LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121418 .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 3.240 194 196 208 rBvV3 39685 94604 2.33% 0.206%
2 4.363 383 387 394 rBV 40295 52710 1.30% 0.115%
3 4.998 492 495 507 rvB 217939 273477 6.74% 0.594%
4 5.422 562 567 570 rBY 3866379 3459304 85.28% 7.516%
5 6.439 735 740 752 rBVY 3878977 4056612 100.00% 8.814%
6 6.569 757 762 765 rBVY 4326796 3746149 92.35% 8.139%
7 6.792 797 800 808 rBY 1298434 1022773 25.21% 2.222%
8 6.951 823 827 830 rBY 3391064 2833765 69.86% 6.157%
9 7.357 890 896 899 rBVY 2374676 2434262 60.01% 5.289%
10 8.075 1014 1018 1021 rBV 1585569 1318086 32.49% 2.864%

11 9.151 1197 1201 1204 rBV 4408121 3789160 93.41% 8.233%
12 9.545 1264 1268 1274 rVB 360232 329773 8.13% 0.717%
13 9.686 1288 1292 1298 rVB 46051 46874 1.16% 0.102%
14 9.827 1309 1316 1320 rBV2 1672935 1555712 38.35% 3.380%
15 9.863 1320 1322 1326 rVB 135623 114511 2.82% 0.249%

16 10.033 1348 1351 1355 rBV 93347 83770 2.07% 0.182%
17 10.374 1406 1409 1415 rVB 118452 105208 2.59% 0.229%
18 10.616 1446 1450 1461 rBV 2049887 1903164 46.92% 4_.135%

19 10.692 1461 1463 1468 rvv2 48396 61761 1.52% 0.134%
20 10.739 1468 1471 1479 rVB3 52342 67725 1.67% 0.147%
21 11.116 1532 1535 1539 rVB 71201 67391 1.66% 0.146%
22 11.163 1539 1543 1546 rVV 122702 120589 2.97% 0.262%
23 11.210 1549 1551 1557 rVB 72987 68933 1.70% 0.150%

24 11.316 1565 1569 1570 rBV 1215724 1113748 27.46% 2.420%
25 11.339 1570 1573 1576 rVV 1097342 1030777 25.41% 2.240%

26 11.386 1576 1581 1585 rVB 247743 232264 5.73% 0.505%
27 11.539 1602 1607 1610 rBV2 100228 115945 2.86% 0.252%
28 11.816 1649 1654 1656 rBV 150166 169580 4.18% 0.368%
29 11.851 1656 1660 1669 rVV2 1303325 1761886 43.43% 3.828%
30 11.927 1669 1673 1675 rVV 213023 277648 6.84% 0.603%

31 11.945 1675 1676 1681 rVB 105787 96436 2.38% 0.210%
32 12.110 1699 1704 1706 rBV 101841 116641 2.88% 0.253%
33 12.127 1706 1707 1711 rVB 88899 73162 1.80% 0.159%
34 12.363 1744 1747 1750 rBV 79543 89995 2.22% 0.196%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.404 1751 1754 1759 rVV5 47708 85264 2.10% 0.185%
36 12.445 1759 1761 1766 rVB2 69556 78809 1.94% 0.171%

37 12.527 1771 1775 1778 rVV 1316752 1170017 28.84% 2.542%
38 12.551 1778 1779 1784 rVVv4 84954 141962 3.50% 0.308%
39 12.633 1788 1793 1804 rVVv2 938699 1353462 33.36% 2.941%
40 12.751 1808 1813 1817 rVV 1114484 1195847 29.48% 2.598%

41 12.804 1820 1822 1827 rVB2 60707 74587 1.84% 0.162%
42 12.874 1831 1834 1835 rBVY 61823 65468 1.61% 0.142%
43 12.898 1835 1838 1846 rVB 2614594 2314136 57.05% 5.028%
44 12.974 1846 1851 1854 rBV2 73571 120772 2.98% 0.262%

45 13.057 1862 1865 1867 rBV3 53333 65951 1.63% 0.143%
46 13.080 1867 1869 1872 rVB 127940 106323 2.62% 0.231%
47 13.145 1878 1880 1883 rVB 73865 64835 1.60% 0.141%
48 13.186 1883 1887 1890 rBV2 112354 127994 3.16% 0.278%
49 13.274 1900 1902 1905 rVB 56240 48568 1.20% 0.106%
50 13.304 1905 1907 1911 rBV2 60173 65570 1.62% 0.142%

51 13.374 1916 1919 1926 rVB3 110236 124099 3.06% 0.270%
52 13.586 1952 1955 1960 rVB 99020 107215 2.64% 0.233%
53 13.698 1970 1974 1977 rBV2 90034 128178 3.16% 0.278%
54 13.727 1977 1979 1981 rVV 94213 80992 2.00% 0.176%
556 13.751 1981 1983 1987 rVV3 75465 106696 2.63% 0.232%

56 13.804 1987 1992 2000 rVvv2 322273 509496 12.56% 1.107%
57 13.951 2012 2017 2019 rBV2 1199550 1568695 38.67% 3.408%
58 13.974 2019 2021 2028 rVB 548730 506990 12.50% 1.102%

59 14.057 2032 2035 2039 rBV 79981 62025 1.53% 0.135%
60 14.298 2074 2076 2078 rBV2 44877 45094 1.11% 0.098%
61 14.339 2080 2083 2085 rVvVv 124264 126705 3.12% 0.275%
62 14.368 2086 2088 2091 rVB3 68945 68824 1.70% 0.150%
63 14.804 2160 2162 2167 rVB4 94296 93439 2.30% 0.203%

64 14.974 2187 2191 2194 rBV 476673 672333 16.57% 1.461%
65 15.268 2238 2241 2247 rVB 282806 349452 8.61% 0.759%

66 15.327 2247 2251 2257 rBV 373298 454997 11.22% 0.989%

67 15.392 2258 2262 2265 rBV 675894 809509 19.96% 1.759%

68 16.803 2498 2502 2510 rVB3 127493 224742 5.54% 0.488%

69 17.227 2571 2574 2583 rVB 115543 221475 5.46% 0.481%
Sum of corrected areas: 46024916
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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: BF111464.D

4000000 5.42 6.44
6.95

3000000
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Abundance TIC: BF111464.D
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Abundance TIC: BF111464.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.00 5.35 ng 273477 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64

-Hexanol . 4-methvl- 116 C7H160 000615-29-2 33
monooxime 101 C4H7NO2 000057-71-6 9
8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9

12
2 3
3 2.3-Butanedione.
4 1
5P

-

opane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9
Abundance Scan 495 (4.998 min): BF111464.D (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 B A e e S o
831 4.60 4.80 5.00 520 5.40
o1t e e e m/z 59.05 52.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BLJNLNLINLN NI L L LI LB B
59.0 4.60 4.80 5.00 5.20 5.40
0
15.0 1010 m/z 101.00 16.76%
31.0
i 83.0
0 1 I | |
o o o e B LI B o o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
e e
4.60 4.80 5.00 520 5.40
5000 41.0 m/z 58.00 13.43%
31.0
69.0 87.0
15.0 M WOM‘ 98.0
O B o e B O AL I o o o e B e o A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.60 4.80 5.00 520 5.40
m/z 41.10 7.92%
5000
101.0
150 310 %80 69,0 86.0
T e e e e e T T
m/z--> 10 40 50 60 70 80 90 100 110 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknown6.57 Concentration Rank 1

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

6.57 73.25 ng 3746150 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 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF111464.D (-757) (-) m/z 132.00 100.00%
13%.0
5000 68.1 L
AR AR R SRR
40.0 540 9.1 J 620 6.40 6.60 6.80 7.00
oﬂﬁﬁ7¢h+¢TfJJ.@%9..!ﬂ.¥4?..-.,....,...w.... m/z 68.10 39.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SSLEBEARESERREBE N

6.I20 6.40 6.I60 6.80 7.00
m/z 134.00  33.38%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
B A RARRaE
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 26.02%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.84%
74.0
116.0
5000 98.0
SIS PR RN W T N YY1 SO | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknownll.16 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.16 2.17 ng 120589 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Decvl ethvl sulfide 202 C12H26S 1000343-41-0 14
2 Thiocvanic acid. 2.4-dinitrophen... 225 C7H3N304S 001594-56-5 10
3 9.10-Anthracenedione. 1.8-dihvdr... 330 C14H6N208 000081-55-0 9
4 Dodecane. 1-(ethvlthio)- 230 C14H30S 002851-83-4 9
5 2-(Triethoxysilyl)propylamine 221 C9H23NO03Si 1000298-93-0 5
Abundance Scan 1543 (11.163 min): BF111464.D (-1539) (-) m/z 41.10 100.00%
41.1
5000
196.1 N SUN SN B
97.0 1409 Il | 2490 290.9 3287 3699 10.80 11.00 11.20 11.40
| SRS PPN S WD PNSINER PR M V-4 M i m/z 196.10 22.64%
miz--> 0 50 100 150 200 250 300 350
Abundance #62649: N-Decyl ethyl sulfide
41.0 173.0
75.0
5000
10.80 11.00 11.20 11.40
202.0 m/z 195.10 19.64%
117.0
0110 l.‘"l.ll'ul'lu|||||l|||'|||| — T
m/iz--> 0 50 100 150 200 250 300 350
Abundance #82037: Thiocyanic acid, 2,4-dinitrophenyl ester
30.0 69.0 2950
10.80 11.00 11.20 11.40
5000 115.0 m/z 39.05 17.34%
49.0 183.0
O thlll‘ IU{ MLIH\I LJIL .H: Jln L ‘.l-‘| ————
mz--> 0 50 100 150 200 250 300 350
Abundance #168769: 9,10-Anthracenedione, 1,8-dihydroxy-4,5-dinitro- B B e
30.0 142.0 330.0 10.80 11.00 11.20 11.40
63.0 m/z 62.00 15.15%
5000
b L]
m/iz--> 0 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 5H-Indeno[l,2-b]pyridine Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.08 ng 115945 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HON 000244-99-5 90
2 Carbazole 167 C12HON 000086-74-8 90
3 D-Galactitol. 2-(Cacetvimethvlami... 363 C16H29N08 074410-42-7 90
4 9H-Carbazole. 9-nitroso- 196 C12H8N20 002788-23-0 87
5 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 87
Abundance Scan 1607 (11.539 min): BF111464.D (-1602) (-) m/z 167.10 100.00%
167.1
5000
83.5 139.0 11.20 11.40 11.60 11.80
112.9
o0 b e 200 m/z 166.10 22.06%
m/z--> 50 100 150 200 250 300
Abundance #35954: 5H-Indeno[1,2-b]pyridine
167.0
5000
11.20 11.40 11.60 11.80
140.0 m/z 168.10 13.32%
m/z--> " s0 100 150 200 280 300
Abundance #35949: Carbazole
167.0
11.20 11.40 11.60 11.80
5000 m/z 139.00 11.64%
0 39.0 710 113.013%0 |
m/z--> 50 100 150 200 250 300 '
Abundance #192383: D-Galactitol, 2-(acetylmethylamino)-2-deoxy-3,4,6...
167.0 11.20 11.40 11.60 11.80
m/z 83.50 10.05%
5000
28.0
83.0 :
0 57.0 | 113.013]?0 | 207.0234.0 267.0 296.0 326.0
m/z--> 50 100 150 200 250 300 ' 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.82 3.05 ng 169580 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 94
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90

Abundance Scan 1655 (11.821 min): BF111464.D (-1649) (-) m/z 192.10 100.00%

5000
121.1 139.0 209.1 11.60 11.80 12.00 12.20
0 m/z 191.10 55.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000
11.60 11.80 12.00 12.20
0
010 165.0 m/z 189.10  30.09%

39.0 630 1150 139.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
R e EEamE n o e
11.60 11.80 12.00 12.20
5000 m/z 193.10 17.79%
165.0
0 39.0 63.0 96.0 1150 139.0 | |l
L o L B o o o o e R I A o o L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 190.10 17.36%
5000
83.0 165.0
o 150 39.0 63.0 [~ 99.0115.0 139.0 1
L LA B o e LANLI A B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 31.64 ng 1761890 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1660 (11.851 min): BF111464.D (-1656) (-) m/z 43.05 100.00%
430 73.0
5000
129.1
97.1 213.2
157.1  192.1 256.3 11.60 11.80 12.00 12.20
ob el m/z 60.00 85.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0 IR SRR SR SRR B
11.60 11.80 12.00 12.20
m/z 73.00 85.86%
0L15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
" 1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 77.60%
83.0
157.0 1850 213.0 256.0
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 41.10 73.50%
5000 129.0
0}§?H'W'“ U PN SR SO B
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.93 4.99 ng 277648 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI204 1000331-34-4 50
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 47
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 37
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 35
Abundance Scan 1673 (11.927 min): BF111464.D 1669) ) m/z 190.10 100.00%
190.
5000
94.7
63.0 163.1 11.60 11.80 12.00 12.20
I 130 131 222 2620 7718910 91.13%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0

5000

11,60 11.80 12,00 12.20
m/z 192.10  43.82%

113.0 137.0 163.0

0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190.0
11.60 11.80 12.00 12.20
5000 m/z 191.10 39.17%
o 29"0 63.0 97.0 133.0  162.0), | 217.0
L AT = LIS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0 11.60 11.80 12.00 12.20
m/z 94.70 21.40%
5000
95.0 134.0 162.0
75.0
0 “..1??u.hhk.““ujl.%%.Q.NM.....,...W..t. e e e
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Naphthalene, 2-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.11 2.09 ng 116641 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 90
2 Naphthalene. 1-phenvl- 204 C16H12 000605-02-7 83
3 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 76
4 Pvrazol-5-ol. 3-(3.4-methvlenedi... 204 C10H8N203 1000271-76-1 58
5 [1,1"-Biphenyl]-4,4"-dicarbonitrile 204 C14H8N2 001591-30-6 53
Abundance Scan 1704 (12.110 min): BF111464.D (-1699) (-) m/z 204.10 100.00%
204.1
5000
101.0
43.1 76.0 128.1 165.1 11.80 12.00 12.20 12.40
| 602 1451 m/z 202.10 29.77%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64599: Naphthalene, 2-phenyl-
204.0
5000 U AR UL BN B
101.0 11.80 12.00 12.20 12.40
m/z 203.05 29 _.59%
o 51.0 /6.0 1260 150.0 176.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64595: Naphthalene, 1-phenyl-
204.0
11:80 12.00 12.20 12.40
5000 m/z 205.10 14 _.52%
101.0
oL270 510 760 | 1260 1500 1760 A
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,15...
204.0 11.80 12.00 12.20 12.40
m/z 101.00 11.08%
5000
101.0
27.0 5:!7'0 ! 7?'0 L1 126.0 15?'0 17?'0 (Ul
miz-> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.63 17.26 ng 1353460 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1792 (12.627 min): BF111464.D (-1788) (-) m/z 43.05 100.00%

43.0
73.0
5000

12.40 12.60 12.80 13.00
m/z 57.10 71.90%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

:

12.I40 12.I60 12.I80 13.IOO
m/z 60.00 70.76%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 73.00 69.18%
83.0
157.0 185.0 213.0 256.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid EE R S S CARE
73.0 12.40 12.60 12.80 13.00
43.0 m/z 41.10 67.88%
5000 129.0

:

15.0
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.80 6.50 ng 509496 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 1-Docosene 308 C22H44 001599-67-3 93
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 90
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 90
Abundance Scan 1991 (13.798 min): BF111464.D (-1987) (-) m/z 230.10 100.00%
230.1
57.0
5000 831
139.1 174.1 13.40 13.60 13.80 14.00 14.20
3 S— 292381 "m/z 57.05 74.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.
5000 AR SR SRR ISR B

13.40 13.60 13.80 14.00 14.20
m/z 55.05 72.64%

29.0

139.0 168.0  210.0 238.0 266.0 295.0

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55,0
e
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 65.38%
29.0
125.0
L] 153.0 181.0
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane e o
57.0 13.40 13.60 13.80 14.00 14.20
m/z 69.10 53.03%
97.0
5000
29.0 125.0
o e 196.0 224.0  269.0 320.0
e R EANEEAT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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[a]pyrene, 4,5-dihydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.31 ng 93439 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene. 4.5-dihvdro- 254 C20H14 057652-66-1 50
2 4-Hvdroxv-2.7-diamino-6-phenvipt... 254 C12H10N60 019375-89-4 30
3 1-Propene. 1.2-bis(4-methoxvphen... 254 C17H1802 020802-02-2 27
4 Anthracene. 9-phenvl- 254 C20H14 000602-55-1 27
5 Benzenamine, 4,4"-methylenebis[N... 254 C17H22N2 000101-61-1 27
Abundance Scan 2161 (14.798 min): BF111464.D (-2160) (-) m/z 69.10 100.00%
69.1
5000
3111 3703 | 14.40 14.60 14.80 15.00 15.20
o} : m/z 81.10 74 .75%
m/z--> 50 100 150 200 250 300 350
Abundance #105928: Benzo[a]pyrene, 4,5-dihydro-
254.0
5000 A B BRI IS
14.40 14.60 14.80 15.00 15.20
126.0 m/z 254.10 55.83%
i 90 | 2260_
m/z--> 50 100 150 200 250 300 350
Abundance #105090: 4-Hydroxy-2,7-diamino-6-phenylpteridine
254.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 41.10 30.04%
43.0
104.0
‘ 77'01 142.0 185.0 225.
0:||||‘h||‘||“|‘|“||‘I|‘|'|||‘||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #105787: 1-Propene, 1,2-bis(4- methoxyphenyl) e o
254.0 14.40 14.60 14.80 15.00 15.20
m/z 95.10 27 .24%
5000
oL 390 77.0 104.0 133.0 165.0 196.0224.0|
mz-> 5o 10 1% 200 250 a0 3o | | 1440 1460 1480 15,00 15,20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111464.D

Aca On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample : J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.27 8.63 ng 349452 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzolalovrene 252 C20H12 000050-32-8 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2241 (15.268 min): BF111464.D (-2238) (-) m/z 252.10 100.00%
259.1
5000
125.0 15.00 15.20 15.40 15.60
ol 20 831 | 1551 19222231 || 2831 3292 3833 1.777550.10  28.26%
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
126.0 m/z 253.10 21.80%
0 41.0 91.0 | |, 1740 2230
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 16.54%
126.0
oL 300 80 , | 170 2230 |
m/z--> 50 100 150 200 250 300 350
Abundance #104214:Perylene LI L LB N N B
252.0 15.00 15.20 15.40 15.60
m/z 126.00 14 _.02%
5000
125.0
0l17.0 500 830 \’ 174.0 2220
o+ -~ rrrrrprrr . rr 1} 1111 1111 [ 1 17T —v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121518\
Data File : BF111464.D

Acq On : 15 Dec 2018 13:13

Operator : JU/SJ

Sample - J6208-21

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_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... 5.00 5.3 ng 273477 1 6.79 1022770 20.0
unknown6 .57 6.57 73.3 ng 3746150 1 6.79 1022770 20.0
unknownll1l.16 11.16 2.2 ng 120589 4 11.32 1113750 20.0
5H-Indeno[1,2-b]p... 11.54 2.1 ng 115945 4 11.32 1113750 20.0
Phenanthrene, 2-m... 11.82 3.0 ng 169580 4 11.32 1113750 20.0
Tridecanoic acid 11.85 31.6 ng 1761890 4 11.32 1113750 20.0
4H-Cyclopenta[def... 11.93 5.0 ng 277648 4 11.32 1113750 20.0
Naphthalene, 2-ph... 12.11 2.1 ng 116641 4 11.32 1113750 20.0
Octadecanoic acid 12.63 17.3 ng 1353460 5 13.95 1568700 20.0
Dichloroacetic ac... 13.80 6.5 ng 509496 5 13.95 1568700 20.0
Benzo[a]pyrene, 4... 14.80 2.3 ng 93439 6 15.39 809509 20.0
Benzo[e]pyrene 15.27 8.6 ng 349452 6 15.39 809509 20.0

8270-BF121418.M Mon Dec 17 12:21:04 2018 Page: 16



