LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113069.D

Aca On : 15 Mar 2019 16:49

Operator : JU/SJ

Sample : K1911-04 5X

Misc :

ALS Vial : 11 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
1 5.334 548 552 567 rBV 671828 675407 41.29% 4.012%
2 6.363 723 727 740 rBV 745508 721013 44.08% 4.283%
3 6.492 746 749 756 rBV 873521 737006 45.06% 4_.378%
4 6.728 785 789 799 rBV 842763 814750 49.81% 4 .840%
5 6.881 811 815 824 rBV 699819 565266 34.56% 3.358%
6 7.281 880 883 893 rBV 385609 409629 25.04% 2.434%
7 8.010 1003 1007 1033 rBV 891169 1119126 68.42% 6.649%
8 8.722 1125 1128 1135 rBV 18584 23437 1.43% 0.139%
9 9.080 1185 1189 1204 rBV 791553 874579 53.47% 5.196%
10 9.474 1253 1256 1262 rBV 37134 36954 2.26% 0.220%
11 9.757 1300 1304 1308 rBV 1262450 1213738 74.20% 7.211%
12 9.786 1308 1309 1315 rVB 106175 84715 5.18% 0.503%
13 9.963 1336 1339 1344 rBV 42749 48109 2.94% 0.286%
14 10.304 1394 1397 1403 rBvV2 88823 84093 5.14% 0.500%

15 10.539 1434 1437 1452 rVB 613108 662418 40.50% 3.935%

16 11.133 1532 1538 1542 rVB2 19193 26057 1.59% 0.155%
17 11.233 1551 1555 1558 rBV 1487759 1457943 89.13% 8.661%
18 11.257 1558 1559 1566 rVvVv 403688 305593 18.68% 1.815%

19 11.310 1566 1568 1572 rVB 40928 39572 2.42% 0.235%
20 11.468 1591 1595 1601 rBV 22583 26692 1.63% 0.159%
21 11.739 1636 1641 1643 rBV 26296 28534 1.74% 0.170%
22 11.768 1643 1646 1651 rVVv2 87266 98077 6.00% 0.583%
23 11.845 1656 1659 1662 rBV 54299 57882 3.54% 0.344%
24 12.033 1686 1691 1693 rBV 17230 18721 1.14% 0.111%

25 12.439 1757 1760 1767 rBV 345782 314709 19.24% 1.870%

26 12.668 1793 1799 1806 rBV 256163 310020 18.95% 1.842%
27 12.810 1820 1823 1831 rVB 1121274 1081102 66.09% 6.423%

28 12.892 1832 1837 1841 rVB3 14478 23933 1.46% 0.142%
29 12.974 1848 1851 1852 rBV3 19189 20850 1.27% 0.124%
30 12.998 1852 1855 1858 rVVv2 39704 44308 2.71% 0.263%
31 13.062 1858 1866 1869 rVV3 48703 61165 3.74% 0.363%
32 13.098 1869 1872 1880 rVB3 31904 50302 3.08% 0.299%
33 13.398 1917 1923 1925 rBV5 14972 20867 1.28% 0.124%
34 13.504 1938 1941 1945 rVB 20332 21035 1.29% 0.125%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113069.D

Aca On : 15 Mar 2019 16:49

Operator : JU/SJ

Sample : K1911-04 5X

Misc :

ALS Vial : 11 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 13.610 1956 1959 1962 rBV2 22100 27063 1.65% 0.161%
36 13.639 1962 1964 1966 rVvVv 24540 19604 1.20% 0.116%
37 13.662 1966 1968 1972 rVV2 17284 19474 1.19% 0.116%

38 13.727 1974 1979 1986 rVvv4 90834 156715 9.58% 0.931%
39 13.862 1996 2002 2005 rBV 1506387 1635692 100.00% 9.717%

40 14.039 2029 2032 2035 rBVY 42101 44346 2.71% 0.263%
41 14.251 2064 2068 2071 rBV3 23279 33164 2.03% 0.197%
42 14.292 2071 2075 2077 rBV4 13271 17885 1.09% 0.106%
43 14.339 2080 2083 2086 rVvVv 84944 82544 5.05% 0.490%
44 14.633 2130 2133 2137 rBVY 116408 122676 7.50% 0.729%
45 14.704 2142 2145 2151 rVV3 37258 39738 2.43% 0.236%

46 14.868 2170 2173 2183 rBVY 85233 164590 10.06% 0.978%
47 14.951 2183 2187 2194 rVB2 139849 168308 10.29% 1.000%
48 15.151 2218 2221 2227 rVB 41377 55281 3.38% 0.328%
49 15.209 2227 2231 2235 rVB 42901 56583 3.46% 0.336%
50 15.268 2236 2241 2245 rBV 1039988 1364210 83.40% 8.105%

51 15.304 2245 2247 2254 rVB 179893 208625 12.75% 1.239%
52 15.709 2311 2316 2321 rBV 143462 211505 12.93% 1.257%

53 16.174 2390 2395 2406 rVB 114860 204710 12.52% 1.216%
54 16.721 2483 2488 2494 rVB2 61839 122369 7.48% 0.727%

Sum of corrected areas: 16832684
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113069.D

Aca On : 15 Mar 2019 16:49

Operator : JU/SJ

Sample : K1911-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF113069.D
1400000
1200000
1000000

800000 6.36

533 6.88
600000

400000 7.28

200000

e T e e N S e 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: BF113069.D

1400000
9.76

1200000 12.81

1000000
8.01

800000 9.08

10.54
600000

111.26
400000 12.44
12.67

200000 7
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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: BF113069.D

1400000
1200000 15.27
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113069.D

Aca On : 15 Mar 2019 16:49

Operator : JU/SJ

Sample : K1911-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.49 Concentration Rank 1

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

6.49 18.09 ng 737006 1,4-Dichlorobenzene-d4 6.73
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 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.492 min): BF113069.D (-746) (-) m/z 132.00 100.00%
32
5000 68
\
96 ISR RN R R
40 54 o || B g 104 6.20 6.40 6.60 6.80
T N R | N m/z 68.00 40.70%
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
6.20 6.40 6.60 6.80
3 78 m/z 134.00 31.67%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
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
620 640 6.60 6.80
5000 67 m/z 66.00 26.69%
41 97
53 117
0--.----.----.-3f‘--‘.-‘---a‘-‘-‘--.-‘-‘--‘.--‘-‘-‘.‘---Ef.g--‘--.-19-5-.---‘-.1-2-4-. 1[N
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 69.00 15.69%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 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\BF031519\
Data File : BF113069.D

Aca On : 15 Mar 2019 16:49

Operator : JU/SJ

Sample : K1911-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.41 ng 164590 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 2173 (14.868 min): BF113069.D (-2170) (-) m/z 252.00 100.00%
252
5000
126
57 100 204 14.60 14.80 15.00 15.20
ol 392074 10y | 149162181 070 281 S92 n77 249.95  23.28Y%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
2
5000

14.60 14.80 15.00 15.20
m/z 253.05  22.77%

125
50 7499, | 146 174 200 224

m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[k]fluoranthene
252
14.60 14.80 15.00 15.20
5000 m/z 126.00 12.61%
126
o 7499 ) | 200 224 J
——
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
252 14.60 14.80 15.00 15.20
m/z 124.95 11.27%
5000
126
ol27_50 74 99 4 | 150 174 198 224
m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113069.D

Aca On : 15 Mar 2019 16:49

Operator : JU/SJ

Sample : K1911-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .95 2.47 ng 168308 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2187 (14.951 min): BF113069.D (-2183) (-) m/z 57.00 100.00%
57
5000 85
4 I I e o e

141 168183 210 060 14.60 14.80 15.00 15.20
...,....,|'...|,.'.|'..,|....|'I,..-'.|.,.'...;...-.,....,.... e 2420 | 'm/z 71.00  70.53%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
5|7
5000 LA L L L L L B
14.60 14.80 15.00 15.20
m/z 43.00 59.75%
ol 2 141 169 197 225240 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57
R o R N mEEaE
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 50.24%
4
ol 26 ‘ I | W3 141 169 197 05 254
R R N RN R o L e A ARRGERARANRRRRSE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane A B
57 14.60 14.80 15.00 15.20
m/z 41.00 20.39%
85
5000
4
113
0 ‘ Ll [ 14 169 197 225 253268 296
..WH.W.HW.H.P”.P.”P.”,””,”.q”...”..”..”..“q.”.. R o R N mEEaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113069.D

Aca On : 15 Mar 2019 16:49

Operator : JU/SJ

Sample : K1911-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.71 3.10 ng 211505 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 2316 (15.709 min): BF113069.D (-2311) (-) m/z 57.00 100.00%

5000

99 AR R
197 239 281 341 15.40 15.60 15.80 16.00

0 m/z 71.00 68.31%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 LA L L L L L L LB L |

15.40 15.60 15.80 16.00
m/z 43.00 54.89%

141 183 225 281 337 394

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
R RRRRE R R RS SRRy
15.40 15.60 15.80 16.00
5000 m/z 85.00 48.17%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

oA A L B O o O o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane R B A B E Baa S

57 15.40 15.60 15.80 16.00

m/z 55.00 21.12%
5000
99
o 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15. 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031519\
Data File : BF113069.D

Aca On : 15 Mar 2019 16:49

Operator : JU/SJ

Sample : K1911-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Docosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.17 3.00 ng 204710 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2394 (16.168 min): BF113069.D (-2390) (-) m/z 57.00 100.00%
57
5000 i J\*\\'\/\\M
113 15.80 16.00 16,20 16.40
155 - - - -
ol b B L)y 90179107 225 263 265 353 | /7 71.00  65.89%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
5000 85 L LA R BRI U
15.80 16.00 16.20 16.40
113 m/z 43.00 57.17%
oL UL M, 383 21 230 67 310
m/z--> 50 100 150 200 250 300 350 '
Abundance #48854: Dodecane, 2-methyl-
57
85 15.80 16.00 16,20 16.40
5000 m/z 85.00 50.28%
29 141
‘ 113 ‘ 169
0 'J'”ly'J'|H'“'|'£"|""|""|""|""|
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane RN R R RS
57 15.80 16.00 16.20 16.40
m/z 55.00 21.80%
- T W
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031519\
Data File : BF113069.D

Acq On : 15 Mar 2019 16:49

Operator : JU/SJ

Sample : K1911-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .49 6.49 18.1 ng 737006 1 6.73 814750 20.0
Benzo[e]pyrene 14.87 2.4 ng 164590 6 15.27 1364210 20.0
Nonadecane 14.95 2.5 ng 168308 6 15.27 1364210 20.0
Octacosane 15.71 3.1 ng 211505 6 15.27 1364210 20.0
Docosane 16.17 3.0 ng 204710 6 15.27 1364210 20.0
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