LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\

Data File : BF087195.D

Acg On : 19 May 2016 19:07

Operator : UM/SJ

a?zgle i H3143-13 1-RAMP-AC(0-2
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-BF051716_.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 1.713 9 11 30 rvB 3004882 6584078 100.00% 15.360%
2 4.696 270 272 286 rBVY 306760 616878 9.37% 1.439%
3 5.153 309 312 334 rBV 3532586 3900799 59.25% 9.100%
4 6.239 404 407 409 rBvV 3372201 4292120 65.19% 10.013%
5 6.342 413 416 418 rBV 3462923 4084078 62.03% 9.528%

6.559 433 435 442 rVB 683000 959167 14.57% 2.238%
6.719 447 449 452 rBV 3191393 2880754 43.75% 6.720%
7.142 483 486 488 rBV 2735106 2653867 40.31% 6.191%
7.850 546 548 551 rBV 1358566 1288096 19.56% 3.005%
8.936 640 643 645 rBV 4226086 4265271 64.78% 9.950%

=
QO ~NO®

11 9.336 676 678 680 rBvV 387767 346309 5.26% 0.808%
12 9.553 694 697 698 rBvV 65801 90382 1.37% 0.211%
13 9.599 698 701 704 rvV 1603935 1427097 21.67% 3.329%
14 10.045 738 740 742 rBV 162386 132291 2.01% 0.309%
15 10.262 756 759 762 rBV 44583 71549 1.09% 0.167%

16 10.388 768 770 773 rBV 2353447 2380967 36.16% 5.554%
17 10.513 779 781 790 rVB 149781 188207 2.86% 0.439%
18 11.074 828 830 833 rBV 1430515 1336249 20.30% 3.117%
19 12.662 966 969 971 rBV 3398861 3224798 48.98% 7.523%
20 13.577 1046 1049 1057 rBV 106726 306787 4.66% 0.716%

21 13.702 1057 1060 1062 rBV 1040794 1005868 15.28% 2.347%
22 15.051 1176 1178 1184 rBV 721077 830295 12.61% 1.937%

Sum of corrected areas: 42865907
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF051916\

BF087195.D

19 May 2016 19:07

UmM/sJ

H3143-13

12 Sample Multiplier: 1

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance TIC: BF087195.D
4000000
5.15
6.234
171 6.72
3000000 714
2000000
1000000
6.56
4.70 L L
0...,....,....,....,....,....,....,....,....,...J.‘,....,....,
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF087195.D
4000000 894
12.66
3000000
10.39
2000000
9.60
7.85 11.07
1000000
9.34
i jL otls 1(;\.3410'24 10.51 13.
—r T Py oy T P o T S =TT
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087195.D
4000000
3000000
2000000
1000000 13.70
15.05
O~ Ty PP e e P e e T ——— T
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\BF051916\
Data File : BF087195.D

Acq On : 19 May 2016 19:07

Operator : UM/SJ

Sample - H3143-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.70 12.86 ng 616878 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 272 (4.696 min): BF087195.D (-270) (-) m/z 43.05 100.00%
43
101 a0 480 am0 E0g
440 4.60 4.80 5.00
ol et S8 L Tm/z 59.10 48.42%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 12 _.85%
15 31 101
o | 2577 37, 53, 83 |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.05 12 _.56%
58
L 27 g7 72 100
G R RS UL UL LR RS AN RS RS IS RRRRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #224: Butane LI LI R B I R B N B
43 440 4.60 4.80 5.00
m/z 41.10 8.95%
5000 29
58
1 L5l s7] s1
e R RS UL SR IS LR RN IS RIS IS RRRRS T T T T T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Z:\HPCHEM1I\BNA_F\DATA\BF051916\

BF0O87195.D

19 May 2016 19:07
UM/SJ

H3143-13

12 Sample Multiplier: 1

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

Library Search Compound Report

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.34 Concentration Rank 2

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

6.34 85.16 ng 4084080 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 416 (6.342 min): BF087195.D (-413) (-) m/z 132.10 100.00%
132
5000 68
40 5 e J 600 620 640 6.60
o Jrer | wsus o "n/z 68.10 41.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 VRS SRS RRASERARRE
6.00 6.20 6.40 6.60
33 44 105 m/z 134.10 33.52%
©T g | ns |
0|""|“”“k”'h'F'”'|'“y§""l"'w""l"”
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 600 620 640 660
5000 gg 116 m/z 66.10 28.64%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132 6.00 6.20 6.40 6.60
m/z 69.10 17.32%
5000
92
65
0 27 3\9 5\\:} m“ 7\\7 | ﬁ)s 117 “
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087195.D

Acq On : 19 May 2016 19:07

Operator : UM/SJ

Sample - H3143-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.51 2.82 ng 188207 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetradecane, l-i1odo- 324 C14H29l 019218-94-1 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 781 (10.513 min): BF087195.D (-779) (-) m/z 57.10 100.00%

43
5000

10.20 10.40 10.60 10.80

99113127141155

183

0 m/z 43.10 82 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LA L L L L L L BN |

8 10.20 10.40 10.60 10.80
> m/z 71.10 46.18%

29
0 N w 99 113127141155169183197 226
-
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
A AL R
10.20 10.40 10.60 10.80
5000 n m/z 41.05 37.62%
29 85

o 99 113127141155 184

mw’wwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane e e
43 57 10.20 10.40 10.60 10.80
m/z 85.10 30.32%

?

5000
85

29
L I %91}3127141155169 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 20 10.40 10.60 10. 80

o
~
[y
] '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087195.D

Acq On : 19 May 2016 19:07

Operator : UM/SJ

Sample - H3143-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
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 6 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.58 6.10 ng 306787 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 1049 (13.577 min): BF087195.D (-1046) (-) m/z 43.10 100.00%
48
83
5000
111
6 BN RS SUNR SRR I
| 139 207 13.20 13.40 13.60 13.80
Obrrrprere i m/z 57.05 93.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 BN ISR SUNR SR I
29 13.20 13.40 13.60 13.80
15 m/z 55.05 87.96%
NECEN 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 BN AR SUNR SRR I
13.20 13.40 13.60 13.80
5000 m/z 83.10 66.42%
111
68
27
o 139154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
13.20 13.40 13.60 13.80
69 m/z 69.10 65.95%
5000
125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087195.D

Acq On : 19 May 2016 19:07

Operator : UM/SJ

Sample - H3143-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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... 4.70 12.9 ng 616878 1 6.57 959167 20.0
unknown6 .34 6.34 85.2 ng 4084080 1 6.57 959167 20.0
Hexadecane 10.51 2.8 ng 188207 4 11.07 1336250 20.0
1-Docosene 13.58 6.1 ng 306787 5 13.70 1005870 20.0
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