LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 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-BF022218.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 2.140 4 9 20 rvB 235174 314926 8.09% 0.827%
2 5.110 511 514 525 rBV 58115 99118 2.55% 0.260%
3 5.498 576 580 614 rBY 2681838 3768066 96.79% 9.893%
4 6.510 748 752 771 rBVY 2591390 3892884 100.00% 10.220%
5 6.645 771 775 798 rVB 3231040 3592842 92.29% 9.433%
6 6.869 809 813 828 rBVY 1047208 1126294 28.93% 2.957%
7 7.028 836 840 856 rBVY 2374228 2651844 68.12% 6.962%
8 7.439 906 910 927 rBVY 2071951 2472429 63.51% 6.491%
9 8.151 1028 1031 1052 rBvV 1133783 1499931 38.53% 3.938%
10 9.228 1210 1214 1222 rBV 3180491 3075049 78.99% 8.073%
11 9.292 1222 1225 1229 rVB 78566 77824 2.00% 0.204%
12 9.622 1275 1281 1287 rBV 194994 257516 6.62% 0.676%
13 9.775 1303 1307 1311 rBV 30572 45669 1.17% 0.120%

14 9.822 1311 1315 1319 rVV 160312 131454 3.38% 0.345%
15 9.910 1326 1330 1334 rBV2 1492161 1412929 36.30% 3.710%

16 10.116 1362 1365 1368 rBV2 32277 50460 1.30% 0.132%
17 10.145 1368 1370 1374 rVB2 36028 50150 1.29% 0.132%
18 10.322 1393 1400 1404 rVvVv 208882 180244 4.63% 0.473%
19 10.463 1421 1424 1429 rVB 34584 47191 1.21% 0.124%
20 10.545 1433 1438 1440 rBV2 57314 76930 1.98% 0.202%

21 10.710 1461 1466 1478 rBV 1225139 1526744 39.22% 4.008%
22 10.798 1478 1481 1492 rVB 148714 206821 5.31% 0.543%
23 10.945 1503 1506 1509 rBV 39944 43574 1.12% 0.114%
24 11.245 1555 1557 1560 rBV2 82455 75702 1.94% 0.199%
25 11.404 1580 1584 1587 rBV 1214754 1263716 32.46% 3.318%

26 11.427 1587 1588 1595 rVvVv 423237 390933 10.04% 1.026%

27 11.486 1595 1598 1602 rVB 94790 95325 2.45% 0.250%
28 11.651 1619 1626 1628 rBV2 58885 91806 2.36% 0.241%
29 11.922 1667 1672 1681 rBV2 787217 1091680 28.04% 2.866%
30 11.986 1681 1683 1686 rVB 41392 39777 1.02% 0.104%
31 12.022 1686 1689 1692 rBV 120428 134132 3.45% 0.352%
32 12.204 1717 1720 1723 rBV 53531 50602 1.30% 0.133%
33 12.233 1723 1725 1730 rVB3 52789 76759 1.97% 0.202%
34 12.457 1760 1763 1767 rBV2 64279 93264 2.40% 0.245%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.627 1788 1792 1800 rBV 787231 857384 22.02% 2.251%

36 12.704 1802 1805 1814 rVVv 500334 612591 15.74% 1.608%
37 12.857 1825 1831 1837 rBV 714084 920200 23.64% 2.416%
38 12.992 1849 1854 1857 rBV 2049160 1954141 50.20% 5.130%

39 13.069 1864 1867 1868 rBV 39705 41131 1.06% 0.108%
40 13.251 1896 1898 1901 rBV2 48160 45970 1.18% 0.121%
41 13.292 1903 1905 1908 rVB2 55360 46167 1.19% 0.121%
42 13.421 1924 1927 1929 rVB2 49443 47438 1.22% 0.125%
43 13.545 1944 1948 1950 rBV2 100860 111487 2.86% 0.293%
44 13.810 1991 1993 1995 rBVY 67874 61120 1.57% 0.160%

45 13.868 2000 2003 2008 rVvv3 290350 335429 8.62% 0.881%

46 14.010 2025 2027 2029 rVB 93062 59775 1.54% 0.157%
47 14.063 2031 2036 2039 rvVvv2 983275 1259404 32.35% 3.306%
48 14.086 2039 2040 2046 rVB 308293 245189 6.30% 0.644%
49 14.174 2052 2055 2056 rBV 60554 68865 1.77% 0.181%
50 14.192 2056 2058 2060 rVB 96649 79901 2.05% 0.210%

51 14.498 2108 2110 2117 rVB2 99672 105927 2.72% 0.278%
52 15.127 2214 2217 2220 rBV 205129 341427 8.77% 0.896%
53 15.445 2268 2271 2274 rVB 127627 139973 3.60% 0.367%
54 15.510 2279 2282 2285 rBV 174125 194633 5.00% 0.511%
55 15.574 2289 2293 2297 rVB 463042 556396 14.29% 1.461%

Sum of corrected areas: 38089133
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103463.D

3000000
5.50 6.51

2500000 7.03

7.44
2000000
1500000
6.87
1000000

500000
P.14

5.11
I T e e T e e R e S

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: BF103463.D
9|23

3000000

2500000
12.99

2000000

9.91
1500000

10.71 11.40

8.15
1000000

500000

T T B e e e

7 T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103463.D

3000000

2500000

2000000

1500000

14.06
1000000
500000
e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.14 5.59 ng 314926 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 9 (2.140 min): BF103463.D (-4) (-) m/z 73.00 100.00%

7
5000 43
55 87

220 230 240 2.50 2.60
..,.”.,..”,..?ﬁhﬂ.?ﬂ.Lu“.??ﬂm.??..”,.??.“.. m/z 43.00 42.68%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 TT T [TT T T[T T T T[T T T T [TTTr[T
43 2.20 2.30 2.40 2.50 2.60
%5 87 m/z 55.00 30.29%
29
35 ‘\w | 50 ‘ 67 | | 80
I I i o o L LA e o e e BN N e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
R R L AR REERR
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 24 .73%
29
15 67 97
N L i o o o o o o o N A e o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methy!- R e
78 220 230 240 2.50 2.60

m/z 41.00 13.29%

5000 43
58
L

m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2. 40 2.50 2. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.65 63.80 ng 3592840 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 776 (6.651 min): BF103463.D (-771) (-) m/z 132.00 100.00%
132
5000 68 A\
9 s || Taoms | ok sho by 70
sl ol L7 87 L AP1S L "m/z 68.00 36.02%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.40 6.60 6.80 7.00

0
31 51 78 m/z 134.00 32.58%
S NS N 0 | N | N —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
T
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.69%
41 97
53 117
79
88 106
e I e I e I i o o O o B B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl

57 132 6.40 6.60 6.80 7.00
m/z 69.00 14.07%

74
: Ll /L\L
o .NM 8 pm97.kk,..“ 158 189

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6. 80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 5-Ethyldecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.55 ng 180244 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvldecane 170 C12H26 017302-36-2 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 72
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 1400 (10.322 min): BF103463.D (-1393) (-) m/z 57.00 100.00%
57
43
e e
99 113 10.00 10.20 10.40 10.60
12714110 100 m/z 43.00 68.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38319: 5-Ethyldecane
57
43 UN\,\__A
5000 71 SR LR UL B R
10,00 10,20 10.40 10.60
85 m/z 71.00 55.25%
‘ ‘ 98 112 140
|||||||||‘|||H‘|||“|||||||‘|||l‘||||||H::::|1|7|O|  REAEEETE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o7
10,00 10.20 10.40 10.60
5000 1 m/z 85.00 37.02%
85
29
99 113 127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59895: Tridecane, 6-methyl- R m s et
57 10.00 10.20 10.40 10.60
m/z 41.00 30.49%
43
5000 71
29 898 156
15 | ‘L L ) | | 13 | 140154 169 183 198
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.80 3.27 ng 206821 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72

Abundance Scan 1481 (10.798 min): BF103463.D (-1478) (-) m/z 57.00 100.00%

57
43 71

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.00 65.23%

9
113127 147 167 182195

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57
43
71
5000 85 L B
10. 40 10 60 10. 80 11. 00 11. 20
29 m/z 71.00 60.94%
15 \‘ A A ?P 113127141156169 198
”.“.”,”.w.”.“.”,”.W.H.P.” e RREma R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
e
10.40 10.60 10.80 11.00 11.20
5000 71 m/z 85.05 38.70%
85
29
99 113127141155169 183197 226
A o e A AABaaaama meE e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane e R R E B R
57 10.40 10.60 10.80 11.00 11.20
43 - m/z 41.00 28.37%
5000 85
29 99 113 \/\M/JLM/\_J\—\N\IM\IJ\
| L | 0127141155160 183197 211225 239 254
A L I L BE AR EE S R BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.92 17.28 ng 1091680 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1672 (11.922 min): BF103463.D (-1667) (-) m/z 72.95 100.00%
60 73
5000 L
129
97 115 213 PPN FUNN SN U
143157171185199“ " 557 256 11.60 11.80 12.00 12.20
m/z 59.95 94 _.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 UL PR SULRUSR UL BN
11. 60 11. 80 12. 00 12 20
m/z 43.00 93.26%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11'60 11.80 12.00 12.20
5000 29 129 m/z 57.00 80.08%
87 15 oh 214
101 143157 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R BT
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 73.80%
5000 129
29
199
L4u 143157171185 242
15
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.02 2.12 ng 134132 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 92
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 38
4 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30
Abundance Scan 1689 (12.022 min): BF103463.D (-1686) (-) m/z 190.00 100.00%
190

5000

B
:

11.80 12.00 12.20 12.40
m/z 189.00  98.13%

1
150

111 127 203 218 243

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

o4 11.80 12.00 12.20 12.40
m/z 192.00 55.38%

27 30 51 63 81 | 110122 137150163 178 |

B o e L B e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
11.80 12.00 12.20 12.40
m/z 191.00 43.82%
5000
94
81 163
B B o e e B B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52976: 2,3,5,6- Tetramethylterephthalaldehyde
3 190 11.80 12.00 12.20 12.40
m/z 94.40 30.33%
5000 115 133 161

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 9.70 ng 612591 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
Abundance Scan 1804 (12.698 min): BF103463.D (-1802) (-) m/z 43.00 100.00%
48 73
5
5000
IR BRI U
185 203 12.40 12.60 12.80 13.00
143157171 227241 284
— 1o7 2% m/z 72.95 88.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
12.40 12.60 12.80 13.00
284 m/z 60.00 86.49%
2 ! 143157171
| 1
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 = rtjrrrrprrrorprrrrororor
57 12.40 12.60 12.80 13.00
5000 129 m/z 57.00 76.85%
a7 185
115 228
27 143157171 1g9
meﬁwrmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A REaEE EEE S
73 12.40 12.60 12.80 13.00
m/z 55.00 75.92%
5000 129
1
L#H 143157171185
I I I I

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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

Concentration Rank 6

Peak Number

9 Cyclohexadecane

R.T. EstConc Area Relative to ISTD R.T.
13.87 5.33ng 335429  Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclohexadecane 224 C16H32 000295-65-8 83

1000309-37-9 76
1000309-38-2 68

2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404

4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 68
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 68
Abundance Scan 2003 (13.868 min): BF103463.D (-2000) (-) m/z 57.00 100.00%
57
5000 83

13.60 13.80 14.00 14.20
m/z 43.00 71.30%

o

. 140 163 183200 255 281 300
BRaEEERER

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81246: Cyclohexadecane
55 83

13,60 13.80 14.00 14.20
m/z 55.00 56.31%

5000

196 224

153168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R
13.60 13.80 14.00 14.20
5000 a m/z 71.00 52.40%
85
26 11126 148 168 196 241
wmmmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester R EEEEE RS
57 13.60 13.80 14.00 14.20
m/z 83.00 46.01%
5000
4
283
26 1, | H U | H126 148 169 210 238 ]
e e e e e e e R R B

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

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103463.D

Aca On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample : J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Benzo[j]fluoranthene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.44 5.03 ng 139973 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolilfluoranthene 252 C20H12 000205-82-3 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 98
3 Benzolelpvrene 252 C20H12 000192-97-2 97
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
5 Benzo[a]pyrene 252 C20H12 000050-32-8 96
Abundance Scan 2270 (15.439 min): BF103463.D (-2268) (-) m/z 252.10 100.00%
252
5000
125
226 15.20 15.40 15.60 15.80
o4 7795 | | 193161 185203 TP | 270289311334 366 | 77550 10  30.08%
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzo[j]fluoranthene
252
5000
15.20 15.40 15.60 15.80
126 m/z 253.05 22 .09%
29 51 74 100, | 150 174 200 224 |
m/z--> 50 100 150 200 250 300 350
Abundance
252
' 15.20 15.40 15.60 15.80
5000 m/z 125.00 20.98%
126
74 99 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene b RREmE EE e
252 15.20 15.40 15.60 15.80
m/z 126.00 15.24%
5000
50 74 99 A | 146 174 200 224 J\
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103463.D

Acq On : 6 Mar 2018 18:50

Operator : SJ/JU

Sample - J1722-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
Butane, 2-methoxy... 2.14 5.6 ng 314926 1 6.87 1126290 20.0
unknown6 .65 6.65 63.8 ng 3592840 1 6.87 1126290 20.0
5-Ethyldecane 10.32 2.5 ng 180244 3 9.91 1412930 20.0
Tetradecane 10.80 3.3 ng 206821 4 11.40 1263720 20.0
n-Hexadecanoic acid 11.92 17.3 ng 1091680 4 11.40 1263720 20.0
4H-Cyclopenta[def... 12.02 2.1 ng 134132 4 11.40 1263720 20.0
Octadecanoic acid 12.70 9.7 ng 612591 4 11.40 1263720 20.0
Cyclohexadecane 13.87 5.3 ng 335429 5 14.06 1259400 20.0
Benzo[j]fluoranthene 15.44 5.0 ng 139973 6 15.57 556396 20.0
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