LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\

Data File : BF090816.D

Aca On : 25 Oct 2016 19:18 Instrument :
Operator - UM/SJ BNA_F

Sample - H5365-01 ClientSampleld :
Misc - FK-BPM-01-B2-B3-B4-B5
ALS Vial : 9 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 4.967 250 252 262 rBV 539906 890760 17.34% 2.100%
2 5.402 287 290 292 rBVY 3839376 4151694 80.82% 9.787%
3 6.442 378 381 383 rBY 3305039 3878613 75.50% 9.144%
4 6.567 389 392 394 rBVY 3898539 4011903 78.10% 9.458%
5 6.796 410 412 417 rBVY 1108974 1110244 21.61% 2.617%

6 6.956 423 426 428 rBV 3355604 3527438 68.67% 8.316%
7 7.367 459 462 464 rBV 1989340 2384604 46.42% 5.622%
8 8.088 522 525 527 rBV 1436243 1556381 30.30% 3.669%
9 9.162 616 619 622 rBV 4602866 5136897 100.00% 12.110%
10 9.562 651 654 656 rBvV 906118 815843 15.88% 1.923%
11 9.836 676 678 681 rBVY 1998161 1855460 36.12% 4._374%
12 10.282 713 717 718 rBV 82393 91869 1.79% 0.217%
13 10.499 733 736 739 rBV 33239 54654 1.06% 0.129%

14 10.625 745 747 750 rBv2 2528150 3150770 61.34% 7.428%
15 10.751 756 758 765 rVB 107912 136373 2.65% 0.321%

16 11.196 796 797 799 rBV2 53130 54698 1.06% 0.129%
17 11.322 806 808 811 rBV 1862306 1711061 33.31% 4._.034%
18 12.797 934 937 945 rVB 291568 351641 6.85% 0.829%
19 12.911 945 947 950 rBV 4045079 4852540 94.46% 11.440%
20 13.814 1024 1026 1036 rBV 364353 434965 8.47% 1.025%

21 13.962 1036 1039 1041 rBV 1223916 1242988 24.20% 2.930%
22 15.380 1160 1163 1166 rBV 826013 1017408 19.81% 2.398%

Sum of corrected areas: 42418804
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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:\HPCHEMI\BNA F\DATA\BF102516\
BF090816.D

25 Oct 2016 19:18

UM/SJ

H5365-01

9 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

FK-BPM-01-B2-B3-B4-B5

Abundance TIC: BF090816.D
4000000 5.40 6.57
6.44 6.96
3000000
2000000 7.37
6.80
1000000
4.97
O} T S S e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF090816.D
9|16
12.91
4000000
3000000
10.62
2000000 9.84 11.32
8.09
1000000 9.56
12.8
. 10.2810,5¢(10.75 11.2 AL
He——— et e e e e ————— e —
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
Abundance TIC: BF090816.D
4000000
3000000
2000000
13.96
1000000 15.38
3.81
O o I R e e o L B e e e e i e e e o N S
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\

Data File : BF090816.D

Aca On : 25 Oct 2016 19:18

Operator : UM/SJ

Samole - H5365-01 FK-BPM-01-B2-B3-B4-B5
Misc :

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.97 16.05 ng 890760 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 252 (4.967 min): BF090816.D (-250) (-) m/z 43.10 100.00%
43
59
5000
T 250 40 500 520 540
83 : : : : :
o..,....,....','::.?R.:];...‘?,9....,.-...,...:,|....,....,....,....,...., m/z 59.10 63.40%
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
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.10 21.33%
o 2 36 51 “‘ 67 76 83 91 |
HUSUNRREN NI LRI LR IR IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520 5.0
5000 m/z 58.10 17.71%
41
ol 50 73 86
mmﬂwmwwwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R R E e e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.06%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090816.D

Aca On : 25 Oct 2016 19:18

Operator : UM/SJ

Sample : H5365-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.57 Concentration Rank 1

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

6.57 72.27 ng 4011900 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 392 (6.567 min): BF090816.D (-389) (-) m/z 132.00 100.00%
132
5000 68
T oy | Gk ek 6k &b 7
o.n.ﬂ.m:u” I B R B m/z 68.10 36.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AN N R
a1 97 6.20 6.40 6.60 6.80 7.00
17 m/z 134.00 34.43%
0....|..é4|....| ...|........... R R m e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
69 AP SR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 22 .56%
31 51
o e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl R e A EEma
57 32 6.20 6.40 6.60 6.80 7.00
24 m/z 96.10 15.07%
5000 98 116
S O O SO B RN |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\

Data File : BF090816.D

Aca On : 25 Oct 2016 19:18

Operator : UM/SJ

Samole - H5365-01 FK-BPM-01-B2-B3-B4-B5
Misc :

ALS Vial : 9 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.80 5.66 ng 351641 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 TrimethvII5-(trimethvisilv)-2-t. .. 228 C10H20SSi2 017906-71-7 42
3 1.4-Puran. 5.6-dihvdro-3-I3-indo... 213 C14H15NO 1000128-72-9 40
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 40
5 2,4(1H,3H)-Pyrimidinedione, 1,3-... 228 C9H16N203Si 089447-84-7 40
Abundance Scan 937 (12.797 min): BF090816.D (-934) (-) m/z 213.05 100.00%
213
5000 J\\/\
N 107 | 28 || e 1280 1300 1320
39 65 77 107 135 165 198 ; ' ' :
o..,..5.1.,.'...,..'..-,.'...|i....,..1?2:,....1?.1...,...|.,..|~.., m/z 119.00 21.27%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 RN UL UL SULLN B
1240 12.60 12.80 13.00 13.20
119 228 m/z 214.10 16.03%
o 51 §5 77 gﬁ 107 135 152 165 ‘
m/z--> 40 60 éo 160 150 150 1éo 180 200 250
Abundance
213
12.40 12.60 12.80 13.00 13.20
5000 m/z 228.10 15.83%
73
99 228
o 85 115 163 183 197
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #65055: 1,4-Puran, 5,6-dihydro-3-[3-indolylmethyl]- P e
2 213 12.40 12.60 12.80 13.00 13.20
1 m/z 91.10 10.79%
5000 156
143 184
51 g3 77 gg 102 115 “ ‘ ‘ 108
0--|‘--“-‘-|‘ .‘l‘ll‘.‘..l“‘.. ‘.“ ‘ .“.‘.l‘..l.‘...l....l....l AR A
m/z--> 40 60 80 100 140 160 180 200 220 12/40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\

Data File : BF090816.D

Aca On : 25 Oct 2016 19:18

Operator : UM/SJ

Samole - H5365-01 FK-BPM-01-B2-B3-B4-B5
Misc :

ALS Vial : 9 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 5 Trifluoroacetic acid, n-hep... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 7.00 ng 434965 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
5 1-Heptadecanol 256 C17H360 001454-85-9 87

Abundance Scan 1026 (13.814 min): BF090816.D (-1024) (-) m/z 57.10 100.00%

43

5000

125 —-Tﬁﬁ%ﬁjﬁ-ﬁﬁ?ﬁ&¥¥#Tv##%jﬁr

139153 13.40 13.60 13.80 14.00 14.20
0 168182 208 m/z 83.10 97.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester

43
57

13.40 13.60 13.80 14.00 14.20
m/z 55.10 90.89%

111
0 | 125140155 182 210
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83

5000

97 13. 40 13. 60 13. 80 14. 00 14.20
5000 m/z 69.10 88.11%
29 111
125
o 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene T T

13.40 13.60 13.80 14.00 14.20
m/z 97.10 83.37%

125
139
154168182196210224238 266

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

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102516\

Data File : BF090816.D

Acq On : 25 Oct 2016 19:18

Operator : UM/SJ

Sample - H5365-01 FK-BPM-01-B2-B3-B4-B5
Misc :

ALS Vial : 9 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]
2-Pentanone, 4-hy... 4_97 16.1 ng 890760 1 6.80 1110240 20.0
unknown6 .57 6.57 72.3 ng 4011900 1 6.80 1110240 20.0
Phenol, 4,4"-(1-m... 12.80 5.7 ng 351641 5 13.96 1242990 20.0
Trifluoroacetic a... 13.81 7.0 ng 434965 5 13.96 1242990 20.0
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