LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102116\
Data File : BF090776.D
Aca On : 22 Oct 2016 21:32 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H5343-07 RMAB-SB05-18.5-19.0
ALS Vial : 57 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-BF102116.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 5.057 235 238 250 rBV 785040 1236885 23.02% 2.691%
2 5.469 271 274 277 rBV 3982679 4343244 80.82% 9.449%
3 6.497 361 364 366 rBY 3972294 4872593 90.67% 10.600%
4 6.623 372 375 378 rBVY 4545689 4670437 86.91% 10.160%
5 6.852 393 395 406 rBVY 1416291 1463367 27.23% 3.184%

6 7.012 406 409 411 rBV 3926473 3994721 74.34% 8.690%
7 7.412 442 444 447 rBV 1613298 2543607 47.33% 5.534%
8 8.143 505 508 510 rBV 1196718 1788467 33.28% 3.891%
9 9.218 598 602 604 rBV 5143014 5373855 100.00% 11.691%
10 9.606 634 636 639 rBvV 844876 973720 18.12% 2.118%
11 9.892 658 661 663 rBVY 2361576 2184046 40.64% 4.751%
12 10.326 697 699 701 rVvB 92337 73408 1.37% 0.160%
13 10.543 715 718 722 rBV 31420 58127 1.08% 0.126%

14 10.681 727 730 733 rBV 2773361 2947242 54.84% 6.412%
15 10.795 739 740 745 rVB 92535 142096 2.64% 0.309%

16 11.252 777 780 781 rBV 49040 60306 1.12% 0.131%
17 11.378 788 791 793 rBV 2128332 1931960 35.95% 4._.203%
18 12.967 927 930 932 rBV 4998638 4776068 88.88% 10.390%
19 13.858 1006 1008 1016 rBV 192957 238945 4._.45% 0.520%
20 14.018 1019 1022 1024 rBV 861590 1245714 23.18% 2.710%

21 15.447 1144 1147 1155 rBV 789223 1048199 19.51% 2.280%

Sum of corrected areas: 45967007

8270-BF102116.M Mon Oct 24 15:53:40 2016 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102116\

BF090776.D

22 Oct 2016 21:32

UM/SsJ

H5343-07

57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

RMAB-SB05-18.5-19.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090776.D

Aca On - 22 Oct 2016 21:32

Operator : UM/SJ

ﬁ?ggle i H5343-07 RMAB-SB05-18.5-19.0
ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.06 16.90 ng 1236890 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
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 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 238 (5.057 min): BF090776.D (-235) (-) m/z 43.10 100.00%
43
59
5000
T TTaB0 S0 520 S0
83 : : :
0...,....,....,..?7.',':.-..,.5?-!],...‘.3?....,.-...,...:,....,. m/z 59.10 59.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000
a1 4.80 5.00 520 5.40
101 m/z 101.10 21.21%
29
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LRI PRI SR SURL LR S SULELIL UL SR SULELIL UL WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
4.80 5.00 5.20 5.40
5000 m/z 58.10 18.11%
59
o 21 37 53 67 778 o O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester B N i s o
43 4.80 5.00 520 5.40
m/z 41.10 8.29%
57
5000
29 101
o 15 Y 51 || 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090776.D

Aca On - 22 Oct 2016 21:32

Operator : UM/SJ

ﬁ?ggle i H5343-07 RMAB-SB05-18.5-19.0
ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown6.62 Concentration Rank 1

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

6.62 63.83 ng 4670440 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 375 (6.623 min): BF090776.D (-372) (-) m/z 132.00 100.00%
32
5000 68
6 Trrr|prrrryrrrrrrrrrrp|rr
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,::..??...' SN -1 S Ml .S | S m/z 68.10 42.70%
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 LR RS L
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 34.72%
13g ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.49%
104
oL 14 27 37 4451 58 6 77 g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.03%
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 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090776.D

Aca On : 22 Oct 2016 21:32

Operator : UM/SJ

Sample - H5343-07

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.84 ng 238945 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 90
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 90
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 87
5 1-Nonadecene 266 C19H38 018435-45-5 87
Abundance Scan 1008 (13.858 min): BF090776.D (-1006) (-) m/z 83.10 100.00%

5000

13.60 13.80 14.00 14.20

01 m/z 57.10 99.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83

5000
13.60 13.80 14.00 14.20

m/z 69.10 89.37%

125

139153167181196 224

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

43 57
83
97 13.60 13.80 14.00 14.20
5000 m/z 97.10 86.43%
29 111

125
139153167 182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester
43 13.60 13.80 14.00 14.20
57 m/z 55.10 85.61%
5000

97
1

11
I 125140155 182
e

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102116\

Data File : BF090776.D

Acq On : 22 Oct 2016 21:32

Operator : UM/SJ

ﬁ?ggle i H5343-07 RMAB-SB05-18.5-19.0
ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .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]
Propane, 2-methyl... 5.06 16.9 ng 1236890 1 6.85 1463370 20.0
unknown6 .62 6.62 63.8 ng 4670440 1 6.85 1463370 20.0
Trichloroacetic a... 13.86 3.8 ng 238945 5 14.02 1245710 20.0
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