LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 15024-01 CL-01-082917-A

ALS Vial : 15 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-BF081517.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 3.087 168 170 181 rBvV 42482 87179 2.48% 0.279%
2 4.928 479 483 494 rVB 206062 302830 8.62% 0.968%
3 5.339 547 553 556 rBY 2955725 3302439 94.03% 10.555%
4 6.369 722 728 731 rBVY 3001343 3511999 100.00% 11.225%
5 6.498 745 750 753 rBVY 3198268 3278101 93.34% 10.477%
6 6.722 785 788 792 rBV 881148 717027 20.42% 2.292%
7 6.881 811 815 818 rBVY 2716519 2518692 71.72% 8.050%
8 7.292 879 885 888 rBY 2152588 2160833 61.53% 6.906%
9 8.004 1002 1006 1022 rVB 991241 980875 27.93% 3.135%
10 8.716 1122 1127 1131 rBV 46648 44626 1.27% 0.143%
11 8.816 1140 1144 1149 rBV 74296 61695 1.76% 0.197%
12 9.086 1184 1190 1193 rBV 3637609 3377285 96.16% 10.794%
13 9.345 1230 1234 1238 rBV3 31579 38260 1.09% 0.122%
14 9.416 1242 1246 1249 rBV 69338 67955 1.93% 0.217%

15 9.475 1253 1256 1263 rVB 524797 474239 13.50% 1.516%

16 9.533 1263 1266 1271 rBV 34852 37505 1.07% 0.120%
17 9.616 1277 1280 1284 rBV 163819 138799 3.95% 0.444%
18 9.757 1297 1304 1308 rBV 1101121 948050 26.99% 3.030%

19 10.069 1353 1357 1360 rBV2 35382 41549 1.18% 0.133%
20 10.163 1369 1373 1375 rBV2 33846 46321 1.32% 0.148%
21 10.304 1394 1397 1403 rVB2 45269 64196 1.83% 0.205%
22 10.545 1432 1438 1441 rBV 1708295 1590364 45.28% 5.083%
23 10.669 1455 1459 1466 rBV2 73531 91652 2.61% 0.293%
24 10.851 1485 1490 1492 rBV3 32995 45379 1.29% 0.145%
25 11.133 1536 1538 1544 rVB2 39518 42339 1.21% 0.135%

26 11.239 1552 1556 1558 rBV 936177 814346 23.19% 2.603%
27 11.263 1558 1560 1563 rVV 377514 289448 8.24% 0.925%
28 11.310 1565 1568 1571 rVB 72790 68384 1.95% 0.219%
29 11.568 1609 1612 1616 rVB2 39304 36920 1.05% 0.118%
30 11.739 1637 1641 1643 rBV 157689 140169 3.99% 0.448%

31 11.768 1643 1646 1649 rVvVv 166414 152339 4._.34% 0.487%

32 11.816 1651 1654 1656 rVvVv 43424 44108 1.26% 0.141%
33 11.845 1656 1659 1662 rVV2 160422 183732 5.23% 0.587%
34 11.868 1662 1663 1670 rVB 105811 97158 2.77% 0.311%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 15024-01 CL-01-082917-A

ALS Vial : 15 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-BF081517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.033 1686 1691 1693 rBV3 53958 59093 1.68% 0.189%
36 12.057 1693 1695 1701 rVB4 33976 40674 1.16% 0.130%
37 12.216 1719 1722 1724 rBV 54832 51491 1.47% 0.165%
38 12.286 1731 1734 1737 rBV 142327 140994 4.01% 0.451%
39 12.321 1737 1740 1742 rVV2 72473 83954 2.39% 0.268%
40 12.368 1746 1748 1753 rBV3 59388 85147 2.42% 0.272%
41 12.445 1758 1761 1765 rBVY 253782 221113 6.30% 0.707%
42 12.539 1775 1777 1780 rVB 46791 41168 1.17% 0.132%
43 12.674 1796 1800 1803 rBV 386994 338719 9.64% 1.083%
44 12.733 1807 1810 1814 rVB2 50903 58333 1.66% 0.186%
45 12.827 1821 1826 1829 rBV 2453996 2434372 69.32% 7.781%
46 12.892 1834 1837 1841 rBV2 60573 92450 2.63% 0.295%
47 12.986 1850 1853 1854 rBV3 42115 50733 1.44% 0.162%
48 13.104 1870 1873 1878 rBV 87024 103459 2.95% 0.331%
49 13.198 1887 1889 1891 rVB 79770 54831 1.56% 0.175%
50 13.227 1892 1894 1898 rVV2 74915 64814 1.85% 0.207%

51 13.721 1975 1978 1982 rBV2 122688 127453 3.63% 0.407%
52 13.868 1999 2003 2006 rBV2 779322 856558 24 .39% 2.738%
53 15.286 2241 2244 2254 rVB2 408111 585837 16.68% 1.872%

Sum of corrected areas: 31287986
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF083017\

BF098172.D

30 Aug 2017 22:54

SJ/JU

15024-01 CL-01-082917-A
15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098172.D

6.50

5.34 6.37

6.88

7.29

6.72

4.93

0
Time-->

5.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

8.00

1000000

500000

TIC: BF098172.D

12.83

10.55

9.76

9.47

AR

B

| 98 P2 1010716).30

O~
Time-->

PN
LI B LI B

10.00

13.00

13.50

9.50

I
10.50 11.00 11.50 12.00 12.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

5000008 72

0

TIC: BF098172.D

13.87

15.29

Time-->

14.00

17.50 18.00 18.50

19.00

14.50 15.00

15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown3.09 Concentration Rank 9

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

3.09 2.43 ng 87179 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 (S)-(H)-1.2-Propanediol 76 C3H802 004254-15-3 9
4 2-Butanol. (R)- 74 C4H100 014898-79-4 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 171 (3.093 min): BF098172.D (-168) (-) m/z 45.10 100.00%
43.1
5000 \\\\\y-__
Emmam e S ERAS
610 2.80 3.00 3.20 3.40
39.1 55.1 69.0
0"I""I""I""I""I'"'I""I"':I':I! AR Raats RS RS I laada MRS m/z 43.00 17.43%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol \w
45.0
‘A-”"‘A“v‘""mwwj

5000 LA L L L L LB LB
2.80 3.00 3.20 3.40
29. m/z 61.00 7.19%
140190 1 300 55,0 61.0 76.0
T A e R e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance

45.0

2.80 3.00 3.20 3.40
5000 m/z 44.00 6.06%

31.0
o 150 20 39.0 55.0 61.0 76.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45.0

2.80 3.00 3.20 3.40
m/z 57.00 3.12%
5000
o 14.019.0 2600 390 |, 55.0 61.0 75.0
S T T M LN 1 P2 e 1 E— SN 1] S
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3

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

4.93 8.45 ng 302830 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 483 (4.928 min): BF098172.D (-479) (-) m/z 43.00 100.00%
43.0
59.1
5000
o PN
83.0 : : : :
0...,....,....,....','::.?,1'.0.-51,....,....,.-...,...:,....,. m/z 59.10 58.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS SSEDESEAE RRE RR
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 22.50%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.00 15.79%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e s
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.10%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.50 Concentration Rank 1

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

6.50 91.44 ng 3278100 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF098172.D (-745) (-) m/z 132.05 100.00%
13p.1
5000 68.0
400 %1 J 550 60 650 680
-0 540 . . . :
0 P72 NI .10 | — m/z 68.05 44_60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IR LR L
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.22%
0 ‘ L1 H (1 ‘ L 1
UL RN UL UL LR SARLELL UL DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 ou 5ho ok
5000 9go 1160 m/z 66.05 26.89%
0 158.0 189.0
mz-> 20 40 60 8 100 120 140 160 180 A
Abundance #14396: 1,2,4-Trifluorobenzene T[T T T[T T T T[T T
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.27%
5000 630 810
Y N A W S NN B PO | O | SN
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl0.67 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.25 ng 91652 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 49
2 Dodecane 170 C12H26 000112-40-3 46
3 Hexacosane 366 C26H54 000630-01-3 41
4 Hentriacontane 437 C31H64 000630-04-6 38
5 Octacosane 394 C28H58 000630-02-4 38
Abundance Scan 1459 (10.669 min): BF098172.D (-1455) (-) m/z 57.05 100.00%
5000 : 1841
10.40 10.60 10.80 11.00
(o} T m/z 71.10 80.31%
m/z--> 50 100 150 200 250 300 350
Abundance #48832: Tridecane
57.0
5000 SRR UM SR SR
290 85.0 10.40 10.60 10.80 11.00
m/z 43.10 72 .88%
0 “ “\ u‘\ “\ \‘ \}1%.09-41.0 18\4..0
m/z--> 56 160 1%0 260 250 360 3%0
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 47 .36%
85.0
29.0
m/z--> o '56' - 160" ' ﬁéo" "260" ' 550" "360" ' ééoll
Abundance #194494: Hexacosane LI L L L N LB B
57.0 10.40 10.60 10.80 11.00
m/z 184.10 38.72%
5000 85.0
13.0
0 2%.0‘\ J\ 1' 1“ ‘ﬁ H‘ ‘114‘:‘['()J16J9'0‘19‘7-0‘22‘5.0253,0 295'0 366.0
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Anthracene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.74 3.44 ng 140169 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90

Abundance Scan 1641 (11.739 min): BF098172.D (-1637) (-) m/z 192.10 100.00%

19p.1

5000 \A[\,L

94, 165.
11.40 11.60 11. 80 12. 00
. 63.0 . 115.0129. 150.0
o320 030 783 ). 11501200 1900 | Il “m/z 191.10 58.93%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #54736: Anthracene, 2-methyl-
192.0

5000
11. 40 11.60 11.80 12.00
m/z 189.10 34.87%

96.0 165.0
02M)M0 63.0 820 "7 1150 139.0 N M
e B e i e
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.40 11.60 11.80 12.00
5000 m/z 190.10 16.97%
94.0 165.0
0 39.0 63.0 77.0 115.0 139.0
e e i T M et e
mz-> 20 40 60 80 100 120 140 160 180 200 \
Abundance #54731: Anthracene, 9-methyl- T e .J‘,/\’
192.0 11.40 11.60 11.80 12.00
m/z 193.10 16.82%
5000
oL 390 630 820 “\ 1150 1390 1650 “\ |
R e A e e . I
mz-> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Phenanthrene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.84 4_.51 ng 183732 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 83
2 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 78
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 70
4 Naphtholl.2-blnorbornadiene 192 C15H12 1000210-14-8 64
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
Abundance Scan 1658 (11.839 min): BF098172.D (-1656) (-) m/z 192.10 100.00%
19p.1
5000
11.60 11.80 12.00 12.20
ol 220 220 2 m/z 191.10  57.57%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54752: Phenanthrene, 1-methyl-
192.0
5000
11.60 11.80 12.00 12.20
95.0 165.0 m/z 189.10 34 .75%
0 39.0 ! 63\'0\ o Al | 115.0 139'0 w M“ . H‘H
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 94.80 23.78%
95.0 165.0
0 63.0 125.0141.0
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance #54739: Anthracene, 1-methyl- b RRREE EE s
192.0 11.60 11.80 12.00 12.20
m/z 190.10 22.31%
5000
165.0
440 630 g %0 1150 1390 | |
mz-> 20 40 60 8 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1H-Indene, 2-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.39 ng 97158 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 93
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 93
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 91
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 90
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 87

Abundance Scan 1663 (11.868 min): BF098172.D (-1662) (-) m/z 192.10 100.00%

19p.

5000

165.1

94.8 11.60 11.80 12.00 12.20

39.0 62.9 80. 122.0 139.1
| 208.0 m/z 191.10 65.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54727: 1H-Indene, 2-phenyl-
192.0
5000
11.60 11.80 12.00 12.20
165.0 m/z 189.10 23.81%
240390 630 750 96.0 150 1390 | |

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

Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 193.10 18.17%
165.0
0 39.0 63.0 82.0 98.0 115.0 139.0
L L ML A o B A B B e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0 11.60 11.80 12.00 12.20
m/z 165.05 15.49%
5000
165.0
o 39.0 630 81090 1150 1300 |
L e L T B B oo oo e e R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF081517.M Thu Aug 31 14:49:43 2017 Page: 10



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF083017\

BF098172.D

30 Aug 2017 22:54

SJ/JU

15024-01 CL-01-082917-A
15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Phenanthrene, 3,6-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.29 3.46 ng 140994 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 94
2 Anthracene. 1.4-dimethvl- 206 Cl16H14 000781-92-0 94
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 93
4 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 91

Abundance Scan 1735 (12.292 min): BF098172.D (-1731) (-) m/z 206.10 100.00%
206.1
5000
570 0 126.0143.1 1651 12.00 12.20 12.40 12.60
o 39.0 00 Ca 133 2252 | "n77z 191.10 54.61%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
5000
189.0 12.00 12.20 12.40 12.60
102.0 m/z 189.10 31.05%
oL 270 510 789 || 15501390 1650 ! MM
m/z--> 25 45 éo éo 160 120 150 160 180 260 250
Abundance
206.0
12.00 12.20 12.40 12.60
5000 m/z 205.05 24 .52%
189.0
o 300 630 890 1150 1390 165.0
m/z--> 25 45 éo éo 160 120 140 160 180 260 250
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0 12.00 12.20 12.40 12.60
m/z 190.10 15.96%
5000
189.0
101.0 165.0 ‘
o220 s 70 e 1980 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF081517.M Thu Aug 31 14:49:44 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\
Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

Sample : 15024-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 11 Phenanthrene, 2,7-dimethyl- Concentration Rank 15

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

12.32 2.06 ng 83954 Phenanthrene-d10 11.24

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 64
2 l141Annulene. 1.6:8.13-bis(metha... 206 C16H14 085385-68-8 64
3 Pvrene. 4.5.9.10-tetrahvdro- 206 Cl6H14 000781-17-9 64
4 Benzene. 1.1"-(1.3-butadienvlide... 206 C16H14 004165-81-5 60
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 55

Abundance Scan 1740 (12.321 min): BF098172.D (-1737) (-) m/z 206.10 100.00%
206.1
189.1
5000
124.0 143.9 163.1 12.00 12.20 12.40 12.60
0 m/z 189.05 70.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66268: Phenanthrene, 2,7-dimethyl-
206.0
5000
12.00 12.20 12.40 12.60
189.0 m/z 204.05 50.40%
0 M0 w0
-7
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206.0
12.00 12.20 12.40 12.60
5000 m/z 191.10 42.79%
165.0 189.0
39.0 63.0 115.0 4399
O T T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66272: Pyrene, 4,5,9,10-tetrahydro-
206.0 12.00 12.20 12.40 12.60
m/z 205.15 38.21%
5000
101.0
165.0 189.0
ol 390 00 | W 122.0139.0 | | |
R e A e e e AN R E s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF081517.M Thu Aug 31 14:49:44 2017

CL-01-082917-A

Page: 12



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF083017\

BF098172.D

30 Aug 2017 22:54

SJ/JU

15024-01 CL-01-082917-A
15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 14

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

12.37 2.09 ng 85147 Phenanthrene-d10 11.24

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 64
2 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 62
3 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 53
4 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 52
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 50

Abundance Scan 1748 (12.368 min): BF098172.D (-1746) (-) m/z 206.10 100.00%
5000
12.00 12.20 12.40 12.60
0 m/z 204.10 97.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
189.0 12.00 12.20 12.40 12.60
1010 ' m/z 191.10 54.04%
76.0 165.0 ‘
o2, 510 T80 | weo TR0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206.0
P T T T T T
12.00 12.20 12.40 12.60
5000 m/z 176.10 41.90%
189.0
o 39.0 76.0 1020 ;5551390 165.0
T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0 12.00 12.20 12.40 12.60
m/z 205.05 30.79%
5000
189.0
102.0
o 27.0 510 7?0 11l 122.0139.0 1650“
T I o e e B o e RARRE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF081517.

M Thu Aug 31 14:49:45 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.89 2.16 ng 92450 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 89
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 89
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 86
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 76
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
Abundance Scan 1837 (12.892 min): BF098172.D (-1834) (-) m/z 216.10 100.00%
216.1
5000
1079 163.1 189.1 240 12.60 12.80 13.00 13.20
63.0 86.0 138.1 - ' 40.1 . : : : :
ol 220 81 m/z 215.10 86.08%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000
12.60 12.80 13.00 13.20
108.0 m/z 213.05 22 .10%
4 57.0 139.0 163.0 189.0 1
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
12.60 12.80 13.00 13.20
5000 m/z 107.90 17.25%

108.0
30.0 740 139.0 163.0 189.0

O‘Twmwﬁmﬁmnmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74416: Pyrene, 1—methy|— S B L L B B
216.0 12.60 12.80 13.00 13.20
m/z 217.10 16.25%
5000
108.0 189.0
0 39.0 63.0 87. 137.0 163.0
1 IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13. 00 13 20

8270-BF081517.M Thu Aug 31 14:49:45 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.10 2.42 ng 103459 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 95
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 94
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
4 Pvrene. 4-methvl- 216 C17H12 003353-12-6 81
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 78
Abundance Scan 1872 (13.098 min): BF098172.D (-1870) (-) m/z 216.10 100.00%
216.1
5000
9.0 189.1
390 720 191 1631 41.2 287.2 12.80 13.00 13.20 13.40
of : m/z 215.10 66 .10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74415: Pyrene, 1-methyl-
216.0
5000
12.80 13.00 13.20 13.40
108.0 189.0 m/z 232.10 27 .87%
o 41.0 63.0 86. 134.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
A
12.80 13.00 13.20 13.40
5000 m/z 217.10 23 .44%
108.0
o 39.0 63.0 86.0 1340 1630 290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74419: 11H-Benzo[a]fluorene R R B
216.0 12.80 13.00 13.20 13.40
m/z 95.00 21.62%
5000

107.0
140 440 810, | anmolwo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. 00 13 20 13. 40

o

8270-BF081517.M Thu Aug 31 14:49:46 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083017\

Data File : BF098172.D

Aca On : 30 Aug 2017 22:54

Operator : SJ/JU

ﬁ?ggle i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.72 2.98 ng 127453 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 76
2 l1-Heneicosanol 312 C21H440 015594-90-8 76
3 Isoheptadecanol 256 C17H360 057289-07-3 76
4 n-Pentadecanol 228 C15H320 000629-76-5 70
5 1-Heptacosanol 396 C27H560 002004-39-9 70
Abundance Scan 1978 (13.721 min): BF098172.D (-1975) (-) m/z 83.05 100.00%

.0
152.1175.1 2921 o642 3083 13.40 13.60 13.80 14.00

0 m/z 57.10 88.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55,0

%

5000 LA L L L L L L L BB
13 40 13 60 13. 80 14. oo
9.0 m/z 43.00 78.38%
0 Lo 167.0 196.0 224.0 252.0 280.0 308.0
RERIaRCaRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
IR I I e o
13.40 13.60 13.80 14.00
5000 111.0 m/z 69.05 77.91%
29.0
o 1390 167.0 1960 238.0 266.0 204.0 /kmwwammwwwvﬁL”“WMJWMWNWV

Wmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107661: Isoheptadecanol e AREEEEEaSEE
57.0 83.0 13.40 13.60 13.80 14.00

m/z 97.10 77 .65%

5000

Iy

139.0 182.0 210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13 60 13. 80 14. 00

8270-BF081517.M Thu Aug 31 14:49:46 2017 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083017\

Data File : BF098172.D

Acg On : 30 Aug 2017 22:54

Operator : SJ/JU

3?22'6 i 15024-01 CL-01-082917-A
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
unknown3 .09 3.09 2.4 ng 87179 1 6.72 717027 20.0
2-Pentanone, 4-hy... 4.93 8.4 ng 302830 1 6.72 717027 20.0
unknown6 .50 6.50 91.4 ng 3278100 1 6.72 717027 20.0
unknown10.67 10.67 2.3 ng 91652 4 11.24 814346 20.0
Anthracene, 2-met... 11.74 3.4 ng 140169 4 11.24 814346 20.0
Phenanthrene, 1-m... 11.84 4.5 ng 183732 4 11.24 814346 20.0
1H-Indene, 2-phenyl- 11.87 2.4 ng 97158 4 11.24 814346 20.0
Phenanthrene, 3,6... 12.29 3.5 ng 140994 4 11.24 814346 20.0
Phenanthrene, 2,7... 12.32 2.1 ng 83954 4 11.24 814346 20.0
Phenanthrene, 2,5... 12.37 2.1 ng 85147 4 11.24 814346 20.0
11H-Benzo[b]fluorene 12.89 2.2 ng 92450 5 13.87 856558 20.0
Pyrene, l-methyl- 13.10 2.4 ng 103459 5 13.87 856558 20.0
Behenic alcohol 13.72 3.0 ng 127453 5 13.87 856558 20.0
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