LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089440.D

Acq On : 30 Jul 2016 6:40

Operator : UM/SJ

Sample : H4206-06

Misc :

ALS Vial : 25 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-BF072716_.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 1.678 6 8 52 rvB 971092 2435297 100.00% 18.472%
2 4.616 263 265 276 rBV 239476 404925 16.63% 3.071%
3 5.084 304 306 332 rBY 740136 1189820 48.86% 9.025%
4 6.170 399 401 409 rBVY 760672 1210529 49.71% 9.182%
5 6.284 409 411 413 rBV 1255724 1279450 52.54% 9.705%

6.513 430 431 442 rBV5 176154 227530 9.34% 1.726%
6.673 442 445 447 rBVY 834852 966351 39.68% 7.330%
7.084 479 481 492 rBvV 539582 752698 30.91% 5.709%
542 544 555 rBV 222820 295840 12.15% 2.244%
8.879 636 638 641 rBV 1472371 1389650 57.06% 10.541%

=
QO ~NO®
\l
e}
o
9]

11 9.279 671 673 687 rVB 381445 328833 13.50% 2.494%
12 9.542 694 696 699 rBvV 375786 333591 13.70% 2.530%
13 10.331 763 765 773 rVvV 542506 655011 26.90% 4.968%
14 10.468 775 777 781 rVvV 33532 42311 1.74% 0.321%
15 11.016 822 825 830 rBV 235704 257460 10.57% 1.953%

16 12.594 961 963 966 rBV 956306 894614 36.74% 6.786%
17 13.519 1041 1044 1051 rVB 18472 43849 1.80% 0.333%

18 13.634 1051 1054 1062 rBV 193651 255968 10.51% 1.942%
19 14.960 1168 1170 1180 rBV 172835 220011 9.03% 1.669%

Sum of corrected areas: 13183738
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089440.D

Acq On : 30 Jul 2016 6:40

Operator : UM/SJ

Sample - H4206-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF089440.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089440.D

Acq On : 30 Jul 2016 6:40

Operator : UM/SJ

Sample - H4206-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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.

4.62 35.59 ng 404925 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 265 (4.616 min): BF089440.D (-263) (-) m/z 43.10 100.00%

43
59
5000
101

o | 83 420 440 460 480 500
S NS0 N m/z 59.10 62.77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

420 4.40 4.60 4.80 5.00
m/z 101.10 23.05%

101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
e
420 440 4.60 4.80 5.00
5000 m/z 58.10 15.56%
101
15 58
28 69 84
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 R Emmme mE .

59 420 440 460 480 500
m/z 41.10 9.65%

5000 41
68
|l] so 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089440.D

Acq On : 30 Jul 2016 6:40

Operator : UM/SJ

Sample - H4206-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 unknown6.28 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.28 112.46 ng 1279450 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 411 (6.284 min): BF089440.D (-409) (-) m/z 132.00 100.00%

-

5000 68
40 %6 J 6.00 6.20 6.40 6.60
54 7 5 : : : :
Qe |sus | Wiz 68.10  42.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
m/z 134.00 33.77%

|y |l

I
m/z--> 20 40 60 80 100 120 140 160 180

-

Abundance
57 132
74 6.00 6.20 6.40 6.60
5000 gg 116 m/z 66.05 27.14%
89 | 107 158 189
e o L o T S
miz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 17.48%
117
5000
a0 91
A .
| | 1! Jl u M wl | m
.
miz-> 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\BF073016\
Data File : BF089440.D

Acq On : 30 Jul 2016 6:40

Operator : UM/SJ

Sample - H4206-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 Heptadecane Concentration Rank 6

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

10.47 3.29 ng 42311 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 Cl16H34 000544-76-3 83

5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S

1000309-20-2 72

Abundance Scan 777 (10.468 min): BF089440.D (-775) (-) m/z 57.05 100.00%
57
43 1
5000 85
| 9 113 127 10.20 10.40 10.60 10.80
...,....,...!,..-'..,u...-',...'.,....,....,....,....,....,....,.. m/z 71.10 69.48%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43
71
5000
85 10.20 10.40 10.60 10.80
29 0 m/z 43.10 65.58%
b L 312741 185160182 196 210 240
o ] o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 R e RS
71 10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 50.61%
29 99
15 113127 141 155 169 183 212
R o i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57 10.20 10.40 10.60 10.80
43 m/z 41.10 33.47%
71
5000 85
29
99
15 J N Y 113127141 155 169 198
o e S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089440.D

Acq On : 30 Jul 2016 6:40

Operator : UM/SJ

Sample - H4206-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.52 3.43 ng 43849 Chrysene-di12 13.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 78
4 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 47
5 n-Nonadecanol-1 284 C19H400 001454-84-8 45
Abundance Scan 1044 (13.519 min): BF089440.D (-1041) (-) m/z 57.10 100.00%

g7
5000 111
|||I 13.20 13.40 13.60 13.80

I e —— m/z 43.10 98.69%

m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83 II|IIII|IIII|IIII|IIII|
13.20 13.40 13.60 13.80
18 11 m/z 55.10 98.20%
‘M‘L‘ J M A 140 168 196 238 266 308 336
e T e B B Ee
m/z--> 150 200 250 300 350
Abundance
43
e
13.20 13.40 13.60 13.80
5000 83 m/z 83.10 96.19%
18 111
65 139 168 196 224 252 278 308 336 364
e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)- R ma e A ma
55 13.20 13.40 13.60 13.80
m/z 69.10 89.06%
83
5000
29 111
L] IR | | 130 168 105 24 252
i T e A
m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089440.D

Acq On : 30 Jul 2016 6:40

Operator : UM/SJ

Sample : H4206-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.62 35.6 ng 404925 1 6.51 227530 20.0
unknown6 .28 6.28 112.5 ng 1279450 1 6.51 227530 20.0
Heptadecane 10.47 3.3 ng 42311 4 11.02 257460 20.0
n-Tetracosanol-1 13.52 3.4 ng 43849 5 13.63 255968 20.0
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