LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\

Data File : BF103417.D

Aca On : 5 Mar 2018 19:10 Instrument :

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

3?22'6 : J1756-01 2X (OR-01-030118-A

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 5.092 509 511 517 rBV 17021 24851 1.66% 0.108%
2 5.498 577 580 608 rBV 879970 1459318 97.55% 6.327%
3 6.510 749 752 771 rBVY 1012928 1495914 100.00% 6.486%
4 6.645 771 775 782 rBVY 1382637 1431801 95.71% 6.208%
5 6.869 810 813 826 rBV 891866 893177 59.71% 3.873%
6 7.028 836 840 852 rBVY 1026882 1081049 72.27% 4.687%
7 7.433 906 909 920 rBV 782498 927991 62.04% 4.024%
8 8.157 1028 1032 1043 rBvY 1155686 1205628 80.59% 5.227%
9 8.875 1151 1154 1160 rBV 23832 26829 1.79% 0.116%
10 8.969 1167 1170 1176 rBV 37948 40801 2.73% 0.177%
11 9.227 1210 1214 1223 rBvV 1607216 1456482 97.36% 6.315%
12 9.298 1223 1226 1229 rVB2 32947 33745 2.26% 0.146%
13 9.333 1229 1232 1237 rBv4 16522 19327 1.29% 0.084%
14 9.498 1256 1260 1264 rBv4 22188 32057 2.14% 0.139%
15 9.569 1268 1272 1275 rvVvv2 39182 43956 2.94% 0.191%
16 9.622 1275 1281 1288 rVB3 83139 126958 8.49% 0.550%
17 9.686 1288 1292 1294 rBV2 16060 19774 1.32% 0.086%
18 9.774 1301 1307 1311 rBvV2 64137 77729 5.20% 0.337%
19 9.827 1311 1316 1320 rVB 40583 46647 3.12% 0.202%
20 9.916 1327 1331 1334 rBV 1179426 1141298 76.29% 4.948%
21 9.945 1334 1336 1343 rVB 89814 92939 6.21% 0.403%
22 10.022 1343 1349 1351 rBV5 14417 23722 1.59% 0.103%
23 10.057 1352 1355 1358 rBv4 13981 17026 1.14% 0.074%
24 10.122 1362 1366 1368 rVB2 38647 43626 2.92% 0.189%
25 10.151 1368 1371 1375 rVB3 30866 37607 2.51% 0.163%
26 10.186 1375 1377 1381 rVB5 18498 17281 1.16% 0.075%
27 10.227 1381 1384 1387 rBV3 32671 42773 2.86% 0.185%
28 10.257 1387 1389 1394 rVB4 19948 27252 1.82% 0.118%
29 10.322 1394 1400 1404 rBV3 62693 91718 6.13% 0.398%
30 10.439 1417 1420 1421 rBV3 19324 18705 1.25% 0.081%
31 10.463 1421 1424 1431 rVB 78161 95249 6.37% 0.413%
32 10.545 1431 1438 1441 rBV3 56350 77108 5.15% 0.334%
33 10.621 1449 1451 1455 rVB3 24784 22097 1.48% 0.096%

34 10.710 1462 1466 1472 rBV 691447 704358 47.09% 3.054%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\

Data File : BF103417.D

Aca On : 5 Mar 2018 19:10 Instrument :

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

3?22'6 : J1756-01 2X (OR-01-030118-A

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 10.810 1478 1483 1487 rBV2 60794 100803 6.74% 0.437%

36 11.016 1512 1518 1520 rBV4 41180 66035 4.41% 0.286%
37 11.045 1520 1523 1524 rBV 21900 16011 1.07% 0.069%
38 11.092 1529 1531 1534 rVB4 22992 21347 1.43% 0.093%
39 11.139 1534 1539 1541 rBV6 24622 37304 2.49% 0.162%
40 11.251 1555 1558 1560 rBVY 53919 50474 3.37% 0.219%
41 11.280 1560 1563 1565 rVv2 38563 44362 2.97% 0.192%
42 11.304 1565 1567 1569 rVB 47170 37408 2.50% 0.162%

43 11.410 1581 1585 1587 rBV 1125597 1051591 70.30% 4 _560%
44 11.433 1587 1589 1593 rVV 731107 591746 39.56% 2.566%
45 11.486 1595 1598 1602 rVV 190489 159705 10.68% 0.692%

46 11.651 1623 1626 1628 rVV3 25573 25656 1.72% 0.111%
47 11.674 1628 1630 1632 rVB 36635 23505 1.57% 0.102%
48 11.739 1639 1641 1645 rBV3 33357 36614 2.45% 0.159%
49 11.780 1645 1648 1650 rVB2 26314 24519 1.64% 0.106%
50 11.921 1667 1672 1681 rBV2 743668 1136802 75.99% 4._.929%
51 11.986 1681 1683 1686 rVB 49716 44560 2.98% 0.193%
52 12.027 1686 1690 1692 rBV2 166169 177393 11.86% 0.769%
53 12.086 1697 1700 1703 rBV3 35166 32795 2.19% 0.142%
54 12.204 1717 1720 1723 rBV 70051 67757 4_.53% 0.294%
556 12.239 1723 1726 1731 rVB2 85498 94621 6.33% 0.410%
56 12.386 1749 1751 1753 rBV 38158 28025 1.87% 0.122%
57 12.433 1757 1759 1761 rBV3 25487 28279 1.89% 0.123%
58 12.463 1761 1764 1766 rBV 83016 88524 5.92% 0.384%

59 12.574 1776 1783 1787 rBV4 69379 156932 10.49% 0.680%
60 12.627 1788 1792 1796 rBV 956093 964089 64.45% 4._.180%

61 12.710 1802 1806 1815 rBV 783618 954177 63.79% 4._137%
62 12.863 1825 1832 1837 rVB 747408 893334 59.72% 3.873%
63 12.992 1850 1854 1857 rVB 1095451 946402 63.27% 4.103%
64 13.186 1885 1887 1893 rVB2 142971 147580 9.87% 0.640%
65 13.257 1896 1899 1901 rVB 81958 72011 4._.81% 0.312%

66 13.874 2001 2004 2009 rBv4 192080 221770 14.83% 0.962%
67 14.062 2032 2036 2039 rBV2 748381 982497 65.68% 4._.260%
68 14.092 2039 2041 2044 rVB 291984 225672 15.09% 0.978%
69 15.133 2215 2218 2220 rBV 172236 219389 14.67% 0.951%
70 15.580 2290 2294 2297 rBV 338088 397251 26.56% 1.722%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103417.D

Aca On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 23063733
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030518\

BF103417.D

5 Mar 2018 19:10

SJ/Ju

J1756-01 2X

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF103417.D
1500000 6.65
6.51 7.03
1000000 5.50 6.87
7.43
500000
\ 5.09
O L At e e e e o e e e e e e e e e A e e e e e B e e i e s e e e e e L 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: BF103417.D
9|23
1500000
12.99
9.92
11.41
8.16 12.63
12.7.
1000000 12.86
11.43 11.92
10.71
500000
13 %926
1.49 2.03 22
0.9 46-c110.81 1
88797 830 DT E R
o= e e — — — — — — — — 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: BF103417.D
1500000
14.06
15.58
1000000
15.13
14.09
13.87
500000
o771 ——— —— T T T T — —
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF022218.M Tue Mar

06 10:38:28 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103417.D

Aca On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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 unknown6.65 Concentration Rank 1

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

6.65 32.06 ng 1431800 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-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): BF103417.D (-771) (-) m/z 132.00 100.00%
132
5000 68 Ak
0,50 |1 75 4 %104 640 6.60 6.80 7.00
! m/z 68.00 41.54%
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 L LI S AL
6.40 6.60 680 7.00
0
3638 il 78 m/z 134.00 33.34%
b1
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 27 .46%
33 44 97 105
51 60 7078 g 115
wwmwmwmﬁmm
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 15.57%

5000
104
5]_ 66 77
14 27 37 44 5! 58 | 5. 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103417.D

Aca On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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 3 Dimethyl phthalate Concentration Rank 9

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

9.62 2.22 ng 126958 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl phthalate 194 C10H1004 000131-11-3 91
2 Benzoic acid. 2-(l-oxopropvl)-. ... 192 C11H1203 032025-37-9 83
3 Phthalic acid. 4-fluoro-2-nitrop... 319 C15H10FNO6 1000315-63-4 78
4 Phthalic acid. 2-cvclohexvlethyl... 290 C17H2204 1000309-03-4 64
5 Phthalic acid, 2-bromo-4-fluorop... 352 C15H10BrFO4 1000315-62-3 64

Abundance Scan 1281 (9.622 min): BF103417.D (-1275) (-) m/z 163.00 100.00%
163
5000
. 77
92 104 133 9.40 9.60 9.80 10.00
64 120 194
...,....3?-..|~.-.',:.'.--!,..!.,!'...,...“.,.1.5.1.,!...,...-.,. m/z 76.95 20.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55708: Dimethyl phthalate
163
5000
9.40 9.60 9.80 10.00
77 m/z 76.00 11.50%
15 28 39 %0 64 92104 120 135 149 194
I A A A0 DT ST MY AR PP
Abundance
163
9.40 9.60 9.80 10.00
5000 m/z 50.00 11.23%
77
a0 P 64 92104 120 138 149 174184
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #160227: Phthalic acid, 4-fluoro-2-nitrophenyl methyl ester
163 9.40 9.60 9.80 10.00
m/z 164.00 9.56%
5000
30 50 64 '/ 92 105 120 140
| |
m/z--> 20 40 60 80 100 120 14'10 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103417.D

Aca On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.92 21.62 ng 1136800 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1672 (11.921 min): BF103417.D (-1667) (-) m/z 73.00 100.00%
60 7B w
5000
129
97 115 157 213 PPN FUNR S U
143157171 192 27 256 11.60 11.80 12.00 12.20
m/z 43.00 95.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR B BN BN B
11. 60 11. 80 12. 00 12 20
m/z 59.95 95.70%
143187171185, 213
f Il
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 129 m/z 57.00 82.28%
29 87
101115 143157171185199 242
15 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #50051: Undecanoic acid L B o
60 7 11.60 11.80 12.00 12.20
m/z 41.00 76.77%
5000 43
29 129 143
101115 186
..1.5,.‘.‘..‘,‘.‘... | \ . \ Ml H \”,1;‘37,17,1, A )
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\BF030518\
Data File : BF103417.D

Aca On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.03 3.37 ng 177393 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 52
4 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 50
5 Megastigmatrienone 190 C13H180 038818-55-2 18

Abundance Scan 1690 (12.027 min): BF103417.D (-1686) (-) m/z 190.00 100.00%
0
5000
1 11.80 12.00 12.20 12.40
110122 139151 202215227 m/z 189.00 94 _ 350
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 #Mwm
o4 11.80 12.00 12.20 12.40
m/z 192.00 36.43%
27 39 51 63 8L | 110122 137150163 178 ||
m/z--> ﬁo Jo eb 85 160 150 150 1éo 180 260 250 '
Abundance
189
1180 12.00 12.20 12.40
m/z 191.00 33.79%
5000
94
"'I""I""I""8I]'-III TTTTTTTTT IIII]I-(:?3"' [rerrprrrTrTTTTTT
m/z--> 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 94.40 25.95Y%
5000
4 122
14 27 | 5466 go 95107 1341$8162 \
m/z--> ﬁo Jo eb 85 160 120 140 160 180 260 250 ' 11.80 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\BF030518\
Data File : BF103417.D

Aca On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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 Pentadecanoic acid, methyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.98 ng 156932 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 70
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 70
3 Tetradecanoic acid. 12-methvl-. ... 256 C16H3202 005129-66-8 70
4 Methvl 11-methvl-dodecanoate 228 C14H2802 1000336-45-1 70
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 62
Abundance Scan 1782 (12.568 min): BF103417.D (-1776) (-) m/z 73.95 100.00%
74
87
204
5000 41 55

12.20 12.40 12.60 12.80
m/z 87.00 71.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107595: Pentadecanoic acid, methyl ester
74
87
5000 LA L N L LB L

12.20 12.40 12.60 12.80
43 143 - m/z 203.95 62.32%

18 7 213
101 129 157
e b S0 | Mriuiestes | gy |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87
12.20 12.40 12.60 12.80
5000 m/z 55.00 40.11%
- 57 29143 185
15 29 101145t 1571717 199 228
mmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107611: Tetradecanoic acid, 12-methyl-, methyl ester R maE
74 12. 20 12. 40 12 60 12. 80

m/z 43.00 38.26%

87
5000 43
7
199
I J L 111 129 \ 157 177 \ 213227 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103417.D

Aca On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.71 18.15 ng 954177 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1806 (12.710 min): BF103417.D (-1802) (-) m/z 43.00 100.00%
73
5000 129 JN‘-NHV\~A¢\jL\ANH~HF*~*#I
i 5o 12140 1260 1280 1300
284 : . : :
ap7, |8 Tp e 77 73.00  91.28%
m/z--> 150 200 250 300 350 ’
Abundance #131258: Octadecanoic acid
43
5000  ANSESAARRUNIE TrrrT]
nmnmnmmm
185 sy 224 m/z 57.00 88.83%
|15| I \I‘\ H‘“ u‘h\ M\ m ‘. 157\ “. ‘|2.]‘-3.‘. .“ |‘2|6|5 .“. T
m/z--> 5 200 250 300 350
Abundance
43
73 12.40 12,60 12.80 13.00
5000 284 m/z 59.95 86.71%
129
97
157 1% 213 241 265 311 372
m/z--> o '55' - 160" ' ﬁéo" ' 560" ' 550" "360" ' ééo"
Abundance #84452: Tetradecanoic acid T T T T T
3 12.40 12.60 12.80 13.00
43 m/z 55.00 82.45Y%
5000 129
185
228
15 H M A I e
m/z--> 50 150 200 250 300 350 nmnmnmmm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103417.D

Aca On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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 Pyrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.19 3.00 ng 147580 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 86
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 81
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 74
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 72
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 52

Abundance Scan 1888 (13.192 min): BF103417.D (-1885) (-) m/z 216.05 100.00%

216

5000

12.80 13.00 13.20 13.40 13.60
m/z 215.00 67.80%

ol 137 233249265 283 300

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74412: Pyrene, 1-methyl-

3

5000
12.80 13.00 13.20 13.40 13.60

m/z 107 .50 23.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
I R e e S
12.80 13.00 13.20 13.40 13.60
5000 m/z 213.00 20.89%

107
39 63 81 122139 163 189

wmmmmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74419: 11H-Benzo[a]fluorene B e
216 12.80 13.00 13.20 13.40 13.60
m/z 217.10 13.60%

=

5000

%

107
27 44 63 81 | | 122139 163 189 M

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

8270-BF022218 .M Tue Mar 06 10:38:36 2018 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103417.D

Aca On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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 9 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.51 ng 221770 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 1-Octadecene 252 C18H36 000112-88-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 87
4 Cvcloeicosane 280 C20H40 000296-56-0 84
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 78
Abundance Scan 2003 (13.868 min): BF103417.D (-2001) (-) m/z 226.00 100.00%
6
5000 u T
287 313 343 13.60 13.80 14.00 14.20
L 2L TS S5 Tm/z 43.00 78.82%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55
5000 LI BULI UL I B
29 111 13.60 13.80 14.00 14.20
‘ ‘ m/z 55.00 76.20%
--‘-‘-‘.‘ \‘ ‘HH A1 aer e 24
m/z--> 50 150 200 250 300 350
Abundance
57
83 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 m/z 57.00 74.46%
29 111
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene R EEEEE RS
4 97 13.60 13.80 14.00 14.20
69 m/z 83.00 52.67%
5000
125
25 | ““ ““ J\ J 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 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\BF030518\
Data File : BF103417.D

Acq On : 5 Mar 2018 19:10

Operator : SJ/JU

Sample : J1756-01 2X

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]
unknown6 .65 6.65 32.1 ng 1431800 1 6.87 893177 20.0
Dimethyl phthalate 9.62 2.2 ng 126958 3 9.92 1141300 20.0
n-Hexadecanoic acid 11.92 21.6 ng 1136800 4 11.41 1051590 20.0
4H-Cyclopenta[def... 12.03 3.4 ng 177393 4 11.41 1051590 20.0
Pentadecanoic aci... 12.57 3.0 ng 156932 4 11.41 1051590 20.0
Octadecanoic acid 12.71 18.1 ng 954177 4 11.41 1051590 20.0
Pyrene, l-methyl- 13.19 3.0 ng 147580 5 14.07 982497 20.0
Cyclohexadecane 13.87 4.5 ng 221770 5 14.07 982497 20.0
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