LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085639.D

Acq On : 21 Mar 2016 23:14

Operator : UM/SJ

Sample - H1841-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 height area % max. total
1 4.378 181 183 193 rVB 20134 40421 1.35% 0.165%
2 5.030 238 240 251 rvB 247681 337582 11.30% 1.378%
3 5.441 273 276 279 rBV 2239758 2574452 86.19% 10.508%
4 6.481 363 367 369 rBvV 2381077 2986841 100.00% 12.192%
5 6.607 375 378 381 rBV 2484943 2692257 90.14% 10.989%
6 6.836 396 398 401 rBY 581002 743494 24_.89%% 3.035%
7 6.996 410 412 415 rBV 2230129 2104754 70.47% 8.591%
8 7.407 445 448 450 rBV 1809588 1802932 60.36% 7.359%
9 7.499 454 456 462 rVB 42378 57532 1.93% 0.235%
10 8.127 508 511 513 rBV 1170417 1013642 33.94% 4.137%

11 9.202 602 605 608 rBV 2837328 2658464 89.01% 10.851%
12 9.602 637 640 642 rBvV 330423 400330 13.40% 1.634%

13 9.819 652 659 661 rBv2 35494 62676 2.10% 0.256%
14 9.876 662 664 667 rVvB 955221 937924 31.40% 3.828%
15 10.288 693 700 701 rBV 29741 48832 1.63% 0.199%
16 10.310 701 702 704 rVB 82372 66209 2.22% 0.270%
17 10.528 719 721 725 rBV 23927 44164 1.48% 0.180%

18 10.665 730 733 736 rBV 1462996 1473184 49.32% 6.013%
19 10.790 742 744 750 rVB 58171 112326 3.76% 0.458%

20 11.236 781 783 784 rBV 46755 54010 1.81% 0.220%
21 11.362 792 794 796 rBV 935875 821208 27.49% 3.352%
22 11.888 838 840 844 rBV2 41132 53586 1.79% 0.219%
23 12.676 906 909 912 rBV2 31387 50233 1.68% 0.205%
24 12.951 930 933 935 rBV 1537447 1867018 62.51% 7.621%
25 13.842 1009 1011 1018 rBV 42235 92950 3.11% 0.379%

26 13.991 1022 1024 1027 rBV 616045 655372 21.94% 2.675%
27 14.745 1088 1090 1096 rVB2 28758 39088 1.31% 0.160%
28 15.420 1146 1149 1157 rBV 576699 707721 23.69% 2.889%

Sum of corrected areas: 24499202
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085639.D

Acq On : 21 Mar 2016 23:14

Operator : UM/SJ

Sample : H1841-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085639.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085639.D

Acq On : 21 Mar 2016 23:14

Operator : UM/SJ

Sample : H1841-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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.

5.03 9.08 ng 337582 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 240 (5.030 min): BF085639.D (-238) (-) m/z 43.10 100.00%
a3
59
5000
101 I I VO —
51 | 83 | 460 4.80 5.00 520 5.40
o) MY 5 P m/z 59.10 58.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR A R
4.60 4.80 500 5.20 5.40
m/z 101.10 23.08%
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 5.40
5000 M m/z 58.10 17.30%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4—methy|— LS NI N L B R LA
43 4.60 4.80 500 5.20 5.40
m/z 41.10 9.35%
5000
101
71
ﬁs 28 56 86
O e £ o e e I A A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085639.D

Acq On : 21 Mar 2016 23:14

Operator : UM/SJ

Sample : H1841-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 2 unknown6.61 Concentration Rank 1

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

6.61 72.42 ng 2692260 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 378 (6.607 min): BF085639.D (-375) (-) m/z 132.10 100.00%
5000 68
96 IR SRR AR
40 54 || 78 | 106 6.20 6.40 6.60 6.80 7.00
L e e e e e B B m/z 68.10 41.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR LI I LN
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.10 32.34%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.18%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.05%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SR A K U
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085639.D

Acq On : 21 Mar 2016 23:14

Operator : UM/SJ

Sample : H1841-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.74 ng 112326 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 744 (10.790 min): BF085639.D (-742) (-) m/z 57.10 100.00%
g7
5000 85
4
113 1 330 10.40 10.60 10.80 11.00 11.20
0! m/z 71.10 78.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73966: Hexadecane
57
5000 4 85 BN DU DL RN B
10 40 10. 60 10. 80 11. oo 11. 20
113 m/z 43.10 62 .95%
0 15 ‘ \‘ ‘\ H\ 1l \\‘ 1l 141 L 169 197 226
m/z--> 25 Jo 60 80 160 120 150 1éo 180 200 220 240 260 2éo 360 350
Abundance
57
10,40 10,60 10.80 11.00 11.20
5000 A g5 m/z 85.10 48.82%

113 141 169 196 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115570: Heneicosane e B B A
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 29.70%

85
5000
4
113
RECH DL a0 160 107 o5 s oo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085639.D

Acq On : 21 Mar 2016 23:14

Operator : UM/SJ

Sample : H1841-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.84 2.84ng 92950  Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Pentafluoropropionic acid, octad... 416 C21H37F502

4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302

074339-54-1 80
074339-53-0 72

1000280-07-7 86

Abundance Scan 1011 (13.842 min): BF085639.D (-1009) (-) m/z 57.10 100.00%
57
83
5000 111
' 13.60 13.80 14.00 14.20
207 : : : :
oLl m/z 43.10 90.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
43
5000 69 RS e e
13. 60 13. 80 14. OO 14. 20
m/z 55.05 85.59%
o Jd mw\ L 125 155 196224
T L I N B o i o e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
R e e R A mEE
13.60 13.80 14.00 14.20
5000 83 m/z 83.10 75.99%
111
o 139167 196224 267292 321 462 490
LA o e e e o e A LA e o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecy! ester RS e e
43 13.60 13.80 14.00 14.20
m/z 69.10 T74_.27%
5000 69
97
o |l (125 154181 224 252
LA o e o L0 e s o R e e R A mEE
m/z--> 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085639.D

Acq On : 21 Mar 2016 23:14

Operator : UM/SJ

Sample - H1841-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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... 5.03 9.1 ng 337582 1 6.85 743494 20.0
unknown6 .61 6.61 72.4 ng 2692260 1 6.85 743494 20.0
Hexadecane 10.79 2.7 ng 112326 4 11.36 821208 20.0
Pentafluoropropio... 13.84 2.8 ng 92950 5 13.99 655372 20.0
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