LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\
Data File : BF107458.D
Aca On 17 Jul 2018 19:14 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 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-BF071618 .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 5.225 487 491 499 rvVB 308716 389866 11.05% 1.011%
2 5.619 552 558 561 rBY 3110813 3169537 89.81% 8.217%
3 6.613 721 727 730 rBVY 3105609 3316571 93.98% 8.598%
4 6.760 747 752 755 rBVY 3425768 3272703 92.74% 8.484%
5 6.801 757 759 765 rVB 75838 64925 1.84% 0.168%
6 6.984 787 790 794 rVB 1081990 895777 25.38% 2.322%
7 7.142 813 817 820 rBVY 2943929 2546924 72.17% 6.603%
8 7.548 881 886 889 rBVY 2220059 2078865 58.91% 5.389%
9 8.266 1004 1008 1011 rBV 1131937 1073194 30.41% 2.782%
10 8.289 1011 1012 1018 rVB 113678 74762 2.12% 0.194%
11 8.983 1124 1130 1132 rBV 38490 37434 1.06% 0.097%
12 9.342 1186 1191 1194 rBVY 3858084 3528966 100.00% 9.148%
13 9.442 1205 1208 1212 rVB3 56925 58779 1.67% 0.152%

14 9.736 1254 1258 1261 rVB 769295 666687 18.89% 1.728%
15 10.031 1303 1308 1311 rBV 1327121 1152928 32.67% 2.989%

16 10.060 1311 1313 1317 rVB 90696 72909 2.07% 0.189%
17 10.230 1339 1342 1346 rVB 79841 66927 1.90% 0.173%
18 10.436 1371 1377 1382 rVB3 24434 38428 1.09% 0.100%
19 10.578 1398 1401 1406 rVB 91863 76522 2.17% 0.198%

20 10.819 1438 1442 1446 rBV 2049996 2056287 58.27% 5.331%

21 11.525 1558 1562 1564 rBV 1282945 1208766 34.25% 3.134%
22 11.548 1564 1566 1569 rVvVv 699693 535231 15.17% 1.388%
23 11.595 1569 1574 1577 rVV 188512 174314 4.94% 0.452%
24 11.748 1595 1600 1606 rVB 95816 105936 3.00% 0.275%

25 12.024 1641 1647 1649 rBV3 72673 88724 2.51% 0.230%
26 12.054 1649 1652 1657 rVB2 96664 95814 2.72% 0.248%
27 12.095 1657 1659 1663 rVB5 41704 37832 1.07% 0.098%
28 12.136 1663 1666 1669 rBV 106616 123560 3.50% 0.320%
29 12.319 1694 1697 1699 rBV 60113 52289 1.48% 0.136%
30 12.342 1699 1701 1707 rVBG6 42260 48776 1.38% 0.126%
31 12.654 1752 1754 1760 rVB5 27114 45930 1.30% 0.119%
32 12.742 1765 1769 1772 rVV 762896 682978 19.35% 1.771%
33 12.895 1790 1795 1796 rBV2 40857 45774 1.30% 0.119%

34 12.971 1805 1808 1813 rVB 653945 601269 17.04% 1.559%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071718\
Data File : BF107458.D
Aca On 17 Jul 2018 19:14 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.113 1824 1832 1835 rBV 3303075 3517367 99.67% 9.118%

36 13.183 1839 1844 1848 rVV8 42948 73725 2.09% 0.191%
37 13.271 1855 1859 1860 rBv4 40436 45669 1.29% 0.118%
38 13.295 1861 1863 1866 rVV 133572 120619 3.42% 0.313%
39 13.324 1866 1868 1870 rVB3 50780 41539 1.18% 0.108%
40 13.366 1870 1875 1877 rBV 83581 83506 2.37% 0.216%
41 13.401 1877 1881 1884 rBV6 55297 73395 2.08% 0.190%
42 13.530 1900 1903 1905 rBV4 40567 37821 1.07% 0.098%
43 13.666 1923 1926 1928 rBV3 72517 65350 1.85% 0.169%
44 13.918 1966 1969 1971 rBV 62511 56928 1.61% 0.148%
45 13.948 1972 1974 1976 rBV3 63710 37602 1.07% 0.097%

46 13.989 1976 1981 1984 rBV3 446398 507824 14.39% 1.316%
47 14.171 2007 2012 2015 rBV2 1388136 1527547 43.29% 3.960%
48 14.195 2015 2016 2020 rVB 290086 189504 5.37% 0.491%
49 14.277 2028 2030 2032 rVB2 73803 42250 1.20% 0.110%
50 14.313 2033 2036 2040 rVB 189425 175731 4.98% 0.456%

51 14.618 2085 2088 2092 rVB 325048 307690 8.72% 0.798%
52 14.942 2140 2143 2148 rVB2 432180 392224 11.11% 1.017%
53 15.248 2192 2195 2201 rBV2 170160 317297 8.99% 0.823%
54 15.301 2201 2204 2210 rVB 411743 508472 14.41% 1.318%
55 15.636 2259 2261 2264 rBV 104486 102515 2.90% 0.266%

56 15.712 2269 2274 2284 rVB 863018 1267772 35.92% 3.287%
57 16.177 2349 2353 2358 rVB2 285630 411960 11.67% 1.068%
58 16.724 2444 2446 2452 rVB5 127924 184628 5.23% 0.479%

Sum of corrected areas: 38575119
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
BF107458.D

17 Jul 2018 19:14

Ju/sJ

J3906-02

CB-7-8-6-ST-EW-1@3

23 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071618.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L

ion Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF107458.D

6.76

5.62 6.61
7.14

7.55

6.98

Time--> 2.50

L i ko Ll

T T
3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF107458.D

13.11

10.82

10.03 11.52

9.74 1155 12.74 15 97

6,
29 : 1.75 1128
8.98 9.44 10.080.23; 4p.58 { 1B

A ~A AN ~ o
LN B R S BN S B B B E S D e S AN B S B S HE E e e AL A R R B p p

Or——
Time--> 8.00

f T T
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF107458.D

14.17
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO71718\

Data File : BF107458.D

Aca On : 17 Jul 2018 19:14

Operator : JU/SJ

ﬁ?ggle i J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3

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

5.22 8.70 ng 389866 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 32
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 490 (5.219 min): BF107458.D (-487) (-) m/z 42.95 100.00%
43.0
5000
1010 llllllllllllllllAll
480 5.00 520 5.40 5.60
Oh Al 2847 2887 3402 8821 h/7 58.95  59.10%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I R UL I
480 5.00 520 5.40 5.60
m/z 101.00 20.28%
‘ 101.0
OP'WH"”J'”'I”""""” [rTrorrprrrT T T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
1010 480 500 520 540 5.60
5000 m/z 58.10 15.49%
O L o L B WL L B WL S B
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8367: n-Propyl t-butyl ether
54.0 480 5.00 520 5.40 5.60
m/z 39.00 8.62%
5000 101.0
9
O B B e e B TR TR B e e R L
mz-> 0 50 1(')0 150 200 250 300 350 400 450 500 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107458.D

Aca On 17 Jul 2018 19:14

Operator : JU/SJ

Sample : J3906-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown6.76 Concentration Rank 1

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

6.76 73.07 ng 3272700 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 752 (6.760 min): BF107458.D (-747) (-) m/z 132.00 100.00%
13R.0
68.1
5000
e ——
380 6.40 6.60 6.80 7.00
0 b, ?‘i}?-'.o. 2057 2560 3186 41l Ths7 68.10  53.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0 A
5000 LSRR SRR SR
6.40 6.60 6.80 7.00
m/z 66.10 37.67%
31.0 ‘
(o JJJ%?Mu\..n. ———————
m/z--> 100 150 200 250 300 350 400
Abundance
132.0
9.0 oh0 o8 650 780
5000 m/z 134.00 30.95%
31.0
OIIII""IIIIIIIIIIIIIIIIIIIII T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- R L e AR B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 25.64%
5000
390 78.0 ‘
oL ”\JH[J(' .‘. ——T T T I AR EEEEE S
m/z--> 100 150 200 250 300 350 400 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO71718\

Data File : BF107458.D

Aca On : 17 Jul 2018 19:14

Operator : JU/SJ

ﬁ?ggle i J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.14 2.04 ng 123560 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 72
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 64
3 8H-Cvclopentaldlll.2.41triazolol... 190 C9H10N40 1000337-56-4 47
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
5 1-Aminocyclopentanecarboxylic ac... 431 C23H42CINO4 1000329-17-4 35

Abundance Scan 1667 (12.142 min): BF107458.D (-1663) (-) m/z 190.10 100.00%
190.1
5000
550 0% 1389 8.9 5232 11.80 12.00 12.20 12.40
0 ' R T e B o o o S m/z 189.00 82.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
' m/z 191.00 22 .66%
0L 39.0 ‘\h 137.0, |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
190.0
450 146.0
11.80 12.00 12.20 12.40
5000 m/z 192.10 18.56%
86.0
R L O L WL S B WL I B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53518: 8H-Cyclopenta[d][1,2,4]triazolo[1,5-a]pyrimidin-8&-...
190.0 11.80 12.00 12.20 12.40
m/z 187.00 17.89%
5000
65.0
120.0
0"!ﬁ“*JF*L'1"'|""w"'l“"l"“l"'w""l“'
m/z--> 50 100 150 200 250 300 350 400 450 500 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO71718\

Data File : BF107458.D

Aca On : 17 Jul 2018 19:14

Operator : JU/SJ

ﬁ?ggle i J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.99 6.65 ng 507824 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 87
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 87
4 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 86
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 83
Abundance Scan 1981 (13.989 min): BF107458.D (-1976) (-) m/z 57.05 100.00%
57.0
5000
13.60 13.80 14.00 14.20 14.40
| 28053282 3191 4270 48545354 | "m/z 83.05  94.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115904: 1-Nonadecene
57.0
5000 110 LRI IR SRR SUNL I
13.60 13.80 14.00 14.20 14.40
266.0 m/z 69.10 88.31%
530
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 42.95 85.86%
111.0
o 153. 0196 0 280. 0
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #127770: 9-Eicosene, (E)- R T
7.0 13.60 13.80 14.00 14.20 14.40
m/z 97.00 81.60%
5000
11.0
o |1 153.0196.0 280 0
m/z--> c') 5'0 1(')0 1&'30 200 250 300 3&1,0 4(')0 4&1;0 5(')0 séo 13. 60 13. 80 14. 00 14. 20 14'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO71718\

Data File : BF107458.D

Aca On : 17 Jul 2018 19:14

Operator : JU/SJ

ﬁ?ggle i J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Dodecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.31 2.30 ng 175731 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 81
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 2036 (14.313 min): BF107458.D (-2033) (-) m/z 56.95 100.00%
57.0
5000 8.9
hl‘” L 200150542002 3005 4320 4852 case | 100 1430 1440 1060
Ol ok ot e m/z 71.00  79.10%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48854: Dodecane, 2-methyl-
57.0
5000 LN BN BN SRR
14.00 14.20 14.40 14.60
9.0 141.0 m/z 85.10 74 .53%
Ollsldl\lﬂ“hh“\“ ]T:8|4|0|||||||||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
14.00 14.20 14.40 14.60
5000 m/z 43.00 52.28%
99.0
o 141.0183. 0225 0 281 0_337.0 3940
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane A B e
57.0 14.00 14.20 14.40 14.60
m/z 40.95 38.84%
5000
9.0
o 1 141 0183 02250 338 0
s O i e e e e e e e e 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO71718\

Data File : BF107458.D

Aca On : 17 Jul 2018 19:14

Operator : JU/SJ

ﬁ?ggle i J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.62 4.03 ng 307690 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2088 (14.618 min): BF107458.D (-2085) (-) m/z 57.00 100.00%

51.

5000

14.40 14.60 14.80 15.00
m/z 71.05 91.36%

141.0

183.0 2532

. ‘ 324.0 37214151  493.3 542.5
o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 R
14.40 14.60 14.80 15.00

m/z 85.10 75 .04%

‘\ | 141 0183 0 239.0 296.0

Ol""‘l'ﬂ" AL BN BRI DAL SIS BN AL B B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T e
14.40 14.60 14.80 15.00
5000 m/z 43.10 65.40%
99.0141.0183.0025.0 282.0
o A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48854: Dodecane, 2-methyl- A R EEE BEEE s e,

14.40 14.60 14.80 15.00
m/z 40.95  35.41%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO71718\

Data File : BF107458.D

Aca On : 17 Jul 2018 19:14

Operator : JU/SJ

ﬁ?ggle i J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .94 5.14 ng 392224 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 81
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2143 (14.942 min): BF107458.D (-2140) (-) m/z 57.00 100.00%
51.
5000
9.1
J | [ 0021973 9581 3111 3623 416.0457.2 505.4 1460 1480 1500 1520 __
O b L e e T m/z 71.05 78.57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185533: Pentacosane
57.0
5000 L AL BB BRI B
Mmmmmmmm
m/z 43.00 65.11%
o] hh‘\J1410;8392250261030903520
m/z--> 55 100 150 200 250 300 3%0 460 4éo 560 '
Abundance
43.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 65.01%
85.0
O r T T T T e e e e
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 '
Abundance #223851: Hentriacontane T e
14.60 14.80 15.00 15.20
m/z 99.10 29.50%
5000

‘ 141.0183.0225.0267.0309.0351.0393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO71718\

Data File : BF107458.D

Aca On : 17 Jul 2018 19:14

Operator : JU/SJ

ﬁ?ggle i J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.18 6.50 ng 411960 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 68
3 Hexadecane 226 C16H34 000544-76-3 64
4 Tricosane 324 C23H48 000638-67-5 64
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 62
Abundance Scan 2353 (16.177 min): BF107458.D (-2349) (-) m/z 71.00 100.00%
71.0
5000
i?? 11972301221 3503 400 ggea 60 158016001620 1640
ol A AR LR 200 1 3908 4076 48649360 0 TTET 00 90.13%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane
57.0
5000 R U SRR DR B
mmmmmmmm
m/z 85.10 74 .49Y%
41.0
0..“.‘.“ ‘ h\ h‘ u‘l[ i 4]E8|3|02|2|5|9 .2.8.2.0....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
15,80 16.00 16.20 16.40
5000 m/z 43.05 63.45%
113.0155.0
0 225 0
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 '
Abundance #83023: Hexadecane e A
57.0 15.80 16.00 16.20 16.40
m/z 99.05 42 .67%
5000
o | : 9?141 018302260
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 ' 15.80 1600 16.20 16.40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO71718\

Data File : BF107458.D

Aca On : 17 Jul 2018 19:14

Operator : JU/SJ

ﬁ?ggle i J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl6.72 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.91 ng 184628 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17.21-Dimethvlheptatriacontane 549 C39H80 067979-79-7 42
2 Pentacosane. 13-undecvl- 507 C36H74 055517-89-0 32
3 Benzoldelisoauinoline-1.3-dione.... 326 C17H14N205 1000304-25-5 25
4 1.3-Cvcohexanedione., 2-(2-tetrah... 299 C18H21NO3 1000264-85-7 25
5 Tetracosane, 3-ethyl- 366 C26H54 055282-17-2 23
Abundance Scan 2445 (16.718 min): BF107458.D (-2444) (-) m/z 85.10 100.00%
43.0 89.1
5000
25.3 196.1 277.3 326.2
3952 yp54 5021 o 16.40 16.60 16.80 17.00
0 m/z 43.00 86.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239049: 17,21-Dimethylheptatriacontane
57.0
5000 70 LR AL B B SR
. 16 40 16. 60 16. 80 17. oo
0
ﬁ‘u 01830 253.0295.0 m/z 57.10 85.37%
0 \ | ] 4 | | | 366.0407.0449.0491.0533.0
IIII""I""IIII BBV N N N D
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
16.40 16.60 16.80 17.00
5000 m/z 83.10 78.44%
97.0 337.0
o 1410183022502670 379.0420.0
m/z--> 55 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance #165562: Benzo[de]isoquinoline-1,3-dione, 6-nitro-2-(tetra... R A EEEEEmEm
71.0 16.40 16.60 16.80 17.00
m/z 40.90 71.30%
5000
125.0 1790 2430 3260
o N O P ST S O L B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO71718\

Data File : BF107458.D

Acg On 17 Jul 2018 19:14

Operator : JU/SJ

3?22'6 i J3906-02 CB-7-8-6-ST-EW-1@3
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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... 5.22 8.7 ng 389866 1 6.98 895777 20.0
unknown6 .76 6.76 73.1 ng 3272700 1 6.98 895777 20.0
4H-Cyclopenta[def... 12.14 2.0 ng 123560 4 11.52 1208770 20.0
1-Nonadecene 13.99 6.7 ng 507824 5 14.17 1527550 20.0
Dodecane, 2-methyl- 14.31 2.3 ng 175731 5 14.17 1527550 20.0
Heptadecane, 2,6,... 14.62 4.0 ng 307690 5 14.17 1527550 20.0
Pentacosane 14.94 5.1 ng 392224 5 14.17 1527550 20.0
Eicosane 16.18 6.5 ng 411960 6 15.71 1267770 20.0
unknownl6.72 16.72 2.9 ng 184628 6 15.71 1267770 20.0
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