LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF032417\
Data File : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample = 12394-06

Misc :

ALS Vial : 3 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 2.075 29 32 44 rVB3 37223 74985 1.24% 0.141%
2 4.122 375 380 392 rVB 392797 547234 9.03% 1.032%
3 4.504 439 445 448 rBV 4536070 5056999 83.43% 9.539%
4 5.563 618 625 628 rBY 3921529 5321710 87.80% 10.039%
5 5.710 644 650 653 rBY 4465963 5260116 86.78% 9.923%
6 5.957 688 692 696 rBY 1141758 1024829 16.91% 1.933%
7 6.139 718 723 727 rVB 3935214 4136235 68.24% 7.803%
8 6.610 796 803 806 rBY 2804333 3469902 57.25% 6.546%
9 6.675 806 814 817 rVB2 65829 73263 1.21% 0.138%
10 7.463 940 948 954 rBVY 1405266 1514612 24.99% 2.857%

11 8.222 1072 1077 1080 rBV 161097 177080 2.92% 0.334%
12 8.792 1164 1174 1177 rVB 4681522 6061189 100.00% 11.434%
13 8.922 1191 1196 1202 rBV 208323 214759 3.54% 0.405%
14 9.280 1251 1257 1260 rBV 290384 293105 4._.84% 0.553%
15 9.510 1289 1296 1298 rBV2 148385 265800 4_.39% 0.501%

16 9.575 1303 1307 1309 rVvVv 287570 310875 5.13% 0.586%
17 9.604 1309 1312 1321 rVB2 1508983 1528275 25.21% 2.883%
18 9.969 1371 1374 1379 rVB2 65094 70490 1.16% 0.133%
19 10.092 1390 1395 1399 rBv4 26625 62867 1.04% 0.119%
20 10.192 1407 1412 1416 rVB 305943 304879 5.03% 0.575%

21 10.469 1452 1459 1462 rBV 106011 167337 2.76% 0.316%
22 10.580 1471 1478 1482 rBV 2705228 3446520 56.86% 6.501%
23 10.780 1508 1512 1520 rVB 305514 436023 7.19% 0.823%
24 11.333 1602 1606 1609 rBV 227998 214574 3.54% 0.405%
25 11.374 1609 1613 1616 rVV 61910 77333 1.28% 0.146%

26 11.427 1616 1622 1628 rVB 1467410 1532221 25.28% 2.890%
27 11.863 1692 1696 1700 rVB 167655 156978 2.59% 0.296%
28 12.368 1778 1782 1786 rVB 123196 126139 2.08% 0.238%
29 12.845 1860 1863 1867 rVB 122957 128247 2.12% 0.242%
30 13.310 1938 1942 1945 rBV 119700 113855 1.88% 0.215%

31 13.415 1952 1960 1963 rBV2 4199251 5398334 89.06% 10.183%
32 13.751 2014 2017 2022 rVB 147235 138888 2.29% 0.262%
33 14.174 2085 2089 2093 rVB 210735 203827 3.36% 0.384%
34 14.562 2151 2155 2157 rBV 285857 364659 6.02% 0.688%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF032417\
Data File : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample = 12394-06

Misc :

ALS Vial : 3 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 14.580 2157 2158 2165 rVB 291140 221231 3.65% 0.417%

36 14.680 2170 2175 2179 rBV 1350349 1386840 22.88% 2.616%
37 14.974 2221 2225 2229 rBV 310086 322889 5.33% 0.609%
38 15.351 2285 2289 2294 rBV 328569 349547 5.77% 0.659%
39 15.715 2347 2351 2356 rBV 308291 319106 5.26% 0.602%
40 15.786 2360 2363 2367 rVB 70495 78274 1.29% 0.148%

41 16.068 2407 2411 2417 rBV 274572 309683 5.11% 0.584%
42 16.315 2448 2453 2461 rVB 951761 1173656 19.36% 2.214%
43 16.439 2469 2474 2480 rBVY 198950 269336 4.44% 0.508%
44 16.851 2540 2544 2548 rBVY 123099 181872 3.00% 0.343%
45 17.333 2621 2626 2632 rVB2 74386 124611 2.06% 0.235%

Sum of corrected areas: 53011184
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\Data\BF032417\

BF093913.D

24 Mar 2017 18:25

SJ/MA

12394-06

3 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.12 10.68 ng 547234 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 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 380 (4.122 min): BF093913.D (-375) (-) m/z 43.00 100.00%
43
59
5000
ot 380 4.00 420 440
..,....,....',':...?.1.:~!,...‘?,9....,53.3..,...=,|....,....,....,....,....,....,.... m/z 59.10 57.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 NS SRBERERE RRARE
3.80 4.00 4.20 4.40
59 101 m/z 101.00 19.64%
2‘\7\\35\\\‘ 51“ 67 83 91 “
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
380 4.00 420 440
5000 M m/z 58.00 14 .34%
68
50 126 142
mmmmwmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8-methy!- A e
59 3.80 4.00 4.20 4.40

m/z 41.10 9.29%

5000
43
69 83 o3 123 141 159

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 unknown5.71 Concentration Rank 1

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

5.71 102.65 ng 5260120 1,4-Dichlorobenzene-d4 5.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 650 (5.710 min): BF093913.D (-644) (-) m/z 132.00 100.00%
5000 68
40 6 540 560 580 6.00
54 75 104 . . . .
T ??...' S -/ Mo S N m/z 68.05 38.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R AN AR RSS!
a1 o7 5.40 5.60 5.80 6.00
53 117 m/z 134.00 33.35%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
540 560 580 600
5000 m/z 66.10 23.68%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 5.40 5.60 5.80 6.00
m/z 69.10 15.54%
5000
15 28 3 s O 77 0 104 4
mze> 15 2 30 4 5 8 7o 8 90 100 10 130 130 180 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 Tridecane Concentration Rank 18

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

8.22 2.34 ng 177080 Naphthalene-d8 7.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Undecane. 6-ethvl- 184 C13H28 017312-60-6 87
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 87
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1077 (8.222 min): BF093913.D (-1072) (-) m/z 57.05 100.00%
43 37

5000

%

7.80 8.00 8.20 8.40 8.60
m/z 43.05 84 .10%

99 113 127140 155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45543: Tridecane

71
5000: 85 L i e i

SN

w
o
~

7.80 8.00 820 8.40 8.60
29 % m/z 71.05 59.77%
e Ll T s
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'
7.80 8.00 8.20 8.40 8.60
5000 n m/z 41.05 37.68%
85
29
99 113 127 141 155 169 183 197 226
L e T T - AR
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45551: Undecane, 6-ethyl- e o A
57 7.80 8.00 8.20 8.40 8.60
71 m/z 85.10 35.37%
43
5000
29 85 112
\ \ ‘ 9 126 184
...,.‘...‘,‘...l,..“:.,‘:...,...‘.,...?‘,‘9..“. 168 O
miz--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 16

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

8.92 2.81 ng 214759 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1196 (8.922 min): BF093913.D (-1191) (-) m/z 57.10 100.00%
43
71
85
A NARARSAR SRS AR
99 8.60 8.80 9.00 9.20
113
ol S 227141054 198 0 Ty 43,10 74.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55010: Tetradecane
43 il
T NJ\A/\.A/L_,_}
5000 85 BERREASNARSE SRS R
29 8.60 8.80 9.00 9.20
99 m/z 71.10 62.32%
\‘ ull ‘ A Y A 1%3 1%7 141 155 169 182 1?8
m/z--> 25 4b 65 éo 160 150 150 1éo 1§0 260
Abundance
57
8.60 8.80 9.00 9.20
5000 43 - m/z 41.05 36.43%
29 8 g 126
15 113 140 154 169 183 198
m/z--> 25 4b 65 éo 160 150 150 1éo 1éo 260
Abundance #45544: Tridecane L L LB L N N BN |
43 57 8.60 8.80 9.00 9.20
m/z 85.05 35.32%
71
5000
85
29
18 || ‘M || 99 113 127 141 155 184
m/z--> 25 4b 65 éo 160 150 150 1éo 1§0 260 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 : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 12

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

9.51 3.48 ng 265800 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 80
2 3.4-Altrosan 162 C6H1005 1000129-76-4 50
3 1.6-Anhvdro-.beta.-d-talopvranose 162 C6H1005 1000133-05-8 50
4 D-Allose 180 C6H1206 002595-97-3 49
5 Pentanoic acid 102 C5H1002 000109-52-4 47

Abundance Scan 1296 (9.510 min): BF093913.D (-1289) (-) m/z 60.00 100.00%
6o
5000
73
I 920 940 9.60 9.80
98 : : : :
LB, 1S 182 198 0 s 57.10 44 34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 T T T T T T T T
73 9.20 9.40 9.60 9.80
29 m/z 73.00 29.52%
19 43 08
..uq.uﬂ.ﬂWhﬂl‘.Mu,gg..u....,..”,....,....,..”,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60
73 920 940 9.60 9.80
5000 m/z 42.00 19.89%
43
g5 115126 144 162
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30833: 1,6-Anhydro-.beta.-d-talopyranose LB mam o S
60 9.20 9.40 9.60 9.80
m/z 43.00 16.89%
73
5000
08 144
LI SR ﬁbt..“.JWM |?$"M"'}%ﬁ' "'ll R SRR S TTTT T TT T T T T
m/z--> 20 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 : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.19 3.99 ng 304879 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
2 Heptadecane 240 C17H36 000629-78-7 83
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 81
4 Octadecane 254 C18H38 000593-45-3 80
5 Hexadecane 226 Cl16H34 000544-76-3 76
Abundance Scan 1412 (10.192 min): BF093913.D (-1407) (-) m/z 57.10 100.00%
g7
43
71
5000 85
99 9.80 10.00 10.20 10.40 10.60
113127
...,....-,l:..|!,.."..,':...-',..:.,....1,4.1.1.“??.1?.9. e 228 m/z 43.05 72.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73991: Dodecane, 2-methyl-6-propyl-
43 57
71
5000 85 AL SURRRR BN BN B
9.80 10.00 10.20 10.40 10.60
9 140 m/z 71.10 58.39%
bl 113127 | 154166 1?2195 226
m/z--> 20 Jo éo éo 160 150 140 160 180 200 220 240
Abundance
57
43 71 SRR SRR BN B
85 9.80 10.00 10.20 10.40 10.60
5000 m/z 85.10 40.64%
29 99
113 127 141 155
15 169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73980: Pentadecane, 7-methyl- B R e
57 9.80 10.00 10.20 10.40 10.60
43 71 m/z 41.05 31.93%
5000
29 85
112
| L Ll 4 27 127140 155168 183197 211 226
m/z--> 20 Jo éo 80 100 120 150 160 180 200 220 240 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 : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.47 2.19 ng 167337 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 72
2 Docosane 310 C22H46 000629-97-0 72
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
4 Nonacosane 408 C29H60 000630-03-5 59
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
Abundance Scan 1459 (10.469 min): BF093913.D (-1452) (-) m/z 57.10 100.00%
57
5000
4 85 BVLTNERYANVY S NS
| | U3 169 10.20 10.40 10.60 10.80
reprrrte bl b e ey || M7z 71.10 0 52.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 LR IR SULLIR B UL
4 85 mmmmmmmm
m/z 43.05 41 .39%
‘ Lo s 141 169 282
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
110.20 10.40 10.60 10.80
5000 85 m/z 85.05 29.08%
41
26 13 141 169 197 225 253 281 310
wmmm‘wwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86886: 2-Bromo dodecane B e
57 10.20 10.40 10.60 10.80
m/z 41.05 23.87%
5000 a5

‘ 113 169
| |1 133149

"
---|----|----|----|----|---- L R N R AR R R R ERREERRRE R L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.78 5.69 ng 436023 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1512 (10.780 min): BF093913.D (-1508) (-) m/z 57.10 100.00%
57
43
71
e Jﬁ/\/Jk\/m
NSRRI AU SUNILE R
99 113 197 10.40 10.60 10.80 11.00
141154 169 183 197 211 240 m/z  43.05 69920
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
43 o
5000 & R DU A UL R
g5 10 40 10. 60 10 80 11.00
29 m/z 71.10 62.12%
Lol gL J 9 113127141155169183197 226
m/z--> ﬁo 45 éo 85 160 150 140 160 180 200 220 250
Abundance
57
43 NSRRI AU SUNLILE R
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 43.09%
29 9
15 113127 141 155 169 183 212
m/z--> ﬁo 45 éo 85 160 150 150 1&0 1éo 260 250 250
Abundance #55008: Tetradecane e e T
57 10.40 10.60 10.80 11.00
43 m/z 41.05 29.48%
71
5000 85
29
15 \‘ X A R i 118127141 155 169 198
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 180 2(')0 250 24'10 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 : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 17
R.T. EstConc Area Relative to ISTD R.T.
11.33 2.80 ng 214574 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1605 (11.327 min): BF093913.D (-1602) (-) m/z 57.10 100.00%
g7
>0 e \M\JA\J\AA
113 141 11.00 11.20 11.40 11.60
..'.\,‘.I.'." d e W/z 43.10  70.49%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 U UM UL ISR AR
85 11,00 11.20 11.40 11.60
m/z 71.10 63.41%
290 | us 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
1100 11.20 11.40 1160
5000 85 m/z 85.10 41 _67%
29
13 141 169 107 225 254
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane T T T
57 11.00 11.20 11.40 11.60
m/z 41.10 34 .18%
5000 85
29 113
| ‘ I L 1141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 11,00 1120 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.17 2.94 ng 203827 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 2088 (14.168 min): BF093913.D (-2085) (-) m/z 57.10 100.00%
g7
5000 85
4 b I )
113 g1 13.80 14.00 14.20 14.40
...,....,|'... il 109 o128 m/z 71.10 70.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 AR A A SRR
4 Bmmmmmmm
m/z 43.10 63.19%
m/z--> 20 40 60 éo 160 150 140 160 180 200 220 240 260 280 300
Abundance
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.10 44.78%
41
18 113 141 169 197 226
mmmﬁmmwmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- R R e S
57 13.80 14.00 14.20 14.40
m/z 41.05 25.89%
5000 85
4
o R e 20 g g e e
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 : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .56 5.26 ng 364659 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 76
Abundance Scan 2155 (14.562 min): BF093913.D (-2151) (-) m/z 83.10 100.00%
43 57
5000
125139 14.20 14.40 1460 1480
153167 : : . -
— 181195209 m/z 57.10 98.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
5000 U B N DR SR
14.20 14.40 14.60 14.80
195 m/z 43.10 95.18%
139153167181196 224

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

43 57 83 97

111 14.20 14.40 14.60 14.80
5000 m/z 55.05 88.45%
29 125
15 139154168182196210224238 266
W‘mﬁwmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester R AR EEEEE T

43 57 14.20 14.40 14.60 14.80

m/z 69.10 84 .15%

5000

111

125940154169 195010224 252
ST e ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 Tetrapentacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.58 3.19 ng 221231 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane 759 C54H110 005856-66-6 72
2 Dodecane. 1-iodo- 296 C12H251 004292-19-7 72
3 Hexadecane 226 Cl16H34 000544-76-3 64
4 Dodecane. 5-methvl- 184 C13H28 017453-93-9 50
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 47
Abundance Scan 2158 (14.580 min): BF093913.D (-2157) (-) m/z 57.10 100.00%
57
5000
i 1420 14140 1460 1480
169211 : : : :
....,...lr.l.l..‘,.{..,...?s?... e || M/z 71.10 72.15%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #174439: Tetrapentacontane
57
5000 AU DA RN SRR R
14:20 14.40 14.60 14.80
m/z 43.10 59.79%
J J““ J\}??2??267309351393435477519561603645687 758

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750

Abundance
57
R R B e
14.20 14.40 14.60 14.80
5000 m/z 85.10 54 .35%
9 155
197
Wﬂwmmwwwwwwwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #73965: Hexadecane T T
57 14.20 14.40 14.60 14.80
m/z 41.10 21.62%
5000

J99141183226

IIJIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTrTT TTrTT IIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 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 : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 Pentadecane, 8-heptyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.35 5.04 ng 349547 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2289 (15.351 min): BF093913.D (-2285) (-) m/z 57.10 100.00%
g7
5000 85
L] e w0 1o 25 e 1500 1520 1540 1560
Orrrrrrdbe b bl 109 197 225 67 m/z 71.10 70.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 N BRSNS B
1500 15.20 15.40 15.60
29 m/z 43.10 64 .54%
b b R 0 1070 39 e g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
- 15.00 15.20 15.40 15.60
5000 m/z 85.10 47 .86%
29 113

141 169 197 240

ﬁmwmmwmﬁwﬁrrﬁwwmmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #147095: Eicosane, 7-hexyl- e AL e S e
57 15.00 15.20 15.40 15.60
m/z 55.05 24 .33%

5000 85

3

113
| T, 141 465182 211 257 281 308 337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. OO 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 16 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 5.44 ng 319106 Perylene-di12 16.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2352 (15.721 min): BF093913.D (-2347) (-) m/z 57.05 100.00%
57
5000 85
: 15.40 15.60 15.80 16.00
141 . ) . )
- .,....,|'...| Add ..l.'., oo 08183 211 239 267282 | "m/z 71.10 68.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 BRI U SR DR
mmmmmmmm
4 s m/z 43.05 54.20%
m/z--> 25 Jo eb 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.05 51.97%
41
13w 169184 210 239254 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane R LB S et
57 15.40 15.60 15.80 16.00
m/z 55.10 19.19%
5000 " 85
b e 141160 0gpyy 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1540 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093913.D

Aca On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample : 12394-06

Misc :

ALS Vial : 3 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 19 Nonacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.85 3.10 ng 181872 Perylene-di12 16.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Docosane 310 C22H46 000629-97-0 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
Abundance Scan 2544 (16.851 min): BF093913.D (-2540) (-) m/z 57.05 100.00%
57
ULt ] 128 1 160 211 299 260 ' 16.60 16.80 17.00 17.20
SRS 60 N0 7 0 ¥ Pt o . m/z 71.10 61.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 LLELL SULSULR B UM B
16,60 16.80 17.00 17.20
m/z 43.10 54 _50%
29| | |l Mlﬁ3\1fl‘169‘197 225 253 281 309 337 365 408
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
' 16.60 16.80 17.00 17.20
5000 85 m/z 85.10 42 .70%
29 113 141 169 197 240
mz-> 50 100 150 200 250 300 350 400
Abundance #123095: Docosane L S e ma
57 16.60 16.80 17.00 17.20
m/z 55.00 16.63%
o i W
2001 | | M8 141 169 197 205 253 281 310
m/z--> 50 100 150 200 250 300 350 400 16,60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF032417\
Data File : BF093913.D

Acq On : 24 Mar 2017 18:25

Operator : SJ/MA

Sample - 12394-06

Misc :

ALS Vial : 3 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... 4.12 10.7 ng 547234 1 5.96 1024830 20.0
unknown5.71 5.71 102.7 ng 5260120 1 5.96 1024830 20.0
Tridecane 8.22 2.3 ng 177080 2 7.46 1514610 20.0
Tetradecane 8.92 2.8 ng 214759 3 9.60 1528280 20.0
1,6-Anhydro-_beta. .. 9.51 3.5 ng 265800 3 9.60 1528280 20.0
Dodecane, 2-methy... 10.19 4.0 ng 304879 3 9.60 1528280 20.0
Eicosane 10.47 2.2 ng 167337 3 9.60 1528280 20.0
Hexadecane 10.78 5.7 ng 436023 4 11.43 1532220 20.0
Heptacosane 11.33 2.8 ng 214574 4 11.43 1532220 20.0
Heptadecane 14.17 2.9 ng 203827 5 14.68 1386840 20.0
Trichloroacetic a... 14.56 5.3 ng 364659 5 14.68 1386840 20.0
Tetrapentacontane 14_.58 3.2 ng 221231 5 14.68 1386840 20.0
Pentadecane, 8-he... 15.35 5.0 ng 349547 5 14.68 1386840 20.0
Heneicosane 15.72 5.4 ng 319106 6 16.32 1173660 20.0
Nonacosane 16.85 3.1 ng 181872 6 16.32 1173660 20.0
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