LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF083116\
Data File : BF089951.D
Acq On : 31 Aug 2016 15:36 Instrument :
Operator : UM/SJ E?Afs el
- _ lentosampleld :
3?22'6 : H4620-01 RICHMOND-REC-SELECT-FILL
ALS Vial : 16 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-BF083116.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 1.633 3 4 13 rVB 222508 513495 6.12% 1.075%
2 1.758 13 15 61 rvB 2711874 8395907 100.00% 17.579%
3 4.764 275 278 285 rvVB 728905 1025981 12.22% 2.148%
4 5.210 314 317 319 rBV 3448728 3515125 41.87% 7.360%
5 6.273 407 410 413 rBV 3080007 3488407 41.55% 7.304%
6 6.399 418 421 424 rBvV 3745014 3546212 42.24% 7.425%
7 6.639 439 442 444 rBV 1430355 1479463 17.62% 3.098%
8 6.787 453 455 457 rBV 2468038 2763902 32.92% 5.787%
9 7.199 488 491 494 rBV 2158129 2127408 25.34%  4.454%
10 7.919 552 554 557 rBV 2154357 1850785 22.04% 3.875%

11 8.993 646 648 651 rBV 2874469 3992819 47.56% 8.360%
12 9.393 681 683 685 rBVY 1398941 1138027 13.55% 2.383%
13 9.668 704 707 709 rBV 1948760 1949601 23.22% 4.082%
14 10.445 772 775 777 rBV 2099887 1942195 23.13% 4._.066%
15 10.582 786 787 792 rVB 99016 148235 1.77% 0.310%

16 11.131 833 835 839 rvv 1601153 1667590 19.86% 3.491%
17 12.331 938 940 943 rVB 151737 136295 1.62% 0.285%
18 12.559 956 960 961 rBV 129357 172801 2.06% 0.362%
19 12.719 971 974 976 rBV 2833774 2919576 34.77% 6.113%
20 13.634 1051 1054 1057 rBV2 123255 194312 2.31% 0.407%

21 13.748 1061 1064 1070 rBV 1749032 1831158 21.81% 3.834%
22 14.262 1106 1109 1112 rBV3 65711 129396 1.54% 0.271%
23 14.731 1148 1150 1155 rVB 66385 117716 1.40% 0.246%
24 14.834 1157 1159 1161 rBV2 55985 88610 1.06% 0.186%
25 15.097 1179 1182 1185 rBV 1477532 1669334 19.88% 3.495%

26 18.537 1478 1483 1493 rVB 320168 957359 11.40% 2.004%

Sum of corrected areas: 47761709
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF083116\

BF089951.D

31 Aug 2016 15:36

UM/SsJ

H4620-01

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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\BF083116\

Data File : BF089951.D

Acq On : 31 Aug 2016 15:36

Operator : UM/SJ

ﬁ?ggle : H4620-01 RICHMOND-REC-SELECT-FILL
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

4.76 13.87 ng 1025980 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 278 (4.764 min): BF089951.D (-275) (-) m/z 43.05 100.00%
43
5000 59
101 A R UL L I
4.40 4.60 4.80 5.00
e 3t S8 eo 88 | 8910 49.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR AR L S
59 440 460 480 500
m/z 101.10 15.73%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.10 15.31%
58
L7 g 72 100
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester T
43 4.40 4.60 4.80 5.00
m/z 41.10 8.42%
57
5000
29 101
15 |, o3y 51 ||| 73 83 95 A
LR UL SRR SR UL UL IELRLIL FELLEL SO S S B AN SRS LA U

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\

Data File : BF089951.D

Acq On : 31 Aug 2016 15:36

Operator : UM/SJ

ﬁ?ggle : H4620-01 RICHMOND-REC-SELECT-FILL
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.40 Concentration Rank 2

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

6.40 47 .94 ng 3546210 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 421 (6.399 min): BF089951.D (-418) (-) m/z 132.10 100.00%
132
5000 68
6 R R e
75 104 6.00 6.20 6.40 6.60 6.80
..,....,....,...:,“.'.‘.‘?," 54 |.|....,..f.‘?,....,.-:..,.1.1:‘3.,...., - m/z 68.10 42.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IRAPENRESESREBERREBERA
6.00 6.0 640 6.60 6.80
78 m/z 134.10 32.87%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60 6.80
5000 m/z 66.10 27 .39%
33 44 g7 105

70 78
51 60 86 115

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e ./.\. R Rmane
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.73%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\

Data File : BF089951.D

Acq On : 31 Aug 2016 15:36

Operator : UM/SJ

ﬁ?ggle : H4620-01 RICHMOND-REC-SELECT-FILL
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptafluorobutyric acid, he... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.63 2.12 ng 194312 Chrysene-di2 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 50
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 50
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 50
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 50
5 1-Heptacosanol 396 C27H560 002004-39-9 50
Abundance Scan 1054 (13.634 min): BF089951.D (-1051) (-) m/z 105.05 100.00%
5000 WNJ\\LN
o1 200 250 1340 1360 13,80 1400
m/z 57.10 90.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000 LR IS UM IR B
13.40 13.60 13.80 14.00
29 125 m/z 149.05 82.74%
nee m \‘ ‘L 1 147 \ 19?,’{?‘,‘, 00 40
m/z--> 50 200 250 300 350 400
Abundance
57
97 U DUNIUR NN RN BN
13.40 13.60 13.80 14.00
5000 m/z 43.10 75.40%
154 182 224 252 297 348
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R e EEEEE mm e
57 13.40 13.60 13.80 14.00
m/z 55.10 63.89%
5000
125
29
11 \{ ,153‘182 224 252 297 398
m/z--> 50 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\

Data File : BF089951.D

Acq On : 31 Aug 2016 15:36

Operator : UM/SJ

ﬁ?ggle : H4620-01 RICHMOND-REC-SELECT-FILL
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Caparratriene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.54 11.47 ng 957359 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 53
2 7-Tetradecyne 194 C14H26 035216-11-6 38
3 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 30
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 25
5 6-l1sopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 25
Abundance Scan 1483 (18.537 min): BF089951.D (-1478) (-) m/z 69.10 100.00%
69 95
5000 ng_vﬁw~ﬁr~\//\\NW_AV\,VNAf
18.20 18.40 18:60 18.80
m/z 95.10 85.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene
41 69 95
121
5000 R AR A AR B
18.20 18:40 18.60 18.80
191 m/z 55.10 85.23%
..,.ml N
m/z--> 50 200 250 300 350 400
Abundance
67
% 18.20 18.40 18:60 18.80
5000, . m/z 109.10 70.26%
123
165 194
m/z--> 50 100 150 200 250 300 350 400
Abundance #77633: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-enyl... R AEEa R B
69 18.20 18.40 18.60 18.80
m/z 123.10 67.29%
L sy =
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18,60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\

Data File : BF089951.D

Acq On : 31 Aug 2016 15:36

Operator : UM/SJ

ﬁ?ggle : H4620-01 RICHMOND-REC-SELECT-FILL
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.76 13.9 ng 1025980 1 6.64 1479460 20.0
unknown6 .40 6.40 47.9 ng 3546210 1 6.64 1479460 20.0
Heptafluorobutyri... 13.63 2.1 ng 194312 5 13.75 1831160 20.0
Caparratriene 18.54 11.5 ng 957359 6 15.10 1669330 20.0
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