LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

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-BF110817.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 5.081 505 509 521 rBB 141842 174575 13.24% 1.225%
2 5.481 572 577 580 rBVY 1229520 1153494 87.49% 8.096%
3 6.487 743 748 751 rBVY 1170954 1200210 91.03% 8.424%
4 6.628 768 772 775 rBVY 1413960 1226949 93.06% 8.611%
5 6.857 808 811 815 rBV 436664 338126 25.65% 2.373%
6 7.016 834 838 841 rBVY 1132767 942539 71.49% 6.615%
7 7.422 902 907 910 rBV 836729 729492 55.33% 5.120%
8 8.139 1025 1029 1031 rBV 542262 425791 32.29% 2.988%
9 8.157 1031 1032 1036 rVB 39630 29903 2.27% 0.210%
10 8.692 1120 1123 1126 rBV 69301 53731 4.08% 0.377%

11 9.216 1207 1212 1215 rBV 1527119 1318463 100.00% 9.254%
12 9.604 1275 1278 1285 rVB2 54632 60015 4 _55% 0.421%
13 9.757 1300 1304 1307 rBV 177326 145384 11.03% 1.020%
14 9.892 1319 1327 1331 rBV2 493555 444407 33.71% 3.119%

15 10.098 1355 1362 1366 rVB2 15158 16263 1.23% 0.114%
16 10.345 1402 1404 1408 rBvV 19090 16194 1.23% 0.114%
17 10.439 1418 1420 1425 rBV2 10592 15815 1.20% 0.111%

18 10.604 1445 1448 1455 rVB 261426 215997 16.38% 1.516%
19 10.680 1457 1461 1472 rVB 697615 669102 50.75% 4.696%
20 10.786 1476 1479 1481 rBV3 13664 15707 1.19% 0.110%

21 11.380 1577 1580 1582 rBV 439451 364004 27.61% 2 .555%
22 11.404 1582 1584 1590 rVB 146787 112227 8.51% 0.788%

23 11.457 1590 1593 1596 rVB 60935 49403 3.75% 0.347%
24 11.492 1596 1599 1601 rBV 16614 15425 1.17% 0.108%
25 11.880 1661 1665 1666 rBV2 21681 18684 1.42% 0.131%
26 11.898 1666 1668 1675 rVB2 35438 46267 3.51% 0.325%
27 11.957 1675 1678 1681 rBV 17244 15278 1.16% 0.107%
28 11.992 1681 1684 1687 rBV2 32137 37010 2.81% 0.260%
29 12.427 1754 1758 1760 rBv4 21570 23919 1.81% 0.168%
30 12.516 1770 1773 1777 rVB2 14192 17549 1.33% 0.123%
31 12.592 1783 1786 1789 rBV 232540 192544 14 .60% 1.351%
32 12.686 1799 1802 1806 rBV 66564 65378 4._.96% 0.459%
33 12.763 1813 1815 1820 rVB 31783 27544 2.09% 0.193%

34 12.821 1820 1825 1829 rBV 210608 211591 16.05% 1.485%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.963 1845 1849 1852 rBV 1044821 909576 68.99% 6.384%

36 13.039 1858 1862 1866 rBv4 16472 27761 2.11% 0.195%
37 13.145 1874 1880 1884 rVB2 41164 66770 5.06% 0.469%
38 13.186 1884 1887 1889 rBV2 11849 15186 1.15% 0.107%
39 13.216 1890 1892 1894 rVB 25435 19485 1.48% 0.137%
40 13.257 1894 1899 1901 rBV2 27578 31129 2.36% 0.218%
41 13.321 1907 1910 1912 rBV2 23268 27673 2.10% 0.194%
42 13.657 1965 1967 1971 rBV 19569 22044 1.67% 0.155%
43 13.768 1984 1986 1989 rBV2 19062 15030 1.14% 0.105%
44 13.821 1993 1995 1998 rVv2 20218 26019 1.97% 0.183%
45 13.857 1998 2001 2009 rVB3 53753 83471 6.33% 0.586%
46 14.021 2024 2029 2032 rBV3 484908 591681 44.88% 4_.153%
47 14.045 2032 2033 2036 rVB 127498 84583 6.42% 0.594%
48 14.127 2044 2047 2049 rBV2 29160 25940 1.97% 0.182%
49 14.168 2051 2054 2056 rVvV 39859 35882 2.72% 0.252%
50 14.651 2134 2136 2143 rVB2 39737 47223 3.58% 0.331%

51 15.062 2201 2206 2214 rBV 215493 387514 29.39% 2.720%
52 15.174 2221 2225 2227 rBV 81377 84751 6.43% 0.595%
53 15.368 2254 2258 2264 rVB 128610 157713 11.96% 1.107%
54 15.433 2265 2269 2274 rVB 190334 229368 17.40% 1.610%
55 15.498 2275 2280 2283 rBV 290936 396281 30.06% 2.781%

56 16.621 2468 2471 2476 rVBS8 22558 34635 2.63% 0.243%

57 16.968 2524 2530 2538 rVB2 93386 177106 13.43% 1.243%

58 17.145 2556 2560 2565 rBV3 14493 25141 1.91% 0.176%

59 17.209 2567 2571 2575 rVB5 23921 39993 3.03% 0.281%

60 17.421 2599 2607 2618 rBV 116768 256690 19.47% 1.802%

61 17.656 2642 2647 2652 rBV2 19696 40612 3.08% 0.285%
Sum of corrected areas: 14248237
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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\BF112817\

BF100936.D

28 Nov 2017 16:19

SJ/Ju

16579-03

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3

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

5.08 10.33 ng 174575 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 9
4 3-Pentanol 88 C5H120 000584-02-1 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 509 (5.081 min): BF100936.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AR I L L L
| 83.1 | 4.80 5.00 5.20 5.40
O e e e e e e m/z 59.10 52.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR 5k sk 5o
0
150 4, 1010 m/z 101.10 18.26%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 13.22%
20.0 101.0
ol 20 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 e W
59.0 4.80 5.00 520 5.40
m/z 41.10 8.49%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 1

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

6.63 72.57 ng 1226950 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF100936.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 500 || r e 550 640 650 650 700
Obr et Mo el £ L300 Ml Tm/z 68.10 39.72%
m/z--> 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 .
5000 R UL R I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32 .54%
| | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 620 640 6.60 6.80 7.00
5000 m/z 66.00 25 .50%
39.0 910
270 . 510 650 770 105.0
O R Rk o T o o S o T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T REEmE B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.36%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0'w'“l“'“j“'ﬂ”“rﬂth'hwﬁ'“l“hwﬁgzq'il“'wH“'" IR SR S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 10

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

8.69 2.52 ng 53731 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Guanidine 59 CH5N3 000113-00-8 7
3 Acetamide 59 C2H5NO 000060-35-5 5
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 4
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 4

Abundance Scan 1123 (8.692 min): BF100936.D (-1120) (-) m/z 59.00 100.00%
54.0
5000
77.1 105.0
47'0| 09 | 840 8.60 8.80 9.00
Ohrrprerrprrrr et e m/z 105.00 27.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 U R R R
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.10 26 .92%
31.0 *
o dog | . 910 M 121.0 149.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
430 590
840 8.60 8.80 9.00
5000 m/z 43.00 16.05%
28.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #240: Acetamide
440 59.0 8.40 8.60 8.80 9.00
m/z 106.00 15.82%
5000
15.0 28.0
0"PA'P”PW”'W"P”'V”'P”'P”'P”'P”'P”'P”'P”'P”'P”' U R R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.60 9.72 ng 215997 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 .alpha...alpha.-Dichloroacetophe... 188 C8H6CI20 002648-61-5 47
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 47
4 Benzenebutanoic acid. .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
Abundance Scan 1447 (10.598 min): BF100936.D (-1445) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
10.20 10.40 10.60 10.80 11.00
151.9
Y AN NI T LT DU BN m/z 77.05  60.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 U BN SURBLIL SN
182.0 1020 10.40 10,60 10.80 11.00
51.0 m/z 182.05 49.18%
0 27.0 | o910 || 1260 1520
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 10.20 10,40 10.60 10.80 11.00
5000 m/z 51.00 29.57%
51.0
0 27.0 91.0 125.0 154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27532: Acetophenone, 2-chloro- e
105.0 10.20 10.40 10.60 10.80 11.00
m/z 181.10 12.60%
77.0
5000
51.0
ol 140 370 L 8o 1250 1540
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl11.90 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.54 ng 46267 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 37
2 n-Decanoic acid 172 C10H2002 000334-48-5 35
3 Tridecanoic acid 214 C13H2602 000638-53-9 35
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 35
5 Dodecanoic acid 200 C12H2402 000143-07-7 27
Abundance Scan 1668 (11.898 min): BF100936.D (-1666) (-) m/z 73.00 100.00%
410 730
129.1
5000
I | E
| 11.60 11.80 12.00 12.20
(o} - ! m/z 60.00 83.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L B SN B SR

11.60 11.80 12.00 12.20
256.0 m/z 41.05 82.63%

157.0 1g50 213.0

J‘u 83.0
40
o

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

Abundance
73.0
R R o M
129.0 11.60 11.80 12.00 12.20
5000 m/z 43.05 79.04%
43.0
101.0 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid R R B
43.0 73.0 11.60 11.80 12.00 12.20
' m/z 55.10 65.64%
5000
129.0
214.0
e LT
A [ v W PR N SNS— N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.03 ng 37010 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
4 Methvl diselenide 190 C2H6Se2 007101-31-7 41
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 14
Abundance Scan 1684 (11.992 min): BF100936.D (-1681) (-) m/z 189.10 100.00%
189.1
5000
94.4
550 77 1111 1352 1631 208.0 11.60 11.80 12.00 12.20 12.40
o} m/z 190.10 94 _45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000
11.60 11.80 12.00 12.20 12.40
63.0 070 133.0 172.0 m/z 192.10 56.64%
28.0 -
o) E— I' l‘. .“‘|4:7.79. I‘M : ;‘\?}'PI . \;Mi‘l e ! .“l M I .315.3;0[‘2 : .‘. e .h. e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
11.60 11.80 12.00 12.20 12.40
5000 m/z 191.10 50.59%
94.0
o 39.0 630 1100 137.0 1630
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0 11.60 11.80 12.00 12.20 12.40
m/z 187.10 24 .18%
5000
94.0
163.0
O TR T . e . e e e L B Bl e B
m/z--> 20 40 60 8 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.14 2.26 ng 66770 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 93
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 83
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 72
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72

Abundance Scan 1879 (13.139 min): BF100936.D (-1874) (-) m/z 216.10 100.00%

216.1

5000

12.80 13.00 13.20 13.40
m/z 215.10 94.58%

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74415: Pyrene, 1-methyl-

5000
12.80 13.00 13.20 13.40

m/z 213.00 36.78%

108.0

41.0 63.0 87. 134.0 163.0

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216.0
12.80 13.00 13.20 13.40
5000 050 m/z 217.15 29.37%

189.0
53.0 74.0 122.0 163.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74424: Fluoranthene, 2-methyl-
.0 12.80 13.00 13.20 13.40
m/z 108.00 21.25%

5000

51.0 810 139.0 163.0 1890

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl3.86 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.82 ng 83471 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 42
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 38
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 38
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 38
5 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI1303 1000314-56-2 38
Abundance Scan 2002 (13.863 min): BF100936.D (-1998) (-) m/z 230.10 100.00%
23p.1
43.1
5000
281.1 340.9370.1 13.60 13.80 14.00 14.20
0 m/z 43.10 67.91%
m/z--> 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
97.0
5000 LN SIS B SULRLE AU
anmmmmm
m/z 55.00 54 _.56%
o H ‘ \\ Ll “}?4,0,18,? 92100 2550 3060
m/z--> 200 250 300 350
Abundance
57.0
97.0 UL BURUSR BUN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 83.05 52.10%
29.0 125.0
o 154.0182.0210.0238.0266 0295.0
m/z--> éo 160 1éo 260 250 300 3éo
Abundance #170817: 2- Chloropropionic acid, hexadecyl ester e  RRRaE Bam s
57.0 |97.0 13.60 13.80 14.00 14.20
m/z 57.05 51.35%
5000
25.0
29.0 196 0224 0
oLl I,JH.,,}I 1 500 TR0 290 smo S
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzo[e]pyrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.37 7.96 ng 157713 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzolalpvrene 252 C20H12 000050-32-8 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95

Abundance Scan 2258 (15.368 min): BF100936.D (-2254) (-) m/z 252.10 100.00%
259.1
5000
39.0 68.0 98.0 125'1152 11850 2241 287.1 324.1 355.1 15.00 15.20 15.40 15.60
o390 680 980, | 1521 1850 “Ci- || 2871 3241351  n,5 550.05 | 29.84Y%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 21.36%
125.0
0 63.0 98.0, | 174.0 2240 |
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.10 12.22%
126.0
o 99.0 224.0
m/z--> " s0 100 150 200 250 300 350
Abundance #104214:Perylene L LI L L N BN B
252.0 15.00 15.20 15.40 15.60
m/z 126.00 10.65%
5000
125.0
o170 500 830 | | 170 2240
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF110817.M Wed Nov 29 14:14:52 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100936.D

Aca On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl7.21 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.21 2.02 ng 39993 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalnanphthacene 278 C22H14 000226-88-0 43
2 Benzolbltriphenvlene 278 C22H14 000215-58-7 41
3 2-(p-Methoxvphenv)-4-aquinolinec... 278 C17H14N202 051842-82-1 38
4 Dibenzla.ilanthracene 278 C22H14 000224-41-9 38
5 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 38

Abundance Scan 2571 (17.209 min): BF100936.D (-2567) (-) m/z 278.10 100.00%

278.

5000
s50 951 13921610 19112170 2470
. : : . 16.80 17.00 17.20 17.40 17.60
o m/z 282.05 47 . 74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126217: Benzo[a]naphthacene
278.0
5000

16.80 17.00 17.20 17.40 17.60
m/z 276.10  30.92%

39.0 63.0 87.0 113.0 13901630187.0 224.0 2500 |

L .o M-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
278.0
16.80 17.00 17.20 17.40 17.60
5000 m/z 277.10 23.34%
139.0
o 39.0 63.0 87.0 112.0 174.0 200.0 224.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125968: 2-(p-Methoxyphenyl)-4-quinolinecarboxamide
278.0 16.80 17.00 17.20 17.40 17.60
m/z 274.00 22.58%
5000
235.0
191.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100936.D

Acq On : 28 Nov 2017 16:19

Operator : SJ/JU

Sample : 16579-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.08 10.3 ng 174575 1 6.86 338126 20.0
unknown6.63 6.63 72.6 ng 1226950 1 6.86 338126 20.0
2-Hydroxy-iso-but. .. 8.69 2.5 ng 53731 2 8.14 425791 20.0
Benzophenone 10.60 9.7 ng 215997 3 9.89 444407 20.0
unknown11.90 11.90 2.5 ng 46267 4 11.38 364004 20.0
Benzaldehyde, 3,5... 11.99 2.0 ng 37010 4 11.38 364004 20.0
Pyrene, 1l-methyl- 13.14 2.3 ng 66770 5 14.02 591681 20.0
unknownl13.86 13.86 2.8 ng 83471 5 14.02 591681 20.0
Benzo[e]pyrene 15.37 8.0 ng 157713 6 15.50 396281 20.0
unknownl17.21 17.21 2.0 ng 39993 6 15.50 396281 20.0
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