LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088756.D

Aca On > 7 Jul 2016 1:52

Operator : UM/SJ

Sample - H3880-20

Misc :

ALS Vial : 18 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-BF063016.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 1.701 8 10 18 rvv 231038 352631 10.69% 1.443%
2 1.827 18 21 62 rvB 1509967 3299100 100.00% 13.498%
3 4.913 288 291 297 rBB 79336 113682 3.45% 0.465%
4 5.336 326 328 331 rBVY 1382665 1960282 59.42% 8.020%
5 6.387 417 420 422 rBV 1896713 2107267 63.87% 8.622%
6 6.513 428 431 434 rBVY 1975189 1917104 58.11% 7.844%
7 6.742 449 451 453 rVB 431533 496831 15.06% 2.033%
8 6.902 463 465 467 rBB 1569003 1426597 43.24% 5.837%
9 7.313 498 501 503 rBY 1361332 1373240 41.62% 5.619%
10 8.033 561 564 566 rBV 835258 776324 23.53% 3.176%

11 9.108 655 658 661 rBV 2174370 2239300 67.88% 9.162%
12 9.508 691 693 695 rvB 213679 259475 7.87% 1.062%
13 9.782 714 717 719 rBV 980329 870729 26.39% 3.563%
14 10.228 748 756 757 rBV 45117 49975 1.51% 0.204%
15 10.559 783 785 788 rBv2 955091 1319732 40.00% 5.400%

16 10.696 795 797 802 rBV 63805 76550 2.32% 0.313%
17 11.142 834 836 837 rBV 77027 62426 1.89% 0.255%
18 11.256 844 846 848 rBV 1026512 892825 27.06% 3.653%
19 12.457 949 951 954 rBV 161713 134815 4._.09% 0.552%
20 12.685 968 971 973 rBV 143216 151425 4_.59% 0.620%

21 12.845 982 985 987 rVB 2304456 2505728 75.95% 10.252%
22 12.994 994 998 1002 rVvB2 15968 37033 1.12% 0.152%
23 13.508 1040 1043 1048 rVB2 16912 33815 1.02% 0.138%
24 13.748 1060 1064 1072 rVv4 111807 195915 5.94% 0.802%
25 13.874 1072 1075 1082 rVB 713939 860327 26.08% 3.520%

26 14.377 1116 1119 1125 rBV 25997 65093 1.97% 0.266%
27 14.731 1146 1150 1152 rBV 38103 39768 1.21% 0.163%
28 14.868 1160 1162 1167 rBV 91260 152224 4.61% 0.623%
29 14.971 1167 1171 1173 rBV 37681 43232 1.31% 0.177%
30 15.143 1183 1186 1189 rVB 51059 56485 1.71% 0.231%
31 15.200 1189 1191 1193 rBV 35676 44042 1.33% 0.180%
32 15.257 1193 1196 1199 rBV 427003 490993 14.88% 2.009%
33 16.560 1307 1310 1314 rVB2 19404 36331 1.10% 0.149%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088756.D

Aca On > 7 Jul 2016 1:52

Operator : UM/SJ

Sample - H3880-20

Misc :

ALS Vial : 18 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 24441296
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF070616\

BF088756.D

7 Jul 2016 1:52

UM/SsJ

H3880-20

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088756.D

Aca On > 7 Jul 2016 1:52

Operator : UM/SJ

Sample = H3880-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.91 4_.58 ng 113682 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 291 (4.913 min): BF088756.D (-288) (-) m/z 43.10 100.00%
43
59
5000
101 D M MMM 1 SMND MMM
I I| 60 83 460 4.80 5.00 5.20 '
) R R SN AN ARAR RRARA RARSA RARAN AARAN AL SALSS SRS RARRY m/z 59.10 61.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI L LI I I
59 460 480 500 520
m/z 101.00 23.38%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 m/z 58.10 17.30%
43 101
o 15 3t 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R ma e m
59 460 4.80 5.00 5.20
m/z 41.10 10.47%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY IEDENRAE RN R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088756.D

Aca On > 7 Jul 2016 1:52

Operator : UM/SJ

Sample = H3880-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 unknown6.51 Concentration Rank 2

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

6.51 77.17 ng 1917100 1,4-Dichlorobenzene-d4 6.74
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 16
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 431 (6.513 min): BF088756.D (-428) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 ° 620 6.40 6.60 6.80
54 g2 104 . . . .
M A ,.-:.'.|,....,..5.‘?,....,.'!..,.1.1.5.,...., | N m/z 68.10 46.59%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 RSN AR R AR
6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.33%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 29.98%
33 44 g7 105
51 60 70 78 g 115
Ol T T T T T T T T e T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R B e m
132 6.20 6.40 6.60 6.80
m/z 69.10 19.80%
104
5000
ot i 115
39 65 ‘ 91
0'“'ﬁ?“wh'ww?n““'w“H\“'w““'wj“l“bw'“'lt“ T RSN AR R AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088756.D

Aca On > 7 Jul 2016 1:52

Operator : UM/SJ

Sample = H3880-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 6 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.55 ng 195915 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
Abundance Scan 1064 (13.748 min): BF088756.D (-1060) (-) m/z 57.10 100.00%

57 83

5000

:

13.40 13.60 13.80 14.00
m/z 55.05 88.13%

o 178 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57

97

:

13.'40 13.'60 13.'80 14.00
125 m/z 83.10 88.12%

154 179196 224 251269

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 97.10 85.27%
29
N 139 167 196 202033 266 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate AP T T T
13.40 13.60 13.80 14.00
m/z 43.05 81.43%
4
5000

125

:

154 1g2 210 238 0265283

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

8270-BF063016-M Thu Jul 07 17:30:51 2016 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088756.D

Acq On > 7 Jul 2016 1:52

Operator : UM/SJ

Sample - H3880-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.91 4.6 ng 113682 1 6.74 496831 20.0
unknown6 .51 6.51 77.2 ng 1917100 1 6.74 496831 20.0
Trifluoroacetoxy ... 13.75 4.5 ng 195915 5 13.87 860327 20.0
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