LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 1.258 11 15 18 rBV 1023643 1271215 63.93% 5.953%
2 1.338 20 22 26 rvB 23179 34349 1.73% 0.161%
3 1.441 29 31 37 rBv 82245 208978 10.51% 0.979%
4 1.532 37 39 70 rvB 342708 1238365 62.28% 5.799%
5 4.481 292 297 314 rBV 341975 1103687 55.50% 5.169%

5.339 369 372 388 rBV 875557 1873073 94.20% 8.772%
7.613 566 571 573 rBV 870543 1988484 100.00% 9.312%
581 rVvB 1062396 1921208 96.62% 8.997%
8.173 617 620 631 rBvV 201761 312871 15.73% 1.465%
8.505 644 649 652 rBvV 833721 1405588 70.69% 6.582%

(@R {cNec R NNe))
\l
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)]
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11 9.476 729 734 737 rBV 611060 1279038 64.32% 5.990%
12 11.065 870 873 877 rBvV 221644 400314 20.13% 1.875%
13 13.717 1099 1105 1108 rBV 1109155 1984799 99.81% 9.295%
14 14.768 1193 1197 1200 rBV 224413 348472 17.52% 1.632%
15 15.191 1230 1234 1239 rBB 225157 417968 21.02% 1.957%

16 16.597 1354 1357 1360 rBB 15289 26183 1.32% 0.123%
17 17.100 1397 1401 1410 rBB 641169 1299892 65.37% 6.087%
18 17.740 1453 1457 1464 rBV 20950 49707 2.50% 0.233%
19 18.700 1537 1541 1544 rBV 262813 427642 21.51% 2.003%
20 18.746 1544 1545 1549 rVV 21642 33521 1.69% 0.157%
21 18.826 1549 1552 1555 rVv2 17583 31040 1.56% 0.145%
22 20.357 1682 1686 1689 rBV 30309 69387 3.49% 0.325%
23 20.460 1692 1695 1707 rVB 83141 183437 9.22% 0.859%
24 21.386 1773 1776 1778 rVB 61877 84681 4._.26% 0.397%
25 21.729 1803 1806 1814 rBV 69100 105291 5.30% 0.493%
26 21.866 1816 1818 1824 rBV3 18446 32602 1.64% 0.153%
27 22.072 1833 1836 1839 rBV 1135972 1725254 86.76% 8.079%
28 22.917 1906 1910 1912 rBV3 8632 24286 1.22% 0.114%
29 23.340 1942 1947 1949 rBV3 288416 544271 27.37% 2.549%
30 23.375 1949 1950 1953 rVVv2 59176 55241 2.78% 0.259%
31 24.003 2003 2005 2011 rVB 26124 45394 2.28% 0.213%
32 24.369 2035 2037 2039 rVB 25109 22547 1.13% 0.106%
33 24.449 2041 2044 2049 rBvV 63684 114962 5.78% 0.538%
34 24.609 2056 2058 2063 rBV2 23625 52088 2.62% 0.244%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 24.689 2063 2065 2067 rVvVv 43269 42177 2.12% 0.198%
36 24.735 2067 2069 2071 rVvVv 53800 51801 2.61% 0.243%
37 24.781 2071 2073 2080 rVvVv 222262 234432 11.79%% 1.098%
38 25.215 2110 2111 2114 rVB 15926 27579 1.39% 0.129%
39 25.546 2135 2140 2144 rVV3 6675 23457 1.18% 0.110%
40 25.821 2161 2164 2168 rVB2 30902 56429 2.84% 0.264%
41 25.935 2170 2174 2176 rBV4 7194 24403 1.23% 0.114%
42 25.981 2176 2178 2182 rVB2 12986 23180 1.17% 0.109%
43 26.118 2187 2190 2193 rVV 26096 46386 2.33% 0.217%
44 26.198 2194 2197 2202 rVV2 20306 45505 2.29% 0.213%
45 26.289 2202 2205 2209 rVv2 8381 20124 1.01% 0.094%
46 26.872 2254 2256 2265 rVB7 5708 21345 1.07% 0.100%
47 27.649 2319 2324 2329 rVB3 5902 21029 1.06% 0.098%

Sum of corrected areas: 21353682
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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\BF091715\

BF081688.D

17 Sep 2015 20:43

umsiz

G3620-05

15 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.26
1000000

800000

600000

400000

200000

1.53

TIC: BF081688.D
7.69

5.34 7.6

8.50

9.48

4.48

8.17

0

Time--> 1.

I
50 200 250 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.0

Abundance

1000000

800000

600000

400000

200000

TIC: BF081688.D
13,72

17.10

18.70

11.06 14.77 15.19

17.74

188783

o
LB |

16.60

IILII Trrrporrrryrrrr T—rrr

0

Time-->

10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Abundance

1000000

800000

600000

400000

200000

Time-->

TIC: BF081688.D
22,

07

21.3921.73
£1.87

27.65
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/I1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

1.26 81.26 ng 1271220 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 15 (1.258 min): BF081688.D (-11) (-) m/z 73.10 100.00%
731
43.1
5000 551
87.1
1.201.30 1.40 1.50 1.60 1.70
37. 63.0
0““mvmvmvmv“W“W“wmwmthmwamwmwmehmwmwmwmwm' m/z 43.10 57.09%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0 “
5000
43.0 1.201.30 1.40 1.50 1.60 1.70
= 550 87.0 m/z 55.10 38.62%
0 %% 0350 L, 67.0/ |, 80.0
miz--> 316 15 36 25 30 35 4o 4'5 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
450 55.0 1.20 1.30 1.40 1.50 1.60 1.70
5000 ' m/z 87.10 26.06%
27.0
o 15.0 81.0
AL LR L) ALY AR SRS LA MASY M) ALY ML) LAY LAY Nkl Nkad Nkl ALk Wk ko
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1967: Silane, tetramethyl-
73.0 1.201.30 1.40 1.50 1.60 1.70
m/z 41.10 18.76%
5000
43.0
o 20 150 29035, || 53059.066.0 \‘810880
m/z--> 0 5 10 1'5 20 25 30 35 40 45 50 5'5 6|O 65 70 75 80 85 90 95 1.201.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/I1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.48 70.55 ng 1103690 1,4-Dichlorobenzene-d4 8.17
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 25
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 297 (4.481 min): BF081688.D (-292) (-) 43.10 100.00%

43.1
59.1
5000
101.1

4.20 4.40 4.60 4.80

83.1
) A P N5 S | .- SN N m/z 59.10 57.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LANLINL L L L L L LB LB L

420 4.40 4.60 4.80
m/z 58.10 14.06%

310 ‘ 83.0 g3 1010
Ot e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

4.20 4.40 4.60 4.80

5000 m/z 101.10 13.85%
41.0 101.0
ol 150 810 " 510 69.0 830
R e AL WAL B o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R Rl R p
59.0 4.20 4.40 460 480

m/z 41.10 9.25%

5000 41.0
31.0
‘ 69.0 87.0
ol 150 M sl | | 980

m/z--> 10 20 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:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/I1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 unknown7.69 Concentration Rank 1

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

7.69 122.81 ng 1921210 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 578 (7.693 min): BF081688.D (-574) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 LR SN LRI UL I
401 541 | 850 | 1150 740 7.60 7.80 8.00
Obrr e bl ol 880 L 1180 WL Tn7z 68.10  49.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R I L IR
7.40 7.60 7.80 8.00
2.0 510 m/z 66.05 35.10%
0 L1 H N !
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 97.0 m/z 134.10 32.57%
70.0
31.0
. 44.0 86.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- A e .
132.0 7.40 7.60 7.80 8.00
m/z 69.10 19.94%
5000

63.0
15.0 280 390 520 m 77‘0 90\9 10401160 ‘

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_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/I1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 8 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.74 2.32 ng 49707 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tridecane 184 C13H28 000629-50-5 78
3 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 59
4 Octane, 2-methyl- 128 C9H20 003221-61-2 59
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 59
Abundance Scan 1457 (17.740 min): BF081688.D (-1453) (-) m/z 57.10 100.00%
57.1
5000
85.1
‘ 17.40 17.60 17.80 18.00
0 -t m/z 43.10 75.11%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000

85.0 17.40 17.60 17.80 18.00
> m/z 71.10 50.77%

29.0
o | L |, | 1130 1410 169.0 1970 226.0
T T e T e e e e T T T
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
57.0
B EEERE mas s e o
17.40 17.60 17.80 18.00
5000 m/z 41.10 35.31%
29.0 85.0
0 113.0 141.0 184.0
T T T T T T e e T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45612: Decane, 2,2,7-trimethyl-
57.0 17.40 17.60 17.80 18.00
m/z 85.10 29.92%
5000
0 290 “ ‘ 85.0 127.0 1690
.“...“...,”..,.”.,.”.,..” R N BEREE ma s R R S RREEE e
m/z--> 20 40 60 8 100 120 140 160 180 200 220 17. 40 17. 60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/I1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 unknown20.36 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.36 3.25 ng 69387 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Oxabicyclo[6.1.0]nonane, cis- 126 C8H140 004925-71-7 40
2 2-Propenoic acid, 6-methylheptyl... 184 C11H2002 054774-91-3 38
3 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-49-3 27

003913-81-3 27
1000282-56-3 27

154 C10H180
224 C9H14C1202

4 2-Decenal, (E)-
5 Dichloroacetic acid, l-cyclopent...

Abundance Scan 1686 (20.357 min): BF081688.D (-1682) (-) m/z 55.10 100.00%
54.1
411
5000
69.1
83.1 g71 R R e
||| | ||| || 1011231 20.00 20.20 20.40 20.60
0 S S T | oo m/z 41.10 52.64%
m'z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11076: 9-Oxabicyclo[6.1.0]nonane, cis-
55.0
410
67.0
5000
83.0 20.00 20.20 20.40 20.60
29.0 970 m/z 69.10 33.97%
111.0
ol Wl Al T 1260
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 70.0
\
L 1 =
20.00 20.20 20.40 20.60
5000 m/z 83.10 23.00%
29.0 .
41.0 830 112.0
ol _15.0 98.0 127.0 141.0153.0
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12230: Cyclohexanemethanol, 4-methyl-, trans- R e L B
55.0 20.00 20.20 20.40 20.60
m/z 56.10 22 .72%
5000
410 or.0
29.0 *7 68.0 810 ‘
daso il b P L meo D
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 20.00 20.20 20.40 20.60

8270-BF090115.M Fri Sep 18 08:25:48 2015

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/I1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.46 8.58 ng 183437 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 D-Glucose, 4-0-_.alpha.-D-glucopy... 342 C12H22011 000069-79-4 47
Abundance Scan 1695 (20.460 min): BF081688.D (-1692) (-) m/z 43.10 100.00%
431 73.1
5000
971 129.1
' 157.2 1852 2132 20.20 20.40 20.60 20.80
01 m/z 60.00 83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65562: Tridecanoic acid
430 | 730
5000 LRI UL BN B B
mmmmmmmm
129.0 1710 214.0 m/z 57.10  79.30%
97.0 :
ol .,.L. .,......,....,.... - 152.0 ..L.,..1?7,Q. L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60.0
20.20 20.40 20.60 20.80
5000 410 m/z 73.10 78.83%
85.0 129.0
| 180 1L 0 1570 1860
m/z--> 25 4b 65 85 160 120 140 160 1é0 260 250
Abundance #56047: Dodecanoic acid o S ARE Ema
73.0 20.20 20.40 20.60 20.80
m/z 41.05 71.89%
43.0
5000
129.0
157.0 200.0
| A B
ol 380l il I i h P A ¥ T
m/z--> 20 40 60 100 120 140 160 180 200 220 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/I1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .61 4_.44 ng 52088 Perylene-d12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
3 Heptacosane 380 C27H56 000593-49-7 72
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2058 (24.609 min): BF081688.D (-2056) (-) m/z 57.10 100.00%
57.1
42 oy 281 2450 24190 24160 2430 2510
ol A 2070 m/z 43.10 65.16%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57.0
5000 AR BRI DU B B
24. 20 24. 40 24 60 24. 80 25. oo
99.0 m/z 71.10 49 .66%
0 27\"0“\ h It u‘ A ‘1410 1830 225.0 2680
m/z--> 55 100 150 200 250 300 3éo
Abundance
57.0
24,20 24.40 24.60 24.80 25.00
5000 m/z 85.10 43.69%
99.0
. 27.0 141.0 1830 225.0
m/z--> o '55' B 160" "150" ' éooll "250" ' éoo" ' ééo" -
Abundance #151555: Heptacosane
57.0 24.20 24.40 24.60 24.80 25.00
m/z 55.10 32.31%
5000 M
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> % 1m 1% 2m 250 3& 3% ZMMMM%MMMMO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/I1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 12 Bromoacetic acid, hexadecyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

25.21 2.35 ng 27579 Perylene-d12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 64
2 17-Pentatriacontene 491 C35H70 006971-40-0 64
3 Chloroacetic acid, tetradecyl ester 290 C16H31CI102 018277-86-6 59
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 59
5 1-Hexadecanol 242 C16H340 036653-82-4 59

Abundance Scan 2111 (25.215 min): BF081688.D (-2110) (-) m/z 57.10 100.00%

57.1
5000 1

281.1 24.80 25.00 25.20 25.40 25.60

"t m/z 43.10 83.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #145521: Bromoacetic acid, hexadecy! ester
43.0
3.0
5000 LA L L L L L L N L L
24. 80 25. 00 25 20 25 40 25 60
‘ T30 m/z 55.10 80.78%
196.0
oL H\M 0 meo
m/z--> 50 O 200 250 300 350 400 450
Abundance
43.0
R A
24.80 25.00 25.20 25.40 25.60
5000 83.0 m/z 83.10 70.53%
125.0
o 167.0 210.0 267. 0307 0 490.0 MM[/\WM
T T T T T T e T T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #112059: Chloroacetic acid, tetradecyl ester B e
83.0 24.80 25.00 25.20 25.40 25.60

m/z 41.10 52 .00%

5000

I

250 1680
l U { I 241.0

o A e S

m/z--> 50 100 150 200 250 300 350 400 450 24. 80 25. 00 25 20 25 40 25 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/I1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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 14 unknown25.93 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.93 2.08 ng 24403 Perylene-d12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 38
2 1,2:7,8-Dibenzophenanthrene 278 C22H14 000213-46-7 38
3 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 32
4 6-(Adamantyl-1)naphthol-2 278 C20H220 037436-35-4 27
5 1H-1,4-Benzodiazepine-2,5-dione, ... 278 C17H14N202 031965-37-4 25
Abundance Scan 2174 (25.935 min): BF081688.D (-2170) (-) m/z 278.20 100.00%
278.2
5000
56.1 139.0

|| || || 25.60 25.80 26.00 26.20
,...,.... h ,....,....,....,....,....,....,.... m/z 276.20 36.59%

|| 63 1 209.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105330: Benzo[b]triphenylene
278.0
5000 |||||/|\|||||||||||||/|\ll|
25.60 25.80 26.00 26.20
139.0 m/z 139.00 27 .69%
o450, 730 1120, \‘ 1650  207.0227.0 250.0 u‘
= o B R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
278.0
e ey
25.60 25.80 26.00 26.20
5000 m/z 279.10 25.54%
139.0
0l28.0 71.0 92.0113.0 174.0 200.0 224.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105334: Dibenz[a,h]anthracene R REERREEEEE B
278.0 25.60 25.80 26.00 26.20
m/z 56.10 24 .98%
5000
139.0
0 39.0 63.0 87.0 1130 | 174.0 200.0 224.0 250.0 ﬂ
P [ T T T [T T [T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081688.D

Acq On : 17 Sep 2015 20:43

Operator : UM/1Z

Sample - G3620-05

Misc :

ALS Vial : 15 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]
Butane, 2-methoxy... 1.26 81.3 ng 1271220 1 8.17 312871 20.0
2-Pentanone, 4-hy... 4.48 70.5 ng 1103690 1 8.17 312871 20.0
unknown? .69 7.69 122.8 ng 1921210 1 8.17 312871 20.0
Hexadecane 17.74 2.3 ng 49707 4 18.70 427642 20.0
unknown20 .36 20.36 3.3 ng 69387 4 18.70 427642 20.0
Tridecanoic acid 20.46 8.6 ng 183437 4 18.70 427642 20.0
Nonadecane 24 .61 4.4 ng 52088 6 24.78 234432 20.0
Bromoacetic acid,... 25.21 2.4 ng 27579 6 24.78 234432 20.0
unknown25.93 25.93 2.1 ng 24403 6 24.78 234432 20.0
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