LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 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 F\METHODS\8270-BF032217.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 4.110 374 378 388 rVB 362475 461496 9.16% 1.007%
2 4.498 438 444 447 rBV 3900461 4025443 79.93% 8.781%
3 5.557 618 624 627 rBY 3733219 4574927 90.84% 9.980%
4 5.704 643 649 652 rBY 4083259 4578756 90.92% 9.988%
5 5.957 688 692 696 rBY 1204208 1066235 21.17% 2.326%
6 6.139 718 723 726 rVB 3604930 3572033 70.93% 7.792%
7 6.604 796 802 806 rBY 2216379 2758233 54.77% 6.017%
8 6.675 806 814 817 rVB 64123 69017 1.37% 0.151%
9 6.892 848 851 854 rBV 47453 52187 1.04% 0.114%
10 7.463 940 948 954 rVB 1349196 1467622 29.14% 3.202%
11 7.575 964 967 970 rBV 52267 50617 1.01% 0.110%
12 8.016 1036 1042 1046 rBV 69346 83254 1.65% 0.182%

13 8.222 1072 1077 1081 rBV 162382 180676 3.59% 0.394%
14 8.786 1165 1173 1177 rVB 4289911 5036131 100.00% 10.986%
15 8.922 1190 1196 1201 rBV 210000 229288 4 _55% 0.500%

16 9.280 1251 1257 1259 rBV 260934 261340 5.19% 0.570%
17 9.316 1259 1263 1266 rVB2 70363 82389 1.64% 0.180%
18 9.498 1288 1294 1303 rBV2 100515 222672 4.42% 0.486%
19 9.574 1303 1307 1309 rVvVv 303834 338006 6.71% 0.737%
20 9.604 1309 1312 1322 rVB2 1426040 1481794 29.42% 3.232%

21 9.969 1371 1374 1378 rVB 70445 77233 1.53% 0.168%
22 10.192 1406 1412 1416 rBV 326258 321569 6.39% 0.701%
23 10.469 1452 1459 1462 rBV 123088 179051 3.56% 0.391%
24 10.580 1471 1478 1481 rBV 2410733 2833722 56.27% 6.182%
25 10.780 1507 1512 1514 rBV 338514 377941 7.50% 0.824%

26 11.016 1549 1552 1557 rBV2 45386 64849 1.29% 0.141%
27 11.333 1602 1606 1609 rBV 282661 262156 5.21% 0.572%
28 11.368 1609 1612 1616 rVV 72507 86760 1.72% 0.189%

29 11.427 1617 1622 1626 rVV 1488486 1467803 29.15% 3.202%
30 11.863 1692 1696 1701 rVB 206245 192768 3.83% 0.421%

31 12.368 1778 1782 1788 rVB 151461 157619 3.13% 0.344%
32 12.851 1859 1864 1868 rBV 138691 148136 2.94% 0.323%
33 13.309 1938 1942 1945 rBV 134866 129942 2.58% 0.283%
34 13.409 1953 1959 1963 rBV 3541468 4553461 90.42% 9.933%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.751 2014 2017 2021 rVB 142484 132245 2.63% 0.288%

36 14.174 2085 2089 2092 rVB 159270 157789 3.13% 0.344%
37 14.562 2151 2155 2156 rBV 191091 197471 3.92% 0.431%
38 14.580 2156 2158 2166 rVB 207659 215255 4.27% 0.470%
39 14.680 2170 2175 2179 rBV 1313967 1395204 27.70% 3.044%
40 14.974 2221 2225 2228 rBVY 217552 211719 4._.20% 0.462%

41 15.351 2285 2289 2296 rBVY 210685 230078 4._.57% 0.502%
42 15.715 2347 2351 2356 rBVY 201764 202599 4.02% 0.442%
43 16.068 2407 2411 2419 rVB 166555 187987 3.73% 0.410%
44 16.315 2448 2453 2459 rVB 958971 1110140 22.04% 2.422%
45 16.433 2469 2473 2480 rBVY 114345 159714 3.17% 0.348%

46 16.850 2540 2544 2549 rBV 77789 122620 2.43% 0.267%
47 17.327 2621 2625 2631 rVB4 43637 72885 1.45% 0.159%

Sum of corrected areas: 45840832
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF093918.D
5.70
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A
L

o1 i A e e Y

T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093918.D
8(79

4000000
13.41

3000000
10.58

2000000
9.60 11.43

1000000
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093918.D

12.37 12[\.85 13.31

4000000
3000000

2000000

14.68

16.32
1000000

13.75 14.17 14 14.97 15.35 15.72 16.07 16.43 16.85
A \ I 155 17.33

e R e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3

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

4.11 8.66 ng 461496 1,4-Dichlorobenzene-d4 5.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 378 (4.110 min): BF093918.D (-374) (-) m/z 42.95 100.00%
43
59
5000
1o 380 4.00 420 4.40
...,....,....,....I,'::..?.l.:J,...‘??....,E.‘?..,....-,|....,....,....,....,...., m/z 59.10 53.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R LN I L
59 380 400 420 440
m/z 101.00 18.24%
15 31 101
Wl 51ﬂ 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 380 4.00 420 4.40
5000 m/z 58.10 13.86%
29 101
15 73 83
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 b R
59 3.80 4.00 4.20 4.40
m/z 41.10 9.47%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.70 Concentration Rank 1

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

5.70 85.89 ng 4578760 1,4-Dichlorobenzene-d4 5.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 648 (5.698 min): BF093918.D (-643) (-) m/z 132.00 100.00%
132
5000 68
5 e
40 54 | 104 5.40 5.60 5.80 6.00
..,....,....,...:,"!.‘.‘:7,:!..?%:.-.',.16.,..5??,..!.,.':..,.1.1:‘3.,...., 139 ' "'m/z 68.10 40.67%
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 N
5000 U RS LU I
540 560 5.80 6.00
0
3638 Sﬁ 78 m/z 134.00 32.03%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
540 560 580 6.00
5000 67 m/z 66.10 25.40%
41 97
53 2 117
34 60 89 105 124
Wmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R
132 5.40 560 5.80 6.00
m/z 69.05 16.21%
5000
104
66
14 27 37445158 7 7T g9 g7 | 115 M
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Hexadecane Concentration Rank 17

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

8.22 2.46 ng 180676 Naphthalene-d8 7.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 1077 (8.222 min): BF093918.D (-1072) (-) m/z 57.05 100.00%

517
43
5000 1

780 8.00 8.20 8.40 8.60
m/z 43.05 78 .10%

99113157141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
71

5000 SO e e T
7.80 8.00 820 840 8.60

m/z 71.10 49_20%

85
29

N w 99 113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
43 57
_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'
71 7.80 8.00 820 8.40 8.60
5000 m/z 41.10 32.58%
85
29
99 113127141155160 282
mwmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45605: Decane, 2,3,5-trimethyl- A o e AR
57 7.80 8.00 820 840 8.60
43 m/z 85.05 29.55%
71
5000 P
29 ‘ 99 141
O 5 T O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.80 8.00 820 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecane Concentration Rank 10

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

8.92 3.09 ng 229288 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane 184 C13H28 000629-50-5 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 1196 (8.922 min): BF093918.D (-1190) (-) m/z 57.05 100.00%
g7
43

71
5000

3

8.60 8.80 9.00 9.20
m/z 43.10 77 .58%

99 113126140 155

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55008: Tetradecane
57
43
71
5000 85 L I N B
8.60 8.80 9.00 9.20
29 m/z 71.05 62.51%
15 J AL %91131?7141155169 198
T e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o7
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
71 8.60 8.80 9.00 9.20
5000 m/z 85.10 38.31%
85
29
15 99 113127141155 184
T T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57 8.60 8.80 9.00 9.20
43 71 m/z 41.05 35.55%
85
5000
29 99
‘ | 113127141155169183197 268
B R o B R N RN RREEEEA S o a s S a RS R a ey S R e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 13

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

9.50 3.01 ng 222672 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-._beta.-D-alucopvrano... 162 C6H1005 000498-07-7 64
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 D-Serine 105 C3H7NO3 000312-84-5 47
5 L-Mannose, 6-deoxy- 164 C6H1205 003615-41-6 45

Abundance Scan 1294 (9.498 min): BF093918.D (-1288) (-) m/z 60.00 100.00%
6p
5000
73
42
89 98 9.20 9.40 9.60 9.80
..,....,....,....','."!U.?.l:”:~'....'!':!..?.1...-,...':-,:...,.1.1.“3.,.1.?“3.,..1.317,... m/z 57.05 49.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 IR LR S
73 9.20 9.40 9.60 9.80
m/z 73.00 35.30%
43 98
"P'“I”'Lt”'ﬁwml“‘ ““Jhl“ §§W”'“'”'P'”I“'W”'W'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
60
9.20 9.40 9.60 9.80
5000 73 m/z 42.10 23.47%
21 4
87
53 80 101 115
mmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12979: Heptanoic acid R R
60 9.20 9.40 9.60 9.80
m/z 43.00 23.29%
5000 73
o7 41
87
H 34 | ‘ 51 | eal0l us 130
m/z--> 10 20 §o Jo 50 60 fo 80 90 160 110 120 130 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.47 2.42 ng 179051 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 83
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Pentacosane 352 C25H52 000629-99-2 78
4 Dodecane. 1-iodo- 296 C12H251 004292-19-7 72
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64

Abundance Scan 1459 (10.469 min): BF093918.D (-1452) (-) m/z 57.10 100.00%
57
5000
J 85
O R e e
3 \ 113 10.20 10.40 10.60 10.80
o e e W/z 71.10  51.81%
m/z--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
5000 R AR R
10.20 10.40 10.60 10.80
29 85 m/z 43.05 45.68%
113
ALy ,“, RS L N R
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 1040 10.60 10.80
5000 85 m/z 85.05 27 .77%
40 13 1m 183 211 239 267 296
m/z--> 55 160 150 200 250 300 350
Abundance #142112: Pentacosane e AR
57 10.20 10.40 10.60 10.80
m/z 41.10 24 .54%
5000 85
113
20 L u Mt 169 104211 239 267 205 323 352

m/z--> 50 100 150 200 250 300 350 10 20 10. 40 10 60 10 80

8270-BF032217.M Mon Mar 27 05:49:59 2017

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.78 5.15 ng 377941 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1512 (10.780 min): BF093918.D (-1507) (-) m/z 57.05 100.00%

5|7
5000
4

e
113

10.40 10.60 10.80 11.00
101 168183 240 m/z 43.10  68.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 IIIIIIIIIIIIIIII|II
A 85 10.40 10.60 10.80 11.00
m/z 71.10 65.18%
‘ h i L1183 141 169 282
.”,””P.”P”.P”q.”w””,””..”.”..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
B AR R B e e S e
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 41.68%
41
113
26 141 169 197 225 253268 296
mm‘mmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane AR AR RS B e e S
57 10.40 10.60 10.80 11.00
m/z 41.10 29.35%
5000
4 85
26 L L 113 141 160184 226
e e e e e e e e e e e e R S B n e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.33 3.57 ng 262156 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 1605 (11.327 min): BF093918.D (-1602) (-) m/z 57.05 100.00%
57
o % \,AWV\J/\M\
113 11.00 11.20 11.40 11.60
b o T e | m/z 43.05 64.75%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 UM IR AR RAREE
85 11.00 11.20 11.40 11.60
m/z 71.10 61.83%
290 | s 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
11.00 11,20 11.40 11.60
5000 P m/z 85.05 39.71%
29
113 141 169 197 225 253 281 300 338
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane T T T T T
57 11.00 11.20 11.40 11.60
m/z 41.05 32.56%
B \/wg/k\‘\m
85
29
J“ L J 113 141 169 197 226
m/z--> 50 @ 150 200 250 300 350 1100 11.20 11.40 11.60

8270-BF032217.M Mon Mar 27 05:50:01 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.17 2.26 ng 157789 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Heneicosane 296 C21H44 000629-94-7 86
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
4 Nonacosane 408 C29H60 000630-03-5 78
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 2088 (14.168 min): BF093918.D (-2085) (-) m/z 57.05 100.00%
57
5000 85
4 LI e e e e

113 13.80 14.00 14.20 14.40
| 141 168183
...,....,|'... e i 188188 207 Tm/z 71.10  64.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 LA L L L L L LB L
4 13.80 14.00 14.20 14.40
m/z 43.05 61.90%
AN EER SR ””P”q””“”.””.”.””.”.”“.”q””.”q””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R e e R
85 13.80 14.00 14.20 14.40
5000 m/z 85.05 44 .51%
41
113
25 141 169 197 225 253268 296
Wmﬂmmmwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- T S e
57 13.80 14.00 14.20 14.40
m/z 55.00 23.65%
5000 85
4
113 210
|| ‘ |t 141 160184 210 239254 309
N L B o B L R B MARRARARRELAEL R S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Dichloroacetic acid, heptad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.56 2.83 ng 197471 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 93
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 2155 (14.562 min): BF093918.D (-2151) (-) m/z 57.10 100.00%
57
5000 111
139 168 14.20 14.40 14.60 14.80
J' oy 29 281 n/z 83.10 96.14%
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 83
5000 LR SRR DU SR B
11 14.20 14.40 14.60 14.80
29 m/z 55.10 93.93%
. &MJHN“ ‘M I ‘ wg 168 191210 ?§8| 266 295
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
14.20 14.40 14.60 14.80
5000 111 m/z 43.10 91.70%
29
139 168 194 224 250 597 360
m/z--> " 50 100 150 200 250 300 350
Abundance #143984: Trichloroacetic acid, tetradecy! ester R B
3 83 14.20 14.40 14.60 14.80
m/z 97.05 81.42%
5000
111
29l ded A 0130 168 16 om
m/z--> 50 100 150 2(')0 250 300 350 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.97 3.03 ng 211719 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 2224 (14.968 min): BF093918.D (-2221) (-) m/z 57.10 100.00%
57
5000 85
141 169 14.60 14.80 15.00 15.20
....,...'.‘1 L Aprdter o8t m/z 71.05 66.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 LR DA DA DL BRI B
14 60 14. 80 15. oo 15.20
m/z 43.10 59.67%
29 113
\‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 45 .99Y%
113 141
29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #91036: Octadecane A BT e
57 14.60 14.80 15.00 15.20
m/z 41.10 21.29%
5000 85
29
VL M8 141 169 197 205 254
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(')0 14 60 14. 80 15. oo 15. 20 '

8270-BF032217.M Mon Mar 27 05:50:04 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.65 ng 202599 Perylene-di12 16.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 2352 (15.721 min): BF093918.D (-2347) (-) m/z 57.10 100.00%
57
85
5000
2 11 1 o1 6 15140 15,60 15,80 1600
S W0 K N 550t OB — m/z 71.10 70.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 85 U AL DR SRR DU
mmmmmmmm
29 m/z 43.10 62.44Y%
| ‘ L H113 141 169 197 225 253 281 309 337 365 394
m/z--> §o 100 150 260 2éo 360 3%0 460
Abundance
57
o 15.40 15.60 15.80 16.00
5000 m/z 85.10 58.25%
29 113
141 169 197 225 253 296
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #160628: Triacontane AR RARE
57 15.40 15.60 15.80 16.00
m/z 55.00 22.30%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4c')o 15. 40 15 60 15. 80 16. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.39 ng 187987 Perylene-di12 16.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2411 (16.068 min): BF093918.D (-2407) (-) m/z 57.10 100.00%
57
5000 85
1 113 ' 15.80 16.00 16,20 16.40
141 169 . : : .
S 0 0 0 L. m/z 71.05 69.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57
5000 85 LR SR UL U B
mmmmmmmm
13, m/z 43.05 63.34Y%
29 |41 d L ‘ 41 169 197 225 253 281 309 337 365 303 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57
' 15.80 16.00 16,20 16.40
5000 85 m/z 85.05 48 .59%
29 118 441
169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #115570: Heneicosane AL I o o mE
57 15.80 16.00 16.20 16.40
m/z 41.10 20.02%
85
5000
29 113
L [ | 141 169 197 225 253 296

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093918.D

Aca On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Nonacosane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
16.85 2.21 ng 122620 Perylene-di12 16.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 86

Abundance Scan 2544 (16.850 min): BF093918.D (-2540) (-) m/z 57.05 100.00%
57
5000
113 141 160 197901 267 16160 16580 1700 1720
i m/z 71.10 71.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 LR BN BRI BULSU B
16. 60 16 80 17.00 17.20
m/z 43.10 56.99%
21144 Mlﬁ3\1fl‘169‘197 225 253 281 309 337 365 408
m/z--> 55 100 150 260 250 360 3éo 460
Abundance
57
o "' 16,60 16.80 17.00 17.20
5000 m/z 85.05 50.00%
29 113
141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #115577: Pentadecane, 8-hexyl- T
43 16.60 16.80 17.00 17.20
- m/z 55.00 26.23%
5000
99 196
e - - S B
m/z--> 50 100 150 2m 250 3m 350 400 mmmmﬂmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF032417\
Data File : BF093918.D

Acq On : 24 Mar 2017 20:41

Operator : SJ/MA

Sample : 12394-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.11 8.7 ng 461496 1 5.96 1066240 20.0
unknown5.70 5.70 85.9 ng 4578760 1 5.96 1066240 20.0
Hexadecane 8.22 2.5 ng 180676 2 7.46 1467620 20.0
Tetradecane 8.92 3.1 ng 229288 3 9.60 1481790 20.0
1,6-Anhydro-_beta. .. 9.50 3.0 ng 222672 3 9.60 1481790 20.0
Pentadecane, 2,6,... 10.47 2.4 ng 179051 3 9.60 1481790 20.0
Eicosane 10.78 5.2 ng 377941 4 11.43 1467800 20.0
Heptacosane 11.33 3.6 ng 262156 4 11.43 1467800 20.0
Heptadecane 14.17 2.3 ng 157789 5 14.68 1395200 20.0
Dichloroacetic ac... 14.56 2.8 ng 197471 5 14.68 1395200 20.0
Heneicosane 14.97 3.0 ng 211719 5 14.68 1395200 20.0
Octacosane 15.72 3.6 ng 202599 6 16.32 1110140 20.0
Triacontane 16.07 3.4 ng 187987 6 16.32 1110140 20.0
Nonacosane 16.85 2.2 ng 122620 6 16.32 1110140 20.0
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