LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG030216\
Data File : BG021231.D

Aca On : 3 Mar 2016 3:32

Operator : UM/SJ

Sample : H1640-08

Misc :

ALS Vial : 20 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 G\METHODS\8270-BG022916.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 2.903 6 11 26 rvB 18109 43242 2.84% 0.599%
2 3.050 31 36 55 rvv 1162843 1522012 100.00% 21.092%
3 3.196 56 61 70 rvB2 11919 22654 1.49% 0.314%
4 5.235 401 408 414 rBV 55517 84678 5.56% 1.173%
5

5.699 480 487 499 rBvV 268778 430120 28.26% 5.961%

7.298 751 759 770 rVB 305501 524094 34.43% 7.263%
7.674 815 823 834 rVB 293609 498928 32.78% 6.914%
8.138 896 902 909 rBB 42813 68943 4_.53% 0.955%
8.467 950 958 966 rVB 193210 331744 21.80% 4_.597%
9.307 1093 1101 1113 rBB 196582 346657 22.78% 4._.804%

=
QO ~NO®

11 10.952 1373 1381 1389 rBB 67714 118319 7.77% 1.640%
12 13.379 1787 1794 1803 rBB 507273 774071 50.86% 10.727%
13 14.201 1928 1934 1941 rBV 82658 118217 7.77% 1.638%
14 14.753 2022 2028 2035 rVvB2 101727 162803 10.70% 2.256%
15 16.234 2274 2280 2289 rVB2 378353 559597 36.77% 7.755%

16 16.434 2309 2314 2325 rBV 13008 21684 1.42% 0.301%
17 17.491 2488 2494 2499 rBV 121086 181158 11.90% 2.511%
18 18.355 2637 2641 2651 rBV 13616 23035 1.51% 0.319%
19 20.083 2929 2935 2941 rBV 747468 962905 63.27% 13.344%
20 21.375 3151 3155 3159 rBV5 10495 18211 1.20% 0.252%

21 21.757 3214 3220 3227 rVB 126608 211494 13.90% 2.931%
22 25.030 3770 3777 3790 rVB3 67283 191327 12.57% 2.651%

Sum of corrected areas: 7215893
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021231.D

Aca On : 3 Mar 2016 3:32

Operator : UM/SJ

Sample : H1640-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG021231.D
305

1000000
800000
600000

400000

570 7.30 767

200000 8.47 9.31

5.24 8.14 10.95

.903.20

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG021231.D

1000000
800000 20.08

600000
13.38

400000 16.23

200000 21.76

1420 14.75 1749 J
16.43 18.36 | 21.38

(O o e I o o B L B o e o o o L e e e B I o e e e N B e o

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21. 50 22. OO 22.50
Abundance TIC: BG021231.D

1000000
800000
600000
400000

200000
25.03

A

O o T T T T T T T T T T e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021231.D

Aca On : 3 Mar 2016 3:32

Operator : UM/SJ

Sample : H1640-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022916.M
Quant Title : 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 Cyclopentane, methyl- Concentration Rank 5

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

2.90 12.54 ng 43242 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 59
4 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 45
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 42

Abundance Scan 11 (2.903 min): BG021231.D (-6) (-) m/z 56.00 100.00%
56
5000 41 69 ( % f {7
| | 50 | 84 2.90 3.00 3.10 3.20 3.30
e e e e e m/z 41.00 49 .04%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 A
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69
2.90 3.00 3.10 3.20 3.30
o8 m/z 69.00 43.35%
84
15 | 37 ‘\ 51\\‘ 65\\
miz--> I g
Abundance
56
a1 2.90 3.00 3.10 3.20 3.30 |
5000 m/z 39.00 24 .71%
27
69
1 15 3337 51 | 60 65 | 7377 84
L) N LAY LA Ay LR LA RALK) WAL) LA LARLH LARL) LAR LR WALR) AL EAAANARL) ML RN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1482: Propane, 2-cyclopropyl-
56 2.90 3.00 3.10 3.20 3.30
41 m/z 55.00 23.49%
5000
miz--> A 2.90 3.00 3.10 3.20 3.30 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021231.D

Aca On : 3 Mar 2016 3:32

Operator : UM/SJ

Sample : H1640-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022916.M
Quant Title : 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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.05 441.53 ng 1522010 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 36 (3.050 min): BG021231.D (-31) (-) m/z 73.00 100.00%
73
5000 43
89
——l— —————
300 320  3.40
55
O L L8 0 84 Tm/z 43.00 49.47%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 T L R
300 320  3.40
89 m/z 89.00 32.75%
L I "|"2'¢'|"'36 ‘%8|'“§?|" "|ll LS L U
m/z--> 10 20 40 50 60 70 80 90
Abundance
30 73
300 320 340
5000 m/z 41.00 9.18%
58
44
5 2 39 51
miz--> 0 20 30 4 50 60 70 8 9
Abundance #2101: Propane, 2-methoxy-2-methyl- N L
73 300 320  3.40
m/z 45.00 7.94%
5000 /\\
57
29
"'I'}é'l"'W""l'"'P'”'I""I""I'”'I""I T U
m/z--> 10 20 30 50 60 70 80 90 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021231.D

Aca On : 3 Mar 2016 3:32

Operator : UM/SJ

Sample : H1640-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.24 24 .56 ng 84678 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 9

Abundance Scan 409 (5.241 min): BG021231.D (-401) (-) m/z 42.95 100.00%
43
59
5000
101 SR I G
| | 83 5.00 520 5.40 5.60
AR RN R KA KRN ARARS RARRS RARLA RARSN SRS LA RALAS SARAIARRE m/z 59.00 63.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U R L IR
5.00 520 5.40 5.60
59 101 m/z 101.00 24.52%
%7\\35\\\‘ 51“‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
" '5.00 520 540 5.60
5000 m/z 58.00 15.17%
101
15 58
28 69 84
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester L B EEEma
59 5.00 520 5.40 5.60
m/z 41.00 9.54%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I R U L IR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021231.D

Aca On : 3 Mar 2016 3:32

Operator : UM/SJ

Sample : H1640-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022916.M
Quant Title : 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 unknown7.67 Concentration Rank 2

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

7.67 144.74 ng 498928 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 822 (7.668 min): BG021231.D (-815) (-) m/z 131.90 100.00%
132
68
5000
96 R LU UL AR A
. 61 |75 o | 103 7.40 7.60 7.80 8.00
..,....,....,...!I'!... o el el et b b - | M7z 68.00 54.08%
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 U IR I I
7.40 7.60 7.80 8.00
a1 70 m/z 66.00 36.28%
C 4451 80 177 g5 | 105 196
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 133.90 32.87%

15 28 39 52 8 77 90 104 o
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13677: 3-Chloro-6-fluoro-pyrazine R B R A

132 7.40 7.60 7.80 8.00
69 m/z 69.00 23.83%

104
5000
78
31 54 Sl

SN /G (NN NOUR ANSNSNNRUN | SRS | S G

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021231.D

Aca On : 3 Mar 2016 3:32

Operator : UM/SJ

Sample : H1640-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022916.M
Quant Title : 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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.39 ng 21684 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Decane. 2-methvl- 156 C11H24 006975-98-0 64
3 Dodecane. 4.6-dimethyl- 198 C14H30 061141-72-8 59
4 Octane. 2.3.7-trimethvl- 156 C11H24 062016-34-6 53
5 Tetradecane 198 C14H30 000629-59-4 53
Abundance Scan 2313 (16.428 min): BG021231.D (-2309) (-) m/z 57.00 100.00%
57
43
71
5000
85
| 99 113 007 16.20 16.40 16.60 16.80
e NN/ AN m/z 43.00 76.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
43 57
71
5000
85 16.20 16.40 16.60 16.80
29 m/z 71.00 66.54%
\‘ | % us 127 141 155 169 163 226
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance
43 57
71
16.20 16.40 16.60 16.80
5000 m/z 41.00 48 .84%
85
29 g9 112
14 141 156
m/z--> 25 Jo éo éo 160 120 150 160 180 200 250
Abundance #55027: Dodecane, 4,6-dimethyl-
43 57 71 16.20 16.40 16.60 16.80
m/z 85.00 33.25%
5000
29 85
1 ‘ L L 90 3457141 155 160 183 108
m/z--> 25 Jo éo éo 160 150 150 160 180 260 250 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021231.D

Aca On : 3 Mar 2016 3:32

Operator : UM/SJ

Sample : H1640-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022916.M
Quant Title : 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 unknownl18.36 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.54 ng 23035 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-D-Glucopvranoside. O-.al... 504 C18H32016 000597-12-6 35
2 .alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 27
3 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 25
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 10
5 Hexatriacontane 507 C36H74 000630-06-8 10
Abundance Scan 2642 (18.361 min): BG021231.D (-2637) (-) m/z 73.00 100.00%
43 B
5000
129 |r\""|""|""|'
| |" 97 | 165 21|3 18.00 18.20 18.40 18.60
R R A A LA LA LAY AR LA A SALRE AL AR BARS AR m/z 60.00 86.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #168886: .alpha.-D-Glucopyranoside, O-.alpha.-D-glucopyran...
73
5 97

5000

18.00 18.20 18.40 18.60
m/z 43.00 84.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
57 18.00 18.20 18.40 18.60
5000 m/z 57.00 79.50%
29
% 17145 g
14 112 191 215 233 257 275 293

mmmﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83707: Dodecanoic acid, 1-methylethyl ester
3 60 18.00 18.20 18.40 18.60
m/z 41.00 74 .56%

5000

200
183
129 157

227242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
Data File : BG021231.D

Acq On : 3 Mar 2016 3:32

Operator : UM/SJ

Sample : H1640-08

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916.M
Quant Title : 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]
Cyclopentane, met... 2.90 12.5 ng 43242 1 8.14 68943 20.0
Propane, 2,2-dime... 3.05 441.5 ng 1522010 1 8.14 68943 20.0
2-Pentanone, 4-hy... 5.24 24.6 ng 84678 1 8.14 68943 20.0
unknown7 .67 7.67 144.7 ng 498928 1 8.14 68943 20.0
Hexadecane 16.43 2.4 ng 21684 4 17.49 181158 20.0
unknown18.36 18.36 2.5 ng 23035 4 17.49 181158 20.0
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