LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079633.D

Acq On : 31 May 2015 15:17

Operator : TP/1Z

Sample - G2426-05

Misc :

ALS Vial : 5 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-BF052615.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 1.530 29 30 38 rBY 223435 510916 12.34% 2.715%
2 1.633 38 39 68 rvB 2027160 4141493 100.00% 22.007%
3 2.810 139 142 149 rVB 37030 74202 1.79% 0.394%
4 4.604 296 299 305 rBvY 32062 70403 1.70% 0.374%
5 5.084 338 341 346 rBvY 51522 120001 2.90% 0.638%

5.164 346 348 356 rBV 943592 1227400 29.64% 6.522%
6.502 462 465 473 rBV 1103236 1301520 31.43% 6.916%
1384690 1335420 32.24% 7.096%
6.685 480 481 484 rVB 58634 59470 1.44% 0.316%
6.902 498 500 503 rBvV 326384 335672 8.11% 1.784%
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11 7.085 514 516 519 rBV 847934 968345 23.38% 5.146%
12 7.610 560 562 564 rBvV 635733 731971 17.67% 3.890%
13 8.479 636 638 641 rBvY 474442 475517 11.48% 2.527%
14 9.828 754 756 759 rBV 1538321 1469500 35.48% 7.809%
15 10.342 799 801 804 rBvV 146906 143117 3.46% 0.761%

16 10.651 825 828 830 rvB 394208 558768 13.49% 2.969%
17 11.622 911 913 916 rBV 1063343 1115842 26.94% 5.929%
18 12.479 985 988 990 rBV 564787 593124 14.32% 3.152%
19 13.222 1050 1053 1058 rBV2 41990 70181 1.69% 0.373%
20 14.354 1149 1152 1153 rBV 33076 42631 1.03% 0.227%

21 14.468 1160 1162 1165 rBV 1701909 1777964 42.93% 9.448%
22 15.645 1263 1265 1272 rBV 238396 318585 7.69% 1.693%
23 15.748 1272 1274 1277 rVV 612762 646754 15.62% 3.437%
24 17.417 1417 1420 1427 rBV 490650 679286 16.40% 3.610%
25 17.966 1466 1468 1471 rVB2 26592 50692 1.22% 0.269%

Sum of corrected areas: 18818774
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Data Path :

Data File : BF079633.D
Acqg On : 31 May 2015
Operator : TP/1Z
Sample - G2426-05
Misc :

ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF053115\

15:17

5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079633.D

Acq On : 31 May 2015 15:17

Operator : TP/1Z

Sample - G2426-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.60 4.19 ng 70403 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 25
3 3-Heptanol 116 C7H160 000589-82-2 23
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 299 (4.604 min): BF079633.D (-296) (-) m/z 43.00 100.00%
43
59
5000
101 T T
51 | 83 4.20 4.40 4.60 4.80 5.00
o N 11 | NS NN E— m/z 59.10 55.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRS SR S L
4.20 4.40 4.60 4.80 5.00
m/z 101.00 22 _.37%
o s 3s, 88 g3 0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 58
420 440 460 480 500
5000 m/z 58.00 19.66%
1 82
97
e R RS RN RS RS RS IS AR RARSS RS RS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8080: 3-Heptanol T Baam e m AR,
59 4.20 4.40 4.60 4.80 5.00
69 m/z 41.10 10.78%
5000
41 87
31
0 ..,...1.8,....,‘....‘,a‘a‘..,??‘l‘li....ﬁ....,..a.,...9a8,....,.1.1.5.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079633.D

Acq On : 31 May 2015 15:17

Operator : TP/1Z

Sample - G2426-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 unknown6.62 Concentration Rank 2

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

6.62 79.57 ng 1335420 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 475 (6.616 min): BF079633.D (-473) (-) m/z 132.00 100.00%
32
5000 68
0 sl Lo o2 640 650 B> 70
0..““.“”.“”.H“.HL.“.”..““.”“.”“w““.”,““,h”,” m/z 68.10 38.10%
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 I IS R L
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.48%
38 ‘
O T 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 24.52%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14006: 5-Aminoindole e A EEARE BEEEE TR

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.47%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079633.D

Acq On : 31 May 2015 15:17

Operator : TP/1Z

Sample - G2426-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 9 Undecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.22 2.37 ng 70181 Phenanthrene-d10 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 53
4 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 22
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 10
Abundance Scan 1053 (13.222 min): BF079633.D (-1050) (-) m/z 73.00 100.00%
43 7B
5000 jkA
g7 129 A e A
157 185 213 13.00 13.20 13.40 13.60
0 m/z 43.05 89.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid
60
5000 a3 LRI I BULRULN BN U
13.00 13.20 13.40 13.60
2 85 129 m/z 60.00 87 .30%
Ry 1e7 1
0”'Wi”vhﬂuﬂﬂJ”N“”MN”W”'W””PM”P”'P”"”W”'W””I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
©13.00 13.20 13.40 13.60
5000 41 m/z 57.10 73.60%
129
87
oL 18 12 g4, 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137747: .alpha.-D-Glucopyranose, 4-O-.beta.-D-galactopyra... R R REEE mE e e
13.00 13.20 13.40 13.60
m/z 41.05 66 .55%
127 145
o 173191 215 233 257 275 293
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079633.D

Acq On : 31 May 2015 15:17

Operator : TP/1Z

Sample - G2426-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 10 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.65 9.85 ng 318585 Chrysene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90

Abundance Scan 1265 (15.645 min): BF079633.D (-1263) (-) m/z 57.05 100.00%

3 5

5000

-

125
15.40 15.60 15.80 16.00

139153168 101

(o} m/z 83.10 93.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83

15.40 15.60 15.80 16.00
m/z 55.10 93.32%

5000

125

139153167181196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
83 LRI B DU U SO
97 15.40 15.60 15.80 16.00
5000 N m/z 43.05 90.29%
29 111

125
0 139153167182 210

wﬁmﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene T e e
15.40 15.60 15.80 16.00

m/z 97.10 80.88%

-

5000

125

139154168182196210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053115\
Data File : BF079633.D

Acq On : 31 May 2015 15:17

Operator : TP/1Z

Sample - G2426-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615_.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... 4.60 4.2 ng 70403 1 6.90 335672 20.0
unknown6 .62 6.62 79.6 ng 1335420 1 6.90 335672 20.0
Undecanoic acid 13.22 2.4 ng 70181 4 12.48 593124 20.0
Trichloroacetic a... 15.65 9.8 ng 318585 5 15.75 646754 20.0
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