LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081322.D

Acq On : 2 Sep 2015 00:44

Operator : UM/1Z

Sample - G3479-09

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:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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._456 247 251 267 rVB 775373 1458342 69.42% 8.040%
2 4.947 290 294 296 rBV 1461144 1973482 93.94% 10.879%
3 6.056 388 391 393 rBvV 1799504 2100732 100.00% 11.581%
4 6.159 397 400 402 rBV 1609557 1967670 93.67% 10.847%
5 6.387 418 420 422 rBV 430101 356707 16.98% 1.966%

6 6.547 431 434 436 rBV 1271888 1437518 68.43% 7.925%
7 6.970 468 471 473 rBvY 905499 1311904 62.45% 7.232%
8 7.679 530 533 535 rBvV 478862 462222 22.00% 2.548%
9 8.765 625 628 630 rBV 1455876 1967429 93.65% 10.846%
10 9.165 660 663 665 rBvV 292351 298247 14.20% 1.644%
11 9.416 682 685 687 rVB 569247 486223 23.15% 2.680%
12 9.862 721 724 727 rBB 17727 31162 1.48% 0.172%
13 10.193 751 753 756 rBvV2 868723 1039072 49.46% 5.728%
14 10.353 765 767 771 rVB 21983 27700 1.32% 0.153%

15 10.879 811 813 815 rBV 599042 491179 23.38% 2.708%
16 11.451 861 863 867 rBv2 47513 56366 2.68% 0.311%
17 12.468 949 0952 954 rBV 1786405 1648274 78.46% 9.087%
18 13.394 1030 1033 1039 rBvV 115321 238586 11.36% 1.315%
19 13.485 1039 1041 1044 rVvVv 457449 404680 19.26% 2.231%
20 14.799 1154 1156 1158 rBV 323803 325526 15.50% 1.795%

21 15.280 1193 1198 1206 rVB5 14931 56472 2.69% 0.311%

Sum of corrected areas: 18139493
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090115\

BF081322.D

2 Sep 2015 00:44

umsiz

G3479-09

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000
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500000

TIC: BF081322.D
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500000

TIC: BF081322.D
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Time--> 15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081322.D

Acq On : 2 Sep 2015 00:44

Operator : UM/I1Z

Sample - G3479-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 2

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

4._.46 81.77 ng 1458340 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 251 (4.456 min): BF081322.D (-247) (-) m/z 43.10 100.00%
43
59
5000
101 H U L IR
420 4.40 4.60 4.80
o 3tl, Sl eo 8 | 777 59.10  59.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LN UL IR UL
59 420 440 460 4.80
m/z 58.10 15.87%
o 25 3 37 | 83 g3 01
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 4.40 460 480
5000 m/z 101.10 15.53%
a1 101
o 15 31 53 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4—methy|— LI L L L L B
59 420 4.40 4.60 4.80
m/z 41.10 9.04%
5000 41
31
| © g
0% '|'}§'| "‘Ml' "'“lt "|§§H"i""i T "|"'gﬁ T R L LN I L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081322.D

Acq On : 2 Sep 2015 00:44

Operator : UM/I1Z

Sample - G3479-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown6.16 Concentration Rank 1

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

6.16 110.-32 ng 1967670 1,4-Dichlorobenzene-d4 6.39
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 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 400 (6.159 min): BF081322.D (-397) (-) m/z 132.10 100.00%
32
5000 68
6 rrrrrTrTTT rTrTTTTTTTT
40 54 | 75 104 5.80 6.00 6.20 6.40
O B 2N R e7 L ms W w/z 68.10  39.22%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 SRR LU B
5.80 6.00 6.20 6.40
2 78 m/z 134.10 33.55%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 67 m/z 66.10 26.08%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- ERma s R
132 5.80 6.00 6.20 6.40

m/z 69.10 15.37%

5000

63 81
31 37 44 50 57 74 88 101 112

L 4 L o T

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081322.D

Acq On : 2 Sep 2015 00:44

Operator : UM/I1Z

Sample - G3479-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Undecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.45 2.30 ng 56366 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecanoic acid
2 n-Decanoic acid
3 D-Glucose,
4 Amyl Nitrite

186 C11H2202
172 C10H2002

4-0-_alpha.-D-glucopy... 342 C12H22011

117 C5H11NO2

000112-37-8 80
000334-48-5 59
000069-79-4 47
000110-46-3 35
004860-03-1 22

m/z 43.05 100.00%

11.20 11.40 11.60 11.80

m/z

57.05 82.99%

11.20 11.40 11.60 11.80

m/z 60.00 82.51%

11.20 11.40 11.60 11.80

5 Hexadecane, 1-chloro- 260 C16H33ClI
Abundance Scan 863 (11.451 min): BF081322.D (-861) (-)
57 73
5000
85 g7 129
115 157 171 213
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46615: Undecanoic acid
60 73
5000 43
29 129 143
97 115 ‘ 186
o..%?.\.\ e AL A ,u\\...w....,....,\...1?7.1?9. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
41
5000 29 129
87
10115 143, 172
Ol L, ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137742: D-Glucose, 4-O-.alpha.-D-glucopyranosyl-
73
60
5000 43 97
31 85
18 126
0 109 15 163174 191204 221
m/z--> 20 40 60 80 100 120 140 160 180 200 220

m/z 73.00 79.26%

11.20 11.40 11.60 11.80

m/z 55.10 75 .44%

Lo

11.20 11.40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081322.D

Acq On : 2 Sep 2015 00:44

Operator : UM/I1Z

Sample - G3479-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number 5 1-Tetracosanol

R.T. EstConc Area Relative to ISTD R.T.
13.39 11.79 ng 238586 Chrysene-di12 13.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 87
2 1-Hexacosanol 382 C26H540 000506-52-5 87
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 64
4 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 64
5 1-Hexadecanol 242 C16H340 036653-82-4 62

Abundance Scan 1033 (13.394 min): BF081322.D (-1030) (-) m/z 57.10 100.00%
83
5000
111
3 139 13.00 13.20 13.40 13.60 13.80
0 B m/z 55.10 92.22%
m/z--> 50 100 150 200 250 300 350
Abundance #142901: 1-Tetracosanol
43
5000 83 DA AR BN
13100 13.20 13.40 13.60 13.80
18 M 11 m/z 43.10 87.92%
o ‘M‘L‘ J M A /140 168 196 238 266 308 336
m/z--> 150 200 250 300 350
Abundance
43
13.00 13.20 13.40 13.60 13.80
5000 83 m/z 83.10 63.64%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)- R R a R
13.00 13.20 13.40 13.60 13.80
83 m/z 69.10 57 .40%
5000
29 111
ol ‘ J | L 1139 167 196 224 252 280 -
m/z--> 50 100 150 200 250 300 350 13100 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081322.D

Acq On : 2 Sep 2015 00:44

Operator : UM/I1Z

Sample - G3479-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 1-Hentetracontanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.28 3.47 ng 56472 Perylene-d12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 83
2 17-Pentatriacontene 491 C35H70 006971-40-0 72
3 1-Heptadecanol 256 C17H360 001454-85-9 58
4 1-Eicosanol 298 C20H420 000629-96-9 53
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 50
Abundance Scan 1198 (15.280 min): BF081322.D (-1193) (-) m/z 43.10 100.00%
48
97
5000
| 207 ' 15.00 15.20 15.40 15.60
R A L S s N AR AR SERRN SRRRN SRR N m/z 57.10 91.15%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol
57
97
5000 L UL B B B
15.00 15.20 15.40 15.60
m/z 55.05 64.29%
18
0 ,ij \\ F}8} 228 278 320 362 404 446 488518 572

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57
o7 S —

15.00 15.20 15.40 15.60
5000 m/z 97.10 63.99%

139
o 27 181 223 267 306336 376406 447 490 f\\
e e e T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92320: 1-Heptadecanol . — . L e
55 15. 00 15 20 15. 40 15. 60

m/z 83.10 62.98%

97
5000 /\/\
0 ﬂ\ l 35 210

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 00 15. 20 15. 40 15. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081322.D

Acq On : 2 Sep 2015 00:44

Operator : UM/1Z

Sample - G3479-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.46 81.8 ng 1458340 1 6.39 356707 20.0
unknown6.16 6.16 110.3 ng 1967670 1 6.39 356707 20.0
Undecanoic acid 11.45 2.3 ng 56366 4 10.88 491179 20.0
1-Tetracosanol 13.39 11.8 ng 238586 5 13.48 404680 20.0
1-Hentetracontanol 15.28 3.5 ng 56472 6 14.80 325526 20.0
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