LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098853.D

Aca On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample : 15363-05 10X

Misc :

ALS Vial : 3 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-BF092317.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 5.122 513 516 521 rBV 74339 74402 2.34% 0.407%
2 5.398 560 563 567 rBV 77153 68753 2.16% 0.376%
3 5.522 580 584 588 rBV 556887 456704 14.35% 2.496%
4 5.751 620 623 627 rVB 41690 34172 1.07% 0.187%
5 6.528 751 755 759 rBV 564541 449597 14.13% 2.457%
6 6.675 777 780 784 rBV 528699 481397 15.13% 2.631%
7 6.916 817 821 824 rVB 1007021 870238 27 .35% 4 _.755%
8 7.069 843 847 850 rBV 469615 373721 11.74% 2.042%
9 7.469 911 915 918 rBV 355902 269400 8.47% 1.472%
10 8.198 1035 1039 1041 rBV 1205443 1141401 35.87% 6.237%
11 8.904 1156 1159 1162 rBV 44874 36083 1.13% 0.197%
12 9.269 1216 1221 1224 rBV 624389 534454 16.80% 2.920%
13 9.657 1285 1287 1291 rBV 63608 51568 1.62% 0.282%
14 9.951 1333 1337 1340 rBvV 1292582 1084069 34.07% 5.924%
15 9.980 1340 1342 1345 rVB 42592 32680 1.03% 0.179%
16 10.151 1365 1371 1375 rVB3 37499 54072 1.70% 0.295%
17 10.563 1438 1441 1452 rVB2 21140 46936 1.48% 0.256%
18 10.733 1467 1470 1477 rBV 269507 222376 6.99% 1.215%
19 10.857 1486 1491 1497 rVB2 35117 51096 1.61% 0.279%
20 11.086 1524 1530 1534 rVB7 33992 46522 1.46% 0.254%
21 11.210 1548 1551 1554 rVB 37483 32404 1.02% 0.177%
22 11.321 1567 1570 1577 rVB3 17454 32793 1.03% 0.179%
23 11.439 1586 1590 1592 rBV 930241 864962 27.18% 4.726%
24 11.457 1592 1593 1597 rVvVv 135300 98565 3.10% 0.539%
25 11.510 1600 1602 1606 rBV 48690 43476 1.37% 0.238%
26 11.874 1660 1664 1669 rBV7 16830 33159 1.04% 0.181%

27 11.951 1672 1677 1685 rVvVv2 203721 264420 8.31% 1.445%
28 12.651 1792 1796 1800 rBV 174466 172738 5.43% 0.944%
29 12.739 1808 1811 1815 rBV2 63693 69862 2.20% 0.382%
30 12.863 1820 1832 1847 rBV2 1088842 3182046 100.00% 17.388%

31 13.015 1855 1858 1861 rBV 435421 413312 12.99% 2.258%
32 13.121 1868 1876 1884 rVB 1462362 3053380 95.96% 16.685%
33 13.710 1974 1976 1985 rVB3 58128 81134 2.55% 0.443%
34 13.880 2002 2005 2007 rBV 54637 54569 1.71% 0.298%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098853.D

Aca On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample : 15363-05 10X

Misc :

ALS Vial : 3 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-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 14.074 2034 2038 2041 rBV 852521 825430 25.94% 4_.510%

36 14.098 2041 2042 2048 rVB 125689 117831 3.70% 0.644%

37 14.204 2058 2060 2063 rBV 103141 92104 2.89% 0.503%
38 14.245 2064 2067 2069 rvVv 147324 104265 3.28% 0.570%
39 14.274 2069 2072 2074 rBV2 60320 54498 1.71% 0.298%
40 14.362 2085 2087 2091 rBV4 43825 44489 1.40% 0.243%
41 14.586 2123 2125 2127 rBV3 43042 42030 1.32% 0.230%
42 14.921 2180 2182 2188 rVB 83047 82375 2.59% 0.450%

43 15.121 2213 2216 2219 rBVY 109726 144050 4_.53% 0.787%
44 15.174 2220 2225 2231 rVB5 211831 447722 14.07% 2.446%
45 15.439 2267 2270 2276 rVB 94682 125272 3.94% 0.685%

46 15.498 2277 2280 2286 rVV 77427 113665 3.57% 0.621%
47 15.568 2287 2292 2301 rVB 669172 893589 28.08% 4._.883%

48 16.203 2397 2400 2407 rVB3 85278 152640 4._80% 0.834%
49 17.115 2551 2555 2568 rVB5 120163 284128 8.93% 1.553%

Sum of corrected areas: 18300549
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Data Path :
Data File :

Aca On :
Operator : SJ/J
Sample :

Misc :

ALS Vial : 3
Quant Method
Quant Title

TIC Library :

U

15363-05 10X

LSC Report - Integrated Chromatogram

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEMI\BNA F\DATA\BF092717\
BF098853.D
27 Sep 2017 10:33

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF098853.D

6.92

5.52 6.5% 67
7.07

7.47

Time--> 2.50

O ]

5.00 5.50 6.00 6.50 7.00

7.50

Abundance

1400000
8.20
1200000
1000000
800000
600000
400000

200000

9.27

9.95

TIC: BF098853.D

12.86

13.0p

1312

L

oL
Time--> 8.00

10.50

11.00 11.50 12.00 12.50 13.00 13.50

Abundance

1400000
1200000
14.07
1000000

800000

600000

400000 L
3.88
200000&13Jhmml

O e

15.57

TIC: BF098853.D

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\BF092717\
Data File : BF098853.D

Aca On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample = 15363-05 10X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.67 Concentration Rank 2

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

6.67 11.06 ng 481397 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 779 (6.669 min): BF098853.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.0
20 9%.0 "ok oko 650 700
e B m/z 68.00 44 _35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A,
5000 U I R UL A
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.00 30.90%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 29.06%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RSN EEREEEEs s e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.24%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R A RmAREE RS S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098853.D

Aca On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample = 15363-05 10X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.95 6.11 ng 264420 Phenanthrene-d10 11.44
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1677 (11.951 min): BF098853.D (-1672) (-) m/z 73.00 100.00%

97.1 213.2
157.1 1851 256.2 11.60 11.80 12.00 12.20
m/z 43.10 85.37%

431 73.0
5000 129.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
Q
o

5000 129.0 LI L B L
11.60 11.80 12.00 12.20

83.0 -
157.0 g5 2130 256.0 m/z 59.95 79.65%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 0
11.60 11.80 12.00 12.20
5000 m/z 41.05 70.54%
o0 129.0 1710 214.0
' 152.0
R B B B R R A RARAS RRREs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B B .
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.10 70.51%
5000 129.0 Wﬁ/\\LM
15.0 L_“H'
R A REE RS
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 : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098853.D

Aca On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample = 15363-05 10X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Squalene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.12 73.98 ng 3053380 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 50
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 1876 (13.121 min): BF098853.D (-1868) (-) m/z 69.10 100.00%
69.1
5000
07.1137 12.80 13.00 13.20 13.40
oL, ?g.lo b B .‘. L 29L2 2312 2993 3413 4104 L5781 05  51.54Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 SRR AR AR
12:80 13.00 13.20 13.40
m/z 41.05 22 .38%
k) o 0“13”79 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
12:80 13.00 13.20 13.40
5000 m/z 95.10 13.70%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #114211: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, aceta... e e
69.0 12.80 13.00 13.20 13.40
m/z 137.10 10.99%
5000
136.0
29.0 | | J 050 | 1890510 2640
m/z--> 50 100 150 200 250 300 350 400 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098853.D

Aca On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample = 15363-05 10X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (2,3-Diphenylcyclopropyl)me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.20 2.23 ng 92104 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3-Diphenvlcvclopropvlmethvl ... 332 C22H200S 131758-71-9 64
2 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 53
3 Methadone N-oxide 325 C21H27N02 1000120-80-7 43
4 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 41
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 30
Abundance Scan 2059 (14.198 min): BF098853.D (-2058) (-) m/z 91.00 100.00%
91.0
129.1
5000 207.1
410 670 | | 15301781 2411 2731 13.80 14.00 14.20 14.40 14.60
....|..'.‘.|.|..."||.I".|'...1I|."'..‘.'.'.'.|'.'.'..l'.‘”..‘|'.|!|..|..'.'.'|'.... BT |””|“”|””| m/Z 129_05 64_16%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,...
91.0 129.0
5000 A R DR BN
13.80 14.00 14.20 14.40 14.60
207.0 m/z 207.10 47 .68%
39.0 650 | | | 15301780 | 316.0
m>m&&%@mmmmmmmmmmﬁ'
Abundance
207.0
129.0 13.80 14.00 14.20 14.40 14.60
5000 m/z 206.10 17.66%
91.0
67.0
410 153,080 2310 2740
Wmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165152: Methadone N-oxide
129.0 207.0 13.80 14.00 14.20 14.40 14.60
m/z 105.00 17.12%
72.0
5000
,4f°\,\,1(,)‘5?,‘ e ) R——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098853.D

Aca On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample = 15363-05 10X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.44 2.80 ng 125272 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzolklfluoranthene 252 C20H12 000207-08-9 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
Abundance Scan 2270 (15.439 min): BF098853.D (-2267) (-) m/z 252.10 100.00%
259.1
5000
125.0 15.20 15.40 15.60 15.80
43.1 100.0 147.0 224.0 - - - -
71.0 173.0 200.1 290.1 /7 95010 31 49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80
m/z 253.10 26 .89%
mO7M)%O”M mmnmommﬂmo M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
'~ 15.20 15.40 15.60 15.80
5000 m/z 125.00 16.99%
125.0
17.0 39.0 740 99.0 150.0 174.0 200.0 224.0
wwmmwmmﬁwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene b RREmE EE e
252.0 15.20 15.40 15.60 15.80
m/z 126.00 15.23%
5000
126.0
30.0 740 100.0, ‘\\ 15001740 20002240 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098853.D

Aca On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample = 15363-05 10X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl6.20 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.20 3.42 ng 152640 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 3.5-difluorophenvl... 256 C12H10F204 1000339-36-7 35
2 Spirolbicvclol2.2_11heptane-2.2"... 212 C12H2003 035972-92-0 35
3 3.5-Heptanedione. 2.2.6.6-tetram... 184 C11H2002 001118-71-4 35
4 Glutaric acid., 2.5-difluorobenzv... 300 C15H18F204 1000376-94-3 35
5 Hexanoic acid, 2-ethyl-, anhydride 270 C16H3003 036765-89-6 35
Abundance Scan 2399 (16.198 min): BF098853.D (-2397) (-) m/z 127.10 100.00%
127.1
57.0
5000
97.1 UM AN
1hag 1991 2432 2871 455, 3602 15.80 16.00 16.20 16.40 16.60
oy m/z 57.05  77.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106811: Fumaric acid, 3,5-difluoropheny! ethyl ester
127.0
5000 U R SRR UL B
15.80 16.00 16.20 16.40 16.60
0
2110 m/z 155.10 50.66%
! 5?.0\ | | L 1630 ‘ 256.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
127.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 55.00 37.12%
41.0
3.0 197.0
167.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #48523: 3,5-Heptanedione, 2,2,6,6-tetramethyl- IR R e e e
127.0 15.80 16.00 16.20 16.40 16.60
m/z 43.00 23.69%
43.0
5000
L e
} I
m/z--> 50 160 150 200 250 300 350 400 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098853.D

Aca On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample = 15363-05 10X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl7.12 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.12 6.36 ng 284128 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.8.9-endo-.10-exo-Tetramethvltr... 250 C16H2602 137235-57-5 25
2 Indole-3-carboxaldehvde. 4-tolvl... 249 C16H15N3 1000262-65-3 22
3 Phosphine. methvl-(2.4.6-triisop... 250 C16H27P 158748-69-7 22
4 2.6-Di-t-butvl-4-dimethvlaminoph... 249 C16H27NO 010437-44-2 22
5 Cholestane-3,6-diol, (3.beta.,5.... 404 C27H4802 041083-77-6 15
Abundance Scan 2556 (17.121 min): BF098853.D (-2551) (-) m/z 249.10 100.00%
249.1
431 91
5000 181.1 215.1
294.1 389.3
355.1 | 16.80 17.00 17.20 17.40
e e e e S m/z 95.10 57.49Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102513: 5,8,9-endo-,10-exo-Tetramethyltricyclo[6.3.0.0(5....
250.0
205.0
5000 95.0 LR AR SRR B B
550 1490 16.80 17.00 17.20 17.40
m/z 81.00 54.84%
\\‘ “M ‘H‘ ‘H ‘H\h \u HI ‘Hl H\ J‘\ M ‘ T
m/z--> 150 200 250 300 350 400
Abundance
105.0 249.0
16,80 17.00 17.20 17.40
5000 m/z 43.10 53.04%
39.0 143.0
75.0
176.0206-0
m/z--> 55 160 1%0 200 250 300 3éo 400
Abundance #102527: Phosphine, methyl-(2,4,6-triisopropylpheny!l)- R EE mE
249.0 16.80 17.00 17.20 17.40
m/z 250.10 48 .34%
5000
43.0 203.0
| 91.0 128.0161.0 {
I\I 4 T I\ leml TN ‘I“Ihlhl“lhl !\ |L| ‘: ——
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092717\
Data File : BF098853.D

Acq On : 27 Sep 2017 10:33

Operator : SJ/JU

Sample : 15363-05 10X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 .67 6.67 11.1 ng 481397 1 6.92 870238 20.0
n-Hexadecanoic acid 11.95 6.1 ng 264420 4 11.44 864962 20.0
Squalene 13.12 74.0 ng 3053380 5 14.07 825430 20.0
(2,3-Diphenylcycl... 14.20 2.2 ng 92104 5 14.07 825430 20.0
Benzo[e]pyrene 15.44 2.8 ng 125272 6 15.57 893589 20.0
unknown16.20 16.20 3.4 ng 152640 6 15.57 893589 20.0
unknownl7.12 17.12 6.4 ng 284128 6 15.57 893589 20.0
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