LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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 1.462 10 11 17 rBV 29806 70031 4_57% 0.441%
2 1.554 17 19 42 rVB 173174 535857 34.96% 3.378%
3 4_560 277 282 292 rBV 313462 884429 57.70% 5.575%
4 5.417 354 357 372 rBV 782969 1397992 91.21% 8.812%
5 7.669 550 554 557 rBVY 786537 1488121 97.09% 9.380%
6 7.760 559 562 572 rVB 797320 1516869 98.96% 9.562%
7 8.252 601 605 610 rvB 216502 378469 24.69% 2.386%
8 8.572 629 633 636 rBY 653351 1102568 71.93% 6.950%
9 9.543 714 718 721 rBVY 526396 993526 64.82% 6.263%
10 11.143 854 858 862 rBY 300162 488962 31.90% 3.082%
11 13.795 1085 1090 1093 rBV 913665 1532798 100.00% 9.662%
12 13.852 1093 1095 1103 rVB 9548 16581 1.08% 0.105%
13 14.847 1178 1182 1185 rBV 144993 218463 14.25% 1.377%
14 14.927 1186 1189 1194 rVB 25481 40816 2.66% 0.257%

15 15.281 1216 1220 1225 rBV 301062 493866 32.22% 3.113%

16 17.178 1382 1386 1393 rBV 463974 778172 50.77% 4._.905%

17 17.601 1420 1423 1428 rBV 56537 88043 5.74% 0.555%
18 17.818 1439 1442 1449 rBV 12548 28983 1.89% 0.183%
19 18.790 1523 1527 1529 rBV 263550 452405 29.51% 2.852%
20 18.836 1529 1531 1534 rVV 49810 73353 4._.79% 0.462%
21 18.904 1534 1537 1540 rVVv2 11984 21965 1.43% 0.138%
22 18.961 1540 1542 1549 rVB 17618 31702 2.07% 0.200%
23 20.527 1676 1679 1686 rVB 17852 37271 2.43% 0.235%
24 20.767 1696 1700 1703 rBV2 12500 18961 1.24% 0.120%

25 21.442 1756 1759 1762 rBV 87771 121408 7.92% 0.765%

26 21.796 1787 1790 1794 rBV 96814 126184 8.23% 0.795%
27 22.127 1816 1819 1821 rBV 901691 995925 64.97% 6.278%

28 22.276 1828 1832 1834 rBV2 7293 16470 1.07% 0.104%
29 22.550 1852 1856 1858 rBV2 12535 24974 1.63% 0.157%
30 22.973 1889 1893 1895 rBV2 23544 32459 2.12% 0.205%
31 23.099 1901 1904 1906 rBVZ2 12148 18652 1.22% 0.118%
32 23.145 1906 1908 1910 rVB2 12473 19786 1.29% 0.125%
33 23.225 1913 1915 1918 rBV 16318 18537 1.21% 0.117%

34 23.396 1925 1930 1932 rBV 361025 577931 37.70% 3.643%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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

35 23.510 1938 1940 1941 rBV 15205 17406 1.14% 0.110%
36 23.568 1941 1945 1947 rBV2 22167 28972 1.89% 0.183%
37 23.682 1953 1955 1957 rBV2 13067 21753 1.42% 0.137%
38 23.728 1957 1959 1961 rVVv2 11560 19653 1.28% 0.124%
39 23.842 1964 1969 1971 rBV 23589 45950 3.00% 0.290%
40 24.059 1985 1988 1991 rVB 43629 60477 3.95% 0.381%
41 24.356 2012 2014 2018 rVB4 13337 22213 1.45% 0.140%
42 24.413 2018 2019 2022 rBV2 14127 16632 1.09% 0.105%
43 24.493 2024 2026 2031 rVB 103618 165341 10.79% 1.042%
44 24.585 2031 2034 2036 rBVY 26841 37589 2.45% 0.237%
45 24.653 2038 2040 2044 rBV2 21093 53064 3.46% 0.334%
46 24.733 2045 2047 2049 rBV 64983 58872 3.84% 0.371%
47 24.779 2049 2051 2053 rVB 72799 79581 5.19% 0.502%
48 24.836 2053 2056 2058 rBV 220622 300302 19.59% 1.893%
49 25.076 2075 2077 2082 rVB3 17500 36763 2.40% 0.232%
50 25.236 2089 2091 2093 rVB 30472 38733 2.53% 0.244%
51 25.282 2093 2095 2098 rBv4 9607 18528 1.21% 0.117%
52 25.625 2124 2125 2128 rBV3 8441 15907 1.04% 0.100%
53 25.785 2137 2139 2142 rVB2 12567 22102 1.44% 0.139%
54 25.888 2145 2148 2151 rVB2 27555 51841 3.38% 0.327%
556 25.991 2155 2157 2160 rBV3 9856 24844 1.62% 0.157%
56 26.185 2172 2174 2178 rVV 20929 32944 2.15% 0.208%
57 26.276 2180 2182 2187 rVB4 12024 28331 1.85% 0.179%
58 27.659 2300 2303 2308 rVB4 10818 24010 1.57% 0.151%

Sum of corrected areas: 15864337
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF091115\

BF081599.D

12 Sep 2015 00:14

umsiz

G3526-09

16 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L
LSCINT.P

ion Parameters:

Abundance

800000

600000

400000

200000{ 1.55

1.

TIC: BF081599.D
5.42 7676
8.57

9.54

4.56

0

Time--> 150

2.00 250

300 350 400 450 500 550 6.00 650 700 750 8.00 850

9.00 9.50 10.00

Abundance

800000

600000

400000

200000

0

TIC: BF081599.D
13,80

17.18

11.14 15.28

18.79

14.85

4\4.93
A

17.60
A17.82

A
T T

18.84

1385

Time-->

10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

A
LN B S B B B D B N B e B B B B D D B D B B B B B D B B B B LA N ) L e L

Abundance

800000

600000

400000

200000

04
Time-->

19.

TIC: BF081599.D

2213

23.40

21.4421.80

50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/I1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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 Manganese(ll) acetate Concentration Rank 6

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

1.46 3.70 ng 70031 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Manganese(l1l) acetate 173 C4H6MN0O4 006156-78-1 64
2 Acetone 58 C3H60 000067-64-1 64
3 Hydrogen azide 43 HN3 007782-79-8 4
4 Ethene, methoxy- 58 C3H60 000107-25-5 3
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 3

Abundance Scan 11 (1.462 min): BF081599.D (-10) (-) m/z 43.05 100.00%

43
5000
58

39 | 4751 140 1,50 1,60 1.70 1.80 1.00
T e m/z 58.10 28 .52

miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
' 43
5000

Abundance #38254: Manganese(ll) acetate
1.40 1.50 1.60 1.70 1.80 1.90
15 58

m/z 42.10 7.17%

2428 39 | 53 ‘ 67 77 83
T P P [ P T e PP P P [ P I I T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
43

1.40 1.50 1.60 1.70 1.80 1.90

5000 m/z 39.10 4.11%
15
58
27
2 20 31 3 53
WWWWWWFWWWWWWWFWWWWWWWWWWWWWWW
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #67: Hydrogen azide
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 41.00 3.59%
5000 15
28
,,,,,,‘,,,‘ i
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/I1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.56 46.74 ng 884429 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 282 (4.560 min): BF081599.D (-277) (-) m/z 43.10 100.00%

43
59
5000
101

4.20 4.40 4.60 4.80

83
e Sl S 88 | "m/z 59.10  55.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 L LI L L L L LB L LN
420 4.40 4.60 4.80
m/z 101.10 14 .52%
25 3 a7, | 83 o3 %
I LA B L AL e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R
420 4.40 4.60 4.80
5000 41 m/z 58.10 13.30%
31
69 87
15 53 98
R A B L e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R
59 420 440 460 4.80

m/z 41.10 8.82%

5000
101
15 1 \3\1 I ‘ 53\ i 69 83

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/I1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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 4 unknown7.76 Concentration Rank 1

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

7.76 80.16 ng 1516870 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 562 (7.760 min): BF081599.D (-559) (-) m/z 132.10 100.00%
5000 e8
40 75 % 104 740 7.60 7.80 8.00
SNNNNNRR——T [ " St |,..':~.,..5?.7,...|.,.'!..,....,...., b | m/z 68.10  51.15%
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 LRI R I IR
7.40 7.60 7.80 8.00
a1 70 m/z 66.05 35.10%
C 4451 80 177 g5 | 105 196
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 134.10 31.45%
31 55 51 8
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-  REamr e RRam
132 7.40 7.60 7.80 8.00
m/z 69.05 20.67%
5000

63
15 28 39 5 °8 77 90 104 4

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

8270-BF090115.M Mon Sep 14 07:52:48 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/I1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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

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 6 Benzenesulfonamide, N,4-dim... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.60 3.89 ng 88043 Phenanthrene-d10 18.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzenesulfonamide, N,4-dimethyl-
2 Benzeneacetaldehyde

185 C8H11NO2S
120 C8H80

000640-61-9 90
000122-78-1 58
1000187-28-7 53

3 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S
4 Benzenesulfonamide, N,4-dimethyl... 214 C8H10N203S 000080-11-5 50
5 Pyridine-2-carbonitrile, 3,5,6-t... 375 C13H8CI3N302S 255713-77-0 47

Abundance Scan 1423 (17.601 min): BF081599.D (-1420) (-) m/z 91.10 100.00%
9L
5000
65
155 e S
39 5 | 77 | 108 121 1?5 17.20 17.40 17.60 17.80 18.00
e Al 108 1se L "m/z 65.00 28.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46289: Benzenesulfonamide, N,4-dimethyl-
91
5000 /\|||||||||||||||||||| TT
185 17.20 17,40 17.60 17.80 18.00
30 65 155 m/z 92.10 20.02%
18 | a5t | 77 | 108121 g ‘ |
o e SR S R I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
91
—
17.20 17.40 17.60 17.80 18.00
5000 m/z 155.10 17.51%
39 65 120
29 °7 51 77
i I I A e O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46295: Cyclohepta-2,4,6-trienesulfonic acid, methylamide A
91 17.20 17.40 17.60 17.80 18.00
m/z 185.10 15.76%
5000 185
155
65
30 121
‘ ﬂl 5} \‘ 77 L 108 \‘ 139 ! N
B T TR e e e e
m/z--> 20 40 60 80 100 120 140 160 180 17.20 17.40 17.60 17.80 18. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/I1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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 7 Trichloroacetic acid, hexad... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
24_06 2.09 ng 60477 Chrysene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 93
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
3 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 90
4 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI102 052132-58-8 87
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 87

Abundance Scan 1988 (24.059 min): BF081599.D (-1985) (-) m/z 57.10 100.00%
57
83
5000
111
262 RIS UNIUR B SN SR
3 J 139 165 193 23.80 24.00 24.20 24.40
— L e m/z 43.10 99.36%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
97
5000 L UL SN IS I
23.80 24.00 24.20 24,40
195 m/z 55.10 80.06%
2 \\‘\ \\ I ‘h I 153 196 224
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
" 23.80 24.00 24.20 2440
5000 111 m/z 83.05 59.21%
29
139 168 191210 238 g5 295
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester B Al M
57 83 23.80 24.00 24.20 24.40
m/z 69.10 57.27%
- | V\/W/prj\m
29
\‘ ol i ‘\ \Mlﬁg i 168 194 22\4 2?10 297 360
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24,40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/I1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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 9 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .65 3.53 ng 53064 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Pentacosane 352 C25H52 000629-99-2 86
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
4 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 80
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 2040 (24.653 min): BF081599.D (-2038) (-) m/z 57.10 100.00%
I W
5000 -
3 3ot 179 507226 e a0 2450 240 2500
(IR Y W s m/z 43.10 85.13%
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane
57
5000 85 RN BRI SO SURI S
24.40 24.60 24.80 25.00
m/z 71.10 55.32%
113
20 | )| 41 169 107 225 253 205 366
m/z--> 55 160 1éo 200 2éo 360 3%0
Abundance
57
2440 2460 24.80 25.00
5000 85 m/z 85.05 36.53%
113
29 141 169 194211 239 267 205 323 352
m/z--> 55 160 1éo 260 2éo 300 3%0
Abundance #142113: Heptadecane, g-OCtyl- TT T T[T T T T [ T T T T[T T T [TTT
57 24.40 24.60 24.80 25.00
m/z 55.10 31.57%
5000 85
3 1 [ (114 169 107 P 267 204 323 350
m/z--> 5'0 1(')0 1&'30 200 25'30 300 351;0 24.'40 24.I60 24.|80 25.'00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/I1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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 10 unknown25.08 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
25.08 2.45 ng 36763 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene, 3-methyl- 266 C21H14 024471-47-4 43
2 Benzo[1,2-b:4,3-b"]dithiophene, ... 266 C16H10S2 016587-58-9 43
3 Benzyl _beta.-methylumbelliferone 266 C17H1403 000086-44-2 38
4 Benzamide, 3-(4-isopropylbenzyli... 266 C17H18N20 304455-80-9 38
5 2,4,8,10-Tetramethylbenzo[1,2-b;... 266 C16H18N4 017377-04-7 38

Abundance Scan 2077 (25.076 min): BF081599.D (-2075) (-) m/z 266.20 100.00%
266
5000 M/\M
Ve 95 113 131 L S U B B
71 1L 179, 93007 226 282 24.80 25.00 25.20 25.40
m/z 43.10 33.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98199: Perylene, 3-methyl-
266
5000 LI S UL UL B
24.80 25.00 25.20 25.40
m/z 265.20 28.99%
27 63 8710111832146 163 187 209224239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
266
24.80 25.00 25.20 25.40
5000 m/z 57.10 27 .28%
131 20
1327 44 68 92 110 149 175 194 234 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97988: Benzyl .beta.-methylumbelliferone T
266 24.80 25.00 25.20 25.40
m/z 263.10 25.17%
5000 223
161
o1 237 e
115 131 147 ‘ ‘
37\‘\\\131 .‘.:.‘.\.17.5&\..%07.. I NN B D LSSV RSN SUNS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/I1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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 11 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.24 2.58 ng 38733 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 68
2 Hentriacontane 437 C31H64 000630-04-6 64
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 64
4 Octadecane 254 C18H38 000593-45-3 59
5 Docosane 310 C22H46 000629-97-0 59
Abundance Scan 2091 (25.236 min): BF081599.D (-2089) (-) m/z 57.10 100.00%
5000 ,\/\JV“/\—/\M—/\/\
' 25.00 25.20 25.40 25.60
m/z 43.10 62.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane
57
5000 LR S USRI BN BURR.
85 25.00 2520 25.40 25.60
m/z 71.10 46 .29%
2\9 ‘\ ‘ H ‘\ h‘ ‘ \1‘\11\1(\39 197 225 253 295 366
m/z--> §o 100 150 260 250 360 3%0 460 !
Abundance
57
' 25.00 25.20 25.40 25.60
5000 m/z 85.10 36.67%
85
29 113 141 169 197 225 253 280 309 351 379 407 436
m/z--> §o 160 1éo 260 2%0 360 3%0 460 !
Abundance #142113: Heptadecane, g-OCtyl- LI L L L LI
57 25.00 25.20 25.40 25.60
m/z 55.10 23.45%
5000 85
AP e e MRy
m/z--> 50 100 150 200 250 300 350 400 25 00 25 20 25 40 25. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091115\
Data File : BF081599.D

Acq On : 12 Sep 2015 00:14

Operator : UM/1Z

Sample - G3526-09

Misc :

ALS Vial : 16 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]
Manganese(ll) ace... 1.46 3.7 ng 70031 1 8.25 378469 20.0
2-Pentanone, 4-hy... 4 .56 46.7 ng 884429 1 8.25 378469 20.0
unknown7 .76 7.76 80.2 ng 1516870 1 8.25 378469 20.0
Benzenesulfonamid... 17.60 3.9 ng 88043 4 18.79 452405 20.0
Trichloroacetic a... 24.06 2.1 ng 60477 5 23.40 577931 20.0
Hexacosane 24 .65 3.5 ng 53064 6 24.84 300302 20.0
unknown25.08 25.08 2.5 ng 36763 6 24.84 300302 20.0
Hentriacontane 25.24 2.6 ng 38733 6 24.84 300302 20.0
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