LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104571.D
Aca On 17 Aor 2018 19:44 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2387-01 20180239-COMPOSITE-A
ALS Vial : 12 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-BF040618.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 5.016 493 498 503 rBV 92658 123423 4_.70% 0.454%
2 5.422 563 567 576 rBVY 2698375 2587944 98.57% 9.516%
3 6.063 670 676 681 rBV 22031 33335 1.27% 0.123%
4 6.445 736 741 744 rBVY 2576979 2533130 96.48% 9.314%
5 6.575 759 763 767 rBVY 2764922 2625595 100.00% 9.654%
6 6.804 798 802 805 rBVY 1053325 808361 30.79% 2.972%
7 6.963 825 829 832 rBVY 2228088 1958419 74.59% 7.201%
8 7.369 893 898 901 rBVY 1751732 1554924 59.22% 5.717%
9 8.087 1017 1020 1024 rBVY 1243894 1049147 39.96% 3.858%
10 9.163 1199 1203 1206 rBvV 2893955 2442111 93.01% 8.980%
11 9.239 1213 1216 1219 rBvV2 29775 30344 1.16% 0.112%
12 9.498 1257 1260 1264 rBV3 29315 36494 1.39% 0.134%

13 9.557 1266 1270 1278 rVV 314089 282980 10.78% 1.041%
14 9.704 1292 1295 1299 rBV 141003 115092 4._.38% 0.423%

15 9.769 1304 1306 1310 rVB 76343 56283 2.14% 0.207%
16 9.845 1315 1319 1322 rVV 1254525 1088956 41.47% 4._.004%
17 9.875 1322 1324 1327 rVB 40113 32328 1.23% 0.119%
18 10.045 1348 1353 1357 rVB3 18392 29325 1.12% 0.108%
19 10.086 1357 1360 1364 rBv4 27215 28231 1.08% 0.104%
20 10.245 1384 1387 1389 rBV2 34137 39097 1.49% 0.144%
21 10.269 1389 1391 1393 rVB 93712 67200 2.56% 0.247%
22 10.404 1409 1414 1417 rVB3 17883 30285 1.15% 0.111%
23 10.486 1424 1428 1434 rVB4 31831 56670 2.16% 0.208%

24 10.633 1449 1453 1457 rBV 1640201 1491979 56.82% 5.486%
25 10.745 1469 1472 1477 rBV3 77737 117506 4.48% 0.432%

26 10.933 1501 1504 1507 rBV3 33328 48191 1.84% 0.177%
27 11.069 1523 1527 1529 rBV3 29339 35845 1.37% 0.132%
28 11.092 1529 1531 1533 rVB 37433 28354 1.08% 0.104%
29 11.192 1545 1548 1551 rBV2 43269 42907 1.63% 0.158%
30 11.228 1551 1554 1558 rVB2 37749 47022 1.79% 0.173%

31 11.333 1568 1572 1574 rBV 1174957 976198 37.18% 3.590%
32 11.357 1574 1576 1581 rVV 153363 129844 4._.95% 0.477%
33 11.404 1581 1584 1587 rVB 98097 89981 3.43% 0.331%
34 11.439 1587 1590 1593 rBV3 21302 29535 1.12% 0.109%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104571.D
Aca On 17 Aor 2018 19:44 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : J2387-01 20180239-COMPOSITE-A
ALS Vial : 12 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.663 1626 1628 1634 rVB 31417 35090 1.34% 0.129%
36 11.833 1654 1657 1659 rBV 85205 83078 3.16% 0.305%
37 11.857 1659 1661 1665 rVB2 154969 145491 5.54% 0.535%
38 11.910 1667 1670 1673 rVB 84986 71064 2.71% 0.261%
39 11.945 1673 1676 1679 rBV 141922 156462 5.96% 0.575%
40 12.127 1705 1707 1711 rBV 52895 53748 2.05% 0.198%

41 12.380 1747 1750 1754 rBV 96609 113746 4_.33% 0.418%
42 12.545 1775 1778 1782 rBVY 306234 289453 11.02% 1.064%
43 12.586 1783 1785 1787 rVVv2 47042 45904 1.75% 0.169%
44 12.639 1792 1794 1797 rVV 99427 87790 3.34% 0.323%
45 12.774 1812 1817 1823 rVB 384260 446875 17.02% 1.643%

46 12.922 1838 1842 1845 rBV 2043831 1809567 68.92% 6.654%
47 12.992 1851 1854 1857 rBV 83064 105450 4.02% 0.388%
48 13.104 1871 1873 1875 rVB 147094 106426 4._.05% 0.391%

49 13.169 1882 1884 1887 rBVY 131146 99200 3.78% 0.365%
50 13.210 1888 1891 1894 rVB 107349 90822 3.46% 0.334%
51 13.274 1900 1902 1905 rBV 108412 108932 4._.15% 0.401%
52 13.304 1905 1907 1910 rVB 94942 77134 2.94% 0.284%
53 13.333 1910 1912 1914 rBV 109036 93096 3.55% 0.342%

54 13.810 1990 1993 1997 rBV 341496 323244 12.31% 1.189%
55 13.974 2017 2021 2024 rBV2 859783 983538 37.46% 3.616%

56 14.004 2024 2026 2032 rVB 234096 201978 7.69% 0.743%
57 14.333 2080 2082 2085 rBV 146210 154294 5.88% 0.567%

58 15.380 2257 2260 2264 rVB 139930 144596 5.51% 0.532%
59 15.439 2266 2270 2276 rVB 544866 721912 27 .50% 2.654%

Sum of corrected areas: 27195926
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF041718\
BF104571.D

17 Apr 2018 19:44

Ju/sJ

J2387-01

12 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

20180239-COMPOSITE-A

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF104571.D

5.02

5.42

6.06

6.45

6.96

6.80

7.37

0
Time-->

2.50 3.00 3.50 4.00 4.50

5.50 6.00

5.00

6.50

\
LA R B R

7.00 7.50

Abundance

2500000

2000000

1500000

1000000

500000

9(16

.09 9.85

TIC: BF104571.D

10.63

11.33

12.92

0
Time-->

8.50 9.00 9.50 10.00

10.50 11.00 11.50

12.00

12.50

13.00 13.50

Abundance

2500000

2000000

1500000

1000000

500000

13.97

TIC: BF104571.D

Time-->

14.00 14.50 15.00 15.50 16.00

17.00 17.50

16.50

18.00

18.

50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 6

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

5.02 3.05 ng 123423 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF104571.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 ORI ) G W,
49 | 83 4.60 4.80 5.00 5.20 5.40
b e e el e Tm/z 59.00 60.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S LS LR
59 460 4.80 5.00 5.20 5.40
m/z 101.00 23.74%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 5.40
5000 m/z 58.00 16.33%
y 4
102
15 53 3 87
e S I S SULIURS SURILIL IS IULIULS SULIRS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R e e e s
50 4.60 4.80 5.00 5.20 5.40
m/z 41.00 11.31%
5000 43
31
0 ]75 L ‘ [ N 69 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 64 .96 ng 2625600 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF104571.D (-759) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrTyrTTr T T T T T T T
40 _ s | 75 104 6.20 6.40 6.60 6.80 7.00
o R [ ??...' VN1 M E S N m/z 68.10 42.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR AR AR SRR
620 640 6.60 6.80 7.00
2 78 m/z 134.00 31.73%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 27 .27%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R L R o
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.83%
117
5000
39 91
51
b o Tea | el Nl L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tridecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.75 2.41 ng 117506 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Hexacosane 366 C26H54 000630-01-3 74
3 Tetracosane 338 C24H50 000646-31-1 74
4 Eicosane 282 C20H42 000112-95-8 72
5 Octacosane 394 C28H58 000630-02-4 72

Abundance Scan 1473 (10.751 min): BF104571.D (-1469) (-) m/z 57.10 100.00%
5000
10.40 10.60 10.80 11.00
(o} m/z 71.05 66.92%
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57
5000 USSR SUURRE
85 10.40 10.60 10.80 11.00
29 ‘ m/z 43.05 57.42%
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.10 34.73%
. 29 13 141 160 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R AA R EARRE R
57 10.40 10.60 10.80 11.00
m/z 41.00 22 .29%
5000 85
29
oL I | 118141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.98 ng 145491 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 46
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 42
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 1662 (11.863 min): BF104571.D (-1659) (-) m/z 192.10 100.00%

192

5000

96 115129 1,4 165 213 256 11.60 11.80 12.00 12.20
(o  RRRAR BRI S m/z 191.10 55.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7
5000 129 LN L L L L L
g5 11. 60 11. 80 12. 00 12 20
0
g 115 157 171 185 213 256 m/z 189.05 29.34%
| “ | 143 199 | 227
Y SN TP Y S W e W . T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 73.00 15.73%
29
129
85 115 171 214
o 98 143157 | 185197
R e e e N IR e n  aEEE ERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 190.10 14 _.23%
5000
83 96 165
0 63 J 115 139152 | |
“.”,”.w.”.“.”,”.w.”.“.”,”.......”..”,”.w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.95 3.21 ng 156462 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 42
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 42
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42
Abundance Scan 1677 (11.951 min): BF104571.D (-1673) (-) m/z 189.05 100.00%
149

5000

95
202 218 243 11.60 11.80 12.00 12.20

1
108 125 139 154

0 m/z 190.10 96.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
Q
5000

o4 11.60 11.80 12.00 12.20
m/z 192.10 73.81%

27 39 51 63 81 | 110122 137150163 178 |

L e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
11.60 11.80 12.00 12.20
5000 m/z 191.10 49 _.27%
94
8l 163
o) BN S NS MR | N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54730: 1H-Indene, 2-phenyl- T T
192 11.60 11.80 12.00 12.20
m/z 187 .05 19.37%
5000
165
o 5163 83 95 119157130152 | 178 \
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Anthracene, 1,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.38 2.33 ng 113746 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1.4-dimethvl- 206 Cl16H14 000781-92-0 89
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 89
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 76
4 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 72
5 di-p-Tolylacetylene 206 C16H14 002789-88-0 70

Abundance Scan 1750 (12.380 min): BF104571.D (-1747) (-) m/z 206.05 100.00%

206

5000

12.00 12.20 12.40 12.60

89
3 76 9101 oy 139151 165178

39 51 6 221233

0 m/z 191.10 40.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66250: Anthracene, 1,4-dimethyl-
206
5000 [TTrr[rrrr[rrrryrrror|m
191 12.00 12.20 12.40 12.60
m/z 205.10 27.51%
89 103
27 39 51 63 76 °° “7°115157139152166178 | |
T T e T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206
R RN R B
12.00 12.20 12.40 12.60
5000 101 m/z 189.05 25.89%

89
28 39 51 63 76— 101 115127139152165178

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

Abundance #66267: Phenanthrene, 3,6-dimethyl- T T T Y T T T

206 12.00 12.20 12.40 12.60
m/z 204.05 20.17%

5000
191
76 89 102
ol 27 39 51 63 9 1115126139 152165178 ||
T e e e L o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.99 2.14 ng 105450 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 91
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 86
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62

Abundance Scan 1854 (12.992 min): BF104571.D (-1851) (- m/z 216.05 100.00%

216
5000

57 108 189 232
43 71 94 123 141 163176 202 246 12.60 12.80 13.00 13.20 13.40

owwlf#ﬁwaﬁwwwwa m/z 215.10  87.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74412: Pyrene, 1-methyl-

216

5000
12.60 12.80 13.00 13.20 13.40

o4 189 m/z 213.10  22.13%

108
27 50 63 81 J | 122 137150163175 | 201 ||

L S L | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216
12.60 12.80 13.00 13.20 13.40
5000 m/z 217.10 16.80%
108
o 50 63 81 % | 127 137150163176 189
R B L M e e e e B R aa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene e AR aa e e
216 12.60 12.80 13.00 13.20 13.40
m/z 57.10 14 .85%
5000

e e S

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

107
28 50 63 81 947" 122 139151163176189
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.10 2.16 ng 106426 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 87
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 86
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
5 1,3-Dihydro-5,6-dimethyl-1-(2-pr... 216 C12H12N2S 080276-22-8 59

Abundance Scan 1872 (13.098 min): BF104571.D (-1871) (-) m/z 216.10 100.00%

6

5000

127 146 165 189 12.80 13.00 13.20 13.40

0 m/z 215.10 87.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74418: 11H-Benzo[b]fluorene
216

5000
12.80 13.00 13.20 13.40

m/z 107 .40 49.17%

107
122139 163 189

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 213.10 30.14%

107
27 44 63 81 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl- e AR EAR R AR
216 12.80 13.00 13.20 13.40

m/z 217.10 21.06%

5000

163
. T I T T
m/z--> 20 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\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 7H-Benzanthrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.27 2.22 ng 108932 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzanthrene 216 C17H12 000199-94-0 76
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 53
3 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 50
4 Pvrene. 1-(chloromethyl)- 250 C17H11cl 001086-00-6 42
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 27
Abundance Scan 1901 (13.269 min): BF104571.D (-1900) (-) m/z 215.10 100.00%
215
5000
107
71 164 189 13.00 13.20 13.40 13.60
o 40 93 131145 33247261 281 77 216 .10 53 540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74408: 7TH-Benzanthrene
215
5000
13.00 13.20 13.40 13.60
108 m/z 107.40 21.96%
0 9 163 187
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
13.00 13.20 13.40 13.60
5000 m/z 106.80 20.51%

107
27 44 63 78 937 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74418: 11H-Benzo[b]fluorene R Al BAREEEEE
216 13.00 13.20 13.40 13.60

m/z 213.10 20.46%

5000

0

107
39 6377 937 122139 163 189 _
e e B b b

| I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104571.D

Aca On : 17 Apr 2018 19:44

Operator : JU/SJ

Sample : J2387-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 12 1-Heneicosyl formate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.81 6.57 ng 323244 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 n-Heptadecanol- 256 C17H360 001454-85-9 93
3 1-Heptadecene 238 C17H34 006765-39-5 93
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91

Abundance Scan 1993 (13.810 min): BF104571.D (-1990) (-) m/z 83.10 100.00%
57
5000 111 Vh/yuwguf-ku«A“””“er“Md“k”ﬂ
3 l 139 13.40 13.60 13.80 14.00 14.20
ol A 1% o 108 193210 .1.252. 20 3 Tn/z 57.10 89.78%
m/z--> 50 100 150 200 250 300
Abundance #177132: 1-Heneicosyl formate
57
5000 AR SRR SRR IR
1340 13.60 13.80 14.00 14.20
m/z 69.10 88.05%
0 ‘ “ ‘ ‘\ \ 139 m 167 196 222 266 29\4 322340
m/z--> 50 200 250 300
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 97.10 87 .22%
29
0 139 168 210 238
m/z--> 50 100 150 200 250 300
Abundance #92567: 1-Heptadecene L A
83 13.40 13.60 13.80 14.00 14.20
m/z 43.10 84 .97%
5000
29 111 v/AMmWMMﬁwwWPAHﬂﬂ\th/A»AMA
oL L1l ] ‘|140‘ 168 193210 238
m/z--> 50 100 150 200 250 300 ' 13140 13.60 13.80 14.00 14.20

8270-BF040618.M Wed Apr 18 13:46:53 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\

Data File : BF104571.D

Aca On 17 Aor 2018 19:44

Operator : JU/SJ

ﬁ?ggle : J2387-01 £0180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl14.33 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .33 3.14 ng 154294 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 38
2 Nonane. 1-i1odo- 254 C9H191 004282-42-2 38
3 Tridecane 184 C13H28 000629-50-5 35
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 27
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 27
Abundance Scan 2081 (14.327 min): BF104571.D (-2080) (-) m/z 57.10 100.00%
7 129 242

5000
166187 215 14.00 14.20 14.40 14.60
(o} m/z 242.10 92.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85
14.00 14.20 14.40 14.60
m/z 129.00 89.88%
29 113
0 \‘ \ ‘\ H\ I u‘ L4 1‘111\16‘9 197 225 2§8
— e
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 71
B i e
14.00 14.20 14.40 14.60
5000 m/z 69.10 79.89%
127
oL15 97 155 183 254
L B e e B A LA an o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #48834: Tridecane B A e R
57 14.00 14.20 14.40 14.60
m/z 71.10 68.15%
5000 85
29
112 141 184
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF041718\

Data File : BF104571.D

Acq On : 17 Apr 2018 19:44

Operator : JU/SJ

3?22'6 - J2387-01 20180239-COMPOSITE-A
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 3.0 ng 123423 1 6.80 808361 20.0
unknown6 .57 6.57 65.0 ng 2625600 1 6.80 808361 20.0
Tridecane 10.75 2.4 ng 117506 4 11.33 976198 20.0
n-Hexadecanoic acid 11.86 3.0 ng 145491 4 11.33 976198 20.0
4H-Cyclopenta[def... 11.95 3.2 ng 156462 4 11.33 976198 20.0
Anthracene, 1,4-d... 12.38 2.3 ng 113746 4 11.33 976198 20.0
Pyrene, 1l-methyl- 12.99 2.1 ng 105450 5 13.98 983538 20.0
11H-Benzo[b]fluorene 13.10 2.2 ng 106426 5 13.98 983538 20.0
7H-Benzanthrene 13.27 2.2 ng 108932 5 13.98 983538 20.0
1-Heneicosyl formate 13.81 6.6 ng 323244 5 13.98 983538 20.0
unknownl14 .33 14.33 3.1 ng 154294 5 13.98 983538 20.0

8270-BF040618.M Wed Apr 18 13:46:54 2018 Page: 15



