LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\

Data File : BF090985.D

Acq On > 2 Nov 2016 17:45 Instrument :
Operator : UM/SJ BNA_F

Sample - H5509-02 ClientSampleld :
Misc - SB-91-24.5-25.0
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-BF102616_.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 4.887 242 245 267 rVB 672722 1150890 18.97% 2.733%
2 5.321 280 283 294 rBV 3063694 3381530 55.74% 8.029%
3 6.373 372 375 377 rBV 3952066 4265517 70.31% 10.128%
4 6.487 383 385 388 rBV 3493679 4006776 66.05% 9.514%
5 6.716 403 405 410 rBVY 926550 1028242 16.95% 2.442%

6.876 417 419 421 rVV 3524233 3288074 54.20% 7.807%
7.287 452 455 458 rBV 2163271 2465897 40.65% 5.855%
7.402 462 465 472 rVB 86028 176671 2.91% 0.420%
8.007 516 518 520 rBV 1567861 1469638 24.23% 3.490%
9.093 609 613 615 rBV 5261527 6066549 100.00% 14.405%

=
QO ~NO®

11 9.482 645 647 650 rBV 1169779 1632042 26.90% 3.875%
12 9.756 669 671 674 rBVY 1236666 1644932 27.11% 3.906%
13 10.202 709 710 712 rVB 115056 90086 1.48% 0.214%
14 10.556 738 741 743 rBV 2887370 3143376 51.81% 7.464%
15 10.682 750 752 756 rvVvB2 72770 131205 2.16% 0.312%

16 11.242 799 801 805 rBV 1443113 1293383 21.32% 3.071%

17 11.791 846 849 853 rBvV2 52059 89650 1.48% 0.213%
18 12.831 937 940 943 rBV 3895121 4391406 72.39% 10.427%
19 13.379 986 988 994 rvB2 63191 70437 1.16% 0.167%

20 13.734 1016 1019 1024 rBV 226793 296430 4._.89% 0.704%

21 13.871 1029 1031 1034 rVV 729921 1060280 17.48% 2.518%
22 14.728 1103 1106 1107 rBV 55013 76353 1.26% 0.181%
23 15.277 1151 1154 1161 rVB 583343 895112 14.75% 2.125%

Sum of corrected areas: 42114476
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090985.D

Acq On : 2 Nov 2016 17:45

Operator : UM/SJ

Sample - H5509-02

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090985.D
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Abundance TIC: BF090985.D
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Abundance TIC: BF090985.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090985.D

Acq On : 2 Nov 2016 17:45

Operator : UM/SJ

Sample - H5509-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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.

4.89 22.39 ng 1150890 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 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (4.887 min): BF090985.D (-242) (-) m/z 43.10 100.00%
43
59
5000
T a5 4k 500 550
83 : : : :
0...,....,....,...37.',':...,.5?-!.,...‘.3?....,.-...,...:,|....,. m/z 59.10 60.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R UL UL UL
59 460 480 5.00 5.20
m/z 101.10 20.13%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.10 16.93%
41
53 73 86
S U SR I SRS UL I UL SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R e A BEREE R
43 460 4.80 5.00 5.20
m/z 41.10 8.51%
57
5000
29 101
o 15 Y 51 || 73 83 95 N
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090985.D

Acq On : 2 Nov 2016 17:45

Operator : UM/SJ

Sample - H5509-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 unknown6.49 Concentration Rank 1

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

6.49 77.93 ng 4006780 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 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 385 (6.487 min): BF090985.D (-383) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 e 620 640 6.60 6.80
54 104 : . . .
o..,....,....,....,".'..7.,::..??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 42.65%
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 A SRR SRR U L
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.41%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 26.41%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine AR RS LT
132 6.20 6.40 6.60 6.80
m/z 69.10 17 .05%
97
5000
70
31
. 4451 60 | 77 g5 | 105 116 |
R B R s L RAAAARARES R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090985.D

Acq On : 2 Nov 2016 17:45

Operator : UM/SJ

Sample - H5509-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 Hexanoic acid, 2-ethyl- Concentration Rank 5

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

7.40 2.40 ng 176671 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 45
3 1,4-Dioxane 88 C4H802 000123-91-1 35
4 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 28
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 23

Abundance Scan 465 (7.402 min): BF090985.D (-462) (-) 73.00 100.00%

| 7.00 7.20 7.40 7.60 7.80
g b A S X m/z 88.10 72.31%

73
5000
41
l 101
——r ||n L

0
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73
5000 | BN LI L LB L BB
41 7.00 7.20 7.40 7.60 7.80

101 m/z 41.10 34.66%
M \‘\

ol Ul e
m/z--> 50 100 150 200 250 300 350
Abundance
43 88

7.00 720 7.40 7.60 7.80

5000 m/z 57.10 32.73%
69
0 109 135155173 214 242 272 294313 355
I i A e e B e L L e e e B R B A e S
m/z--> 50 100 150 200 250 300 350
Abundance #1981: 1,4-Dioxane
8 7.00 7.20 7.40 7.60 7.80
m/z 55.10 22 .13%
5000 a8
58
o .L,.. ——— 77—
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090985.D

Acq On : 2 Nov 2016 17:45

Operator : UM/SJ

Sample - H5509-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.03 ng 131205 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 86
5 Tetratriacontane 479 C34H70 014167-59-0 86
Abundance Scan 752 (10.682 min): BF090985.D (-750) (-) m/z 57.10 100.00%
57
85
5000
4 ) e e T
113
10.40 10.60 10.80 11.00
o B m/z 71.10 85.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 LN B UL UL S
4 10 40 10. 60 10.80 11.00
m/z 85.10 57.94%
0 LI “ 1%3 L 41 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
1040 10.60 10.80 11.00
5000 m/z 43.10 51.17%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane T
57 10,40 10.60 10.80 11.00

m/z 41.10 25.61%

85
5000
4
113
‘ 141 169 197 225 253268 296

0.”“”w.”w”.wndp.”“”.“”w”.w”” R e LA ek e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090985.D

Acq On : 2 Nov 2016 17:45

Operator : UM/SJ

Sample - H5509-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.59 ng 296430 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 90

Abundance Scan 1019 (13.734 min): BF090985.D (-1016) (-) m/z 83.10 100.00%

7

5000

:

125

13.40 13.60 13.80 14.00

139153167181195209

244

01 m/z 97.10 92.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
4 69 83
5000 97 LA L L L L LN L LB |
13.40 13.60 13.80 14.00
111 m/z 69.10 84 .15%
2 125
o ‘T A L 139153167182196210224 252 280
BREERRERRES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 R SR R R
97 13.40 13.60 13.80 14.00
5000 m/z 57.10 79.33%
29 111

125
139153167 182196210224 252 280

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol I T A e
43 13.40 13.60 13.80 14.00
m/z 55.10 70.25%
5000
29
125
A 139153 168182106p10224 252
Ot B EE EEEEE B S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090985.D

Acq On : 2 Nov 2016 17:45

Operator : UM/SJ

Sample - H5509-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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... 4.89 22.4 ng 1150890 1 6.72 1028240 20.0
unknown6 .49 6.49 77.9 ng 4006780 1 6.72 1028240 20.0
Hexanoic acid, 2-... 7.40 2.4 ng 176671 2 8.01 1469640 20.0
Heptadecane 10.68 2.0 ng 131205 4 11.24 1293380 20.0
5-Eicosene, (E)- 13.73 5.6 ng 296430 5 13.88 1060280 20.0
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