LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 4.110 373 378 387 rVB 344200 435022 9.04% 1.046%
2 4.498 438 444 447 rBV 3769856 3893769 80.94% 9.364%
3 5.557 617 624 627 rBY 3320829 4094606 85.11% 9.847%
4 5.704 643 649 652 rBY 3776813 4117736 85.59% 9.903%
5 5.957 688 692 696 rBY 1106112 969543 20.15% 2.332%
6 6.139 718 723 726 rBVY 3206502 3205275 66.63% 7.709%
7 6.604 796 802 806 rBY 2168114 2648063 55.04% 6.369%
8 7.463 942 948 954 rVB 1338670 1378717 28.66% 3.316%
9 8.222 1072 1077 1080 rBV 48791 59901 1.25% 0.144%
10 8.786 1164 1173 1177 rBV 4160882 4810892 100.00% 11.570%
11 8.922 1190 1196 1201 rBV 75208 83722 1.74% 0.201%

12 9.280 1251 1257 1260 rBV 261653 251945 5.24% 0.606%
13 9.504 1289 1295 1303 rVvVv3 112026 249843 5.19% 0.601%
14 9.575 1303 1307 1308 rVvVv 136446 124636 2.59% 0.300%
15 9.604 1308 1312 1322 rVB2 1497850 1499740 31.17% 3.607%

16 10.192 1407 1412 1416 rVV 182361 178036 3.70% 0.428%
17 10.469 1452 1459 1462 rBV 65199 99010 2.06% 0.238%
18 10.580 1471 1478 1481 rBV 2334012 2722801 56.60% 6.548%
19 10.780 1508 1512 1514 rBV 196143 215099 4._47% 0.517%
20 11.333 1602 1606 1609 rBV 148231 129782 2.70% 0.312%

21 11.427 1616 1622 1626 rBV 1413689 1463682 30.42% 3.520%

22 11.863 1692 1696 1699 rBV 82921 77531 1.61% 0.186%
23 12.368 1778 1782 1785 rBV 60731 61477 1.28% 0.148%
24 12.851 1860 1864 1867 rVB 57080 56674 1.18% 0.136%
25 13.310 1938 1942 1945 rBV 59322 57747 1.20% 0.139%
26 13.410 1953 1959 1963 rBV 3502713 4389709 91.25% 10.557%
27 13.751 2013 2017 2020 rVB 66011 65316 1.36% 0.157%
28 14.174 2085 2089 2092 rBV 90804 85110 1.77% 0.205%

29 14.562 2151 2155 2156 rBV 152160 152968 3.18% 0.368%
30 14.580 2156 2158 2167 rVB 167932 171705 3.57% 0.413%

31 14.680 2170 2175 2179 rBV 1384472 1423876 29.60% 3.424%
32 14.974 2220 2225 2229 rBV 175197 192609 4._00% 0.463%
33 15.351 2285 2289 2295 rBV 198059 203724 4.23% 0.490%
34 15.668 2340 2343 2347 rBV 50812 53790 1.12% 0.129%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 - 0 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 15.715 2347 2351 2354 rVB 174885 178025 3.70% 0.428%
36 16.068 2407 2411 2416 rBV 157647 174237 3.62% 0.419%
37 16.315 2448 2453 2463 rVB 963645 1140120 23.70% 2.742%
38 16.439 2470 2474 2478 rVB 126052 154245 3.21% 0.371%
39 16.850 2540 2544 2548 rBV 93578 138069 2.87% 0.332%
40 17.327 2621 2625 2629 rBVY 64536 102169 2.12% 0.246%

41 18.527 2826 2829 2840 rVB9 31563 69607 1.45% 0.167%

Sum of corrected areas: 41580528
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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: BF093916.D
4000000 4.50 5.70
5.56 6.14
3000000
6.60
2000000
7.46
5.96
1000000
4.11
-t -t Yy
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: BF093916.D
4000000 8179
13.41
3000000
10.58
2000000
9.60 11.43
1000000
9.28 10.78
8.22 892 | 98%7 Hﬁg 10.4 11.3 11.86 12.37 1285  13.3
O e B e e R e e e e
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: BF093916.D
4000000
3000000
2000000
14.68
16.32
1000000
15.35 )
1375 117 W Uo7 1555 15572 1607 |64 1685 1733 1853
O e e e e e e e B 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 : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 8.97 ng 435022 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 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 378 (4.110 min): BF093916.D (-373) (-) m/z 42.95 100.00%
43
59
5000
1 380 400 4.20 440
...,....,....,....',':...?.1.:J,...‘??....fi?..,...:,|....,....,....,....,...., m/z 59.10 59.00%
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 AN UL UL LR A
59 380 400 420 440
m/z 101.10 19.07%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
380 400 4.20 440
5000 41 m/z 58.10 15.26%
31
69 o
15 51 98
wmwwwmmmmw
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 e  REARE
59 3.80 4.00 4.20 4.40
m/z 41.00 9.50%
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 : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 84.94 ng 4117740 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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 648 (5.698 min): BF093916.D (-643) (-) m/z 132.00 100.00%
32
5000 68
5 e
54 | 75 104 5.40 560 5.80 6.00
..,....,....,...:,".'.‘.‘?,:!..6?...| S -/ M S | N m/z 68.10 40.23%
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 U RS LR UL R
540 560 5.80 6.00
78 m/z 134.00 32.53%
| 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 66.00 25.40%
41 97
53 2 117
34 60 89 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R EE R
132 5.40 560 5.80 6.00

m/z 69.05 16.44%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 4 1,6-Anhydro-_beta.-D-glucop... Concentration Rank 4

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

9.50 3.33 ng 249843 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 72
2 Pentanoic acid 102 C5H1002 000109-52-4 53
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 53
5 3,4-Altrosan 162 C6H1005 1000129-76-4 42

Abundance Scan 1294 (9.498 min): BF093916.D (-1289) (-) m/z 60.00 100.00%
ep
5000 ,_--ﬁﬁ,_,/J\kv_w_wwmvww
73
a2 920 9.40 9.60 9.80
98
AJML.,E.‘S.-..-,nl.lf’.,....,....,....,..1.9?, m/z 57.00 45.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 AR S S
73 9.20 9.40 9.60 9.80
29 m/z 73.00 34.02%
\\

43
..&?.‘.“..,‘HI“... s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60

9.20 9.40 9.60 9.80

5000 73 m/z 42.00 18.51%
29 41
87 101
LA B e o LA B o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7851: Hexanoic acid
60 9.20 9.40 9.60 9.80

m/z 56.00 17.26%

5000 41 73
87

27
\H [ b | 99

m/z--> 60 80 100 120 140 160 180 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 : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.37 ng 178036 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1412 (10.192 min): BF093916.D (-1407) (-) m/z 57.05 100.00%

g7

43

71
5000

-

9.80 10.00 10.20 10.40 10.60
m/z 43.10 75.82%

99 113 127 141 155 169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73966: Hexadecane
43 57 41
5000 85 llllllllllllllllll

9.80 10.00 10.20 10.40 10.60
99 m/z 71.10 63.01%

29 113
127 226
A8 L 171155 169 183107 911 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43
71 A S
9.80 10.00 10.20 10.40 10.60
5000 85 m/z 85.05 40.58%
29
113127 141 155 169180 1
s =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 ﬁWJVAAAAAvnAJ
Abundance #82608: Heptadecane T T T
57 9.80 10.00 10.20 10.40 10.60
B3| 5 m/z 41.05 35.14%
85
5000
it i 8 WKNAWAAVmJKMMMMAuﬂNw
11
s 0 | HP127141155 169 183107 211 240
S SN N | N0, SO DY S| A s e s s Lt e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.78 2.94 ng 215099 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 1512 (10.780 min): BF093916.D (-1508) (-) m/z 57.10 100.00%

g7
5000 85
4

113 10.40 10.60 10.80 11.00
.,....-,...|,..":.,....'-l,...'.,.-..l.‘,‘.l...?‘?.9. e || M/z . 43.10  68.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 IIIIIIIIIIIIIIII|II
. 85 10.40 10.60 10.80 11.00
m/z 71.05 65.35%
‘ h L 113 141 169 282
W.HW.HW.HW.HW.H.P”.P”..”..”..”..”..”..”.P”.P”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
A AL s R e S o
10.40 10.60 10.80 11.00
5000 85 m/z 85.05 46.42%
41
183
26 11315 155 310
Wwwmwwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane AR RL s e e e
57 10.40 10.60 10.80 11.00
m/z 41.05 32.20%
5000
4 85
26 L L ‘ 113 141 160184 226
e e e e e e e A L
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 : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 7 Trifluoroacetic acid, n-hep... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.15 ng 152968 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 90
2 1-Docosene 308 C22H44 001599-67-3 81
3 l17-Pentatriacontene 491 C35H70 006971-40-0 80
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 76
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 76
Abundance Scan 2155 (14.562 min): BF093916.D (-2151) (-) m/z 57.10 100.00%
57 83
5000 111
| l 139 167101 14.20 14.40 14.60 14.80
i m/z 43.10 98.80%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43
69
5000 N BRI B UL IR B

14.20 14.40 14.60 14.80
m/z 83.10 98.45%

J‘A‘ ‘\125152 182210

m/z--> 0 15 200 250 300 350 400 450
Abundance
55
R AR e e
97 14.20 14.40 14.60 14.80
5000 m/z 55.00 91.42%
29
125
153181 308
L o o e o N B ey o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene R AR EEEEE T
43 14.20 14.40 14.60 14.80
m/z 69.10 90.97%
5000 83
111
\ 1 139167196224 267292 321 462 490
e T T e e B BRI B o e B e o L o S
m/z--> 0 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.58 2.41 ng 171705 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 83
2 Nonadecane 268 C19H40 000629-92-5 78
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 78
4 Tridecane 184 C13H28 000629-50-5 78
5 Dodecane 170 C12H26 000112-40-3 78
Abundance Scan 2158 (14.580 min): BF093916.D (-2156) (-) m/z 57.10 100.00%
5771
43 85
5000
P 113 14.20 14.40 14.60 14.80
127141155 - : : :
e b b o888 207 | Tm/z 71.10  79.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55008: Tetradecane
57
43
71
5000 85 A AR B SRR R
mmmmmmmm
29 m/z 85.10 60.58%
15 J d b4 %91131?7141155169 198
m/z--> 25 45 éo éo 160 120 140 160 180 200 220 250 2éo
Abundance
57
43 71 A B SO I
14.20 14.40 14.60 14.80
5000 85 m/z 43.10 59.38%
29 99
113127141155169183197 268
m/z--> 25 45 éo éo 160 120 140 160 180 200 220 250 2éo
Abundance #36190: Decane, 3,8-dimethyl- A B
57 14.20 14.40 14.60 14.80
o m/z 99.10 18.30%
85
5000 43
99 113 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.97 2.71 ng 192609 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Octadecane. 1-i1odo- 380 C18H37I1 000629-93-6 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2224 (14.968 min): BF093916.D (-2220) (-) m/z 57.10 100.00%
57
5000 85
113 14,60 14.80 15.00 15.20
141 169
A C A e e w/z 71.05 69.32%
m/z--> 50 100 150 200 250 300 350
Abundance #147095: Eicosane, 7-hexyl-
57
5000 85 LA BRI U
14.60 14.80 15.00 15.20
m/z 43.05 64 .96%
3¢ h i Mlﬁ3‘141 182 211 252 281 308 337
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 14.60 14.80 15.00 15.20
5000 m/z 85.10 45_09%
29 13 253
141 169 197 505 380
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane T e T
57 14.60 14.80 15.00 15.20
m/z 55.00 23.63%
85
5000
29
T

T I T I
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF032217.M Mon Mar 27 05:45:03 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 11 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.12 ng 178025 Perylene-di12 16.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2352 (15.721 min): BF093916.D (-2347) (-) m/z 57.10 100.00%
57
85
5000
9160 169 511 0 ooy 1540 15160 15580 1600
SR U9 10 0 5 O Y e - . m/z 71.10 78.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 R DA B R DR
mmmmmmmm
m/z 43.10 60.60%
29 113
\‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.05 55.68%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #160628: Triacontane e B R I e
57 15.40 15.60 15.80 16.00
m/z 41.05 23.75%
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 4(|)O 15. 40 15 60 15. 80 16. oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 Nonacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.07 3.06 ng 174237 Perylene-d12 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 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2411 (16.068 min): BF093916.D (-2407) (-) m/z 57.10 100.00%

g7
5000 85

113
141 169 15.80 16.00 16.20 16.40
o....l,.J..l.ll.lll D97 225249 283 | m/z 71.05 64.87%

miz--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 LA L L L L L L
15,80 16.00 16.20 16.40
m/z 43.10 63.94%
113
29| \ Lo 141 169 197 225 253 281 309 337 365 408
et e N A el .}
miz--> 50 100 150 200 250 300 350 400
Abundance
57
e
g5 15.80 16.00 16.20 16.40
5000 m/z 85.10 50.70%
29 113
141 169 197 225 253 296
o T B A
miz--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane L B e S S R e
57 15.80 16.00 16.20 16.40
m/z 55.00 22 .33%
5000 P
29
T L)y M8 141 169 197 225 253 281 309 337 365 394
A Y i i G N L S e
mz--> 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 : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.71 ng 154245 Perylene-d12 16.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2474 (16.439 min): BF093916.D (-2470) (-) m/z 57.10 100.00%
57
5000
% " 16,20 16.40 16.60 16.80
41 197 : : : :
- ...l,ﬁ.fl.r.u..'.‘,....,.?5.‘?,....,.... N — m/z 71.05 69.83%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 LIS BRI IR BRI B

16.20 16,40 16.60 16.80
m/z 43.10 54.31%

h Hu 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

16.20 16.40 16.60 16.80
5000 m/z 85.10 45 _23%

99
26 141 183 225 267 309 351 393 436

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #160628: Triacontane A R R s me e
57 16.20 16.40 16.60 16.80
m/z 55.05 24 .24%
5000
99
26 (1| | 1* 183 225 27 309 361 422
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.20 16. 40 16. 60 16 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093916.D

Aca On 24 Mar 2017 19:46

Operator : SJ/MA

Sample : 12394-03

Misc :

ALS Vial : 6 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 14 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.85 2.42 ng 138069 Perylene-d12 16.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Nonacosane 408 C29H60 000630-03-5 83
3 Heneicosane 296 C21H44 000629-94-7 80
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2544 (16.850 min): BF093916.D (-2540) (-) m/z 57.10 100.00%
g7
5000 85
113 " 16,60 16.80 17.00 17.20
155 183 208
Ll eSS 188208 230265 3L 7z 71.10  68.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136480: Tetracosane
57
85
5000 LI BRI B BULLILE B
16. 60 16 80 17. oo 17.20
29 m/z 43.05 50.89%
g M h\ \‘ \\\3\\1“\11 i 169 197 225 253 281 309 338
m/z--> 55 oo 150 260 250 360 3éo 460
Abundance
57
" 16,60 16.80 17.00 17.20
5000 85 m/z 85.10 48 .39%
29 113 141 169 197 225 253 281 309 337 365 408
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #115570: Heneicosane e ma S S
57 16.60 16.80 17.00 17.20
m/z 55.00 19.55%
85
5000
29 113
] ‘ || |],141 169 107 225 253 296
m/z--> 55 160 1éo 260 250 360 3éo 460 1660 1680 1700 1f20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF032417\
Data File : BF093916.D

Acq On 24 Mar 2017 19:46

Operator : SJ/MA

Sample - 12394-03

Misc :

ALS Vial : 6 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 9.0 ng 435022 1 5.96 969543 20.0
unknown5.70 5.70 84.9 ng 4117740 1 5.96 969543 20.0
1,6-Anhydro-_beta. .. 9.50 3.3 ng 249843 3 9.60 1499740 20.0
Hexadecane 10.19 2.4 ng 178036 3 9.60 1499740 20.0
Eicosane 10.78 2.9 ng 215099 4 11.43 1463680 20.0
Trifluoroacetic a... 14.56 2.1 ng 152968 5 14.68 1423880 20.0
Tetradecane 14.58 2.4 ng 171705 5 14.68 1423880 20.0
Eicosane, 7-hexyl- 14 .97 2.7 ng 192609 5 14.68 1423880 20.0
Heneicosane 15.72 3.1 ng 178025 6 16.32 1140120 20.0
Nonacosane 16.07 3.1 ng 174237 6 16.32 1140120 20.0
Tetratetracontane 16.44 2.7 ng 154245 6 16.32 1140120 20.0
Tetracosane 16.85 2.4 ng 138069 6 16.32 1140120 20.0
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