LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085464.D

Acq On : 15 Mar 2016 19:57

Operator : UM/SJ

Sample : H1774-22

Misc :

ALS Vial : 13 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-BF031516.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 5.121 245 248 256 rVB 62060 93131 2.32% 0.261%
2 5.521 279 283 285 rBV 3221535 3983867 99.26% 11.145%
3 6.539 369 372 375 rBV 2921937 3549303 88.44% 9.929%
4 6.676 381 384 387 rBV 3407387 3605078 89.83% 10.085%
5 6.904 402 404 407 rBV 790094 852758 21.25% 2.386%
6 7.064 416 418 421 rBV 3004341 2896639 72.17% 8.104%
7 7.476 451 454 456 rBV 2614837 2762625 68.83% 7.729%
8 7 .556 459 461 469 rVB 50670 64537 1.61% 0.181%
9 8.196 514 517 519 rBV 1359787 1196387 29.81% 3.347%
10 9.270 608 611 614 rBV 3472235 4013441 100.00% 11.228%

11 9.670 643 646 647 rBvV 591825 700727 17 .46% 1.960%
12 9.888 662 665 666 rvB 59818 78834 1.96% 0.221%
13 9.956 668 671 673 rVvB 1003839 1254302 31.25% 3.509%
14 10.379 707 708 710 rVB 158058 125945 3.14% 0.352%
15 10.596 724 727 731 rBV 45861 91417 2.28% 0.256%

16 10.745 737 740 742 rBV 2590745 2828912 70.49% 7.914%
17 10.859 748 750 756 rBV 104576 201707 5.03% 0.564%

18 11.042 764 766 771 rBV3 18166 44555 1.11% 0.125%
19 11.305 787 789 790 rBV 77835 78657 1.96% 0.220%
20 11.431 798 800 803 rBV2 1026558 1271682 31.69% 3.558%
21 11.488 803 805 809 rvB2 21355 45857 1.14% 0.128%
22 11.956 845 846 848 rBV 52184 54965 1.37% 0.154%
23 12.642 905 906 909 rBV 46529 60293 1.50% 0.169%
24 12.871 924 926 929 rBV 49141 65314 1.63% 0.183%

25 13.019 936 939 942 rBV 3053291 3694888 92.06% 10.337%
26 13.911 1015 1017 1025 rBV 164691 264094 6.58% 0.739%
27 14.071 1028 1031 1038 rVB 1113436 1033062 25.74% 2.890%

28 14.699 1084 1086 1088 rBV 163963 159649 3.98% 0.447%
29 15.522 1155 1158 1163 rBV 544806 672780 16.76% 1.882%

Sum of corrected areas: 35745406
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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:\HPCHEMI\BNA_F\DATA\BF031516\

BF085464.D

15 Mar 2016 19:57

UM/SsJ

H1774-22

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085464.D

Acq On : 15 Mar 2016 19:57

Operator : UM/SJ

Sample : H1774-22

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.12 2.18 ng 93131 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
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 23
4 Acetone 58 C3H60 000067-64-1 10
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 248 (5.121 min): BF085464.D (-245) (-) m/z 43.05 100.00%
a3
59
5000
101
51 | 83 | 480 5.00 5.20 5.40
SN 1S .. m/z 59.10 57.02%
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 59 480 500 520 540
m/z 101.10 21.57%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540
5000 m/z 58.00 16.79%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e i m ma
59 4.80 5.00 5.20 5.40
m/z 41.10 10.13%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085464.D

Acq On : 15 Mar 2016 19:57

Operator : UM/SJ

Sample : H1774-22

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 unknown6.68 Concentration Rank 1

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

6.68 84 .55 ng 3605080 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 384 (6.676 min): BF085464.D (-381) (-) m/z 132.10 100.00%
132
5000 68
40 | % 640 6.60 680 7.00
54 : : : :
e 7787 L dsms /7 68.10  41.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL A U U
6.40 6.60 6.80 7.00
21 51 78 m/z 134.10 32.33%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.10 26.14%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 A
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine A ma s s
132 6.40 6.60 6.80 7.00
o m/z 69.10 16.79%
5000 0
31 52
| e | 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085464.D

Acq On : 15 Mar 2016 19:57

Operator : UM/SJ

Sample : H1774-22

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 4 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.38 2.01 ng 125945 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 708 (10.379 min): BF085464.D (-707) (-) m/z 57.10 100.00%

57
43

71

10.00 10.20 10.40 10.60
m/z 43.10 70.99%

99 113127141155

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57
43 71
85
5000 LI L L L L L L L L L L LB}

10.00 10.20 10.40 10.60
29 99 m/z 71.10 62.98%

5| ] | 113127141155169183197211 240

,‘,‘,,,,, T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 42 .12%
29 141
%9113 169
memm‘wwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57 10.00 10.20 10.40 10.60
m/z 41.10 32.96%
71
5000
85
29
| L | %0113127141185160 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. OO 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085464.D

Acq On : 15 Mar 2016 19:57

Operator : UM/SJ

Sample : H1774-22

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.86 3.17 ng 201707 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 750 (10.859 min): BF085464.D (-748) (-) m/z 57.10 100.00%
57
71
43
5000

10.60 10.80 11.00 11.20
m/z 71.10 72.33%

113127 141 155 169 183

1 "
RS RRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91035: Octadecane
43 57

71
5000 85 S S e e
29

1060 10.80 11.00 11.20

% m/z 43.10 61.09%
| ‘ bl 1}3127141155169183197211225 254
URATIBEREY M MBS MV Ml s i G

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

57
43 T
71 10.60 10.80 11.00 11.20

5000 a5 m/z 85.10 46 .73%

29 99
113127 141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82607: Heptadecane R R E e
57 10.60 10.80 11.00 11.20

m/z 41.10 29.97%

43
71

5000

29

99
I L W81r1a 155169182196 210 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085464.D

Acq On : 15 Mar 2016 19:57

Operator : UM/SJ

Sample : H1774-22

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 6 3-Eicosene, (E)-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.91 5.11 ng 264094 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90

Abundance Scan 1017 (13.911 min): BF085464.D (-1015) (-) m/z 57.10 100.00%
43
e ‘J_-‘/I\\/\‘/\/\
g 13.60 13.80 14.00 14.20
154 208 : : : -
108 1P 20 m/z 83.05 95.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43
83
97
5000 AR AR
29 13.60 13.80 14.00 14.20
125 m/z 55.10 94 _.13%
J | 139153167182106210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 83 97
111 13.60 13.80 14.00 14.20
5000 m/z 43.10 89.89%
29 125
15 139154168182196210224238 266
W‘mﬁwwwwwwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester B i BB B
7 13.60 13.80 14.00 14.20
83 m/z 97.05 83.42%
97
5000
125
139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085464.D

Acq On : 15 Mar 2016 19:57

Operator : UM/SJ

Sample : H1774-22

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 7 unknownl14.70 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.70 3.09 ng 159649 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, di... 390 C24H3804 027554-26-3 38
2 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 004376-20-9 27
3 9-(27,2"-Dimethylpropanoilhydraz... 576 C30H42CI2N403 1000111-04-6 16
4 Bromoacetic acid, 2-ethylhexyl e... 250 C10H19Br02 068144-73-0 16
5 Cyclohexaneamine, N-but-2-enylid... 167 C10H17NO 068048-01-1 14
Abundance Scan 1086 (14.699 min): BF085464.D (-1084) (-) m/z 70.10 100.00%
70
149
261
5000 112
41 L U UL S I
] } l - 14.40 14.60 14.80 15.00
N O L e — m/z 149.00 73.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154183: 1,2-Benzenedicarboxylic acid, diisooctyl ester
149
5000
57 14.40 14.60 14.80 15.00
m/z 261.20 54.61%
2| | |50 ue 279
i b1 |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149
14,40 14,60 14.80 15.00
5000 m/z 112.10 47 .62%
57
29 g3 113 180 279
mz-> 50 100 150 200 250 300 350 400 450
Abundance #171924: 9-(2',2'-Dimethylpropanoilhydrazono)-3,6-dichloro... e e
149 14.40 14.60 14.80 15.00
m/z 167.00 37.01%
57 g5
5000
113
279
j‘J_‘ 186 223 \ 476
m/z--> 50 100 150 200 250 300 350 400 450 1440 14.60 14.80 1500
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085464.D

Acq On : 15 Mar 2016 19:57

Operator : UM/SJ

Sample : H1774-22

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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... 5.12 2.2 ng 93131 1 6.90 852758 20.0
unknown6 .68 6.68 84.5 ng 3605080 1 6.90 852758 20.0
Heptadecane 10.38 2.0 ng 125945 3 9.96 1254300 20.0
Octadecane 10.86 3.2 ng 201707 4 11.43 1271680 20.0
3-Eicosene, (E)- 13.91 5.1 ng 264094 5 14.07 1033060 20.0
unknownl14 .70 14.70 3.1 ng 159649 5 14.07 1033060 20.0
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