LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083258.D

Acq On : 25 Nov 2015 1:36

Operator : UM/1Z

Sample - G4533-01

Misc :

ALS Vial : 21 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:\HPCHEMI1\BNA_F\METHODS\8270-BF112115.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 3.999 173 176 183 rBvY 69504 133638 2.08% 0.327%
2 4_.536 221 223 229 rBvY 43787 71155 1.11% 0.174%
3 4.719 237 239 257 rVB 449777 729335 11.38% 1.783%
4 5.199 279 281 301 rBV 1834493 2043627 31.88% 4.997%
5 6.273 373 375 382 rBvY 1072384 1248605 19.48% 3.053%
6 6.376 382 384 387 rBV 3310662 4022452 62.75% 9.836%
7 6.604 402 404 407 rBV 1137820 1107540 17.28% 2.708%
8 6.765 415 418 421 rBV 4536900 4137192 64.54% 10.117%
9 7.176 452 454 457 rBV 2765328 3531577 55.09% 8.636%
10 7.896 515 517 520 rBV 1561107 1385865 21.62% 3.389%

11 8.982 609 612 614 rBVY 6674951 6410041 100.00% 15.675%
12 9.382 645 647 649 rBvV 108773 103475 1.61% 0.253%
13 9.599 663 666 668 rBvV 62640 65602 1.02% 0.160%
14 9.645 668 670 673 rvv 1768115 1583610 24.71% 3.872%
15 10.079 704 708 711 rBV2 56081 114464 1.79% 0.280%

16 10.433 736 739 742 rBV 3798807 3773372 58.87% 9.227%
17 10.571 749 751 757 rVB2 66319 106986 1.67% 0.262%

18 11.016 786 790 791 rBV2 56812 96823 1.51% 0.237%
19 11.119 797 799 802 rBV 1741265 1561728 24.36% 3.819%
20 11.176 802 804 810 rvB2 68346 83714 1.31% 0.205%

21 11.679 846 848 850 rBV 228083 296060 4.62% 0.724%
22 12.457 914 916 923 rBV 341867 374770 5.85% 0.916%
23 12.708 935 0938 941 rBV 5300934 5553606 86.64% 13.580%
24 13.622 1016 1018 1026 rVB2 54300 86992 1.36% 0.213%
25 13.748 1026 1029 1031 rBV 1169834 1335861 20.84% 3.267%

26 15.097 1145 1147 1150 rBV 703252 936125 14.60% 2.289%

Sum of corrected areas: 40894215
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083258.D

Acq On : 25 Nov 2015 1:36

Operator : UM/I1Z

Sample - G4533-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083258.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083258.D

Acq On : 25 Nov 2015 1:36

Operator : UM/I1Z

Sample - G4533-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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 unknown4.00 Concentration Rank 6

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

4.00 2.41 ng 133638 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 38
2 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 38
3 1-Pentyn-3-o0l, 3,4-dimethyl- 112 C7H120 001482-15-1 36
4 1-Pentyn-3-ol, 3-methyl- 98 C6H100 000077-75-8 25
5 4-Trifluoroacetoxyoctane 226 C10H17F302 116465-17-9 10

Abundance Scan 176 (3.999 min): BF083258.D (-173) (-) m/z 41.10 100.00%

41 9
5000
55

360 380 400 420 440
87 193 207
e e e || M/Z 69.10  91.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 A

Abundance #21960: 2-Butene, 1-bromo-3-methyl-
41 69

5000 T e
360 380 400 4.20 4.40

m/z 43.10 46.65%

M ﬁ3 150
IIIIIIIIII‘IIIIII‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41
69

3.60 3.80 4.00 4.20 4.40

5000 m/z 55.05 30.42%
27 55
98
15 83
L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6398: 1-Pentyn-3-ol, 3,4-dimethyl- A A
69 360 380 400 420 440

m/z 39.10 16.98%

43
5000
7 97
15 4 ‘ ‘ il \ | .83

m/z--> 20 40 60 80 100 120 140 160 180 200 360 380 400 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083258.D

Acq On : 25 Nov 2015 1:36

Operator : UM/I1Z

Sample - G4533-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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-hydroxy-4-me... Concentration Rank 3

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

4.72 13.17 ng 729335 1,4-Dichlorobenzene-d4 6.60
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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 239 (4.719 min): BF083258.D (-237) (-) m/z 43.10 100.00%
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5000 %9
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83
e S 83l 60 88 | | "m/z 59.10 51.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
59 440 4.60 4.80 5.00
m/z 101.10 13.24%
15 31 101
| 25 7| 37 53 83 |
I o T I o o B S B
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Abundance
59
R EEEEE s
440 4.60 4.80 5.00
5000 m/z 58.10 12.98%
41
29 101
53 73 86
A I o o LA I e e e o o I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- —rrrrrerT
59 440 4.60 4.80 5.00
m/z 41.10 8.94Y%
5000 41
31
| LT
...,..1?.,...‘1,....‘,N...,??H‘.,....‘,....,...‘.,...9.8,....,.
m/z--> 10 20 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083258.D

Acq On : 25 Nov 2015 1:36

Operator : UM/I1Z

Sample - G4533-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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 unknown6.38 Concentration Rank 2

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

6.38 72.64 ng 4022450 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 384 (6.376 min): BF083258.D (-382) (-) m/z 132.10 100.00%
132
68
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| 75 % 6.00 6.20 6.40 6.60 6.80
104 : : : : :
..,....,....,...!,“.'.‘.‘? " bl 8T L s WS Tm/z 68.10  59.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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104
5000 R AR AR AR
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78 m/z 66.10 36 .74%
P
1, | 1
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15 28 39 52 8 77 00 104
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Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.00 6.20 6.40 6.60 6.80

m/z 69.05 23.04%
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R B o e R AR aa s B e R R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083258.D

Acq On : 25 Nov 2015 1:36

Operator : UM/I1Z

Sample - G4533-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.68 3.79 ng 296060 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 20
4 Hexadecane 226 Cl16H34 000544-76-3 11
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 11
Abundance Scan 848 (11.679 min): BF083258.D (-846) (-) m/z 43.10 100.00%
B 50 B
5000
213 rrryrrrryrrrrrrrrrTTT
43157171185 T os 11,40 11.60 11.80 12.00
P m/z 73.05 99.40%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 LI BN B SN SN
171 11:40 11.60 11.80 12.00
7 115 214 m/z 60.10 83.55%
| “ ?9 ‘ 143157 ‘ 185 |
Illll‘l‘l\llulml‘lh ‘ |Hl|||‘|‘||‘|‘l||‘|‘|||‘||||‘|||=|||‘|EL|9|7|||| RS maEa
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,40 11,60 11.80 12.00
m/ 57.10 79.50%
5000 129 z o
29 87 185 228
99 115 ' 14357171 199213
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19877: 2-Butenoic acid, 2-methoxy-3-methyl-, methyl ester B A REREE R
43 11.40 11.60 11.80 12.00
m/z 55.10 75.04%
5000 71 85 129
5
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 11,40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083258.D

Acq On : 25 Nov 2015 1:36

Operator : UM/I1Z

Sample - G4533-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.46 5.61 ng 374770 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 42
Abundance Scan 916 (12.457 min): BF083258.D (-914) (-) m/z 43.10 100.00%
73
57
5000
129
97 SR BN BRI BN B
115 143157171185199213227241255 o84 12.20 12.40 12.60 12.80

m/z 73.10 87.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

SN
w
&)
~
%)

5000 129

29 12.20 12.40 12.60 12.80

m/z 57.10 76.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 R e A R R
12.20 12.40 12.60 12.80
5000 129 m/z 60.05 74.21%
29 87 185
115 143 __171 228
101
15 157 199213
Wmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid AN R
43 73 12.20 12.40 12.60 12.80
5 m/z 55.10 64 .88%
B | A/_/AL\\_\/
256
Al ‘J 1431571711851997 13227
R ARRARREERELE B B AL R o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112415\
Data File : BF083258.D

Acq On : 25 Nov 2015 1:36

Operator : UM/1Z

Sample - G4533-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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]
unknown4 .00 4.00 2.4 ng 133638 1 6.60 1107540 20.0
2-Pentanone, 4-hy... 4.72 13.2 ng 729335 1 6.60 1107540 20.0
unknown6 .38 6.38 72.6 ng 4022450 1 6.60 1107540 20.0
Tridecanoic acid 11.68 3.8 ng 296060 4 11.12 1561730 20.0
Pentadecanoic acid 12.46 5.6 ng 374770 5 13.75 1335860 20.0
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