LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090891.D

Aca On : 28 Oct 2016 2:30

Operator : UM/SJ

Sample : H5423-15

Misc :

ALS Vial : 24 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-BF102616.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 4.944 247 250 260 rBV 742939 1097103 24.58% 2.900%
2 5.379 285 288 290 rBVY 3843163 4463708 100.00% 11.798%
3 6.419 376 379 382 rBVY 3504413 4122177 92.35% 10.895%
4 6.544 387 390 392 rBVY 4502047 4374054 97.99% 11.561%
5 6.773 408 410 415 rBV 975844 907701 20.34% 2.399%
6 6.933 421 424 426 rBVY 4001060 3729824 83.56% 9.858%
7 7.344 457 460 462 rBVY 2800350 2913985 65.28% 7.702%
8 8.065 520 523 525 rBVY 1090831 1134712 25.42% 2.999%
9 9.139 615 617 620 rBY 4592849 4329712 97.00% 11.444%
10 9.539 649 652 654 rBV 704719 671725 15.05% 1.775%

11 9.813 673 676 678 rBV 1416048 1180352 26.44% 3.120%
12 10.259 711 715 716 rBV 48712 69882 1.57% 0.185%
13 10.602 742 745 748 rBV 2102123 1938976 43.44% 5.125%
14 10.728 754 756 761 rVB 93866 103222 2.31% 0.273%
15 11.173 793 795 797 rBV 50124 47384 1.06% 0.125%

16 11.299 804 806 808 rBvV 845749 833682 18.68% 2.204%
17 12.728 927 931 933 rBVvV2 24489 44802 1.00% 0.118%
18 12.888 942 945 947 rBV 3545470 3367758 75.45% 8.901%
19 13.791 1021 1024 1028 rBV 113886 164816 3.69% 0.436%
20 13.928 1034 1036 1039 rBV 845578 960541 21.52% 2.539%

21 14.705 1102 1104 1106 rBV 30864 44961 1.01% 0.119%
22 14.785 1109 1111 1113 rBV2 43483 74244 1.66% 0.196%
23 15.345 1157 1160 1162 rBV 688122 818153 18.33% 2.162%
24 15.665 1185 1188 1192 rVB 48621 100441 2.25% 0.265%
25 15.791 1196 1199 1201 rBV 32686 55758 1.25% 0.147%

26 16.202 1232 1235 1238 rBV 48605 102112 2.29% 0.270%
27 16.797 1284 1287 1289 rBV 26407 57868 1.30% 0.153%
28 16.865 1289 1293 1296 rVV 48283 124167 2.78% 0.328%

Sum of corrected areas: 37833820
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LSC Report - Inte

grated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\
Data File : BF090891.D

Aca On - 28 Oct 2016 2:30

Operator : UM/SJ

Sample . H5423-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF102616.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: BF090891.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090891.D

Aca On : 28 Oct 2016 2:30

Operator : UM/SJ

Sample : H5423-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.94 24_.17 ng 1097100 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 250 (4.944 min): BF090891.D (-247) (-) m/z 43.10 100.00%
43
59
5000
101 R EBRRRREEI RS
460 480 500 5.20
83
0....,....','..!|,....,....,|....,....,....,....,....,2.0.7.. m/z 59.10 63.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I UL L UL
59 460 480 500 520
m/z 101.10 21.46%
15 4 ‘ 101
0"J'PWh'I"”I""F%"J"'W""I'”'I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520
5000 m/z 58.10 17.17%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T ....,
59 460 480 5.00 5.20
m/z 41.10 8.72%
5000 41
0 W s 126 142
m/z--> 20 40 60 80 100 150 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090891.D

Aca On : 28 Oct 2016 2:30

Operator : UM/SJ

Sample : H5423-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknown6.54 Concentration Rank 1

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

6.54 96.38 ng 4374050 1,4-Dichlorobenzene-d4 6.77
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 390 (6.544 min): BF090891.D (-387) (-) m/z 132.00 100.00%
132
5000 68
20 54 % J 620 640 6.60 6.80
0 g lewr o m/z 68.10  42.5%%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR U
6.20 6.40 6.60 6.80
2 51 m/z 134.00 34.61%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 680
5000 m/z 66.05 27 .04%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L B e i
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.09%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090891.D

Aca On : 28 Oct 2016 2:30

Operator : UM/SJ

Sample : H5423-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.48 ng 103222 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 756 (10.728 min): BF090891.D (-754) (-) m/z 57.10 100.00%
57
43 71
5000
113 127 10.40 10.60 10.80 11.00
o 140 m/z 71.10 66.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71
5000 85 AU LS AR
10 40 10. 60 10.80 11.00
29 m/z 43.10 65.28%
oL 15 J b g %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57
43 AU UL SRR
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 42 .96%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #73963: Hexadecane e
57 10.40 10.60 10.80 11.00
43 m/z 41.10 27 .29%
71
5000 85
2 99 113
0 Y 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090891.D

Aca On : 28 Oct 2016 2:30

Operator : UM/SJ

Sample : H5423-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.43 ng 164816 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
Abundance Scan 1024 (13.791 min): BF090891.D (-1021) (-) m/z 57.10 100.00%
43 97 83 o

5000

3

13.40 13.60 13.80 14.00 14.20

125
139453 179

2159230244

281

01 m/z 83.10 89.89%
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

13.40 13.60 13.80 14.00 14.20
m/z 55.10 87.12%

5000

125

139153167181196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 o N —
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 82.95%
111
29 125
139154169 196210 238,45 2g3

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- T
13.40 13.60 13.80 14.00 14.20
m/z 69.10 81.67%
5000
125
o 139153167182196210224 252 280

T T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090891.D

Aca On : 28 Oct 2016 2:30

Operator : UM/SJ

Sample : H5423-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclononasiloxane, octadeca... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.67 2.46 ng 100441 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 78
2 Piperidine., 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 35
3 N-Benzvl-N-ethvl-p-isopropvlbenz. .. 281 C19H23NO 015089-22-2 30
4 Trisiloxane. octamethvl- 236 C8H2402Si3 000107-51-7 27
5 4-Hydroxy-beta-phenylcinnamonitrile 221 C15H11NO 016281-90-6 22
Abundance Scan 1188 (15.665 min): BF090891.D (-1185) (-) m/z 73.10 100.00%
7B
147 221 /\h/\ﬂlhw\Aﬁﬁ/\\ﬁ\ﬂ_ﬂﬂlvyy\i
5000
281 355
429 RS B PR SN
40 | 109 18_71 IR 15.40 15.60 15.80 16.00
O o L . m/z 221.10 76.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173700: Cyclononasiloxane, octadecamethy!-
73 429
147
5000 221 355 A —
281 15.40 15.60 15.80 16.00
m/z 147 .05 74 .34%
2 05 || l\32l3h L P smses es
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550 600 650
Abundance
107 147
295 15.40 15.60 15.80 16.00
5000 228 m/z 355.10 34 .60%
55 187
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #106888: N-Benzyl-N-ethyl-p-isopropylbenzamide
147 15.40 15.60 15.80 16.00
m/z 281.00 33.70%
5000 281 /\AJVWAJRVWLJ\VVANN*V#VVMA/
91
o 41 L‘.J 190 233
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 600 650 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090891.D

Aca On : 28 Oct 2016 2:30

Operator : UM/SJ

Sample : H5423-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Piperidine, 1-(5-trifluorom... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.20 2.50 ng 102112 Perylene-di2 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 piperidine. 1-(5-trifluoromethvl... 295 CISHIGF3N3  1000268-74-7 83

2 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 38
3 3-Isopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 38
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 38
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 32

Abundance Scan 1235 (16.202 min): BF090891.D (-1232) (-) m/z 73.10 100.00%
73
147
221
5000
355
429 A RREEE RS E ST
s | s | 9] E 15.80 16.00 16.20 16.40 16.60
O e e e R e ma e m/z 147.10 77.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #114656: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H...
107 147
295
5000 228 e I e
87 15. 80 16. OO 16. 20 16. 40 16. 60
‘ “ m/z 221.10 65.63%
0 hhu“‘u\“\\h“ HH n\h\H‘h\‘ A o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
147 IIIIIIIIIIIIIIIIIIIIIII
15.80 16.00 16.20 16.40 16.60
5000 m/z 281.00 35.62%
221
ol 13 43 104 | 177
A i e e B e B AR EEEE S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171908: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(r... A RREEE RS E ST
73 15.80 16.00 16.20 16.40 16.60
m/z 355.10 26.76%
5000
147
43
221 281
o 327L 415 519 561
o e e R B e A R R B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102716\
Data File : BF090891.D

Acq On : 28 Oct 2016 2:30

Operator : UM/SJ

Sample - H5423-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
Quant Title : 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]
2-Pentanone, 4-hy... 4.94 24_.2 ng 1097100 1 6.77 907701 20.0
unknown6 .54 6.54 96.4 ng 4374050 1 6.77 907701 20.0
Tetradecane 10.73 2.5 ng 103222 4 11.30 833682 20.0
Trichloroacetic a... 13.79 3.4 ng 164816 5 13.93 960541 20.0
Cyclononasiloxane... 15.67 2.5 ng 100441 6 15.35 818153 20.0
Piperidine, 1-(5-... 16.20 2.5 ng 102112 6 15.35 818153 20.0
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