LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088682.D

Aca On > 4 Jul 2016 8:44

Operator : UM/SJ

Sample : H3849-03

Misc :

ALS Vial : 41 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 1.724 10 12 21 rvv 82709 127519 5.48% 0.588%
2 1.850 21 23 34 rv 656811 964208 41.42% 4_447%
3 1.998 34 36 39 rvB 54074 66826 2.87% 0.308%
4 4.947 292 294 298 rBV 166391 234563 10.08% 1.082%
5 5.382 329 332 334 rBVY 2297288 2294032 98.54% 10.580%
6 6.422 420 423 425 rBVY 2272050 2327965 100.00% 10.737%
7 6.547 432 434 437 rBVY 1723626 2325487 99.89% 10.725%
8 6.787 452 455 457 rBV 724223 634840 27.27% 2.928%
9 6.947 466 469 471 rVB 1352342 1796235 77.16% 8.284%
10 7.347 501 504 506 rBY 1552152 1417108 60.87% 6.536%
11 7.645 528 530 533 rVB 63399 51535 2.21% 0.238%

12 8.068 565 567 570 rvVB 945549 799248 34.33% 3.686%
13 9.142 659 661 664 rBVY 1923804 2156831 92.65% 9.947%
14 9.542 694 696 698 rBvV 158748 162189 6.97% 0.748%
15 9.816 718 720 722 rBV 859594 775704 33.32% 3.578%

16 10.605 786 789 791 rBV 1309471 1302656 55.96% 6.008%
17 11.176 837 839 841 rBvV 64764 62355 2.68% 0.288%
18 11.291 847 849 853 rvB2 568692 703659 30.23% 3.245%
19 12.502 953 955 957 rBV 108137 102284 4_.39% 0.472%
20 12.719 971 974 977 rBV2 141814 224099 9.63% 1.034%

21 12.879 986 988 990 rBV 1798217 1580187 67.88% 7.288%
22 13.417 1033 1035 1037 rBV 86046 72516 3.11% 0.334%
23 13.805 1066 1069 1074 rBVZ2 58922 122205 5.25% 0.564%
24 13.920 1076 1079 1086 rVB 724451 761429 32.71% 3.512%
25 14.925 1165 1167 1173 rBV 51029 136860 5.88% 0.631%

26 15.314 1198 1201 1204 rBV 421074 479753 20.61% 2.213%

Sum of corrected areas: 21682293
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF070316\

BF088682.D

4 Jul 2016 8:44

UmM/sJ

H3849-03

41 Sample Multiplier: 1

Z:\HPCHEMI\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\BF070316\
Data File : BF088682.D

Aca On > 4 Jul 2016 8:44

Operator : UM/SJ

Sample : H3849-03

Misc :

ALS Vial : 41 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 Propane, 1,1-dimethoxy- Concentration Rank 7

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

2.00 2.11 ng 66826 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 38
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
4 Glycine 75 C2H5NO2 000056-40-6 9
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 36 (1.998 min): BF088682.D (-34) (-) m/z 75.10 100.00%
75
5000 45 \
o || 5 180 200 220 240
o) 1R XSS O 1 A m/z 73.10 75.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 DS L S
1.80 2.00 2.20 2.40
m/z 45.10 37.25%
o M P e e s
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
75
180 200 220 240
5000 m/z 41.05 26.79%
31 45
15 59 105
e e S S L S UL SURILL USRI LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy- T
78 1.80 2.00 2.20 2.40
m/z 47.05 19.63%
5000
45
29
o I S N -7 A0 101
SUNELIELS SRR SULELL ILLL AL SURLEL SURBUIL SURELIL SRS S SRR B IRBERURB SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088682.D

Aca On > 4 Jul 2016 8:44

Operator : UM/SJ

Sample : H3849-03

Misc :

ALS Vial : 41 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.95 7.39 ng 234563 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 294 (4.947 min): BF088682.D (-292) (-) m/z 43.10 100.00%
43
59
5000
101 IS SARES A RE LR
51 | 83 | 460 4.80 5.00 5.20
S M S m/z 59.10 57.96%
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 L I L UL IR B
59 460 480 500 520
m/z 101.10 19.67%
15 31 101
0 ‘ 1 N 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 4.80 500 520
5000 M m/z 58.10 15.93%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R R o
59 460 4.80 5.00 5.20
31 m/z 41.10 8.88%
5000 41
73
1\5 ‘ L 51\‘ ‘ 87 102
R s R SR AN AL RRARA RARSA AN SARAN LALARALRS SRS RARRY ISR SR S LN
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\BF070316\
Data File : BF088682.D

Aca On > 4 Jul 2016 8:44

Operator : UM/SJ

Sample : H3849-03

Misc :

ALS Vial : 41 Sample Multiplier: 1

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

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

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

Concentration Rank 1

Peak Number 5 unknown6.55

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

6.55 73.26 ng 2325490 1,4-Dichlorobenzene-d4 6.79
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 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 434 (6.547 min): BF088682.D (-432) (-) m/z 132.00 100.00%
5000 68
40 54 ‘ 75 0 620 6.40 6.0 680
6 104 : : : :
Ol L .2!..|,....,..5.‘?,...~.,....,.1.1?.,...., bt | M/z 68.10  50.94%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 USRS R SN
6.20 6.40 6.60 6.80
2 78 m/z 66.10 32.89%
38 44
0'”'I”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 680
5000 m/z 134.00 32.02%
33 44 g7 105
51 60 70 78 g 115
O A B ot e e L et
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R R
132 6.20 6.40 6.60 6.80
m/z 69.10 20.69%
104
5000
ot i 115
39 65 ‘ 91
0"”I??”W=”'lw??Pw'W'PH\'”'””"P'MW'jMI'”'It"P" USRS R SN
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\BF070316\
Data File : BF088682.D

Aca On > 4 Jul 2016 8:44

Operator : UM/SJ

Sample : H3849-03

Misc :

ALS Vial : 41 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 7 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.21 ng 122205 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
4 E-7-Octadecene 252 C18H36 1000130-92-0 92
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1069 (13.805 min): BF088682.D (-1066) (-) m/z 57.10 100.00%
3 140 168 194 228 20 om1 1340 13.60 13.80 14.00 14.20
0 L e m/z 83.10 95.80%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
83
5000 SR SRR BRI I
mn 1340 13.60 13.80 14.00 14.20
29 m/z 69.10 91.02%
o \‘ L1139 16182 210 gaass a6
m/z--> 50 150 200 250 300 350
Abundance
57
8 SRR SRR SO SR B
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.10 83.88%
29
. 140 182 210 »37255 306 APJ\NL~A~/AAJf\“'“~f1f¢\ﬁp/
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane A B
57 13.40 13.60 13.80 14.00 14.20
97 m/z 43.10 79.80%
29 125
oL Ll ll7g | | | 154 1956 224 251269 320
m/z--> 50 100 150 2(')0 250 300 350 1340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
Data File : BF088682.D

Acq On > 4 Jul 2016 8:44

Operator : UM/SJ

Sample - H3849-03

Misc :

ALS Vial : 41 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]
Propane, 1,l1-dime... 2.00 2.1 ng 66826 1 6.79 634840 20.0
2-Pentanone, 4-hy... 4.95 7.4 ng 234563 1 6.79 634840 20.0
unknown6 .55 6.55 73.3 ng 2325490 1 6.79 634840 20.0
Pentafluoropropio... 13.81 3.2 ng 122205 5 13.92 761429 20.0
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