LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF090816\

Data File : BF090033.D

Acg On : 8 Sep 2016 19:20 Instrument :
Operator : UM/SJ BNA_F

Sample - H4704-04 ClientSampleld :
Misc : SB-4-6.5-7.5
ALS Vial : 12 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 1.724 10 12 62 rvB 4519002 11890211 100.00% 22.837%
2 4.730 272 275 285 rBV 543953 1017950 8.56% 1.955%
3 5.176 311 314 327 rBV 3376505 3945177 33.18% 7.577%
4 6.250 404 408 410 rBV 3366461 4320888 36.34% 8.299%
5 6.365 415 418 420 rBV 4018527 4008194 33.71% 7.698%

6.593 436 438 449 rVB 797159 1080774 9.09% 2.076%
6.753 449 452 455 rBV 3295817 3109108 26.15% 5.971%
7.165 485 488 496 rBV 2152191 2508318 21.10% 4.818%
7.290 496 499 508 rVB 94300 188533 1.59% 0.362%
7.885 548 551 553 rBV 1516587 1377913 11.59% 2.646%

=
QO ~NO®

11 8.971 643 646 648 rBY 3510836 4761400 40.04% 9.145%
12 9.359 678 680 683 rBV 1232155 1314411 11.05% 2.525%
13 9.633 701 704 706 rBV 1429222 1622926 13.65% 3.117%
14 10.411 769 772 775 rBV 2364181 2591502 21.80% 4.977%
15 10.548 783 784 789 rVB 84316 147745 1.24% 0.284%

16 11.096 830 832 843 rVB 1343840 1594736 13.41% 3.063%
17 12.685 968 971 973 rBV 3827566 3933948 33.09% 7.556%
18 13.588 1048 1050 1059 rBV 143161 210987 1.77% 0.405%
19 13.714 1059 1061 1069 rVvV 1206351 1342330 11.29% 2.578%
20 15.051 1175 1178 1182 rBV 908803 1098963 9.24% 2.111%

Sum of corrected areas: 52066014
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090816\

BF090033.D

8 Sep 2016 19:20

UmM/sJ

H4704-04

12 Sample Multiplier: 1

Z:\HPCHEM1I\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\BF090816\
Data File : BF090033.D

Acq On : 8 Sep 2016 19:20

Operator : UM/SJ

Sample : H4704-04

Misc :

ALS Vial : 12 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.73 18.84 ng 1017950 1,4-Dichlorobenzene-d4 6.59
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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 275 (4.730 min): BF090033.D (-272) (-) m/z 43.10 100.00%

43
59
5000

101 TT I TrTrT UL —rTrT mrrT I
440 460 4.80 5.0
51 ] 83

...,....,....,....-,':...,..~:.,....,....,....,....~,|....,....,....,....,...., m/z 59.10 52.27%

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

59 4.40 4.60 4.80 5.00
m/z 101.10 16.38%
15 31 ‘ 101
.”“L.“”nﬂnqm.ﬁ%h,””“.nﬁaq.”wh.w”.q””“.”“”q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R A ARmay
57 4.40 4.60 4.80 5.00
5000 m/z 58.10 15.03%
29 101
15 73 83
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e ,
59 4.40 460 480 500

m/z 41.10 8.53%

5000 41
68
|l] so 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090033.D

Acq On : 8 Sep 2016 19:20

Operator : UM/SJ

Sample : H4704-04

Misc :

ALS Vial : 12 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 unknown6.36 Concentration Rank 2

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

6.36 74.17 ng 4008190 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 418 (6.365 min): BF090033.D (-415) (-) m/z 132.10 100.00%
132
5000 68
40 | 6 6.00 620 640 660
54 75 104 - - -
S— 2 | ST Lt ws W Tw/z 68.10  40.41%
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 S SR A U
6.00 6.20 6.40 6.60
78 m/z 134.10 32.78%
1, | 1
s B B B o % % 1 110 1% 1% 1k
Abundance
132
6.00 620 640 660
5000 67 m/z 66.10 25.63%
41 97
53 2 117
34 60 89 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole Ea  REmt s L
132 6.00 6.20 6.40 6.60

m/z 69.10 15.80%

5000
104
51 66 77
14 27 37 4491 58 . 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090033.D

Acq On : 8 Sep 2016 19:20

Operator : UM/SJ

Sample : H4704-04

Misc :

ALS Vial : 12 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 5 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

7.29 2.74 ng 188533 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Dithiocarbamic acid, N,N-dimethy... 477 C13H12F9N3S3 1000268-72-7 45
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
4 3-Aza-2-oxabicyclo[2.2.2]oct-5-e... 267 C1O0H12F3NO4 102698-35-1 40
5 1,4-Dioxane 88 C4H802 000123-91-1 38

Abundance Scan 499 (7.290 min): BF090033.D (-496) (-) m/z 73.10 100.00%
73
5000 41 A\M
101 AN LS BARRA AL
169 7.00 7.20 7.40 7.60
...M.'..-,|.|%2.9.~,.'...,....,..2.8:5,....,....,....,.... m/z 88.10 82.72%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20862: Hexanoic acid, 2-ethyl-
73
R 700 7.20 7.40 7.60
101 m/z 41.10 42 _19%
h \‘\

il e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
88

7.00 7.20 7.40 7.60

5000 m/z 57.10 39.16%
42
119 101220 276 30 477
o B B e B A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
3 88 7.00 7.20 7.40 7.60

m/z 55.00 26.18%

5000
H t 115141 173 214242 272 313 355

m/z--> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090033.D

Acq On : 8 Sep 2016 19:20

Operator : UM/SJ

Sample : H4704-04

Misc :

ALS Vial : 12 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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 3.14 ng 210987 Chrysene-d12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 94
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 94

Abundance Scan 1050 (13.588 min): BF090033.D (-1048) (-) m/z 57.05 100.00%

87
83

5000

-

13.20 13.40 13.60 13.80 14.00
m/z 43.10 98.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 TTTT LI L L L TT
13. 20 13. 40 13 60 13. 80 14. OO
29 125 m/z 55.10 90.61%
L bodbo s 154 179196 224 251260 330
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
L B e
13.20 13.40 13.60 13.80 14.00
5000 111 m/z 83.10 81.20%
29 139

167 196 238 266 294
m@m’mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #186968: n-Tetracosanol-1
83 13.20 13.40 13.60 13.80 14.00
m/z 69.10 69.09%
h ‘ ‘ 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 20 13. 40 13 60 13. 80 14. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090033.D

Acq On : 8 Sep 2016 19:20

Operator : UM/SJ

Sample : H4704-04

Misc :

ALS Vial : 12 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... 4.73 18.8 ng 1017950 1 6.59 1080770 20.0
unknown6 .36 6.36 74.2 ng 4008190 1 6.59 1080770 20.0
Hexanoic acid, 2-... 7.29 2.7 ng 188533 2 7.88 1377910 20.0
Trifluoroacetoxy ... 13.59 3.1 ng 210987 5 13.71 1342330 20.0
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