LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 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-BF121417.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 5.010 494 497 516 rBV 116397 240912 7.34% 0.810%
2 5.410 561 565 594 rBVY 2361385 3282768 100.00% 11.044%
3 6.434 736 739 757 rBVY 2429235 3187822 97.11% 10.724%
4 6.557 757 760 766 rVV 2635762 2951416 89.91% 9.929%
5 6.787 795 799 808 rBV 778643 825474 25.15% 2.777%
6 6.940 821 825 839 rBY 2352886 2327588 70.90% 7 .830%
7 7.357 892 896 915 rBVY 1785662 1960403 59.72% 6.595%
8 8.069 1013 1017 1035 rVB 861562 1045461 31.85% 3.517%
9 9.139 1195 1199 1207 rBvV 2767039 2527713 77 .00% 8.504%
10 9.204 1207 1210 1214 rVB 131211 107251 3.27% 0.361%

11 9.534 1260 1266 1273 rBV2 244569 363792 11.08% 1.224%
12 9.734 1297 1300 1304 rVB 211678 163524 4.98% 0.550%
13 9.822 1311 1315 1319 rBV 909025 835209 25.44% 2.810%

14 9.851 1319 1320 1328 rVB 48806 63147 1.92% 0.212%
15 9.963 1336 1339 1342 rBv4 26048 36793 1.12% 0.124%
16 10.051 1352 1354 1359 rVvB2 46526 61851 1.88% 0.208%
17 10.233 1378 1385 1388 rBV 235942 214908 6.55% 0.723%
18 10.381 1407 1410 1415 rVB 33646 41856 1.28% 0.141%

19 10.451 1417 1422 1425 rBV 89279 101984 3.11% 0.343%
20 10.622 1447 1451 1462 rBV 1223582 1408689 42.91% 4_.739%

21 10.704 1462 1465 1470 rBV 185806 225369 6.87% 0.758%
22 11.151 1538 1541 1544 rBV2 89999 79956 2.44% 0.269%
23 11.180 1544 1546 1548 rVB 57872 42828 1.30% 0.144%
24 11.316 1565 1569 1571 rBV 871531 785831 23.94% 2.644%
25 11.339 1571 1573 1580 rVB 356221 328411 10.00% 1.105%

26 11.398 1580 1583 1586 rBV 86705 88410 2.69% 0.297%
27 11.580 1609 1614 1616 rBV2 64220 76012 2.32% 0.256%
28 11.828 1652 1656 1658 rBV2 205518 210786 6.42% 0.709%
29 11.933 1671 1674 1676 rBV 74805 81394 2.48% 0.274%
30 11.986 1680 1683 1686 rBV 65926 49227 1.50% 0.166%
31 12.116 1702 1705 1707 rBV 32943 36354 1.11% 0.122%

32 12.369 1745 1748 1753 rBV2 85386 114226 3.48% 0.384%
33 12.533 1773 1776 1784 rBV 554182 557952 17.00% 1.877%
34 12.610 1787 1789 1795 rBV5 43836 68928 2.10% 0.232%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 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-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.763 1810 1815 1821 rBV 546687 708998 21.60% 2.385%
36 12.898 1834 1838 1841 rBV 2064565 1968663 59.97% 6.623%
37 13.774 1984 1987 1993 rBV2 439300 507072 15.45% 1.706%
38 13.969 2016 2020 2023 rBV2 839155 1002386 30.53% 3.372%
39 13.998 2023 2025 2028 rVB 224666 191474 5.83% 0.644%
40 15.021 2196 2199 2202 rBVY 278911 331729 10.11% 1.116%

41 15.451 2268 2272 2276 rBVY 384340 520677 15.86% 1.752%

Sum of corrected areas: 29725244
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Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122917\
BF101837.D

29 Dec 2017 18:53

SJ/JU

17034-08

23 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF101837.D

5.41 6.43 6.04

7.36

6.79

5.01 J

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance

2500000

2000000

1500000

1000000

500000

8.07

TIC: BF101837.D

12.90

10.62

12.5312.76

0
Time-->

A Doy
T v ] v v [ T T [ T T T [ T 1T 1T | T T T T [ T T T T [ T T T T [ T T T T

8.50 9.00 9.50 10.00

10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF101837.D

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\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 4

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

5.01 5.84 ng 240912 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 497 (5.010 min): BF101837.D (-494) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 831 | 460 4.80 5.00 5.20 5.40
o 1| M S — m/z 59.10 59.32%
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
59.0 460 480 500 5.20 5.40
m/z 101.00 18.66%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 450 450 500 550 540
5000 m/z 58.00 15.96%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A\Kh
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e A REEEE EES LS S
54.0 460 4.80 5.00 5.20 5.40
m/z 41.10 10.04%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.56 Concentration Rank 1

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

6.56 71.51 ng 2951420 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 760 (6.557 min): BF101837.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 %1 2% om oub ok
01 : e B m/z 68.05 42 .83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRS U SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.21%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.05 26.71%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.08%
74.0
5000 98.0 116.0
0 |||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Tetradecane Concentration Rank 10

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

9.20 2.57 ng 107251 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 1209 (9.198 min): BF101837.D (-1207) (-) m/z 57.10 100.00%
5%.1

5000

8.80 9.00 9.20 9.40 9.60

0 m/z 43.05 76.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 (L L L B L BB
8.80 9.00 9.20 9.40 9.60
29.0 m/z 71.10 48 .33%
. | I [ 1130 1410 1600 1980
”'|“"w"w"“|'“'|“"w"'"“ R EEREEEEE S R
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
T T T T
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.05 41.86%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
B A I e o B EEEE R e s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane e B R Rama e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 32.39%
5000
29.0 85.0
0 “ I \‘ il 113 0 141.0 184 0
”'|“"w"w"“|'“'|“"w"'"“ R ERERE s man
m/z--> 20 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 8

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

9.73 3.92 ng 163524 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 64
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
4 Nonane. 5-(2-methvipropvl)- 184 C13H28 062185-53-9 59
5 Nonane, l1-iodo- 254 C9H191 004282-42-2 50

Abundance Scan 1299 (9.728 min): BF101837.D (-1297) (-) m/z 57.10 100.00%
57.1

5000

9.40 9.60 9.80 10.00
m/z 43.10 80.82%

o 113.1 1351 159.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0

5000 e e e e e e
9.40 9.60 980 10.00

29.0 8.0 m/z 71.10 56.01%
‘\ “ [ , 1130 1410 169.0 1970 226.0

o e N L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0 71.0
T e T
9.40 9.60 9.80 10.00
5000 126.0 m/z 85.10 29.48%
o 97.0 1550 _ 1840
T B e R I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester T T T T
57.0 9.40 9.60 9.80 10.00
m/z 41.10 25.54%
5000 85.0
20.0 ‘ 113.0
0.,HL.UH.MPJMW..”,.JM,”............”,.”.,”.. LR B an ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 5-Ethyldecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.23 5.15 ng 214908 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvldecane 170 C12H26 017302-36-2 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 1384 (10.228 min): BF101837.D (-1378) (-) m/z 57.10 100.00%

51.1

5000

10.00 10.20 10.40 10.60

113.1 4350 155.1 4771

o m/z 43.10 74.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38319: 5-Ethyldecane
57.0
5000 LA L L L L I
10 00 10. 20 10 40 10. 60
85.0 140.0 m/z 71.10 54.18%
L | ue0 00
(O R s B B L LA Wi
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T T T
10.00 10.20 10.40 10.60
5000 m/z 85.05 34.98%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
B A I e o B EEEE R e s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane R Tt
57.0 10.00 10.20 10.40 10.60
m/z 41.00 31.60%
5000 85.0
29.0
0 \‘ ‘ H 1| 113 0 ! 141 0 169.0 212 0
”'|“"w"w"“|'“'|“"w"'"“ R REREREERE R R N R A EEEEsmas
m/z--> 60 80 100 120 140 160 180 200 220 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.45 2.44 ng 101984 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 72
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 59
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 53
Abundance Scan 1422 (10.451 min): BF101837.D (-1417) (-) m/z 57.10 100.00%
51.1
5000

113.1 10.20 10.40 10.60 10.80

155.1 180.0

0 m/z 71.10 49.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38315: Dodecane
57.0
5000 LIS LL LL  LL
85.0 10.20 10.40 10.60 10.80
29.0 m/z 43.10 46 .70%
Ll ‘ \‘ | \\1120 141.0 170.0
O P P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R R E R
10.20 10.40 10.60 10.80
5000 m/z 85.05 24.21%
29.0 85.0

112.0 155.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- L e b
57.0 10.20 10.40 10.60 10.80

m/z 41.05 21.27%

5000 85.0 W
I ‘ 1130 1419 M

[ : 183.0 211.0 239.0 267.0 296.0

e ieat o

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\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.70 5.74 ng 225369 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1464 (10.698 min): BF101837.D (-1462) (-) m/z 57.10 100.00%
57.1
5000 85.0
J

10.40 10.60 10.80 11.00

IZ|.13.0 167.1 221.0 333.7

Okt b b P e 38T m/z 43.10 73.78%
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
J
5000 LIS L L L L L L L L LB
85.0 10,40 10,60 10.80 11.00
m/z 71.10 62 .05%
29.0 13.0
o h\h‘h 1130 155.0183.0 225.0253.0 2950 338.0
b e e A T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
s
10.40 10.60 10.80 11.00
5000 m/z 85.05 39.38%
85.0
29.0
0 113.0 155.0183.0 226.0
e
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R R B B e e e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 36.81%
5000
85.0
290
0 ||y ) A130 15501830 22502530 295.0323.0  380.0
.o e
miz--> 50 100 150 200 250 300 350 10,40 10,60 10.80 11.00

8270-BF121417 .M Tue Jan 02 11:58:24 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.83 5.36 ng 210786 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 30

Abundance Scan 1656 (11.828 min): BF101837.D (-1652) (-) m/z 73.00 100.00%

431 , 73.0

5000

11.60 11.80 12.00 12.20

0 m/z 43.10 96.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LI L LR B TTT

11. 60 11. 80 12. 00 12 20

83.0 -
157.0 1g50 2130 256.0 m/z 60.00 92.17%
o 40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
AR B s o S
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 78.91%
171.0
97.0 214.0
149.0
o MR RN | R 1 A A TOUPN N L N AN M ML
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid REmaEES RS S
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.10 67.94%
5000 129.0
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.93 2.07 ng 81394 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43
4 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI204 1000331-34-4 40
5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 33

Abundance Scan 1673 (11.927 min): BF101837.D (-1671) (-) m/z 189.10 100.00%
189.1
5000
83.1 165.1 A A AR AR AR AR
0 : m/z 190.05 88.64%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
' m/z 192.10 80.39%
oL 390 630 | | 1130 1370 1630 ||
miz-> 20 40 60 80 100 120 140 1éo 180 200 220 240 260
Abundance
189.0
11.60 11.80 12.00 12.20
5000 m/z 191.10 63.59%
94.0
163.0
RS A R S S AR S RS WAL LR RAREE LRSS
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- R AR R
190.0 11.60 11.80 12.00 12.20
m/z 187.10 17.90%
5000
95.0 134.0 162.0
40.0 75.0 1
0 I""i"""l""" ””..“l .%..Q..‘lH. ""|""|""'  ERBRRREERESEE MJI\“'/\M' AR R R AR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 12 Phenanthrene, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.37 2.91 ng 114226 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 94
2 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 94
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 93
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 90
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 87
Abundance Scan 1748 (12.369 min): BF101837.D (-1745) (-) m/z 206.10 100.00%
206.1
5000
57.1
81 o1 1401 1781 245.0 274.2 12.00 12.20 12.40 12.60
of : l—eq-«-v-rﬁ-r‘ﬁ-ﬁwm-h—v m/z 191.10 41.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 RUNARUERA BN R B
12,00 12.20 12.40 12.60
101.0 m/z 57.10 34 .37%
ol 20:0_51.0 76\0\‘\‘\\ 139016\50 ‘ \‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
206.0
12,00 12,20 12.40 12,60
5000 m/z 189.10 25 .54%
0 39.0 76.0 102.0 1390 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66266: Phenanthrene, 3,6-dimethyl- R o
206.0 12.00 12.20 12.40 12.60
m/z 205.10 23 .55%
5000
102.0
oL 270 510 709, I 2300200 |
m/z--> 20 40 60 80 100 120 140 1éo 1§0 200 220 240 260 280 1200 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101837.D

Aca On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample : 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.77 10.12 ng 507072 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 93
2 Cvclohexadecane 224 C16H32 000295-65-8 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 89
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 76
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
Abundance Scan 1986 (13.769 min): BF101837.D (-1984) (-) m/z 57.10 100.00%
571.1
o JMwAW»VMJAumWAAmﬁf
5000 261
125.1 13.40 13.60 13.80 14.00
153.1
— “ 1 J' Aogo2l 191 | 26612981  S471 1 L7, 43.10  92.54%
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
430 g30
5000 LA AR U SRR B
mo 13140 13.60 13.80 14.00
m/z 55.05 73.31%
0“Lw Mmpwmmwmnmmmﬂ%mmmm
m/z--> 50 150 200 250 300 350
Abundance
55.0 83.0
13.40 13.60 13.80 14.00
5000 m/z 83.10 70.33%
29.0 111.0
ot ——r——— 77—
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester L B o
43.0 13.40 13.60 13.80 14.00
83.0 m/z 69.10 60.52%
5000
111.0
o \J“P390167019602240
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122917\
Data File : BF101837.D

Acq On : 29 Dec 2017 18:53

Operator : SJ/JU

Sample - 17034-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.01 5.8 ng 240912 1 6.79 825474 20.0
unknown6 .56 6.56 71.5 ng 2951420 1 6.79 825474 20.0
Tetradecane 9.20 2.6 ng 107251 3 9.82 835209 20.0
Hexadecane 9.73 3.9 ng 163524 3 9.82 835209 20.0
5-Ethyldecane 10.23 5.2 ng 214908 3 9.82 835209 20.0
Dodecane 10.45 2.4 ng 101984 3 9.82 835209 20.0
Tetracosane 10.70 5.7 ng 225369 4 11.32 785831 20.0
n-Hexadecanoic acid 11.83 5.4 ng 210786 4 11.32 785831 20.0
4H-Cyclopenta[def... 11.93 2.1 ng 81394 4 11.32 785831 20.0
Phenanthrene, 2,5... 12.37 2.9 ng 114226 4 11.32 785831 20.0
Cyclotetracosane 13.77 10.1 ng 507072 5 13.97 1002390 20.0
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