LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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 2.122 3 6 15 rVB 156720 211583 6.89% 0.681%
2 5.104 511 513 522 rBV 41001 67027 2.18% 0.216%
3 5.498 576 580 608 rBY 2106865 3007092 97.89% 9.684%
4 6.510 748 752 771 rBV 2240061 3071935 100.00% 9.893%
5 6.645 771 775 789 rVB 2493311 2828903 92.09% 9.110%
6 6.869 810 813 829 rVB 895126 938162 30.54% 3.021%
7 7.022 836 839 854 rBVY 1864418 2059800 67 .05% 6.633%
8 7.439 906 910 934 rBVY 1425365 1942739 63.24% 6.256%
9 8.151 1028 1031 1052 rBV 966007 1363539 44.39% 4.391%
10 9.228 1210 1214 1223 rBv 2538712 2577272 83.90% 8.300%
11 9.292 1223 1225 1230 rVB 63796 59509 1.94% 0.192%
12 9.622 1275 1281 1287 rBv2 120287 172722 5.62% 0.556%
13 9.775 1302 1307 1311 rBV 26763 47488 1.55% 0.153%

14 9.822 1311 1315 1319 rVB 128039 112015 3.65% 0.361%
15 9.910 1326 1330 1334 rBV2 1314351 1299565 42.30% 4.185%

16 9.945 1334 1336 1343 rVB 108720 119594 3.89% 0.385%

17 10.063 1351 1356 1358 rBv4 21455 33140 1.08% 0.107%
18 10.122 1362 1366 1368 rBV2 33552 49286 1.60% 0.159%
19 10.145 1368 1370 1375 rVB3 31451 40759 1.33% 0.131%
20 10.322 1397 1400 1403 rVB 147107 118062 3.84% 0.380%
21 10.463 1421 1424 1431 rVB 68635 79668 2.59% 0.257%
22 10.545 1433 1438 1440 rBV2 53990 66387 2.16% 0.214%

23 10.710 1462 1466 1474 rBV 1066417 1265628 41.20% 4_.076%
24 10.798 1478 1481 1485 rVV 109261 125270 4.08% 0.403%

25 10.951 1504 1507 1511 rBV 30683 31279 1.02% 0.101%
26 11.245 1555 1557 1560 rBV2 58444 56522 1.84% 0.182%
27 11.304 1565 1567 1571 rVB 39322 36109 1.18% 0.116%

28 11.404 1580 1584 1587 rBV 1093901 1196053 38.93% 3.852%
29 11.427 1587 1588 1594 rVV 627147 587772 19.13% 1.893%
30 11.486 1595 1598 1602 rVB 171447 166681 5.43% 0.537%

31 11.651 1623 1626 1628 rBV 45422 44690 1.45% 0.144%
32 11.916 1667 1671 1674 rBV2 344147 417873 13.60% 1.346%
33 11.986 1681 1683 1686 rVB 38479 33927 1.10% 0.109%

34 12.021 1686 1689 1692 rBV 112388 133494 4 _.35% 0.430%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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
35 12.204 1717 1720 1723 rBV 52019 48737 1.59% 0.157%
36 12.233 1723 1725 1731 rVB4 38302 57940 1.89% 0.187%
37 12.457 1760 1763 1768 rBV2 49113 75776 2.47% 0.244%
38 12.569 1776 1782 1788 rBV6 41782 95457 3.11% 0.307%

39 12.627 1788 1792 1801 rBV 801431 817254 26.60% 2.632%
40 12.704 1802 1805 1813 rVV3 250227 285776 9.30% 0.920%

41 12.839 1825 1828 1829 rBV2 152904 155397 5.06% 0.500%
42 12.857 1829 1831 1837 rVV 701018 660538 21.50% 2.127%
43 12.904 1837 1839 1844 rVB 38814 42788 1.39% 0.138%
44 12.992 1849 1854 1857 rBV 1637854 1632905 53.16% 5.259%
45 13.186 1884 1887 1892 rVB2 94703 115248 3.75% 0.371%

46 13.251 1896 1898 1901 rVV 68621 60584 1.97% 0.195%
47 13.386 1919 1921 1923 rBV 35973 31148 1.01% 0.100%
48 13.810 1991 1993 1995 rBV2 47434 39456 1.28% 0.127%
49 13.833 1995 1997 2000 rVvVv 43201 35659 1.16% 0.115%

50 13.868 2000 2003 2008 rVV5 127019 161049 5.24% 0.519%
51 14.063 2031 2036 2039 rBV2 898627 1128300 36.73% 3.634%
52 14.086 2039 2040 2047 rVB 268734 239354 7.79% 0.771%
53 15.133 2215 2218 2221 rBV 162009 246569 8.03% 0.794%
54 15.445 2269 2271 2275 rVB 99234 98937 3.22% 0.319%
55 15.509 2280 2282 2289 rVB 125883 158626 5.16% 0.511%

56 15.580 2290 2294 2297 rBV 407601 503013 16.37% 1.620%

Sum of corrected areas: 31052056
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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: BF103464.D
2500000 6]65

6.51
5.50

2000000 7.02

1500000 7.44

1000000 6.87

500000

5.10
T e e L T T R B

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: BF103464.D
2500000 9|23

2000000
12.99

1500000

9.91

1000000, 815

500000

O R e e e e e

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: BF103464.D
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 : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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.

2.12 4_.51 ng 211583 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 28
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 23

Abundance Scan 6 (2.122 min): BF103464.D (-3) (-) m/z 73.00 100.00%
73
5000 43 /\
T i 220 230 240 250
e prrrrprreepr SOk bl 5209 m/z 43.00  41.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNURRSE U U LU
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 30.37%
29
'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 IR RSN RN RN
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.05 23.44%
29
65 80 97 112 129
wwmmfmwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- R R R
73 2.20 2.30 2.40 2.50
m/z 41.00 12.10%
43
27
”'I'%é'l"”I""I""I'”'I§?"I”"Igg"l"2%""I}%§I""I"” HRNURRSE U U LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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 60.31 ng 2828900 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 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103464.D (-771) (-) m/z 132.00 100.00%
132
5000 68 /k
5 e T
40 . 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
S i -1 N AN W - [ N m/z 67.95 38.04%
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 LN I UL UL I
6.40 6.60 6.80 7.00
78 m/z 134.00 33.57%

..,....,....,‘...w,.:..,H...,...:,....,....,....,....,....,....,‘.....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.40 6.60 6.80 7.00

5000 67 m/z 65.95 24 .86%
a 97
79 117
34 60 89 105 124

wwmmﬁwmmmmm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.40 6.60 6.80 7.00

m/z 69.00 14 .05%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 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 : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.09 ng 125270 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 83
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
Abundance Scan 1481 (10.798 min): BF103464.D (-1478) (-) m/z 57.00 100.00%
57
5000 85
3 113 167 10.40 10.60 10.80 11.00 11.20
S O O O s m/z 43.00 70.56%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LRI A SRR SN B
10.40 10.60 10.80 11.00 11.20
m/z 71.00 66.53%
29 ‘ ‘ 113 14
LT, 14 169 197 225 253 205 323 367
m/z--> §0 160 1%0 260 2éo 300 3%0
Abundance
57
10,40 10.60 10.80 11.00 11.20
5000 85 m/z 85.00 39.17%
13 141 183 211 239 267 296
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #83023: Hexadecane A AR R Emma S
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 30.95%
5000 85
29
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 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 : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.99 ng 417873 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 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 1672 (11.922 min): BF103464.D (-1667) (-) m/z 72.95 100.00%
60 78
5000 129 JLH«_wW~J\W_v_
7 e e B
0115 | g157071 192 28 o 1160 11.80 12.00 12.20 |

m/z 43.00 92 .69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LA L L L L L L LB L |

11.60 11.80 12.00 12.20
m/z 60.00 89.90%

213
143157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
T T
43 11.60 11.80 12.00 12.20
5000 m/z 57.00 77.45%
129
29 87 115 171 - 214
15 i 152 198
L AR B o e s  RABARRARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B
3 60 78 11.60 11.80 12.00 12.20
m/z 55.00 71.41%
5000 129
29
199
‘ 143 157171185 242
= ul R —
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 : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.02 2.23 ng 133494 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 74
2 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 38
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 37
4 Methvl diselenide 190 C2H6Se2 007101-31-7 35
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 32

Abundance Scan 1689 (12.021 min): BF103464.D (-1686) (- m/z 189.95 100.00%
190
5000
63 74 1 11.80 12.00 12.20 12.40
39 50 110 126137 150 205 218 m/z 18900 90 89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.80 12.00 12.20 12.40
m/z 192.00 47 .17%
27 3950 63 8L || 110122 137150163 178 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190
11.80 12.00 12.20 12.40
5000 m/z 191.00 37 .50%
29 44 63 74 97 109 133144 161172 217
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189 11.80 12.00 12.20 12.40
m/z 94.50 31.62%
5000
4 122 175
14 27 | 5466 g0 95107 h\ 134 148 162717 |
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 1180 12.00 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 : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 4.78 ng 285776 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 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1804 (12.698 min): BF103464.D (-1802) (-) m/z 43.00 100.00%
43 57 73
5000
129
7 203 N BN SN SR IR
J 1115 | 143157171180 997241 284 12.40 12.60 12.80 13.00
e m/z 57.00 85.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 IR AU BN U
12.40 12.60 12.80 13.00
185 a1 o84 m/z 72.95 84 .86%
|l Aﬂ 14357171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
4357 IR BN U
12.40 12.60 12.80 13.00
5000 129 m/z 60.00 79.33%
29 87 185
115 143 __171 228
15 101 157 199,14
WWWFWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid T T T
43 0 12.40 12.60 12.80 13.00
m/z 55.00 78.78%
- A\M\ALM
143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 igioliékbligéoliébb'
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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 Fluoranthene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.04 ng 115248 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 74
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 68
4 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 64
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
Abundance Scan 1888 (13.192 min): BF103464.D (-1884) (-) m/z 216.10 100.00%
216
5000
107
41 57 82 196144 167 195 12:80 13.00 13.20 13.40 13.60
144 259275 300
230 m/z 215.05 75.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74424: Fluoranthene, 2-methyl-
216
5000
12.80 13.00 13.20 13.40 13.60
108 m/z 107.40 28.12%
47 63 81 123139 163 189
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 13.60
5000 m/z 213.00 23.13%
95 189
14 39 63 110 134 163
wwmmrwwmmwwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74417: TH-Benzo[c]fluorene B R e
216 12.80 13.00 13.20 13.40 13.60

m/z 94.30 20.91%

5000

189

82 | |

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 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103464.D

Aca On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample : J1722-05

Misc :

ALS Vial : 6 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 9 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.85 ng 161049 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 70
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 70
3 1-Heptacosanol 396 C27H560 002004-39-9 55
4 1-Docosene 308 C22H44 001599-67-3 55
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 55
Abundance Scan 2003 (13.868 min): BF103464.D (-2000) (-) m/z 226.05 100.00%
57 226
5000 le
257278 314 13.60 13.80 14.00 14.20
gl m/z 57.00 84 .84Y%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000 LRI BRI BUGILN UL B
13 60 13. 80 14. oo 14 20
]25 m/z 43.05 82.11%
H \\‘\ ‘\ Iy \ \ 196 224
m/z--> 50 260 250 360 3éo
Abundance
43
83 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 m/z 55.00 79.51%
111
63 139 182 210
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #210517: 1-Heptacosanol R EEEEE RS
57 g7 13.60 13.80 14.00 14.20
m/z 83.00 62.85%
5000
125
290 1A g A J|1?3 181 200 236 264 292 320 350 378
m/z--> 5'0 100 150 2(')0 250 3(')0 3éo 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103464.D

Acq On : 6 Mar 2018 19:16

Operator : SJ/JU

Sample - J1722-05

Misc :

ALS Vial : 6 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... 2.12 4.5 ng 211583 1 6.87 938162 20.0
unknown6 .65 6.65 60.3 ng 2828900 1 6.87 938162 20.0
Hexacosane 10.80 2.1 ng 125270 4 11.40 1196050 20.0
n-Hexadecanoic acid 11.92 7.0 ng 417873 4 11.40 1196050 20.0
4H-Cyclopenta[def... 12.02 2.2 ng 133494 4 11.40 1196050 20.0
Octadecanoic acid 12.70 4.8 ng 285776 4 11.40 1196050 20.0
Fluoranthene, 2-m... 13.19 2.0 ng 115248 5 14.06 1128300 20.0
Trichloroacetic a... 13.87 2.9 ng 161049 5 14.06 1128300 20.0
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