LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47 Instrument :
Operator : SJ/JU BNA_F

Sample - 14397-03 ClientSampleld :
Misc - P-1A-4.0-4.5-072117
ALS Vial : 9 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-BF072517.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 2.663 126 132 147 rBVY 243696 576760 19.97% 2.161%
2 4.634 464 467 479 rBV 172431 296816 10.28% 1.112%
3 5.093 540 545 562 rBVY 2489963 2876655 99.59% 10.777%
4 6.151 720 725 739 rBVY 2293711 2888369 100.00% 10.821%
5 6.263 739 744 747 rBV 2654472 2552029 88.36% 9.561%
6 6.487 778 782 786 rBV 837190 699462 24.22% 2.620%
7 6.645 804 809 812 rBVY 2071816 1989965 68.90% 7 .455%
8 7.057 874 879 882 rBVY 1898312 1794055 62.11% 6.721%
9 7.192 899 902 911 rVB 41643 52789 1.83% 0.198%
10 7.692 984 987 994 rBV 59955 61949 2.14% 0.232%
11 7.769 996 1000 1004 rBY 1218195 1026645 35.54% 3.846%
12 8.216 1072 1076 1083 rVB2 32905 36037 1.25% 0.135%
13 8.386 1098 1105 1108 rBV 50636 53696 1.86% 0.201%
14 8.851 1179 1184 1187 rBvV 2878121 2734452 94.67% 10.244%
15 8.945 1198 1200 1204 rVB 101385 80089 2.77% 0.300%

16 9.245 1248 1251 1254 rBV 554213 442952 15.34% 1.659%
17 9.475 1286 1290 1292 rVB 125707 111935 3.88% 0.419%
18 9.516 1292 1297 1301 rBV 1046669 962942 33.34% 3.608%

19 9.710 1323 1330 1332 rBV7 25335 47740 1.65% 0.179%
20 9.757 1335 1338 1342 rVV3 26961 38712 1.34% 0.145%
21 9.792 1342 1344 1347 rVB 56025 44875 1.55% 0.168%
22 9.828 1347 1350 1353 rBV2 28820 32125 1.11% 0.120%

23 9.969 1371 1374 1377 rVB 201417 156639 5.42% 0.587%
24 10.192 1406 1412 1414 rBV 101627 123386 4.27% 0.462%
25 10.304 1427 1431 1435 rBV 1332491 1334116 46.19% 4.998%

26 10.439 1450 1454 1455 rBV 233454 196264 6.79% 0.735%
27 10.633 1484 1487 1490 rBV3 62955 71516 2.48% 0.268%
28 10.722 1500 1502 1506 rBV3 30356 42031 1.46% 0.157%
29 10.886 1527 1530 1532 rBV 162667 125123 4_.33% 0.469%
30 10.916 1532 1535 1541 rVB 117145 117079 4._.05% 0.439%

31 10.986 1543 1547 1550 rBV 857700 743858 25.75% 2.787%

32 11.010 1550 1551 1555 rVv2 47076 42872 1.48% 0.161%
33 11.063 1558 1560 1564 rVB2 29401 32646 1.13% 0.122%
34 11.263 1592 1594 1597 rVB 33085 30094 1.04% 0.113%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47 Instrument :
Operator : SJ/JU BNA_F

Sample - 14397-03 ClientSampleld :
Misc - P-1A-4.0-4.5-072117
ALS Vial : 9 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.310 1599 1602 1606 rVB 130800 110164 3.81% 0.413%

36 11.545 1639 1642 1644 rBV 86914 75643 2.62% 0.283%
37 11.598 1649 1651 1662 rVB10 42693 89257 3.09% 0.334%
38 11.716 1668 1671 1675 rVB 87303 85368 2.96% 0.320%
39 12.104 1734 1737 1739 rVB 48325 42168 1.46% 0.158%

40 12.192 1749 1752 1756 rVB 111230 102937 3.56% 0.386%

41 12.321 1771 1774 1779 rBV6 54501 100192 3.47% 0.375%

42 12.416 1787 1790 1793 rVB 106839 96977 3.36% 0.363%
43 12.469 1797 1799 1801 rBV 34420 30349 1.05% 0.114%
44 12.574 1812 1817 1820 rBV 1779917 1721677 59.61% 6.450%
45 13.168 1916 1918 1926 rVB7 26138 31285 1.08% 0.117%
46 13.410 1956 1959 1961 rBV3 27416 40834 1.41% 0.153%

47 13.480 1969 1971 1981 rVB 106820 154578 5.35% 0.579%
48 13.610 1989 1993 1997 rBV 659033 682039 23.61% 2 .555%
49 14.504 2142 2145 2146 rBV2 40025 34905 1.21% 0.131%
50 14.604 2159 2162 2169 rVB 76191 118074 4_.09% 0.442%

51 14.910 2211 2214 2218 rVB 39358 46834 1.62% 0.175%

52 14.962 2218 2223 2229 rBvVY 492798 568255 19.67% 2.129%

53 15.145 2250 2254 2255 rBv4 37153 51592 1.79% 0.193%

54 16.539 2488 2491 2500 rVB5 26919 52660 1.82% 0.197%

55 17.245 2607 2611 2612 rBV3 29901 40047 1.39% 0.150%
Sum of corrected areas: 26692508
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF097149.D

6.26
5.09

2500000
6.15

6.65
2000000 7.06

1500000

1000000 6.49

e w | L e o

o=

T
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: BF097149.D
8|85

500000

2500000

2000000 1257

1500000 10.30

77

1000000

500000

0 N 8,228,.\39

T
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: BF097149.D

2500000
2000000
1500000

1000000
14.96

o T T T

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:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.63 8.49 ng 296816 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-0ctanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Silane, dimethyl- 60 C2H8Si 001111-74-6 9

Abundance Scan 466 (4.628 min): BF097149.D (-464) (-) m/z 43.00 100.00%
43.0
5000 59.0
| o 1040 420 440 460 480 500
e e o e || M7z 59.00 49.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 420 440 460 480 500
0
150 4, 1010 m/z 58.00 14.01%
‘ 1L ) L Il 83'0 Il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
420 440 460 480 500
5000 m/z 101.00 12.86%
41.0
73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R
59.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.11%
5000 29.0 41.0 83.0
101.0
‘ ‘ MJM yl, 70.0 ‘ ‘ 1120 129.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3 unknown6.26 Concentration Rank 1

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

6.26 72.97 ng 2552030 1,4-Dichlorobenzene-d4 6.49
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.257 min): BF097149.D (-739) (-) m/z 132.00 100.00%
13%.0
5000 68.1
401 g0 | 9.1 600 6.0 640 6.60
..,....,....,...:,“.'...,!!..,::.-.|,..':.,f.‘?.?,....,.-:..,1.1.“?9,...., I m/z 68.10 41.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U U R I
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.10 31.75%
b1 H | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 620 640 6.60
5000 67.0 m/z 66.10 27.29%
41.0 97.0
53.0
79.0 117.0
mﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 0\
Abundance #14491: 5-Aminoindole LA LA L L L BB
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.92%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 abo a%o aho a%o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

9.97 3.25 ng 156639 Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 78
3 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 78
4 Tridecane 184 C13H28 000629-50-5 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 1374 (9.969 min): BF097149.D (-1371) (-) m/z 57.10 100.00%
57.1

5000

9.60 9.80 10.00 10.20
m/z 43.05 74 .95%

1131 1411 169.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57.0

5000 R R RN SEE Ry
960 980 1000 10.20

29.0 8.0 m/z 71.10 47 .42%
J‘ L L, ﬂwlmom%1WOﬂM

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

57.0

9.60 9.80 10.00 10.20

5000 m/z 85.10 29.88%
85.0

29.0
113.0 1410 169.0 197.0 225.0 253.0 282.0

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

Abundance #48895: Decane, 2,3,8-trimethyl- A e LR REa e
57.0 9.60 9.80 10.00 10.20
m/z 41.10 29.77%
5000 85.0
290‘ ‘ 1110 1410
T T it oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 960 980 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecane, 6-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.56 ng 123386 Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 80
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 78
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 78
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 72
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 1412 (10.192 min): BF097149.D (-1406) (-) m/z 57.05 100.00%
57.0
5000 43.0 71.0
1 TTT T[T T T T[T T T T[T T T T [TT
99111319571 1451 9.80 10.00 10.20 10.40 10.60
el L2 2L 1610 L 7 43.05 0 42.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59887: Tridecane, 6-methyl-
57.0
5000 430 LA B L B L L L L L LB
71.0 9.80 10.00 10.20 10.40 10.60
85.0 m/z 71.05 39.03%
29.0
| ‘ I, | 990 126.0140.0154.0 169.0183.0
mz> 20 40 80 8 100 1o 10 1 10
Abundance
57.0
9.80 10.00 10.20 10.40 10.60
5000 430 10 m/z 41.00 21.31%
29.0 85.0 990
113.0127.0141.0155.0169.0 184.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl- B B o
57.0 9.80 10.00 10.20 10.40 10.60
m/z 85.10 17 .65%
5000 43.0 71.0
29.0 85.0
11 " 99.0 1130157 5941 0155.0169.0 184.0
m/z--> 20 40 éo 80 100 120 140 160 180 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.89 3.36 ng 125123 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tridecane. 6-methyl- 198 C14H30 013287-21-3 87
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1531 (10.892 min): BF097149.D (-1527) (-) m/z 57.05 100.00%
.0
5000
41 S WA N e
113.1 183.1 10.60 10.80 11.00 11.20
1411 1679 4 A8l nJz 43.05  63.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000 LI UL BRI UL B
85.0 10. 60 10 80 11. oo 11. 20
410 m/z 71.05  46.59%
20.0) “\ [ - “ , 1180 1410 184.0
miz--> B 4 e0 80 100 130 140 160 ibo 260
Abundance
57.0
110.60 10,80 11.00 11.20
5000 410 85.0 m/z 85.10 35.42%
250 1130 1410 190 1980
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59895: Tridecane, 6-methyl- L
57.0 10.60 10.80 11.00 11.20
m/z 55.00 29.01%
5000
41)0
‘ 850 126.0
5o | | 4 lwoo [ aso o
m/z--> 20 40 60 80 100 120 140 160 180 200 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097149.D

Aca On 28 Jul 2017 12:47

Operator : SJ/JU

Sample : 14397-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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, 2,6,10,14-tetra... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.92 3.15 ng 117079 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Decane, 2-methyl- 156 C11H24 006975-98-0 83

Abundance Scan 1536 (10.922 min): BF097149.D (-1532) (-) m/z 57.10 100.00%
57.1
5000
85.1
13.2 T T T
b 02 701081 R
A A R RS A AR LA A L) LARAN LR ALY RARAN RARAS N - - ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LR BN S L B
85.0 10 60 10. 80 11. oo 11. 20
29.0 1130 m/z 43.05 36.88%
| L Lm0 10 2250 253.0 2820
m/z--> 25 45 éo éo 160 150 150 1éo 1éo 260 220 240 260 280 300
Abundance
57.0
10.60 10.80 11.00 11.20 |
m/ 85.10 35.55%
5000 85.0 z 0
29.0
113.0 141.0 169.0 1960  240.0
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- e R
57.0 10.60 10.80 11.00 11.20
m/z 41.05 26.14%
5000 85.0
113.0
| | 7777 1410 1830 211.0 239.0 267.0 296.0
B B A aas Las EEEE e A RAaaE AR e R RE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.31 2.96 ng 110164 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 86
2 Eicosane 282 C20H42 000112-95-8 80
3 Heptadecane 240 C17H36 000629-78-7 72
4 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 72
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 64

Abundance Scan 1602 (11.310 min): BF097149.D (-1599) (-) m/z 57.05 100.00%

571.0
5000

11.00 11.20 11.40 11.60
m/z 43.05 75.08%

113.1

141.1165.1 196.2
EREERIEEEEEERL
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #59896: Tridecane, 2-methyl-
57.0
5000 LA L L L L L LB L |
85.0 11.00 11.20 11.40 11.60
29. 0 155.0 m/z 71.10 51.35%
113 0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R S EmEnsmEs
11.00 11.20 11.40 11.60
5000 m/z 85.10 35.36%
85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0

WWWWWWW
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane L e
57.0 11.00 11.20 11.40 11.60
m/z 41.00 29.43%

85.0
5000

29.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. OO 11. 20 11. 40 11.60

141 0 /169.0 197.0 240 0

| ‘1130
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Pentadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.55 2.03 ng 75643 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 38
5 Heptanoic acid 130 C7H1402 000111-14-8 35
Abundance Scan 1643 (11.551 min): BF097149.D (-1639) (-) m/z 43.10 100.00%
431 730
5000
129.1
213.2
Ly T 2562 || 11030 110 160 1o
SN (11| m/z 73.00 96.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0
5000 129.0

11.20 11.40 11.60 11.80
m/z 57.00 79.13%

150J

.”,”.w:”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
SRR e e e o
11.20 11.40 11.60 11.80
5000 129.0 m/z 60.00 77.69%
83.0
157.0 1850 213.0 256.0
40/0 110.0 '
AL I o o e o e e e e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid
73.0 11.20 11.40 11.60 11.80
m/z 55.05 64.11%
129.0
5000
|| 1000 ] 1720
"W'”'I”'W'“'I”'W'”'I”'W'”'""'”' T SRR e e e o
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
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 12 unknownl11.60 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.60 2.40 ng 89257 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 43
2 2-Bromo-4-fluorophenol 190 C6H4BrFO 000496-69-5 38
3 2-Bromo-5-Ffluorophenol 190 C6H4BrFO 147460-41-1 35
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 27
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 27
Abundance Scan 1651 (11.598 min): BF097149.D (-1649) (-) m/z 192.10 100.00%
19D
5000
11.20 11.40 11.60 11.80 12.00
m/z 190.05 79.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.20 11.40 11.60 11.80 12.00
: m/z 57.00 78.91%
390 630 || 1110 1370 1630 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190.0
620 11.20 11.40 11.60 11.80 12.00
5000 | m/z 189.10 78.20%
310 57.0 110.0 1950 1610
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53294: 2-Bromo-5-fluorophenol
192.0 11.20 11.40 11.60 11.80 12.00
m/z 191.10 51.47%
83.0
5000
57.0
111.0
14.0 3%9u \\JH‘ M | 1350 1630 |
m/z--> 20 40 60 8 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.72 2.30 ng 85368 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 80
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 80
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 78
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1672 (11.722 min): BF097149.D (-1668) (-) m/z 57.10 100.00%

57.1
5000

212.1

11.40 11.60 11.80 12.00
m/z 43.05 76.38%

113.1 141.1 169.2

il
RRARRREREA Rt a Y
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane

57.0

5000 S
85.0 1140 11,60 11.80 12.00

m/z 71.05 46.17%

29.0
u

|l #%mmm% mm

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
57.0
B B AR
11.40 11.60 11.80 12.00
5000 m/z 85.00 34.76%
85.0
29.0
169.0
W’mmww’wwmwmm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- L e
57.0 11.40 11.60 11.80 12.00
m/z 212.10 22.61%
5000 85.0
28.0
113.0 183.0
crrerrpeliebed bbb i)
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 14 unknownl2.32 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.32 2.94 ng 100192 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 41
2 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 30
3 Oxalic acid. allyl tetradecvl ester 326 C19H3404 1000309-24-2 30
4 Oxalic acid. cvclobutyl tetradec... 340 C20H3604 1000309-70-9 25
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 25
Abundance Scan 1774 (12.321 min): BF097149.D (-1771) (-) m/z 43.10 100.00%
431
5000
129.1 185.1 U R R AR
157.1 220.2241.1 12.00 12.20 12.40 12.60
m/z 57.05 90.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39469: n-Decanoic acid
60.0
5000 U AR SR DR
129.0 nmnmnmnm
23.0 m/z 60.00 69.66%
‘ | 87 0 172.0
...,.‘...,....‘ L h me@ N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41.0
12.00 12.20 12.40 12.60
5000 m/z 41.00 67 .44Y%
71.0
97.0
125.0 269.0
m/z--> 25 Jo éo 85 160 150 1&0 160 180 200 220 250 2éo
Abundance #165885: Oxalic acid, allyl tetradecy! ester e A REEEEEasS
41.0 12.00 12.20 12.40 12.60
m/z 55.00 58.26%
5000 71.0
97.0
d I 125.0 241.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097149.D

Aca On - 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 15 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.48 4.53 ng 154578 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
2 E-14-Hexadecenal 238 C16H300 330207-53-9 90
3 Cvclohexadecane 224 C16H32 000295-65-8 81

4 Octacosanol 410 C28H580 000557-61-9 74
5 3-Chloropropionic acid, pentadec... 318 C18H35CI02 1000281-77-6 74

Abundance Scan 1971 (13.480 min): BF097149.D (-1969) (-) m/z 57.10 100.00%

5.1

%

5000

235.1 13.20 13.40 13.60 13.80
m/z 55.05 98.98%

139.1 167.1 191.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-

a1
13;1
o

83.0

13.20 13.40 13.60 13.80
m/z 43.10 87.85%

5000

139.0 167.0 196.0 223.0 252.0 280.0
e

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

:

43.0

L IMLLELE e e
830 13.20 13.40 13.60 13.80

5000 m/z 69.10 63.66%
111.0

140.0 168.0189.0210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane N B EE
580 830 13.20 13.40 13.60 13.80

m/z 83.10 56.78%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13 40 13. 60 13. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072817\

Data File : BF097149.D

Acq On = 28 Jul 2017 12:47

Operator : SJ/JU

a?ggle i 14397-03 P-1A-4.0-4.5-072117
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.63 8.5 ng 296816 1 6.49 699462 20.0
unknown6 .26 6.26 73.0 ng 2552030 1 6.49 699462 20.0
Hexadecane 9.97 3.3 ng 156639 3 9.52 962942 20.0
Tridecane, 6-methyl- 10.19 2.6 ng 123386 3 9.52 962942 20.0
Tridecane 10.89 3.4 ng 125123 4 10.99 743858 20.0
Hexadecane, 2,6,1... 10.92 3.1 ng 117079 4 10.99 743858 20.0
Tridecane, 2-methyl- 11.31 3.0 ng 110164 4 10.99 743858 20.0
Pentadecanoic acid 11.55 2.0 ng 75643 4 10.99 743858 20.0
unknownl1l.60 11.60 2.4 ng 89257 4 10.99 743858 20.0
Pentadecane 11.72 2.3 ng 85368 4 10.99 743858 20.0
unknownl12 .32 12.32 2.9 ng 100192 5 13.61 682039 20.0
5-Eicosene, (E)- 13.48 4.5 ng 154578 5 13.61 682039 20.0
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