LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104477.D

Aca On : 13 Apr 2018 14:41

Operator : JU/SJ

Sample : J2348-03

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-BF040618.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.028 496 500 508 rvB 101481 141654 4_.41% 0.439%
2 5.428 562 568 571 rBY 2839316 2933999 91.34% 9.098%
3 6.445 735 741 745 rVB 2634366 2999490 93.38% 9.301%
4 6.581 759 764 767 rBVY 3146206 3037191 94.55% 9.418%
5 6.810 799 803 806 rBY 1032770 809635 25.20% 2.511%
6 6.969 825 830 833 rBVY 2512469 2354466 73.30% 7.301%
7 7.375 894 899 902 rBY 1948850 1930002 60.08% 5.985%
8 7.457 909 913 917 rBV 45311 47562 1.48% 0.147%
9 8.092 1017 1021 1024 rBV 1364782 1097742 34.17% 3.404%
10 9.169 1199 1204 1207 rBV 3494008 3212256 100.00% 9.961%

11 9.563 1267 1271 1274 rBV 519086 410948 12.79% 1.274%
12 9.774 1304 1307 1310 rVB 137877 100226 3.12% 0.311%
13 9.851 1316 1320 1323 rBV 1368094 1193855 37.17% 3.702%
14 10.251 1385 1388 1390 rBV 40697 42029 1.31% 0.130%
15 10.274 1390 1392 1395 rVB 161879 119028 3.71% 0.369%

16 10.498 1425 1430 1432 rBV 36478 47833 1.49% 0.148%
17 10.639 1448 1454 1458 rBV 1954691 2047434 63.74% 6.349%
18 10.751 1470 1473 1478 rBV 125178 139971 4._36% 0.434%
19 11.198 1542 1549 1551 rBV2 72307 72849 2.27% 0.226%
20 11.227 1551 1554 1560 rVB3 43465 54256 1.69% 0.168%

21 11.339 1569 1573 1575 rBV 1400100 1162562 36.19% 3.605%
22 11.363 1575 1577 1580 rVvV 342403 268298 8.35% 0.832%

23 11.410 1583 1585 1588 rVB 102418 90253 2.81% 0.280%
24 11.557 1606 1610 1619 rBvV4 48880 89134 2.77% 0.276%
25 11.627 1619 1622 1626 rVV2 40427 35849 1.12% 0.111%
26 11.839 1654 1658 1660 rBV 55959 49607 1.54% 0.154%
27 11.868 1660 1663 1666 rVvV 77299 68588 2.14% 0.213%
28 11.916 1668 1671 1674 rVB 41845 34846 1.08% 0.108%
29 11.951 1674 1677 1679 rBV 80672 82793 2.58% 0.257%
30 11.974 1679 1681 1684 rVB 42170 33837 1.05% 0.105%
31 12.033 1684 1691 1695 rBV5 31325 45404 1.41% 0.141%
32 12.133 1705 1708 1711 rBV 40309 36779 1.14% 0.114%
33 12.386 1746 1751 1754 rBV2 56998 73055 2.27% 0.227%
34 12.474 1763 1766 1771 rVB 49761 50932 1.59% 0.158%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104477.D

Aca On : 13 Apr 2018 14:41

Operator : JU/SJ

Sample : J2348-03

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-BF040618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.551 1776 1779 1783 rVB 543603 468563 14.59% 1.453%

36 12.704 1797 1805 1808 rBV3 30515 53141 1.65% 0.165%
37 12.780 1813 1818 1823 rVV2 470519 486568 15.15% 1.509%
38 12.821 1823 1825 1832 rVB3 61414 82301 2.56% 0.255%
39 12.927 1835 1843 1847 rBV 2665730 2767608 86.16% 8.582%
40 12.998 1851 1855 1859 rBvV4 39605 67852 2.11% 0.210%
41 13.086 1867 1870 1872 rBV4 32701 40165 1.25% 0.125%
42 13.110 1872 1874 1876 rVB 42180 36939 1.15% 0.115%
43 13.215 1888 1892 1895 rBV2 61174 66016 2.06% 0.205%
44 13.615 1958 1960 1965 rVB 48292 52358 1.63% 0.162%
45 13.727 1976 1979 1982 rBV2 36566 49378 1.54% 0.153%

46 13.821 1992 1995 1999 rVB3 263225 265849 8.28% 0.824%
47 13.986 2017 2023 2025 rBV2 953622 1063489 33.11% 3.298%
48 14.009 2025 2027 2033 rVB 213986 192769 6.00% 0.598%
49 14.374 2087 2089 2093 rVB 50505 38872 1.21% 0.121%
50 15.027 2196 2200 2203 rBV 168434 265002 8.25% 0.822%

51 15.133 2216 2218 2222 rVB 43074 41862 1.30% 0.130%
52 15.327 2249 2251 2257 rVB 91335 117112 3.65% 0.363%
53 15.392 2258 2262 2267 rVV 154965 191971 5.98% 0.595%
54 15.456 2268 2273 2284 rVB 594207 812506 25.29% 2.520%
55 16.903 2516 2519 2528 rVB2 72004 136405 4._.25% 0.423%

56 17.345 2591 2594 2595 rBV3 31133 37369 1.16% 0.116%

Sum of corrected areas: 32248458
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104477.D

Aca On : 13 Apr 2018 14:41

Operator : JU/SJ

Sample : J2348-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BF104477.D

6.58
3000000 5.43

6.45
2500000 6.97

2000000 7.37
1500000
6.81

1000000

500000

5.03
{ |7.46

N L L 1 . S G

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: BF104477.D
9|17

3000000
12.93
2500000
2000000 10.64

1500000f 8.09 9.85 11.34

1000000

500000

0‘ \ LA Jb N " AN VA A o AN A o A
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: BF104477.D

3000000

2500000

2000000

1500000

13.99

1000000

500000

e St

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 : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104477.D

Aca On : 13 Apr 2018 14:41

Operator : JU/SJ

Sample : J2348-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.03 3.50 ng 141654 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 500 (5.028 min): BF104477.D (-496) (-) m/z 42.95 100.00%
a3
59
5000
101 SRS SRS RAASE R
53 83 4.60 4.80 5.00 5.20 5.40
ot e e e e m/z 59.00 63.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS SRS SRR S
4.60 4.80 5.00 5.20 5.40
59 m/z 101.00 22.30%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 17.05%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T e B
43 460 4.80 5.00 5.20 5.40
m/z 41.00 8.79%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104477.D

Aca On : 13 Apr 2018 14:41

Operator : JU/SJ

Sample : J2348-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.58 Concentration Rank 1

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

6.58 75.03 ng 3037190 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 764 (6.581 min): BF104477.D (-759) (-) m/z 132.00 100.00%
5000 68
40 % 620 6.40 6.60 6.80 7.00
54 : . : :
o fer eS| m/z 68.10 40.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AN AR NS SR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.07%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.04%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e S R )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.07%
117
5000
29 91
A A W W
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— S
m/z--> 20 Jo 60 80 160 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104477.D

Aca On : 13 Apr 2018 14:41

Operator : JU/SJ

Sample : J2348-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 Pentadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.75 2.41 ng 139971 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 1473 (10.751 min): BF104477.D (-1470) (-) m/z 57.05 100.00%
57
5000 85
15 141 160 1040 10160 10,80 11100 "
ol b e m/Zz  71.05  71.16%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 DRSS U AR B
85 10.40 10.60 10.80 11.00
29 m/z 43.05 61.82%
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,40 10.60 10.80 11.00
5000 m/z 85.05 45 _.10%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #59880: Tetradecane S A S s LA
57 10.40 10.60 10.80 11.00
m/z 41.00 31.31%
5000 85
29
0 1l | i i 1}3 n 141 169 198
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 10.'40 10.|60 10.I80 11.'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104477.D

Aca On : 13 Apr 2018 14:41

Operator : JU/SJ

Sample : J2348-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.00 ng 265849 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 90

Abundance Scan 1995 (13.821 min): BF104477.D (-1992) (-) m/z 83.05 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 97.10 95.33%

200

126 153168

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

:

5000 T T T T
13.60 13.80 14.00 14.20

m/z 57.10 93.76%

139154 266

182 210

238 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R AR R e
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 90.62%

29 126

0 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester R B e
13.60 13.80 14.00 14.20

:

m/z 43.10 87 .52%

5000

:

154 182 210 937 255 306

T T I I
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 : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104477.D

Aca On : 13 Apr 2018 14:41

Operator : JU/SJ

Sample : J2348-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.33 2.88 ng 117112 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2252 (15.333 min): BF104477.D (-2249) (-) m/z 252.10 100.00%
252
5000
125 15.00 15.20 15.40 15.60
226 : : : :
oL 57 75 100, | 155 186 200226 | 271 299316332 | e oe " 56 o7
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 22.41%

125
ol3 63 8399 | 146 174 200 224
R L e AR B e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252
R R e e
15.00 15.20 15.40 15.60
5000 m/z 125.00 16.44%
126
0 39 63 83100 150 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104220: Benzo[a]pyrene R R mEEE
252 15.00 15.20 15.40 15.60
m/z 126.00 9.56%
5000
126
o 63 83100, | 150 174 198 224 |
R L e e T e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041318\
Data File : BF104477.D

Acq On : 13 Apr 2018 14:41

Operator : JU/SJ

Sample - J2348-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 3.5 ng 141654 1 6.81 809635 20.0
unknown6 .58 6.58 75.0 ng 3037190 1 6.81 809635 20.0
Pentadecane 10.75 2.4 ng 139971 4 11.34 1162560 20.0
1-Heneicosanol 13.82 5.0 ng 265849 5 13.99 1063490 20.0
Benzo[e]pyrene 15.33 2.9 ng 117112 6 15.46 812506 20.0
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