LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085811.D

Acq On : 28 Mar 2016 19:47 Instrument :
Operator : UM/SJ BNA_F

Sample - H1905-02 ClientSampleld :
Misc - TRACK-D-GRID-10B
ALS Vial : 16 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-BF032416_.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 4.984 234 236 245 rBV 497224 777510 29.33% 3.313%
2 5.418 271 274 276 rBV 1876830 2230001 84.12% 9.503%
3 5.818 307 309 312 rBvV 72210 66827 2.52% 0.285%
4 6.447 361 364 367 rBV 1746936 2071038 78.13% 8.825%
5 6.584 373 376 378 rBV 2467130 2421642 91.35% 10.320%
6 6.813 394 396 399 rBV 749212 642578 24.24% 2.738%
7 6.973 407 410 412 rBV 1981703 1949184 73.53% 8.306%
8 7.384 443 446 448 rBV 1392651 1581329 59.65% 6.739%
9 8.104 506 509 511 rBVY 690753 805419 30.38% 3.432%
10 9.179 600 603 605 rBvV 3004423 2650834 100.00% 11.296%
11 9.579 636 638 640 rBvY 215117 269570 10.17% 1.149%
12 9.785 654 656 660 rBV 34853 47127 1.78% 0.201%
13 9.853 660 662 665 rvB 1050117 909338 34.30% 3.875%
14 10.287 699 700 702 rvVB 73501 53183 2.01% 0.227%
15 10.505 716 719 722 rBV 20408 33791 1.27% 0.144%
16 10.642 728 731 734 rBV 1505541 1509898 56.96% 6.434%
17 10.756 740 741 748 rVB 66570 91448 3.45% 0.390%
18 11.202 779 780 786 rvVB 34578 66560 2.51% 0.284%
19 11.339 790 792 794 rBV 1020541 880067 33.20% 3.750%
20 11.865 836 838 843 rBvV2 59541 84784 3.20% 0.361%
21 12.745 913 915 917 rBvV 46517 39007 1.47% 0.166%
22 12.928 928 931 933 rBV 1794654 2406015 90.76% 10.253%
23 13.156 947 951 953 rBvV 37350 47056 1.78% 0.201%
24 13.408 970 973 978 rBvV2 78422 238640 9.00% 1.017%
25 13.499 978 981 983 rvB2 55956 81768 3.08% 0.348%

26 13.819 1006 1009 1020 rBV 257626 382319 14.42% 1.629%
27 13.968 1020 1022 1025 rVvVv 501153 550234 20.76% 2.345%
28 14.139 1035 1037 1039 rBvV 56132 51458 1.94% 0.219%
29 14.436 1061 1063 1070 rBv4 22963 54309 2.05% 0.231%
30 15.385 1144 1146 1149 rBV 368925 473709 17.87% 2.019%

Sum of corrected areas: 23466643
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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:\HPCHEM1I\BNA_F\DATA\BF032816\

BF085811.D

28 Mar 2016 19:47

UM/SsJ

H1905-02

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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\BF032816\

Data File : BF085811.D

Acq On : 28 Mar 2016 19:47

Operator : UM/SJ

a?ggle i H1905-02 TRACK-D-GRID-108
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 3

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

4.98 24 .20 ng 777510 1,4-Dichlorobenzene-d4 6.81
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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 236 (4.984 min): BF085811.D (-234) (-) m/z 43.05 100.00%
a3
59
5000
T 250 450 500 520 540
83 : : : : :
o...,....,....,....I,'::..?.l.~:.|,...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 60.07%
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 AR RS S L
59 460 4.80 5.00 520 5.40
m/z 101.10 21.45%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520 5.40
5000 M m/z 58.10 16.43%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e EARmaRaE R
43 4.60 4.80 500 5.20 5.40
m/z 41.10 9.21%
5000
101
15 31 % 6 86 A
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY AR SRS S L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085811.D

Acq On : 28 Mar 2016 19:47

Operator : UM/SJ

a?ggle i H1905-02 TRACK-D-GRID-108
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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-methoxy-4-me... Concentration Rank 7

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

5.82 2.08 ng 66827 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10
4 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 309 (5.818 min): BF085811.D (-307) (-) m/z 73.10 100.00%
43 &
5000
55 g 0 U 540 560 580 6.0 6.20
0..“..w...ﬁ“N.W.HL,.”.,.L.,”n.,”..L...“..w.. m/z 43.10 81.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #13058: 2-Pentanone, 4-methoxy-4-methy!-
73
43
5000 RARRENAREERARBERAREE RN
5.40 5.60 5.80 6.00 6.20
115 m/z 115.10 13.10%
29 55 - 100
e S U UL UL UL I IS UL S B
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
540 560 580 6.0 6.20
5000 m/z 41.10 9.81%
45
29
o 39 S 67 101
mz-> 20 30 40 50 60 70 8 90 100 110 120
Abundance #3787: 2-Pentanone, 3-methyl- B A Rm na
43 5.40 5.60 5.80 6.00 6.20
m/z 42.10 6.23%
5000
29 57
72
o 1l 37 ‘ 51 || 63 85 100
m/z--> 20 30 4'0 50 60 70 8 90 100 110 120 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085811.D

Acq On : 28 Mar 2016 19:47

Operator : UM/SJ

a?ggle i H1905-02 TRACK-D-GRID-108
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 3 unknown6.58 Concentration Rank 1

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

6.58 75.37 ng 2421640 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 376 (6.584 min): BF085811.D (-373) (-) m/z 132.10 100.00%
132
5000 68
6 rrrrrTyTTTT T T T T T T T
40 ,_ 54 75 104 6.20 6.40 6.60 6.80 7.00
Obrrer e AL e LU R o7 | St ws W m/z 68.10  37.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR SRR SRR
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.10 33.35%
1 33 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 23.59%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R

132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 15.22%

5000

63 o0 104
15 28 39 % 7 7 " 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 700

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085811.D

Acq On : 28 Mar 2016 19:47

Operator : UM/SJ

a?ggle i H1905-02 TRACK-D-GRID-108
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.08 ng 91448 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 78
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 741 (10.756 min): BF085811.D (-740) (-) m/z 57.10 100.00%
57
43 =
5000
9 113, 10,40 10.60 10.80 11.00
o 141 m/z 43.10 72.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64571: Pentadecane
57
43
71
5000 AU UG B
85 1040 1060 10.80 11.00
29 m/z 71.10 65.71%
oL 18 | “\ L % 113127 141 155 169 183 212
miz--> 5 60 w100 10 o ik 1k o
Abundance
57
43 AUV RS SUNLRE B
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.10 44 .26%
29
oL 15 9 113 127 141 155 169 198
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #45605: Decane, 2,3,5-trimethyl- T e
57 10.40 10.60 10.80 11.00
43 m/z 41.10 32.94Y%
71
5000 85
99 141
o...,.‘.‘..,‘...‘l,..“..,....,.}.1?,....;‘.... L o e
m/z--> 20 40 60 80 100 120 140 160 180 200 10 40 10. 60 10. 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085811.D

Acq On : 28 Mar 2016 19:47

Operator : UM/SJ

a?ggle i H1905-02 TRACK-D-GRID-108
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Octanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.41 8.67 ng 238640 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanamide 143 C8H17NO 000629-01-6 53
2 Dodecanamide 199 C12H25NO 001120-16-7 53
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 50
4 Silane, hexyl- 116 C6H16Si 001072-14-6 43
5 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 38

Abundance Scan 973 (13.408 min): BF085811.D (-970) (-) m/z 59.10 100.00%

e

5000
81 95 112126, 46124 207 13.00 13.20 13.40 13.60 13.80
o m/z 72.10 70.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide
59
5000 ||||||||||||||||||I\||
13. OO 13.20 13.40 13.60 13.80
44 86 m/z 55.10 39.13%
29 100 143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
e RAREEEERasma
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.05 30.25%
28 43
73

. 100114128145156170 199

W‘Wwwwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #106875: 9-Octadecenamide, (2)- TR T T
13.00 13.20 13.40 13.60 13.80

m/z 43.10 21.59%

i

5000

L

122
136150164178193207221 236
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 1320 13.40 13.60 1380
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085811.D

Acq On : 28 Mar 2016 19:47

Operator : UM/SJ

a?ggle i H1905-02 TRACK-D-GRID-108
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.97 ng 81768 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 981 (13.499 min): BF085811.D (-978) (-) m/z 57.10 100.00%
57
85
5000
141 169 13.20 13.40 13.60 13.80
o ,-....1‘,.".-'. | M7z 71.10  79.71%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000
13.20 13.40 13.60 13.80
m/z 85.10 62 .90%
29 113
0 \‘ [ ‘ “\ h h‘ u‘ \1\1\169 197 225 253 296
miz--> 0 éo 100 1éo 260 250 360 3%0 460
Abundance
57
85 13.20 13.40 13.60 13.80
5000 m/z 43.10 56.33%
29
. 113 141 169 197 240
mz-> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57 mmnmnmmm

m/z 41.10 22 .00%

5000 85
29 113
o J lJ |77 14, 169 197 225 253 281 311337 367 410435

m/z--> 0 50 100 150 200 250 300 350 400 13 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085811.D

Acq On : 28 Mar 2016 19:47

Operator : UM/SJ

a?ggle i H1905-02 TRACK-D-GRID-108
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 8 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 13.90 ng 382319 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 72
2 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 72
3 1-Pentadecanol 228 C15H320 000629-76-5 70
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 68
5 1-Nonadecene 266 C19H38 018435-45-5 68
Abundance Scan 1009 (13.819 min): BF085811.D (-1006) (-) m/z 57.10 100.00%
57
83
5000
111
139 13.40 13.60 13.80 14.00 14.20
oAb S8 207 | m/Z 43.05 76.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 AR U
13.40 13.60 13.80 14.00 14.20
1 m/z 71.10 64.00%
o M MM “139167196224 267292 321 462 490
m/z--> 5 150 200 2%0 360 3%0 460 4éo '
Abundance
57
83 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 61.67%
29 111
o 153182208 255
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4%0 '
Abundance #75205: 1-Pentadecanol
4 83 13.40 13.60 13.80 14.00 14.20
m/z 55.10 59.77%
5000 111
|l39 182 210
ob— e Bl e b e e R B SRR e S
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&1;0 4(')0 4&'30 ' 13.40 13. 60 13.80 14. oo 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085811.D

Acq On : 28 Mar 2016 19:47

Operator : UM/SJ

a?ggle i H1905-02 TRACK-D-GRID-108
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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._.98 24_.2 ng 777510 1 6.81 642578 20.0
2-Pentanone, 4-me... 5.82 2.1 ng 66827 1 6.81 642578 20.0
unknown6 .58 6.58 75.4 ng 2421640 1 6.81 642578 20.0
Pentadecane 10.76 2.1 ng 91448 4 11.34 880067 20.0
Octanamide 13.41 8.7 ng 238640 5 13.97 550234 20.0
Heneicosane 13.50 3.0 ng 81768 5 13.97 550234 20.0
17-Pentatriacontene 13.82 13.9 ng 382319 5 13.97 550234 20.0
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