LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086558.D

Aca On : 1 May 2016 8:32

Operator : UM/SJ

Sample : H2757-09

Misc :

ALS Vial : 45 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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-BF042716.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 heiaht area % max. total
1 4.933 247 249 258 rBV 79441 135422 3.37% 0.427%
2 5.356 283 286 289 rBVY 2250290 2156454 53.70% 6.792%
3 5.767 320 322 333 rVB2 22585 52662 1.31% 0.166%
4 6.407 375 378 380 rBY 1412004 1903741 47.41% 5.996%
5 6.533 386 389 391 rBVY 3837245 3601209 89.69% 11.342%
6 6.762 407 409 414 rBV 766383 816819 20.34% 2.573%
7 6.922 420 423 425 rBV 3264815 2989828 74.46% 9.417%
8 7.333 456 459 461 rBV 2507802 2634124 65.60% 8.297%
9 7.436 466 468 476 rVB 57075 129751 3.23% 0.409%
10 7.790 496 499 504 rBV3 37055 79786 1.99% 0.251%
11 8.053 519 522 524 rBVY 1045858 1118554 27.86% 3.523%
12 8.579 564 568 569 rBV3 19741 44204 1.10% 0.139%
13 9.002 600 605 607 rBV3 27764 52358 1.30% 0.165%

14 9.127 613 616 619 rBVY 3828393 4015388 100.00% 12.647%
15 9.573 653 655 661 rVvB 130788 207173 5.16% 0.653%

16 9.802 672 675 677 rBVY 1363878 1275465 31.76% 4.017%

17 9.836 677 678 683 rVB3 44926 63346 1.58% 0.200%
18 10.008 690 693 695 rBvV 27703 40475 1.01% 0.127%
19 10.122 701 703 708 rvB 30682 44129 1.10% 0.139%
20 10.213 708 711 717 rVB2 38521 66533 1.66% 0.210%
21 10.408 726 728 731 rBV 30055 46097 1.15% 0.145%
22 10.590 741 744 746 rBV 2797687 2897191 72.15% 9.125%
23 10.716 753 755 758 rvB2 23698 41367 1.03% 0.130%
24 10.922 771 773 775 rBV 49090 67751 1.69% 0.213%
25 11.025 779 782 786 rVB5 17120 47434 1.18% 0.149%
26 11.185 789 796 802 rBV7 14144 42038 1.05% 0.132%
27 11.276 802 804 807 rBv2 936677 1213503 30.22% 3.822%
28 12.694 926 928 931 rBV2 57483 68085 1.70% 0.214%
29 12.865 940 943 946 rBV 3275284 4001885 99.66% 12.604%
30 13.402 988 990 992 rBV 46453 47232 1.18% 0.149%

31 13.905 1032 1034 1045 rBV 696618 1012555 25.22% 3.189%
32 15.300 1153 1156 1169 rBV 537418 837250 20.85% 2.637%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086558.D

Aca On : 1 May 2016 8:32

Operator : UM/SJ

Sample : H2757-09

Misc :

ALS Vial : 45 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 31749809
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF043016\

BF086558.D
1 May 2016 8:32
UmM/sJ
H2757-09
45 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086558.D

Aca On : 1 May 2016 8:32

Operator : UM/SJ

Sample : H2757-09

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.93 3.32 ng 135422 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 249 (4.933 min): BF086558.D (-247) (-) m/z 43.10 100.00%
43
5000 59 J\—A
o | o 1?1 460 4.80 500 520
| S 1 YO NN | NS~ NN E— m/z 59.10 47.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 500 5.20
m/z 58.05 14 .32%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 500 520
5000 m/z 101.00 13.93%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3174: 4-Penten-2-one, 4-methyl- R ma
43 4.60 4.80 5.00 5.20
m/z 41.10 10.38%
5000
29 | 55 83 98
R U L S UL SIS I I SIS I B ISR SRS RN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086558.D

Aca On : 1 May 2016 8:32

Operator : UM/SJ

Sample : H2757-09

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.53 Concentration Rank 1

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

6.53 88.18 ng 3601210 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 389 (6.533 min): BF086558.D (-386) (-) m/z 132.10 100.00%
132
5000 68
‘ 75 ¥ 620 6.40 6.60 680
104 : . . .
o..,....,....,...!,“.'.‘.‘?" 61"|,..:'.,..5.‘.7,....,.'!..,.1.1.5.,....,'...,... m/z 68.10 48.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 USRS AR
620 6.40 6.60 6.80
21 70 m/z 66.10 33.12%
. 4451 60 7 8 | 105 116
miz> 10 2% 30 40 50 60 7 80 9 100 110 130 130 140
Abundance
132
AR RS AR AR
69 104 6.20 6.40 6.60 6.80
5000 m/z 134.10 32.89%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl- e e

132 620 640 660 6.80
m/z 69.10 19.85%

5000
63
15 27 39 82 W 7 92 104 4, ]
SN L M PN Y A AN [ RN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086558.D

Aca On : 1 May 2016 8:32

Operator : UM/SJ

Sample : H2757-09

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

7.44 2.32 ng 129751 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 1-Methvl-1-silacvclopntan-1-ol 116 C5H120Si 1000216-84-4 53
3 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 50
4 1.4-Dioxane 88 C4H802 000123-91-1 38
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 38

Abundance Scan 468 (7.436 min): BF086558.D (-466) (-) m/z 73.05 100.00%
73
88
5000 41 57
1 1‘|’1 116 720 7.40 7.60 7.80
Obrrprrrrrrerrprrettbbte el el bl e | M/Z 88.10 0 74.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20004: Hexanoic acid, 2-ethyl-
73 88
A
5000 57 R LR I UL R
41 7.20 7.40 7.60 7.80
29 101 96 m/z 41.10 43.43%
0 “l"}ﬁ"ji"'hlh'w'jlw'q?ﬁ"""J P"'P"'P'M'P'}?ﬁ"'&??'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60 88
45 R LR I I L
7.20 7.40 7.60 7.80
5000 m/z 57.10 39.21%
101
7 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1943: Hydrazine, l,2—diethy|— LI L L L L LB
31 59 88 7.20 7.40 7.60 7.80
m/z 55.05 21.67%
5000 44 3
15 ‘ ‘
0'W”MI”LP”'N”W'”W”'W””P'NP”'P”W'”W”'W””I””P' TorrTIprrropTT T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086558.D

Aca On : 1 May 2016 8:32

Operator : UM/SJ

Sample : H2757-09

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 4

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

9.57 3.25 ng 207173 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-I2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 87
2 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 72
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 72
4 Pentaethvlene alvcol 238 C10H2206 004792-15-8 64
5 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 53

Abundance Scan 655 (9.573 min): BF086558.D (-653) (-) 45.05 100.00%
45
5000 57 &
9

101 141 156 9.20 9.40 9.60 9.80
115 128 174
o} S | m/z 57.10 49.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59730: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45
57

5000
9.20 9.40 9.60 9.80
75 89 m/z 41.10 22.87%

d ‘ I 19 119131144 163175
w..”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”
miz--> 20 60 80 100 120 140 160 180 200 220
Abundance
45

9.20 9.40 9.60 9.80

o

5000 57 m/z 89.10 16.57%
89
29 101
75

o 119 133'* 163175 188 207 220

T e e T T e e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #114007: 3,6,9,12,15-Pentaoxanonadecan-1-ol R Rdaaa ey ./,\’.'\.. T

45 9.20 9.40 9.60 9.80

m/z 59.10 14 _.15%

5000
57 89

M‘ H \\‘ \M - \“ ‘\ 117 133145 163175 /\

m/z--> 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043016\
Data File : BF086558.D

Acq On : 1 May 2016 8:32

Operator : UM/SJ

Sample : H2757-09

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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... 4.93 3.3 ng 135422 1 6.76 816819 20.0
unknown6 .53 6.53 88.2 ng 3601210 1 6.76 816819 20.0
Hexanoic acid, 2-... 7.44 2.3 ng 129751 2 8.05 1118550 20.0
Ethanol, 2-[2-(2-... 9.57 3.3 ng 207173 3 9.80 1275470 20.0
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