10 19.42%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540
5000 M m/z 58.10 14 .57%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4036: BUtyl aldoxime, 3—methy|—, syn- LI L L L LB
59 4.80 5.00 520 5.40
m/z 41.10 8.02%
41
5000
86
0 ‘ 51‘\\\ ! ?\9 ‘ 101
HUSUNRRRN IR UL LR IR IR LI LSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BFO77508.D

Aca On : 27 Feb 2015 16:40

Operator : TP/1Z

Sample : 61382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknown6.97 Concentration Rank 1

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

6.97 66.76 ng 1426440 1,4-Dichlorobenzene-d4 7.26
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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 532 (6.968 min): BF077508.D (-529) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrrryrTTTTT T T T T T T
40 _ s | 75 104 6.60 6.80 7.00 7.20 7.40
o R [ ??...' S/ M S N m/z 68.10 39.77%
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 R AR LI L
6.60 6.80 7.00 7.20 7.40
2 78 m/z 134.00 32 .55%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 25 .35%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- P e
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 15.95%
117
5000
39 91
51
S - YA S G- [N N 1 W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BFO77508.D

Aca On : 27 Feb 2015 16:40

Operator : TP/1Z

Sample : 61382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 7 Trifluoroacetic acid, n-oct... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.27 ng 100420 Chrysene-di12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 1-Octadecanol 270 C18H380 000112-92-5 87

Abundance Scan 1324 (16.020 min): BFO77508.D (-1321) (-) m/z 57.10 100.00%

43 57 97

5000

15.60 15.80 16.00 16.20 16.40
m/z 83.10 99.00%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43 57

5000
15.60 15.80 16.00 16.20 16.40
111 m/z 43.10 93.28%
125
o I 139154168183 210224 252
R ARRERREaN
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 e
97 15.60 15.80 16.00 16.20 16.40
5000 m/z 55.10 88.77%
- 111
125

139153167181196 224

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester R
43 57 15.60 15.80 16.00 16.20 16.40

m/z 97.10 87 .36%

5000

111
125140154169 195010224 252

-

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20 16.40

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022715\
Data File : BF077508.D

Acq On : 27 Feb 2015 16:40

Operator : TP/1Z

Sample - G1382-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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... 1.72 14.3 ng 306302 1 7.26 427315 20.0
2-Pentanone, 4-hy... 5.04 6.6 ng 141561 1 7.26 427315 20.0
unknown6 .97 6.97 66.8 ng 1426440 1 7.26 427315 20.0
Trifluoroacetic a... 16.02 2.3 ng 100420 5 16.15 886079 20.0
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