LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070617\

Data File : BF096541.D

Acq On 6 Jul 2017 18:54 Instrument :
Operator : SJ/MA ?:'I\:gﬁ't:Sam ol
3?22'6 i 13999-03 ss&rmcoap
ALS Vial : 20 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-BF070117 .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 4.904 474 479 489 rVB 317315 428069 17.32% 1.954%
2 5.328 546 551 554 rBV 2478547 2454255 99.29% 11.201%
3 6.351 720 725 737 rVB 2233826 2471896 100.00% 11.282%
4 6.487 743 748 751 rBV 2451238 2335606 94.49% 10.660%
5 6.716 783 787 790 rBvV 780167 686396 27.77% 3.133%
6 6.869 809 813 817 rBV 1909533 1766677 71.47% 8.063%
7 7.275 877 882 885 rBV 1628852 1471192 59.52% 6.715%
8 7.375 893 899 905 rvB2 30391 35932 1.45% 0.164%
9 7.992 1001 1004 1008 rBV 1021184 949714 38.42%  4.335%
10 9.075 1183 1188 1191 rBV 2451136 2035625 82.35% 9.291%
11 9.169 1199 1204 1208 rVB2 39514 35226 1.43% 0.161%
12 9.469 1251 1255 1258 rBV 497265 415533 16.81% 1.896%
13 9.698 1291 1294 1297 rVB 70483 57648 2.33% 0.263%
14 9.751 1297 1303 1306 rBY 953188 835022 33.78% 3.811%
15 10.163 1363 1373 1376 rBvV4 17457 27584 1.12% 0.126%
16 10.192 1376 1378 1382 rVB 80617 69791 2.82% 0.319%
17 10.416 1412 1416 1419 rBV 29940 37337 1.51% 0.170%

18 10.533 1432 1436 1440 rBV 1099201 980873 39.68% 4._477%
19 10.669 1456 1459 1468 rBV 87614 117581 4._76% 0.537%

20 11.116 1532 1535 1538 rBV2 65221 59129 2.39% 0.270%
21 11.145 1538 1540 1543 rVB 33505 27679 1.12% 0.126%
22 11.227 1551 1554 1557 rBV 649955 613340 24.81% 2.799%
23 11.251 1557 1558 1563 rVB 119867 81050 3.28% 0.370%
24 11.304 1563 1567 1570 rBV2 39185 38256 1.55% 0.175%
25 11.539 1604 1607 1609 rBV 49328 40471 1.64% 0.185%
26 11.763 1642 1645 1649 rVB 28011 28671 1.16% 0.131%
27 11.839 1655 1658 1661 rBV2 32378 35073 1.42% 0.160%
28 11.945 1673 1676 1679 rBV 42058 32608 1.32% 0.149%
29 12.286 1730 1734 1736 rBV3 23961 25827 1.04% 0.118%
30 12.339 1740 1743 1745 rVB 57732 53489 2.16% 0.244%

31 12.439 1757 1760 1763 rBV 163990 138520 5.60% 0.632%
32 12.668 1793 1799 1802 rBV 133806 162897 6.59% 0.743%
33 12.710 1803 1806 1809 rVB2 59560 51744 2.09% 0.236%
34 12.816 1820 1824 1828 rBV 1539289 1448257 58.59% 6.610%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096541.D

Acq On : 6 Jul 2017 18:54

Operator : SJ/MA

Sample - 13999-03

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.998 1853 1855 1859 rVB2 29608 26037 1.05% 0.119%
36 13.063 1863 1866 1869 rVB 73284 67232 2.72% 0.307%
37 13.404 1921 1924 1929 rVB 67117 58455 2.36% 0.267%

38 13.721 1975 1978 1987 rVB4 126380 185058 7.49% 0.845%
39 13.863 1998 2002 2005 rBV 749186 721643 29.19% 3.294%

40 14.051 2031 2034 2037 rVB 82376 69705 2.82% 0.318%
41 14.351 2083 2085 2088 rBVY 83382 72131 2.92% 0.329%
42 14.651 2134 2136 2141 rVB 89142 92456 3.74% 0.422%

43 14.968 2188 2190 2196 rVB2 96654 122168 4.94% 0.558%
44 15.280 2239 2243 2246 rVB 396210 446689 18.07% 2.039%

Sum of corrected areas: 21910542
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096541.D

Acq On : 6 Jul 2017 18:54

Operator : SJ/MA

Sample - 13999-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096541.D
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Abundance TIC: BF096541.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096541.D

Acq On : 6 Jul 2017 18:54

Operator : SJ/MA

Sample - 13999-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 12.47 ng 428069 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 478 (4.898 min): BF096541.D (-474) (-) m/z 42.95 100.00%
43
59
5000
101 PSSP SRR AL SAL
460 4.80 5.00 5.20
S0l S8l eo 88 | h7z 59.00 53.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR R LR I IR
59 460 480 500 5.20
m/z 58.00 14 .51%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 101.10 14 .36%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e
59 460 4.80 5.00 5.20
m/z 41.05 8.99%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096541.D

Acq On : 6 Jul 2017 18:54

Operator : SJ/MA

Sample - 13999-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : 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 unknown6.49 Concentration Rank 1

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

6.49 68.05 ng 2335610 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 749 (6.492 min): BF096541.D (-743) (-) m/z 132.00 100.00%
5000
68
0 s || ;74 J "ok ok ok ko
40 54 : : : :
..:-.,:|'.|.7.7,?‘.7.!,1-?“?..,.. N — m/z 134.00  34.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IRREE R LR
6.20 6.40 6.60 6.80
21 51 78 m/z 68.10 28.94%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 18.07%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R i
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 11.48%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN | EN—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096541.D

Acq On : 6 Jul 2017 18:54

Operator : SJ/MA

Sample - 13999-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : 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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.67 3.83 ng 117581 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1459 (10.669 min): BF096541.D (-1456) (-) m/z 57.05 100.00%

57

43
5000

10.40 10.60 10.80 11.00
m/z 43.05 72.26%

113 127 141 155 169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
71
5000 LA L L L L L LB
85 10,40 10,60 10.80 11.00
29 m/z 71.10 51.53%
15 N L L %9 113 127 141 155 184
s TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 %7
LR L st
10.40 10.60 10.80 11.00
5000 oo m/z 85.05  33.59%
29 9
113 127 141 155 168 182 212
R e e e LA Kb e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R ama E TS e
43 57 10.40 10.60 10.80 11.00
m/z 41.00 29_.57%
5000 n
85
29
| L L w 99 113 127 141 155 160 183 197 226
R e o e L R s e e A ST S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,40 10,60 10.80 11.00

8270-BF070117.M Mon Jul 10 00:59:30 2017

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096541.D

Acq On : 6 Jul 2017 18:54

Operator : SJ/MA

Sample - 13999-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : 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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.13 ng 185058 Chrysene-d12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 1978 (13.721 min): BF096541.D (-1975) (-) m/z 57.10 100.00%
57
83
5000
111
BRI U U
139 131 213 13.40 13.60 13.80 14.00
i '-“'n- AR m/z 43.10 93.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 SRR AR RN AR
13.40 13.60 13.80 14.00
29 125 m/z 55.00 81.69%
ey H‘ \u \\ ! ,,1,9}3,2]2?, 60 a0
m/z--> 50 200 250 300 350 400
Abundance
57
83 13.40 13.60 13.80 14.00
5000 m/z 83.10 60.58%
111
29 139 169 19 238 o,
mz-> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B e A EEmEEmma
57 13.40 13.60 13.80 14.00
83 m/z 69.05 60.27%
5000 111
29 169
ey ‘klhl?g. | 20 285 406
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096541.D

Acq On : 6 Jul 2017 18:54

Operator : SJ/MA

Sample - 13999-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : 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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14 .65 4.14 ng 92456 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heptacosane, l1l-chloro- 414 C27H55CI 062016-79-9 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 86

Abundance Scan 2136 (14.651 min): BF096541.D (-2134) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 43.10 55.89%

141 186 224 280 327

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57

5000 R B A ma B

14,40 14.60 14.80 15.00
m/z 71.10 54 _.32%
h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
.”.,.”,“.w.”...” P T R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

14.40 14.60 14.80 15.00
5000 m/z 85.10 41 .63%

97
141 183217 273309343378414

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane I a  BREEEEES B
57 14.40 14.60 14.80 15.00

m/z 55.05 19.60%

5000

99
| 7 141 183 225 267 309 351 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096541.D

Acq On : 6 Jul 2017 18:54

Operator : SJ/MA

Sample - 13999-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : 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 Octadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14 .97 5.47 ng 122168 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 87
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 2190 (14.968 min): BF096541.D (-2188) (-) m/z 57.05 100.00%
g7
5000 85
113 252 14,60 14.80 15.00 15.20
231 355
S ,I.~! Lol fatan, 79200 23171 280 312334385 | IS T e
m/z--> 0 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
5000 85 NI BRI SO
14.60 14.80 15.00 15.20
20 m/z 43.10 51.89%
\‘ L ‘ “\ Il H‘ 1:,‘-3 | 1?1 i 169 L 197 225 2§4
m/z--> 6 55 160 1éo 260 250 360 3%0
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.10 39.08%
29 253
2 113 141 169 197 995 281
m/z--> 6 - "55' - 160" ' ﬁéo" ' 560" ' 550" ' 560" ' ééo"
Abundance #141426: Heneicosane L o e
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .61%
85
5000
29 113
D0l py [ 141 169 197 225 253 296
m/z--> c') 5'0 1(')0 1&'30 2(')0 251,0 3(')0 3&1;0 14.I60 14.|80 15.'00 15.'20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096541.D

Acq On : 6 Jul 2017 18:54

Operator : SJ/MA

Sample - 13999-03

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
Quant Title : 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 .90 12.5 ng 428069 1 6.72 686396 20.0
unknown6 .49 6.49 68.0 ng 2335610 1 6.72 686396 20.0
Tridecane 10.67 3.8 ng 117581 4 11.23 613340 20.0
Trifluoroacetoxy ... 13.72 5.1 ng 185058 5 13.86 721643 20.0
Tetratetracontane 14 .65 4.1 ng 92456 6 15.28 446689 20.0
Octadecane 14.97 5.5 ng 122168 6 15.28 446689 20.0
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