LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022819\

Data File : BF112764.D

Aca On : 28 Feb 2019 16:03 Instrument :

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

3?22'6 : K1349-13 5X (OR-03-022719-A

ALS Vial : 14 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-BF022719.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

3.087 169 170 182 rBV3 57610 162854 3.14% 0.429%
5.345 550 554 563 rBvV 726678 710096 13.69% 1.871%
rvB 958927 791844 15.26% 2.086%
6.510 748 752 760 rBV 939061 781504 15.06% 2.059%
6.745 788 792 796 rBV 1363929 1100876 21.22% 2.900%
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6.898 815 818 822 rBV 703017 577868 11.14% 1.522%
7.298 881 886 894 rBV 528577 468411 9.03% 1.234%
rBV 1723493 1458328 28.11% 3.842%
8.633 1108 1113 1116 rBV 123953 115911 2.23% 0.305%
8.739 1127 1131 1134 rVB2 53818 58128 1.12% 0.153%

QOO ~NO®
oo
(@]
N
\l
=
o
o
()]
=
(@]
=
o
=
o
=
w

11 8.839 1144 1148 1152 rBV2 45409 71134 1.37% 0.187%
12 9.098 1189 1192 1198 rBV 984924 799024 15.40% 2.105%
13 9.198 1205 1209 1212 rBV2 145803 138000 2.66% 0.364%
14 9.439 1243 1250 1252 rBV2 56506 78786 1.52% 0.208%
15 9.492 1257 1259 1262 rBV 68386 76609 1.48% 0.202%

16 9.722 1296 1298 1302 rVB 170996 124861 2.41% 0.329%
17 9.774 1302 1307 1310 rBV2 1688272 1482525 28.58% 3.905%
18 9.804 1310 1312 1316 rVB 142791 129120 2.49% 0.340%
19 9.980 1339 1342 1345 rVB 96860 89013 1.72% 0.234%
20 10.221 1380 1383 1386 rVB 167221 128790 2.48% 0.339%

21 10.321 1397 1400 1402 rBV 149086 135993 2.62% 0.358%
22 10.439 1417 1420 1424 rBV 60873 74364 1.43% 0.196%
23 10.557 1437 1440 1445 rVB 642333 549135 10.59% 1.447%
24 10.692 1459 1463 1470 rVB 181947 204619 3.94% 0.539%
25 11.139 1536 1539 1543 rBV2 171650 196586 3.79% 0.518%

26 11.251 1555 1558 1560 rBV 1677338 1486138 28.65% 3.915%
27 11.274 1560 1562 1566 rVV 1201663 1022819 19.72% 2.694%
28 11.327 1566 1571 1574 rVB 367759 318281 6.14% 0.838%
29 11.480 1593 1597 1601 rVB 131874 125290 2.42% 0.330%
30 11.563 1606 1611 1613 rVV2 149688 144966 2.79% 0.382%

31 11.580 1613 1614 1617 rVB 85540 67248 1.30% 0.177%
32 11.663 1624 1628 1631 rVB 2039860 1669066 32.17% 4_.397%
33 11.751 1641 1643 1646 rBV 106055 102225 1.97% 0.269%
34 11.786 1646 1649 1653 rVB2 234854 256922 4_.95% 0.677%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022819\

Data File : BF112764.D

Aca On : 28 Feb 2019 16:03 Instrument :

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

3?22'6 : K1349-13 5X (OR-03-022719-A

ALS Vial : 14 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-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.827 1653 1656 1659 rVB 68230 60599 1.17% 0.160%

36 11.863 1659 1662 1665 rBV 274320 292409 5.64% 0.770%
37 11.968 1675 1680 1685 rVB2 139111 155510 3.00% 0.410%
38 12.051 1691 1694 1695 rBV 89818 84089 1.62% 0.222%
39 12.068 1695 1697 1704 rVB4 72386 79193 1.53% 0.209%
40 12.304 1734 1737 1740 rBVY 106445 107641 2.07% 0.284%

41 12.345 1740 1744 1746 rVV 5184544 5187845 100.00% 13.666%
42 12.368 1746 1748 1755 rVV 5253080 4671180 90.04% 12.305%
43 12.462 1759 1764 1768 rVV2 1836299 2299951 44.33% 6.059%
44 12.498 1768 1770 1778 rVB4 175957 269426 5.19% 0.710%

45 12.610 1787 1789 1793 rVB2 53868 53822 1.04% 0.142%
46 12.686 1797 1802 1806 rBVY 1509769 1706994 32.90% 4._.497%
47 12.727 1807 1809 1812 rVB2 92721 77473 1.49% 0.204%
48 12.810 1820 1823 1824 rBV 83525 75268 1.45% 0.198%

49 12.833 1824 1827 1833 rVB 1034917 893904 17.23% 2.355%
50 13.015 1852 1858 1861 rBV 224183 302792 5.84% 0.798%

51 13.080 1866 1869 1873 rVV2 309297 313901 6.05% 0.827%

52 13.121 1873 1876 1878 rVV2 94375 82527 1.59% 0.217%
53 13.174 1882 1885 1889 rBV3 120298 144990 2.79% 0.382%
54 13.421 1925 1927 1932 rBV2 96452 95342 1.84% 0.251%
55 13.633 1960 1963 1965 rBV 95954 91255 1.76% 0.240%
56 13.657 1965 1967 1969 rBV 69955 61607 1.19% 0.162%
57 13.680 1969 1971 1976 rVVv2 70192 95094 1.83% 0.251%

58 13.839 1996 1998 2000 rBV 110227 102870 1.98% 0.271%
59 13.880 2000 2005 2008 rVV2 1666786 2092017 40.33% 5.511%
60 13.904 2008 2009 2012 rVB 542638 398373 7.68% 1.049%

61 13.986 2021 2023 2026 rVB 171600 133218 2.57% 0.351%
62 14.068 2034 2037 2039 rBvV 145180 141028 2.72% 0.372%
63 14.892 2174 2177 2180 rBV 389491 536588 10.34% 1.414%
64 14.992 2191 2194 2197 rVB2 227414 251632 4._.85% 0.663%
65 15.174 2223 2225 2231 rVB 239010 280026 5.40% 0.738%

66 15.233 2232 2235 2240 rVB 336295 357781 6.90% 0.943%
67 15.292 2242 2245 2248 rVV 712112 767095 14.79% 2.021%

Sum of corrected areas: 37960774
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112764.D
5000000

4000000
3000000

2000000
6.75

6.36.51
1000000 5.35 6.90

3,09 K KLA T:

e T e e e e T

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112764.D

5000000

4000000

3000000

2000000

1000000

04
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112764.D

5000000

4000000

3000000

13.88

2000000

1000000

rr- 1
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 1 unknown3.09 Concentration Rank 11

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

3.09 2.96 ng 162854 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 9
2 Isopropvl Alcohol 60 C3H80 000067-63-0 9
3 Methvltartronic acid 134 C4H605 000595-98-2 9
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 9
5 Ethanol, 2-methoxy-, carbonate (... 178 C7H1405 000626-84-6 9

Abundance Scan 171 (3.093 min): BF112764.D (-169) (-) m/z 45.00 100.00%
45
5000 \\\\\-*-_w\&
| 61 o 280 3.00 320 340
e L e e B o m/z 43.00 16.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #938: Propylene Glycol
45
WA AR e
5000 U N R SR
2.80 3.00 3.20 3.40
m/z 61.00 6.44%
29 61
19 ] 38,L, 53 76
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #297: |sopropy! Alcohol
45
2.80 3.00 3.20 3.40
5000 m/z 43.90 5.55%
27
"'I””%?'”MH"ﬁﬁHM"I”'éﬁ'”'l"”l"'W""P"'P"'I”"I'”'I' Lkwquﬂmmvwwv
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 At A A
Abundance #14974: Methyltartronic acid  EAmEEEEE
45 2.80 3.00 3.20 3.40
m/z 42.00 3.43%
5000
29
19
12, ] Jw 37 |l 55 75 90 133
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 2 unknown6.51 Concentration Rank 4

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

6.51 14.20 ng 781504 1,4-Dichlorobenzene-d4 6.75
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 752 (6.510 min): BF112764.D (-748) (-) m/z 132.00 100.00%
32
5000 68
40 | % 620 640 6.60 6.80
54 75 104 . . . .
S I il 1| O - A W S [ N m/z 68.00 39.52%
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 N
5000 IR SR LR SRR
6.20 6.40 6.60 6.80
0
314 5 78 m/z 134.00 32.83%
"I""I""Il"'l!ll'!"I""I"'!I""I""I""I""I'"'I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80

5000 67 m/z 66.00 25.84%
41 97
53 117
O Y 0 = =7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80

m/z 69.10 14 .63%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 4 Dodecane, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.69 2.75 ng 204619 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-methvl- 184 C13H28 017312-57-1 91
2 Heptacosane. l1l-chloro- 414 C27H55CI 062016-79-9 90
3 Dodecane. 1-iodo- 296 C12H251 004292-19-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1463 (10.692 min): BF112764.D (-1459) (-) m/z 57.00 100.00%
g7
5000 85
113 184 10.40 10.60 10.80 11.00
..:,].! ey | m/Zz 43.00 66.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48852: Dodecane, 3-methyl-
57
5000 85 R AN BN N AR
10,40 10.60 10.80 11.00
29 155 m/z 71.05 65.35%
113 | 184
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57
10.40 10.60 10,80 11.00
5000 g5 m/z 85.00 40.52%
29 l 113
14, “M I 141161183 211231253273 301323343 371 394414
m/z--> 50 100 150 200 250 300 350 400
Abundance #140552: Dodecane, 1-iodo- TT T[T T T T[T T T T[T T T TTTT
57 10.40 10.60 10.80 11.00
m/z 41.00 30.60%
5000 85
29 113 155
m/z--> 50 100 150 200 250 300 350 400 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 5 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.14 2.65 ng 196586 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 86
3 Pentadecane 212 C15H32 000629-62-9 81
4 Tetracosane 338 C24H50 000646-31-1 74
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 72
Abundance Scan 1539 (11.139 min): BF112764.D (-1536) (-) m/z 57.00 100.00%
57
43 71
5000
9 113 157130 165100 P 107 91 || 1080 1100 1120 1140
m/z 43.00 67 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48834: Tridecane
a3 ¥
71
5000 85 UL RN R IR
10.80 11.00 11.20 11.40
% m/z 71.05 62.25%
J |. Il 112 127 141 155 169 184
m/z--> ' ' 60 85 160 150 140 160 180 200
Abundance #48852: Dodecane, 3-methyl-
57
4s 10.80 11.00 11.20 1140
5000 T m/z 85.10 42.44%
- 155
99
miz--> % 40 6 8 160 136 140 1% 180 o
Abundance #71393: Pentadecane L R e
57 10.80 11.00 11.20 11.40
43 m/z 41.00 29.74%
71
5000 85
29 99
18 | M [ A 113 127 141 155 169 183 212
m/z--> 20 4'0 6|O 80 1(')0 150 14'10 160 180 200 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.66 22.46 ng 1669070 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 81
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 1628 (11.663 min): BF112764.D (-1624) (-) m/z 74.00 100.00%
!
87
5000
43
L] | soris2 e ST PO By vy i
Obprrrrth bl e e e ey || M7z 86.95  73.08%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 U S U AN IR
43 11.40 11.60 11.80 12.00
143 m/z 43.00 34 .86%
ml A 101745129 | 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423. Pentadecanoic acid, 14-methyl-, methyl ester
74
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.00 26.99%
29 7 143
wmeMmm@‘mmmmmmm 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester B EREREEEE S
74 11.40 11.60 11.80 12.00
a7 m/z 41.00 24 .67%
5000 43

7
| T\ J 101115129 \ 157171185199 228 . ,

_'_'_'—I_'_'_'—'—I_'_'_'_'—I_'_'_'_'—r'_'_'_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 7 1H-Cyclopropa[l]phenanthren... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.79 3.46 ng 256922 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 96
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
Abundance Scan 1650 (11.792 min): BF112764.D (-1646) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 115 157 192 213
13 | 7t 207 256 11.40 11.60 11.80 12.00 12.20
m/z 60.00 91.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192
5000
11.40 11.60 11.80 12.00 12.20
165 m/z 43.00 88.54%
39 63 83 9% 115 139152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.40 11.60 11.80 12.00 12.20
5000 m/z 57.00 66.36%
165
15 39 63 839 115 139152 | WH
m/z--> 20 40 60 80 100 120 140 1é0 1é0 200 220 240 260
Abundance #54732: Anthracene, 1-methyl- R A e e
192 11.40 11.60 11.80 12.00 12.20
m/z 41.00 65.59%
5000
15 3952 70 | | 115 130152 \ 178 |
m/z--> 20 Jo 60 80 100 120 140 1éo 180 200 220 240 260 11,40 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.86 3.94 ng 292409 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
3 Methvl diselenide 190 C2H6Se2 007101-31-7 43
4 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI204 1000331-34-4 38
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37

Abundance Scan 1662 (11.863 min): BF112764.D (-1659) (-) m/z 190.00 100.00%
160
5000
165 11.60 11.80 12.00 12.20
111 126 139150 176 204 224 /7 189 .00 96 65%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 192.10 43.14%
27 3950 63 8L | 110122 137 150 163 178
mz-> 20 40 60 éo 100 120 140 1é0 180 200 220
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
11.60 11.80 12.00 12.20
m/z 191.10 36.46%
5000
94
I""I""I""?{"'I""I""I""%qq"l'u"l""l"
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53209: Methyl diselenide
9 190 11.60 11.80 12.00 12.20
m/z 94.50 28.40%
5000
F— ¥
IH“ H‘H H‘I‘\IIIIIIIIH\‘H\ R IIIIIIII/\IIIIIIIIIII
miz-> 20 40 60 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.09 ng 155510 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86

Abundance Scan 1680 (11.968 min): BF112764.D (-1675) (-) m/z 57.00 100.00%

57
5000 85

113 11. 60 11. 80 12. OO 12. 20
140 183 211 240
A5 0163188 211 240 h77 43.00  65.69%

m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85

5000
11.60 11.80 12.00 12.20
29 m/z 71.00 58.46%
L TP e 160 107 20
— et et
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
R R E e
11.60 11.80 12.00 12.20
5000 a5 m/z 85.00 40.60%
29 113
| I Ly 141‘169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane s RE e
57 11.60 11.80 12.00 12.20
m/z 41.00 27.74%
5000
85

(118 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 10 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.34 69.82 ng 5187850 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99

Abundance Scan 1743 (12.339 min): BF112764.D (-1740) (-) m/z 67.00 100.00%

67

41
5000
135150 12.00 12.20 12.40 12.60
178 206 263 294
S— 234 m/z 81.00 81.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 a7
5000 IIIIIIIIIIIIIIIII
12. OO 12. 20 12. 40 12. 60
109 m/z 55.00 66.74%
I 1L 135180 47g 262 294
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67

12.00 12,20 12.40 12.60
5000 m/z 41.00 55.24Y%

263
136 164179195 220 237
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester EmEEE S ARARE
12. 00 12. 20 12. 40 12. 60

m/z 95.05 54 .49%

i

12. OO 12. 20 12. 40 12. 60

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 11 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.37 62.86 ng 4671180 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99

Abundance Scan 1748 (12.368 min): BF112764.D (-1746) (-) m/z 55.00 100.00%

5000

_%

222 264 - 12.00 12.20 12.40 12.60

261 m/z 41.00 67.96%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester

—

5000

12.IOO 12.I20 12.I4O 12.I60
m/z 69.05 63.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester

—

12.00 12.20 12.40 12.60
m/z 74.00 56.24%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester o e AR
55 12.00 12.20 12.40 12.60

41 m/z 83.10 48 .86%

5000
264

222
180 5077236 278 296
e e

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

138152
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 12 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.02 2.89 ng 302792 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 1859 (13.021 min): BF112764.D (-1852) (-) m/z 216.10 100.00%
216
5000
108
55 81 163 189 12.80 13.00 13.20 13.40
3 128 147 240257273 292 314 n/z 215.10 75 06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216
5000
12.80 13.00 13.20 13.40
m/z 213.00 17.63%
95 189
14 39 63 11 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74424: Fluoranthene, 2-methyl-
216
1280 13.00 13.20 13.40
5000 m/z 217.05 16.33%
108
47 63 81 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74421: 11H-Benzo[a]fluorene e R B e e
216 12.80 13.00 13.20 13.40
m/z 107.80 11.69%
5000
108
63 81 , | 137 163 189
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 13 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.08 3.00 ng 313901 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 76
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 74
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 68
Abundance Scan 1869 (13.080 min): BF112764.D (-1866) (-) m/z 216.05 100.00%
216
5000
57
4 g5 1%° 12.80 13.00 13.20 13.40
127 189 : : :
147163 234 253271 291 323 m/z 215.10 91.08%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74422: 11H-Benzo[b]fluorene
216
5000 12.80 13.00 13.20 13.40
108 m/z 57.00 30.94%
57 139 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74424: Fluoranthene, 2-methyl-
216
12,80 13.00 13.20 13.40
5000 m/z 213.00 21.87%
108
47 63 81 123139 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74421: 11H-Benzo[a]fluorene Sk B n s Lo
216 12.80 13.00 13.20 13.40
m/z 71.00 21.60%
5000
108
63 93 | 137 163 189
m/z--> 20 60 85 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112764.D

Aca On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample : K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 15 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.17 7.30 ng 280026 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Pervlene 252 C20H12 000198-55-0 90
3 Benzolalpvrene 252 C20H12 000050-32-8 89
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
Abundance Scan 2224 (15.168 min): BF112764.D (-2223) (-) m/z 252.10 100.00%
252
5000
125 14.80 15.00 15.20 15.40
224 : : : :
ol 160 1o77gt A 282 927 305390414.442466 | 1/ 250.10  26.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
252
5000

14.80 15.00 15.20 15.40
m/z 253.10 18.79%

125
50 74 99, | 150174200224

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104214: Perylene
252
AR s s R
14.80 15.00 15.20 15.40
5000 m/z 125.00 15.57%
125
17 50 74 99, ” 150174200224 |
I e o e e e e B e o o o o o e o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104218: Benzo[a]pyrene A BT o e
252 14.80 15.00 15.20 15.40
m/z 126.00 14 .53%
5000
126
50 74 100, | 150174200224
I i B i o e o o o o o o B o B S R B e AR
m/z--> 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112764.D

Acq On : 28 Feb 2019 16:03

Operator : JU/SJ

Sample - K1349-13 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
Quant Title : 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 3.0 ng 162854 1 6.75 1100880 20.0
unknown6.51 6.51 14.2 ng 781504 1 6.75 1100880 20.0
Dodecane, 3-methyl- 10.69 2.8 ng 204619 4 11.25 1486140 20.0
Tridecane 11.14 2.6 ng 196586 4 11.25 1486140 20.0
Hexadecanoic acid... 11.66 22.5 ng 1669070 4 11.25 1486140 20.0
1H-Cyclopropa[l]p--- 11.79 3.5 ng 256922 4 11.25 1486140 20.0
4H-Cyclopenta[def... 11.86 3.9 ng 292409 4 11.25 1486140 20.0
Heptadecane 11.97 2.1 ng 155510 4 11.25 1486140 20.0
9,12-Octadecadien... 12.34 69.8 ng 5187850 4 11.25 1486140 20.0
11-Octadecenoic a... 12.37 62.9 ng 4671180 4 11.25 1486140 20.0
Pyrene, l-methyl- 13.02 2.9 ng 302792 5 13.88 2092020 20.0
11H-Benzo[b]fluorene 13.08 3.0 ng 313901 5 13.88 2092020 20.0
Benzo[e]pyrene 15.17 7.3 ng 280026 6 15.29 767095 20.0
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