LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 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-BF060517.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 4.581 505 509 525 rBV 58863 156748 8.76% 0.926%
2 5.275 623 627 648 rBV 911505 1533024 85.70% 9.057%
3 6.945 906 911 922 rBVY 1060411 1519392 84.94% 8.976%
4 7.039 922 927 936 rVB 1249392 1753243 98.01% 10.358%
5 7.381 981 985 999 rBV 317783 411728 23.02% 2.432%
6 7.622 1021 1026 1049 rVB 1043443 1309234 73.19% 7.735%
7 8.298 1136 1141 1159 rBV 717508 960560 53.70% 5.675%
8 8.428 1159 1163 1172 rVB 29291 40981 2.29% 0.242%
9 9.416 1326 1331 1343 rBV 443000 559320 31.27% 3.304%
10 9.516 1343 1348 1353 rVB 46220 54954 3.07% 0.325%
11 10.504 1511 1516 1521 rVB 50395 57755 3.23% 0.341%
12 10.586 1525 1530 1538 rBvV 12404 20903 1.17% 0.123%
13 11.198 1628 1634 1647 rVB 1486992 1788864 100.00% 10.568%
14 11.422 1667 1672 1678 rBV 43207 54223 3.03% 0.320%

15 11.886 1746 1751 1757 rBV 210225 239307 13.38% 1.414%

16 12.239 1806 1811 1815 rBV2 444104 534986 29.91% 3.161%

17 12.286 1815 1819 1827 rVB2 65533 83182 4._.65% 0.491%
18 13.098 1949 1957 1961 rBV 52923 64235 3.59% 0.379%
19 13.139 1961 1964 1972 rVB2 13467 19629 1.10% 0.116%
20 13.457 2012 2018 2022 rBV3 10603 18515 1.04% 0.109%
21 13.533 2026 2031 2039 rBV 604349 799526 44 .69% 4.723%
22 13.868 2084 2088 2096 rBV 48096 84789 4.74% 0.501%
23 14.598 2206 2212 2214 rBV2 27653 34347 1.92% 0.203%

24 14.633 2214 2218 2221 rVV 357326 443472 24.79% 2.620%
25 14.668 2221 2224 2230 rVB 126626 161743 9.04% 0.956%

26 14.762 2237 2240 2245 rVB 14317 20856 1.17% 0.123%
27 15.068 2289 2292 2302 rVB 10758 21061 1.18% 0.124%
28 15.280 2323 2328 2332 rBV3 15950 21999 1.23% 0.130%
29 15.586 2377 2380 2386 rBV2 17413 23303 1.30% 0.138%
30 15.645 2386 2390 2398 rVB2 73826 92952 5.20% 0.549%
31 15.762 2406 2410 2413 rBV2 17485 20193 1.13% 0.119%
32 15.880 2424 2430 2437 rBV3 21710 41326 2.31% 0.244%
33 16.251 2486 2493 2496 rBV2 19527 28694 1.60% 0.170%

34 16.445 2521 2526 2533 rBV 211923 243355 13.60% 1.438%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 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-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.751 2573 2578 2583 rBV 197483 237359 13.27% 1.402%

36 16.945 2607 2611 2614 rBV3 21779 25429 1.42% 0.150%
37 17.003 2616 2621 2625 rVV 1046862 1146100 64.07% 6.771%
38 17.074 2627 2633 2637 rBV6 19918 35061 1.96% 0.207%
39 17.192 2646 2653 2654 rBV6 14673 21873 1.22% 0.129%
40 17.221 2655 2658 2662 rVB 25131 34094 1.91% 0.201%
41 17.309 2670 2673 2678 rVB2 21372 26061 1.46% 0.154%
42 17.374 2678 2684 2687 rBV6 28451 57704 3.23% 0.341%
43 17.415 2687 2691 2694 rVB 55463 68640 3.84% 0.406%
44 17.662 2730 2733 2736 rBV4 14167 18591 1.04% 0.110%
45 17.862 2763 2767 2770 rBY 25477 32964 1.84% 0.195%
46 17.998 2787 2790 2793 rBV5 20353 31260 1.75% 0.185%
47 18.186 2820 2822 2828 rVB4 15052 21872 1.22% 0.129%

48 18.262 2830 2835 2837 rBV2 209425 294905 16.49% 1.742%
49 18.345 2844 2849 2853 rBV2 418470 526062 29.41% 3.108%

50 18.380 2853 2855 2858 rVB2 57434 56214 3.14% 0.332%
51 18.680 2903 2906 2911 rVB3 42060 59755 3.34% 0.353%
52 19.068 2968 2972 2979 rBV 335555 440839 24.64% 2.604%
53 19.615 3062 3065 3068 rBV 67647 86558 4._.84% 0.511%

54 19.792 3092 3095 3103 rVB2 101886 196358 10.98% 1.160%
55 20.015 3130 3133 3138 rBV 237614 290807 16.26% 1.718%

Sum of corrected areas: 16926905
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF060717\

BF095753.D

7 Jun 2017 18:59

SJ/MA

13479-05

11 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF095753.D

7.04

6.9b 7.62

5.27

7.38

4.58

8.30

8.43

ol

Time-->

2.00

600 650 700 750

800

250

300 350 400 450

5.00 550

850 900

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

9.42

9.52

TIC: BF095753.D
11.20

13.53

12.24
14.63

11.89
12.29 o7
198%9 J | 11.42 ' 1510 1345 1387 14 2.76 15,095.28 15

16.44

%.EB8 16.25

Time--> 9.

14. OO

10.50 11.00 11.50 12.50  13. OO 15. OO

50 10.00 12.00 13 50 14. 50 15. 50

16.00  16.50

Abundance

1400000

1200000

1000000

800000

600000

400000

2000001 ¢

17.

TIC: BF095753.D

00

0

17.

Time-->

Do
|||||

00 1750 18.00 1850 19.00 1950 20.00 2050 21.00 2150 22.00 22,50 23.00

23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 6

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

4.58 7.61 ng 156748 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 509 (4.581 min): BF095753.D (-505) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I SAREE RN RN R
| | 83.0 | 420 440 4.60 4.80 5.00
R R R R SRS RS RSN AR REARA R SR LA SRS LA AR m/z 59.00 59.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R L
59.0 420 440 460 4.80 5.00
m/z 101.00 23.10%
31.0 101.0
"w“'w'WW“““W“'w'“l““l“'E%QW'HW'H'VH'V'“P'”l““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 420 440 460 4.80 5.00
5000 m/z 58.00 15.87%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R
54.0 420 4.40 4.60 4.80 5.00
m/z 41.00 10.38%
5000 41.0 R
"w"“|'“'l“'JhL'w'“”i'“'zﬁqw"“|'“'|“"v"w%???'“%?%9'l SRR AR RN LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.04 Concentration Rank 1

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

7.04 85.17 ng 1753240 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 927 (7.039 min): BF095753.D (-922) (-) m/z 132.00 100.00%
132.0
5000 68.0
0050 || %O J o Th e T
e e m/z 68.05 37.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " BRI
40 T o m/z 134.00 32.87%
Sm— .S:Lr.ol...?’:ll.?...l. — "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
0o "6k 700 750 740
5000 m/z 66.00 22.01%
31.0 510
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T
57.0 132.0 6.80 7.00 7.20 7.40
m/z 96.00 14 .50%
74.0
5000 ogo 160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A RS e e
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 13
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.07 ng 57755 Naphthalene-d8 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tetradecane 198 C14H30 000629-59-4 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 64
Abundance Scan 1515 (10.498 min): BF095753.D (-1511) (-) m/z 57.10 100.00%
5%.1
5000 851
39 ‘ 105.1 13|1-1 169.0 10.20 10.40 10.60 10.80
el e Wl L | m/z 43.10 82.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000
85.0 10.20 10.40 10.60 10.80
29.0 m/z 71.10 56.69%
\‘ ‘\ H l \‘ I 113 0 141 0 184 0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 37.28%
85.0
29.0
113.0 141 0 169 0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #59880: Tetradecane
57.0 10.20 10.40 10.60 10.80
m/z 41.10 33.31%
5000 85.0
29.0
| I | 1130 140 1690 1980
m/z--> ' ' éo éo 160 150 140 1éo 180 260 250 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 14
R.T. EstConc Area Relative to ISTD R.T.
11.42 2.03 ng 54223 Acenaphthene-d10 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72

Abundance Scan 1672 (11.422 min): BF095753.D (-1667) (-) m/z 57.10 100.00%

57.1
5000 85.1

11.20 11.40 11.60 11.80

39 145.1
o 4 terowssi  h/z 43.10  83.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83027: Hexadecane
57.0
5000 85.0
11.20 11.40 11.60 11.80
29.0 ‘ m/z 71.10 56.88%
et e B20_ 110 1690 so70 2250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
11.20 11.40 11.60 11.80
5000 85.0 m/z 85.10 42 .28%
29.0
113.0 141.0 169.0 198.0
R B R I B R B e B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane et o e
57.0 11.20 11.40 11.60 11.80
m/z 41.00 36.67%
85.0
5000
29.0
Lol 11?0 , 1410 169.0 197.0 240.0
R B R EE B A e e AR AR RS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.10 2.40 ng 64235 Acenaphthene-d10 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 72
3 Pentadecane 212 C15H32 000629-62-9 59
4 Heptacosane 380 C27H56 000593-49-7 59
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 1957 (13.098 min): BF095753.D (-1949) (-) m/z 57.05 100.00%
57.0
5000 85.1
41j0
12.80 13.00 13.20 13.40
113.1
et A M ame2 T 43.05  65.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
5000 85.0 RN BN B
410 12.80 13.00 13.20 13.40
m/z 71.10 60.04%
150 | . | | | 130 1410 1600 1980
m/z--> 25 Jo éo 85 160 150 150 160 180 260 '
Abundance
57.0
41.0 12.80 13.00 13.20 13.40
5000 m/z 85.10 42 .76%
85.0
15.0 113.0 155.0 197.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #71394: Pentadecane
57.0 12.80 13.00 13.20 13.40
m/z 41.00 31.27%
5000 410 85.0
L | 1180 1410 1680 212.0
m/z--> 2'0 4'0 6|O 8IO 1(')0 12'0 14'10 160 15';0 2(')0 ' 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.82 ng 84789 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2088 (13.868 min): BF095753.D (-2084) (-) m/z 57.10 100.00%
57.1
5000 85.0
e 1360 1380 1400 1420
rerprrrr bl et e e e e || M7z 71.10 0 73.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000
85.0 13.60 13.80 14.00 14.20
29.0 m/z 43.05 71.22%
113.0
‘ Lo 14101690197022502530281030903380
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57.0
'13.60 13.80 14.00 14.20
5000 85.0 m/z 85.05 44 . 40%
29.0

113.0141.0 169.0 198.0

IR RN LR RERRN RS RARAN LARAN RARAN RARAN SRR RARAS RARAN RARAS BARRS BRAR RARAN SARAN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57.0 13.60 13.80 14.00 14.20
m/z 41.10 32.52%

5000
85.0

29.0

|l 113014101600 107.0 225.0253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.64 4.19 ng 92952 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2389 (15.639 min): BF095753.D (-2386) (-) m/z 73.00 100.00%
430 730
5000
129.0 1921 N |
97.1 1491 1710 2131 15.40 15.60 15.80 16.00
e m/z 43.05 84.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L B B U B

15.40 15.60 15. 80 16 00

0
157.0 g5 2130 256.0 m/z 60.00 78.03%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
IIIIIIIIIIIIIIAIIIIIIIII
15.40 15.60 15.80 16.00
5000 129.0 m/z 57.10 63.72%
97.0 199.0
157.0 242.0
15.0 177.0
R B o B M RS Ean s b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid Lo A
43.0 73.0 15.40 15.60 15.80 16.00
’ m/z 41.05 61.35%
5000
- 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl7.37 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.37 2.19 ng 57704 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4-Tetrahvdro-1-phenvl-1.2.... 218 C17H14 138089-69-7 43
2 Naphthalene. 1-(phenvimethvl)- 218 C17H14 000611-45-0 38
3 Naphthalene. 2-(phenvimethvl)- 218 C17H14 000613-59-2 38
4 1H-Cyclopentalllpohenanthrene. 2.... 218 C17H14 000723-98-8 38
5 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 35

Abundance Scan 2683 (17.368 min): BF095753.D (-2678) (-) m/z 218.10 100.00%

69.0 218.1
5000 43.0 101.0

17.00 17.20 17.40 17.60
m/z 232.10 86.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76000: 1,2,3,4-Tetrahydro-1-phenyl-1,2,3-methanonaphthalene
218.0

5000
17.00 17.20 17.40 17.60

270 108.0 m/z 69.00 80.33%
© aap B30 890 | |

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

Abundance
218.0
R e SRR
17.00 17.20 17.40 17.60
5000 m/z 202.00 76.30%
1150 1410
390 630 95.0 165 0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75993: Naphthalene, 2-(phenylmethyl)-
218.0 17.00 17.20 17.40 17.60
m/z 217.00 57 .30%
5000
300 630 9101080 1410 4554 1890 | ||
R e L B o o e R o e AR SRR e e s e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.20 17.40 17.60

8270-BF060517.M Thu Jun 08 14:43:04 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.42 2.61 ng 68640 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Triacontane 422 C30H62 000638-68-6 86
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2692 (17.421 min): BF095753.D (-2687) (-) m/z 57.10 100.00%
57.1
5000
99.1 R UM SRR SRR B
155.0  217.2 17.20 17.40 17.60 17.80
m/z 71.10 67.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57.0
5000 R SUNE SR SRR B
17.20 17.40 17.60 17.80
99.0 m/z 43.05 50.54%
150 ||| M10s0 200
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
' 17.20 17.40 17,60 17.80
5000 m/z 85.00 44 _36%
99.0
141.0 183.0 225.0 267.0 309.0 351.0 422.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane
57.0 17.20 17.40 17.60 17.80
m/z 41.05 31.60%
5000
99.0
|y }4}9 183.0 225.0 267.0 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 ' 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1-Nonadecene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.26 11.21ng 204905  Chrysene-di2 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Nonadecene 266 C1OH38 018435-45-5 99
2 5-Eicosene. (EBE)- 280 C20H40 074685-30-6 99

3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302

959010-23-2 95

4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95
Abundance Scan 2835 (18.262 min): BF095753.D (-2830) (-) m/z 83.05 100.00%

57.1 83.0
5000
I | 1391 167.1 1052 225.1 251.1 280.3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115906: 1-Nonadecene
43.0
5000
150, | 154.0 182.0 210.0 238.0 266.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
83.0
5000
29.0 111.0

Wm‘nﬁmmwwwwm
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

139.0 167.0 196.0 223.0 252.0 280.0

m/z-->
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
.0
83.0
5000
29.0
140.0 182.0 210.0 255.0 306.0

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

-

18.00 18.20 18.40 18.60

m/z 57.10 99 .55%

-

I T T T
18.00 18.20 18.40 18.60

m/z 43.10 92 .53%

-

18.00 18.20 18.40 18.60

m/z 55.00 89.59%

-

18.00 18.20 18.40 18.60

m/z 69.05 84.11%

-

I T T I
18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095753.D

Aca On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample : 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.07 16.76 ng 440839 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 91
3 Tritetracontane 605 C43H88 007098-21-7 87
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 80
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 2972 (19.068 min): BF095753.D (-2968) (-) m/z 57.10 100.00%
51.1
1 1 18.80 19.00 19,20 19.40
A 180T 22 arsazpa 77110 68.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117637: Nonadecane
57.0
5000 L UL UL UL UL
18 80 19. 00 19. 20 19. 40
m/z 43.10 62.97%
[ 1] (4180 1600  268.0
m/z--> éo 160 1éo 200 250 300 350 460 4%0 560 5%0 660
Abundance
57.0
18.80 19.00 19,20 19.40
5000 m/z 85.10 44 .74%
111.0
169.0 224.0 283.0
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane B e Rl
57.0 18.80 19.00 19.20 19.40
m/z 55.10 38.16%
1? 169.0 2250 2810 3370 393.0 463.0 519.0 575.0
m/z--> éo 160 150 200 250 300 350 400 4%0 560 5%0 660 1880 1900 1920 1940

8270-BF060517.M Thu Jun 08 14:43:06 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060717\
Data File : BF095753.D

Acq On : 7 Jun 2017 18:59

Operator : SJ/MA

Sample - 13479-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .58 7.6 ng 156748 1 7.38 411728 20.0
unknown7 .04 7.04 85.2 ng 1753240 1 7.38 411728 20.0
Tridecane 10.50 2.1 ng 57755 2 9.42 559320 20.0
Hexadecane 11.42 2.0 ng 54223 3 12.24 534986 20.0
Tetradecane 13.10 2.4 ng 64235 3 12.24 534986 20.0
Tetracosane 13.87 3.8 ng 84789 4 14.63 443472 20.0
n-Hexadecanoic acid 15.64 4.2 ng 92952 4 14.63 443472 20.0
unknownl17.37 17.37 2.2 ng 57704 5 18.34 526062 20.0
Heptadecane 17.42 2.6 ng 68640 5 18.34 526062 20.0
1-Nonadecene 18.26 11.2 ng 294905 5 18.34 526062 20.0
Nonadecane 19.07 16.8 ng 440839 5 18.34 526062 20.0
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