LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 4.116 374 379 389 rVB 353354 468691 9.12% 1.028%
2 4.498 438 444 447 rBV 3903158 4129557 80.33% 9.057%
3 5.557 617 624 627 rBY 3385694 4312349 83.88% 9.458%
4 5.704 643 649 652 rBY 3911653 4326616 84.16% 9.489%
5 5.957 688 692 696 rVB 1175386 1027688 19.99% 2.254%
6 6.139 718 723 726 rBVY 3415555 3359565 65.35% 7.368%
7 6.604 795 802 806 rBVY 2276990 2801778 54.50% 6.145%
8 7.463 940 948 954 rVB 1432185 1499806 29.17% 3.289%
9 8.016 1037 1042 1045 rBvV2 52957 61580 1.20% 0.135%
10 8.222 1072 1077 1080 rBV 92554 109168 2.12% 0.239%

11 8.786 1164 1173 1177 rBV 4296420 5140957 100.00% 11.275%
12 8.922 1191 1196 1200 rBV 136443 150016 2.92% 0.329%
13 9.280 1251 1257 1260 rBV 236981 250127 4._.87% 0.549%
14 9.316 1260 1263 1266 rVB2 55144 63315 1.23% 0.139%
15 9.504 1288 1295 1303 rBVv2 100680 238300 4.64% 0.523%

16 9.575 1303 1307 1309 rVvVv 225280 262301 5.10% 0.575%
17 9.604 1309 1312 1321 rVB2 1543062 1579056 30.72% 3.463%
18 9.969 1371 1374 1378 rVB2 59651 68429 1.33% 0.150%
19 10.192 1406 1412 1417 rBV 263553 262433 5.10% 0.576%
20 10.469 1452 1459 1462 rBV 109549 155351 3.02% 0.341%

21 10.580 1471 1478 1481 rBV 2453535 2939328 57.17% 6.447%
22 10.780 1508 1512 1514 rBV 288982 319284 6.21% 0.700%

23 11.016 1549 1552 1557 rBV3 42214 59302 1.15% 0.130%
24 11.333 1602 1606 1609 rBV 229794 209380 4_.07% 0.459%
25 11.369 1609 1612 1616 rVV 65516 76442 1.49% 0.168%

26 11.427 1617 1622 1626 rVV 1459695 1577711 30.69% 3.460%
27 11.863 1692 1696 1700 rVB 157341 149037 2.90% 0.327%
28 12.368 1778 1782 1785 rBV 120567 118691 2.31% 0.260%
29 12.845 1860 1863 1867 rVB 114734 113627 2.21% 0.249%
30 13.310 1938 1942 1945 rBV 122331 117623 2.29% 0.258%

31 13.415 1952 1960 1963 rBV 3711933 4701908 91.46% 10.312%
32 13.751 2013 2017 2022 rVB 124540 123342 2.40% 0.271%
33 14.174 2085 2089 2092 rBV 168753 163504 3.18% 0.359%
34 14.562 2151 2155 2156 rBV2 253514 255580 4.97% 0.561%

8270-BF032217.M Mon Mar 27 05:47:25 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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

35 14.580 2156 2158 2166 rVB 239947 243185 4.73% 0.533%

36 14.680 2170 2175 2179 rBV 1436237 1499254 29.16% 3.288%
37 14.974 2221 2225 2233 rBV 249108 253484 4._.93% 0.556%
38 15.351 2285 2289 2293 rBV 253538 272108 5.29% 0.597%
39 15.715 2347 2351 2355 rBV 230650 244197 4._75% 0.536%
40 16.068 2407 2411 2416 rBVY 195253 229530 4._46% 0.503%

41 16.315 2448 2453 2465 rVB2 978449 1217974 23.69% 2.671%
42 16.439 2470 2474 2482 rVB 151819 207208 4._.03% 0.454%

43 16.856 2540 2545 2548 rBVY 93687 136899 2.66% 0.300%
44 17.327 2621 2625 2632 rVB2 57761 99929 1.94% 0.219%

Sum of corrected areas: 45595610
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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: BF093917.D

4000000 4.50 5.70

5.56 6.14
3000000
6.60
2000000
7.46
5.96
1000000
4.12
r---t -y e e
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: BF093917.D
8|79
4000000 13.42
3000000
10.58
2000000
9.60 11.43
1000000
9.28 7 10.19 10.78 11.3
8.92 98 ﬂ 10.4}7 0 11.86 12.37 1284 133
8.02 8.22 S0 ps2 997 11.02 1187 3

=
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: BF093917.D
4000000
3000000
2000000
14.68
16.32
1000000
14 14.97 15.35 15.72 16.07
13.75 14.17 16.44 16.86
o A A ﬁ A 17.33
L T B e e e e e e e e B B e e e T i e e e e e LB T e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF032217 .M Mon Mar 27 05:47:26 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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.

4.12 9.12 ng 468691 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 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 380 (4.122 min): BF093917.D (-374) (-) m/z 43.00 100.00%
a3
59
5000
i 350 400 4% am0
83 : - : :
...,....,....,....','::.?,9.4!,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.10 58.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 NSRRI RAERE RRARE
3.80 4.00 4.20 4.40
59 101 m/z 101.10 21.08%
2134 51“ 67 8 g1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
380 4.00 4.20 4.40
5000 M m/z 58.00 15.38%
68
50 126 142
WWWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime M e e
43 3.80 4.00 4.20 4.40
m/z 41.10 8.15%
5000
101
15 31 [ 50% 69 g6
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 : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 84.20 ng 4326620 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 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 648 (5.698 min): BF093917.D (-643) (-) m/z 132.00 100.00%
32
5000 68
6 e
0 _ 54 | 75 104 540 560 580 6.00
..,....,....,...:,".'.‘.‘7.,:!..?%:.-.',..':.,..?‘.7,..!.,.':..,.1.1:‘3.,...., b m/z 68.10 39.96%
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 A
5000 U RS LR I R
540 560 5.80 6.00
0
31 4 Sﬁ 78 m/z 134.00 32.27%
| 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 25.09%
41 97
53 2 117
34 60 89 105 124
wmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R EEEEE s EEma e E
132 5.40 5.60 5.80 6.00

m/z 69.10 16.32%

5000
104
51 66 77
14 27 37445-58 | ' 89 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 : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 D-Allose Concentration Rank 13

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

9.50 3.02 ng 238300 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Allose 180 C6H1206 002595-97-3 72
2 1.6-Anhvdro-_.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 72
3 3.4-Altrosan 162 C6H1005 1000129-76-4 47
4 _beta.-Methvl xvloside 164 C6H1205 1000130-04-0 45
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 43

Abundance Scan 1294 (9.498 min): BF093917.D (-1288) (-) m/z 60.00 100.00%
6p
5000 __,_,v,J//\\whv
73
T '920 940 9.60 9.80
97 . : : )
o a0 1+ m/z 57.00 45.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42883: D-Allose
60
5000 BERESE SRS N SR
73 9.20 9.40 9.60 9.80
m/z 73.00 34.71%
98
R ,wwa. A B9 516 M 163 190
m/z--> 20 60 80 100 120 140 160 180
Abundance
60
9.20 9.40 9.60 9.80
5000 2 m/z 43.05 22.42%
29
w8 g5 98
miz-> 20 40 60 80 100 120 140 160 180
Abundance #30824: 3,4—Altrosan L L L L L B L
60 9.20 9.40 9.60 9.80
m/z 42.00 21.11%
73
5000
98
\H Il 8., 15126 14 16
m/z--> 2'0 ' 60 8IO 1(')0 12'0 14'10 160 180 9. I20 940 9. 60 950
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.19 3.32 ng 262433 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 1412 (10.192 min): BF093917.D (-1406) (-) m/z 57.05 100.00%

57

5000 85

%

13 g4 9.80 10.00 10.20 10.40 10.60
...,....;...|,.."..,:...-',...'.,....,....,??.9. e || M/z 43.10  73.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 IIIIIIIIIIIIIIIIII
4 85 9. 80 10. OO 10 20 10 40 10. 60
m/z 71.05 60.32%
‘ 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
S R E RN R R S
85 9.80 10.00 10.20 10.40 10.60
5000 A m/z 85.10 41 .37%
113
25 141 169 197212 240
W@WTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane T T T
57 9.80 10.00 10.20 10.40 10.60
m/z 41.10 33.63%
85
5000
4
113
‘ ‘M L | 141 169 197 225 253268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 980 10. 00 10 20 10 40 10. 60

8270-BF032217.M Mon Mar 27 05:47:29 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.78 4_.05 ng 319284 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetradecane 198 C14H30 000629-59-4 91
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Hexadecane 226 Cl16H34 000544-76-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1512 (10.780 min): BF093917.D (-1508) (-) m/z 57.05 100.00%
g7
43 -
5000 85
NSRRI AU SUNILE R
99
113197 10.40 10.60 10.80 11.00
S .-,": A il AT IHLI08109188 240 1 543,10 71.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57
43 7
85
5000 AL SR BN SO R
10,40 10,60 10.80 11.00
29 99 m/z 71.10 64 .53%
113127
s 0 | 141155160 183197 211 240
m/z--> 20 Jo 60 éo 160 150 150 1éo 180 200 220 240
Abundance
57
43 NSRRI AU SUNILE R
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.10 42 .58%
29
15 99 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73991: Dodecane, 2-methyl-6-propyl- e
43 57 10.40 10.60 10.80 11.00
- m/z 41.05 32.76%
99 140
Wl 113127 | 154166 1?2195 226
m/z--> 20 Jo éo éo 160 150 140 160 180 200 220 240 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 : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.33 2.65 ng 209380 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87

Abundance Scan 1605 (11.327 min): BF093917.D (-1602) (-) m/z 57.10 100.00%

57
5000

11.00 11.20 11.40 11.60
m/z 43.05  74.59%

141

168183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 TT [T T T T [T T I T[T T T T [TTTT]
11. 00 11. 20 11. 40 11.60
m/z 71.10 68.70%

I

L 141156 183 211 239 267 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
T T
11.00 11.20 11.40 11.60
5000 m/z 85.05 41.88%
il 8
113 141 169 282
mﬂwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane T T T T
57 11.00 11.20 11.40 11.60
m/z 41.05 34.17%
85
5000
4
113
‘ L [ 141 169 197 225 253268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER R e o B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.18 ng 163504 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 2088 (14.168 min): BF093917.D (-2085) (-) m/z 57.10 100.00%

57

5000

13.80 14.00 14.20 14.40
m/z 71.05 67.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 LA L L L L L L
13.80 14.00 14.20 14.40
4 m/z 43.05 64.38%
‘ LB 169 107 205 osaes 206
.”,””P.”P”.P”q.”wnuluup.npu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
L s E
85 13.80 14.00 14.20 14.40
5000 a m/z 85.05 46 .50%
113
25 141 169 197212 240
WTWWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151357: Octadecane, 1-iodo- e R e AR
57 13.80 14.00 14.20 14.40
m/z 41.00 24 .72%
4
5000 85
113
15 L‘ Il | TPios 195 183 g 253
T T T e e e T e s A
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 : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 1-Nonadecene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.56 3.41 ng 255580 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 1-Hexadecanol 242 C16H340 036653-82-4 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83

Abundance Scan 2155 (14.562 min): BF093917.D (-2151) (-) m/z 57.05 100.00%
43
UL DA B B
139153168 195 14.20 14.40 14.60 14.80
S 209 m/z 83.10 93.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43
5000 LR SRR DU SR UL
14.20 14.40 14.60 14.80
29 125 m/z 55.05 92.78%
15 | | 139154168182196010224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 UL DA SN B
97 14.20 14.40 14.60 14.80
5000 m/z 43.10 86 .58%
29 111
25
139153167182196210204 252 280
W‘mﬁwwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester R RN BEEEE
3 57 14.20 14.40 14.60 14.80
83 m/z 97.05 81.64%
- J\VL‘\
125
139153167182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1420 14.40 14.60 14.80

8270-BF032217.M Mon Mar 27 05:47:32 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 5,5-Dibutylnonane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.58 3.24 ng 243185 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-DibutvInonane 240 C17H36 006008-17-9 83
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 78
3 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 78
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 78
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 78
Abundance Scan 2158 (14.580 min): BF093917.D (-2156) (-) m/z 57.10 100.00%
57
5000 85
4 113 1430 1440 1460 1450
155 183 - : - :
bk b et P e M7z 7110 79.40%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82609: 5,5-Dibutylnonane
57
5000 4 8 LA DA LA SR R
183 14:20 14.40 14.60 14.80
113 m/z 85.10 49.99%
P.”P.”,””,””,””,”}??..”..”..”..”..”..”.w”.w”.
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
14.20 14.40 14.60 1480
5000 85 m/z 43.10 48.63%
41
183
26 13158 155 310
Tmﬁwmﬁwmwwwmm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45583: Undecane, 3,9-dimethyl- T B o B
57 14.20 14.40 14.60 14.80
m/z 99.10 21.51%
5000
4 85
|| e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80

8270-BF032217 .M Mon Mar 27 05:47:33 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

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

15.35 3.63 ng 272108 Chrysene-di12 14.68
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 Hexatriacontane 507 C36H74 000630-06-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91

Abundance Scan 2289 (15.351 min): BF093917.D (-2285) (-) m/z 57.05 100.00%

5000

15.00 15.20 15.40 15.60
m/z 71.10 70.77%

141169197 225

281

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155178: Octacosane
57
5000 85 LA L L L L L B
15.00 15.20 15.40 15.60
- m/z 43.05 63.35%
| ‘\““‘3}41169197225253281309337365394

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

57

P 15.00 15.20 15.40 15.60
5000 m/z 85.05 51.78%

29 113
141169197225253 296

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

Abundance #169089: Hexatriacontane e AL m et
15.00 15.20 15.40 15.60

m/z 55.10 23.43%

5000

113141169197 225253 281300337 379 421449477 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15. OO 15. 20 15. 40 15.60

8270-BF032217.M Mon Mar 27 05:47:34 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.77 ng 229530 Perylene-di12 16.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2411 (16.068 min): BF093917.D (-2407) (-) m/z 57.10 100.00%
57
5000
? ' 15.80 16.00 16,20 16.40
141 183 . . . .
N ...‘,.1.4..,A....,..2F?9.?5.‘? N m/z 71.10 75.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 LR BRI SR UL B

15.80 16.00 16.20 16.40
m/z 43.10 64.53%

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
.
15.80 16.00 16.20 16.40
5000 m/z 85.10 52.18%
99
210
26 141176~ 252 309
L S R e pa o o o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155177: Octacosane LA B e
57 15.80 16.00 16.20 16.40
m/z 55.10 24 _54%
5000
99
‘ 141183 225 281 337 304
L Lt - e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 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 : BF093917.D

Aca On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample : 12394-02

Misc :

ALS Vial : 7 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 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.44 3.40 ng 207208 Perylene-d12 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 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 2474 (16.439 min): BF093917.D (-2470) (-) m/z 57.05 100.00%

57
5000

141162183 16.20 16.40 16.60 16.80
—_— Jll AL e s | m/Z 71.10 74.05%

m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57
5000 85 LIRS
16.20 16.40 16.60 16.80
13 m/z 43.10 56.90%
29 |41 d L ‘ ‘ 1169 197 225 253 281 309 337 365 303 422
— T T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R B B
16.20 16.40 16.60 16.80
5000 o m/z 85.10 56.16%
29
113 141 169 197 225 253 281 309 337 365 394
e T e e L LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane B B B S e
57 16.20 16.40 16.60 16.80
m/z 55.10 20.45%
85
5000
29 113
L [ | 141 169 197 225 253 296

m/z--> 50 100 150 200 250 300 350 400 16.20 16. 40 16. 60 16 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF032417\
Data File : BF093917.D

Acq On : 24 Mar 2017 20:14

Operator : SJ/MA

Sample - 12394-02

Misc :

ALS Vial : 7 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 9.1 ng 468691 1 5.96 1027690 20.0
unknown5.70 5.70 84.2 ng 4326620 1 5.96 1027690 20.0
D-Allose 9.50 3.0 ng 238300 3 9.60 1579060 20.0
Eicosane 10.19 3.3 ng 262433 3 9.60 1579060 20.0
Heptadecane 10.78 4.0 ng 319284 4 11.43 1577710 20.0
Heptadecane, 2,6,... 11.33 2.6 ng 209380 4 11.43 1577710 20.0
Heneicosane 14.17 2.2 ng 163504 5 14.68 1499250 20.0
1-Nonadecene 14.56 3.4 ng 255580 5 14.68 1499250 20.0
5,5-Dibutylnonane 14.58 3.2 ng 243185 5 14.68 1499250 20.0
Octacosane 15.35 3.6 ng 272108 5 14.68 1499250 20.0
Tetratetracontane 16.07 3.8 ng 229530 6 16.32 1217970 20.0
Triacontane 16.44 3.4 ng 207208 6 16.32 1217970 20.0
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