LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59 Instrument :
Operator : JU/SJ BNA_F

Sample  : J3709-05 UGl
Misc i EME-FW-TS005-01
ALS Vial : 10 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-BF061918 .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 5.195 482 486 500 rBB 129235 158505 10.47% 0.969%
2 5.595 550 554 565 rBY 1453840 1362269 89.98% 8.328%
3 6.225 659 661 664 rBV 21865 17535 1.16% 0.107%
4 6.595 720 724 731 rBVY 1288508 1414218 93.41% 8.646%
5 6.731 743 747 750 rBVY 1612295 1432404 94.61% 8.757%
6 6.954 781 785 788 rBV 473565 411322 27.17% 2.515%
7 7.107 807 811 815 rVB 1307554 1139810 75.29% 6.968%
8 7.519 876 881 884 rBV 975001 904701 59.76% 5.531%
9 8.236 999 1003 1015 rBV 575918 520502 34.38% 3.182%
10 9.307 1181 1185 1188 rBvY 1703586 1513971 100.00% 9.256%
11 9.701 1248 1252 1257 rBV 183275 155927 10.30% 0.953%
12 9.901 1281 1286 1288 rBvV2 31061 32378 2.14% 0.198%
13 9.995 1298 1302 1308 rBV 645876 585894 38.70% 3.582%
14 10.101 1317 1320 1323 rVB 38207 27417 1.81% 0.168%
15 10.401 1369 1371 1374 rVB 49777 33883 2.24% 0.207%
16 10.454 1378 1380 1384 rVB 21301 17551 1.16% 0.107%
17 10.619 1403 1408 1411 rBvV 13588 17729 1.17% 0.108%
18 10.742 1426 1429 1433 rBV4 12673 18597 1.23% 0.114%
19 10.789 1433 1437 1440 rBV 1086712 967748 63.92% 5.916%
20 10.872 1448 1451 1460 rVB3 38930 53157 3.51% 0.325%
21 11.001 1468 1473 1475 rBV2 20957 24358 1.61% 0.149%
22 11.324 1525 1528 1530 rBV 21877 18170 1.20% 0.111%
23 11.489 1552 1556 1558 rBV 577653 548457 36.23% 3.353%
24 11.513 1558 1560 1563 rVB2 65795 60581 4 _.00% 0.370%
25 11.671 1584 1587 1593 rBV3 14158 17690 1.17% 0.108%
26 12.495 1724 1727 1731 rBV 21088 21181 1.40% 0.129%
27 12.548 1732 1736 1738 rVB4 28359 29639 1.96% 0.181%

28 12.707 1759 1763 1766 rBV 120559 114871 7.59% 0.702%
29 12.936 1799 1802 1807 rVB 111088 110024 7.27% 0.673%
30 13.071 1820 1825 1828 rBV 1358334 1292828 85.39% 7.904%

31 13.260 1855 1857 1863 rVB4 22064 32772 2.16% 0.200%
32 13.495 1895 1897 1901 rVB3 60306 55109 3.64% 0.337%
33 13.565 1906 1909 1912 rVB 51166 48679 3.22% 0.298%
34 13.618 1915 1918 1919 rBV2 20513 20457 1.35% 0.125%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59 Instrument :
Operator : JU/SJ BNA_F

Sample  : J3709-05 UGl
Misc i EME-FW-TS005-01
ALS Vial : 10 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\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.948 1971 1974 1978 rBV3 106838 135465 8.95% 0.828%

36 14.142 2002 2007 2010 rBV 597288 616080 40.69% 3.766%

37 14.165 2010 2011 2014 rVvVv 63643 51977 3.43% 0.318%
38 14.242 2018 2024 2032 rVB5 118861 333134 22.00% 2.037%
39 14.407 2050 2052 2054 rVB2 30624 25993 1.72% 0.159%
40 14.601 2080 2085 2091 rBVZ2 116158 163281 10.78% 0.998%
41 14.901 2134 2136 2140 rVB2 45717 50720 3.35% 0.310%
42 15.065 2162 2164 2167 rVB3 37154 34961 2.31% 0.214%
43 15.230 2189 2192 2194 rBVY 58494 65412 4.32% 0.400%
44 15.265 2195 2198 2202 rVB2 147290 168025 11.10% 1.027%
45 15.554 2244 2247 2252 rVB 69001 82782 5.47% 0.506%

46 15.689 2266 2270 2274 rVB 307091 349233 23.07% 2.135%
47 16.189 2351 2355 2361 rBV2 71802 133252 8.80% 0.815%
48 16.430 2393 2396 2408 rVB 103842 202050 13.35% 1.235%
49 17.565 2585 2589 2602 rVB5 107731 271161 17.91% 1.658%
50 17.842 2632 2636 2646 rVB5 59028 140480 9.28% 0.859%

51 18.453 2736 2740 2753 rVB10 91267 285382 18.85% 1.745%
52 18.942 2821 2823 2828 rVB4 40734 67674 4_.47% 0.414%

Sum of corrected areas: 16357396
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106970.D
6.73

1500000 5.60
6.60 7.11

1000000 7.52

500000 6.95

i | |

e SEEBESE SRS SN — e

T T T ]
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: BF106970.D

1500000
13.07

10.79
1000000

10.00
8.24 11.49

500000

9.70 12.7112.94
Il L 9.0010.10 19650 ap 19:81.00 11325 67 12285\ || 1328
0 L R — A A A o o

T
13.00

T T T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF106970.D

1500000

1000000

14.14

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.20 7.71 ng 158505 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 487 (5.201 min): BF106970.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 SR SR U AR
| 831 4.80 500 5.20 5.40 5.60
o SERSREESESEESSSSY A 1 PRSUBMSSSERSS 2 OSSN SRS NS m/z 59.00 61.49%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA AR LN R
59.0 480 500 520 540 5.60
m/z 101.10 21.61%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 16.56%
27.0 55.0
150 10 830 980
S I UL I SIS UL IR UL SULIL L WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T EEae s b
43.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.19%
5000
101.0
o 180 30 || %80 69,0 86.0 .
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 2 unknown6.73 Concentration Rank 1

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

6.73 69.65 ng 1432400 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.731 min): BF106970.D (-743) (-) m/z 132.00 100.00%
132.0
96.1 DRSS SRR
400 540 6.40 6.60 6.80 7.00
o....,....:....,::..,::l-.',..7.5?,0....,..!.,%??.?....,....,J...,.. m/z 68.05 39.26%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 DRSS A SRR
6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.12%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.77%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.76%
97.0
5000
70.0
31.0
0 ‘ 44.0 L, 6(‘) \0 | 86 0 | 116.0 !
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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 4 Cyclohexadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.95 4.40ng 135465  Chrysene-d12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclohexadecane 224 C16H32 000295-65-8 96

2 Tricosvl pentafluoropropionate

3 Ethanol.
4 Tricosyl trifluoroacetate

2-(tetradecvloxy)-

486 C26H47F502
258 C16H3402
436 C25H47F302

1000351-81-0 90
002136-70-1 90
1000351-75-1 90

5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 90

Abundance Scan 1974 (13.948 min): BF106970.D (-1971) (-) m/z 57.05 100.00%
57.0
R e e R
2261 1 3142 13.60 13.80 14.00 14.20
0 m/z 43.05 73.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane
55.0
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
H‘ ‘ m/z 55.00 62.36%
39.0 224 0
ol e 220
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
57.0
R e e R
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 60.33%
. 139.0 181.0 224.0 264.0 322.0 367.0 468.0 MJL‘ML
B o e o B i T B B B B e e o o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)- A Ba T o
57.0 13.60 13.80 14.00 14.20
m/z 71.10 58.57%
5000 7.0
18. ‘ ‘ ‘ L 39.0 196.0
\ 258.0
0.t%&,ﬁﬁ.,...!,ﬂ..h.w..“...,..”,....,”..,... S
m/z--> 0 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.24 10.81 ng 333134 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 90
2 1-Methvl-4-(1-methvlethenv)-3-T... 344 C25H44 1000370-41-3 56
3 Methvl Camphorsulfonates 246 C11H1804S 046471-67-4 55
4 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 49
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 45

Abundance Scan 2024 (14.242 min): BF106970.D (-2018) (-) m/z 95.10 100.00%

Hr

5000

341.1 411.3 14.00 14.20 14.40 14.60

0 e m/z 109.10 83.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 780 LA L L L L LB
' 160.0 14.00 14.20 14.40 14.60
‘ m/z 69.05 81.42%
(o P e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0 95.0
R S N EEEEE R
247.0 14.00 14.20 14.40 14.60
5000 m/z 123.10 67.72%
135.0
. 191.0 301.0 344.0
L A o o o o e o e e N B e B o e IR
m/z--> 50 100 150 200 250 300 350 400
Abundance #98475: Methyl Camphorsulfonates EEEE BRI
109.0 151.0 14.00 14.20 14.40 14.60

m/z 81.10 61.50%

41.0
5000

BN]
©
o

1 Lo 70

0 e S

m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 6 2- Chloropropionic acid, oc... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.60 5.30 ng 163281 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance . Scan 2085 (14.601 min): BF106970.D (-2080) (-) m/z 57.10 100.00%
511 970
5000
LA B AL SURBLI B
39.1 182.1 215.0 262.1 323.1 397.2 14.20 14.40 14.60 14.80 15.00
o G el m/z 83.10  91.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecy! ester
57.0
97.0
5000 R DA DA U BN
1420 1440 1460 1480 15.00
m/z 55.00 90.15%
27,0 39 0 250.0
ol \“h\\\ ,“ A ”‘%QZP b 200 3800
m/z--> 50 200 250 300 350 400
Abundance
550 oo 4
1420 1440 1460 1480 15.00
5000 m/z 43.00 87.92%
0190 1390 1820 2240 266.0 M
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1 A EEE e e
83.0 14.20 14.40 14.60 14.80 15.00
43.0 m/z 97.05 82.55%
5000
25.0
NEE J iy 1680 208.0238.0
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 7 Oxirane, heptadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.00 ng 34961 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
2 Octadecanal 268 C18H360 000638-66-4 72
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 72
4 16-Heptadecenal 252 C17H320 1000144-57-9 62
5 cis-11,12-Epoxytetradecen-1-ol 270 C16H3003 1000130-82-5 60
Abundance Scan 2165 (15.071 min): BF106970.D (-2162) (-) m/z 57.10 100.00%
51.1
291.1 327.2356.0 R T o e
' 14,80 15.00 15.20 15.40
0 m/z 43.00 85 .53%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43.0 820
5000 LR S B UM ISR
14,80 15.00 15.20 15.40
10.0 m/z 82.05 85.48%
oLl L L \H [F0166.01040 _ 23602640
m/z--> 50 150 260 250 300 350
Abundance
43.0 820
14,80 15.00 15.20 15.40
5000 m/z 95.10 63.46%
110.0
138.016,0104,0222.0°°>
O R T T e T e LA St e O
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- A EEEEE T
43.0 82.0 14.80 15.00 15.20 15.40
m/z 68.00 59.20%
5000
09.0
m/z--> 50 100 150 200 250 300 350 14,80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 8 Benzo[k]fluoranthene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.55 4.74 ng 82782 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolklfluoranthene 252 C20H12 000207-08-9 78
2 Benzolelpvrene 252 C20H12 000192-97-2 78
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 78
4 Pervlene 252 C20H12 000198-55-0 60
5 Benzo[a]pyrene 252 C20H12 000050-32-8 60
Abundance Scan 2246 (15.548 min): BF106970.D (-2244) (-) m/z 252.10 100.00%
25p.1
5000
402.4
3011 3411 \ 15.20 15.40 15.60 15.80
o St m/z 137.10 46.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104226: BenzolK]fluoranthene
252.0
5000 L AL B UL SRR B
6.0 15.20 15.40 15.60 15.80
126. m/z 402.35 31.94%
oL, 510 840 ‘\‘ 1740 2230 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
15.20 15.40 15.60 15.80
5000 m/z 250.05 27.58%
125.0
oL, 50.0 83.0 174.0 223.0
LA L UL UL WL UL UL UL BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene
25p.0 15.20 15.40 15.60 15.80
m/z 177.10 27.23%
5000
126.0
5300 870 , | 1740 2230 I
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 9 unknownl16.19 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.19 7.63 ng 133252 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. octvl- 196 C14H28 001795-15-9 30
2 Heptvlcvclohexane 182 C13H26 005617-41-4 30
3 Docosvl heptafluorobutvrate 522 C26H45F702 1000351-83-1 25
4 Glutamic acid. N-tialvl-. dimeth... 257 C12H19NO5 1000153-21-0 25
5 Hexatriacontyl trifluoroacetate 619 C38H73F302 1000351-88-6 18
Abundance Scan 2355 (16.189 min): BF106970.D (-2351) (-) m/z 83.10 100.00%
1
5000 43
157.1 L B e PR,
log1 25522004 . 1580 16.00 16.20 16.40 16.60
ol ALl m/z 97.05 72.57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58301: Cyclohexane, octyl-
83.0
5000 AR R BRI
41. 15. 80 16. oo 16 20 16. 40 16 60
T m/z 57.00 68.99%
ol d250 %0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 69.10 50.05%
41.0
182.0
G L o L L U L L L WL LI B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237282: Docosyl heptafluorobutyrate A B
57.0 15.80 16.00 16.20 16.40 16.60
97.0 m/z 43.05 48 .77%
5000
39 308.0
ol , 181, 0 224.0265.0 353.0 504.0
m/z--> 55 160 1%0 200 250 360 3%0 460 4%0 560 1580 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106970.D

Aca On 29 Jun 2018 13:59

Operator : JU/SJ

Sample = J3709-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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 10 Vitamin E Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.43 11.57 ng 202050 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Vitamin E 430 C29H5002 000059-02-9 87
2 (H)-.agamma.-Tocopherol. 430 C29H5002
3 dl-.alpha.-Tocopherol 430 C29H5002
4 _alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007
5 9H-Fluorene, 9-bromo- 244 C13H9Br

O-methvl-
010191-41-0 80

001940-57-4 38

1000374-72-2 83

1000156-68-2 64

Abundance Scan 2396 (16.430 min): BF106970.D (-2393) (-) m/z 165.10 100.00%
165.1
5000 4304
43.1 205.1 " 16.20 16.40 16.60 16.80
1910 1311 T 2602 3152 396.3 - - - -
b sy pind e SPRS L ST08 3868 e L m/z 430.35 37.07%
miz--> 50 100 150 200 250 300 350 400
Abundance #222346: Vitamin E
165.0
430.0
5000
16.20 16.40 16.60 16.80
m/z 164.10 31.27%
43.0 21.0 05.0
oL i 8L0 1210 1 2460 2830 3440 3860
e T e o T T et e
miz--> 50 100 150 200 250 300 350 400
Abundance
165.0
430.0 IIIIIIIIIIIIIIIIIIIIIII
16.20 16.40 16.60 16.80
5000 m/z 205.10 10.87%
43.0 205.0
0 79.0 121.0 247.0 2880 344.0 387.0
e e in L R E SR L S
miz--> 50 100 150 200 250 300 350 400
Abundance #222354: dI-.alpha.-Tocopherol RS REEEs o
165.0 430.0 16.20 16.40 16.60 16.80
m/z 166.10 10.61%
5000
43.0
205.0
o | | 8LO 1219 302.0 344.0
”.,.... T T T e
miz--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 11 unknownl7.57 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.57 15.53 ng 271161 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4a.8-Dimethvl-6-0x0-1.2.3.4.4... 234 C15H2202 1000190-21-8 47
2 6-Ilsopropenvl-4_.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 46
3 Sesauirosefuran 218 C15H220 039007-93-7 38
4 Cvclopropl7.8leraost-22-en-3-one... 410 C29H460 053755-18-3 37
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 25
Abundance Scan 2590 (17.571 min): BF106970.D (-2585) (-) m/z 95.10 100.00%
5000
342.1 17.20 17.40 17.60 17.80
(o} m/z 107.10 63.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89138: 2-(4a,8-Dimethyl-6-ox0-1,2,3,4,4a,5,6,8a-octahydro...
41.0 95.0 191.0
5000 34.0 L SRR BB UL S B
17.20 17.40 17.60 17.80
m/z 121.10 58.95%
‘ ‘ 234.0
0! I\m\\\i ‘.“‘.“‘.‘.“l“.‘..‘. ————
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
17.20 17.40 17.60 17.80
5000/ 41.0 218.0 m/z 123.10 49.68%
134.0 ;46
0"'I""I""I""""""""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #75886: Sesquirosefuran B B .
69.0 1230 17.20 17.40 17.60 17.80
m/z 69.10 49_.10%
5000
\ 1750 2180
oL .JJ.‘ h — .
m/z--> 50 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106970.D

Aca On 29 Jun 2018 13:59

Operator : JU/SJ

Sample = J3709-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

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

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Pregn-5-en-3-ol, 21-bromo-2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.84 8.05 ng 140480 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 92
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 70
3 .beta.-Sitosterol 414 C29H500 000083-46-5 35
4 5-0-Tolvlcarbamovl-3H-imidazole-... 273 C14H15N303 313251-31-9 11
5 Norflurazon 303 C12H9CIF3N30 027314-13-2 10
Abundance Scan 2636 (17.842 min): BF106970.D (-2632) (-) m/z 107.10 100.00%
57.0 10f.1 1451
329.3
5000 213.1 255.2 396.3
n79(1 289. I e e
17.60 17.80 18.00 18.20
0! m/z 57.00 85.78%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
41.0 107.0 394.0
' 145.0 283.0
361.0 N —
5000 213.0 17.I60 17.|80 18.IOO 18.|20
m/z 145.10 85.64%
g 178.0 2160 3fﬂ
0! M)
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
"'17.60 17.80 18.00 18.20
5000 81.0 a0 m/z 91.05 68.45%
145.0 213.0 303.0 '
178.0 255.0 3819
0 113.0 | 342.0
miz--> 0 55 160 1%0 260 2%0 360 3éo 460
Abundance #217433: .beta.-Sitosterol L L
43.0 17.60 17.80 18.00 18.20
m/z 329.30 64 .84%
5000 81.0
1450 414.0
J ‘ l 78.0 2130 2550 3290 440
0 IIJI‘II\I‘I{I 89
miz--> 0 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062918\

Data File : BF106970.D

Aca On : 29 Jun 2018 13:59

Operator : JU/SJ

ﬁ?ggle i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : 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 13 unknownl18.45 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.45 16.34 ng 285382 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid. 5-(decahvdro-5... 304 C20H3202 024470-48-2 27
2 2-Ethvlidenehvdrazono-3-methvl-2... 205 C10H11N3S 1000147-60-5 20
3 2H-Isoaquinolin-1-one. 6.7-dimeth... 205 C11H11NO3 1000305-07-9 15
4 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H25I 1000195-85-9 14
5 9-Borabicyclo[3.3.1]nonane, 9-pi... 205 C13H24BN 022516-42-3 11
Abundance Scan 2739 (18.447 min): BF106970.D (-2736) (-) m/z 205.20 100.00%
95.1 205.2
55.0
5000 246.1
To70.0°132 424.4 L~
18.20 18.40 18.60 18.80
0 m/z 95.10 89.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #148268: 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethyl-2...

18!20 18.I4O 18.I60 18!80
m/z 109.10  79.28%

5000

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
205.0
R AR BERES B
18.20 18.40 18.60 18.80
m/z 55.05 77.77%
5000 163.0
109.0
69.0
ot e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #65044: 2H-Isoquinolin-1-one, 6,7-dimethoxy- b RRREE EEE A
205.0 18.20 18.40 18.60 18.80
m/z 107.10 75.93%
5000 160.0
119.0
5, il
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80

8270-BF061918_.M Mon Jul 02 10:33:14 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106970.D

Aca On 29 Jun 2018 13:59

Operator : JU/SJ

Sample = J3709-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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 14 unknownl18.94 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

18.94 3.88 ng 67674 Perylene-d12 15.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 35
2 Aspidospermidin-3-ol. l-acetvl-1... 370 C22H30N203 054725-60-9 27
3 Androstan-3.11.17-triol. (3.alph... 308 C19H3203 004484-95-1 27
4 1.3-Benzenediol. 5-hexvl- 194 C12H1802 005465-20-3 14
5 1,5-Dioxaspiro[5.5]undec-3-en-2-... 278 C17H2603 1000155-15-1 14

Abundance Scan 2823 (18.942 min): BF106970.D (-2821) (-) m/z 124.10 100.00%
124.1
229.2
5000
18.5018.6018.7018.8018.90
0 m/z 229.20 61.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124.0
5000 (RN LI N NN B
288.0 18.5018.60 18.70 18.80 18.90
910 246.0 m/z 43.00 48.39%
64.0 203.0 -
ol ka”uwn.w.‘,.w.t, e
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
R R ma
370.0 18.5018.6018.7018.8018.90
5000 /0. m/z 41.05 39.70%
168.0
326.0
198.0 259.0
O ey e
m/z--> 50 100 150 200 250 300 350 400
Abundance #151406: Androstan-3,11,17-triol, (3.alpha., 5.beta., 11.a... e R o ot
124.0 18.5018.6018.7018.8018.90
m/z 109.05 34.66%
57.0
5000
93.0 272.0
164.0
2130 \ 308.0
0 T e e
m/z--> 50 100 150 200 250 300 350 400 18.5018.6018.7018.8018.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062918\

Data File : BF106970.D

Acq On : 29 Jun 2018 13:59

Operator : JU/SJ

3?22'6 i J3709-05 EME-FW-TS005-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.20 7.7 ng 158505 1 6.95 411322 20.0
unknown6.73 6.73 69.7 ng 1432400 1 6.95 411322 20.0
Cyclohexadecane 13.95 4.4 ng 135465 5 14.14 616080 20.0
5-Bromo-4-oxo0-4,5... 14.24 10.8 ng 333134 5 14.14 616080 20.0
2- Chloropropioni... 14.60 5.3 ng 163281 5 14.14 616080 20.0
Oxirane, heptadecyl- 15.07 2.0 ng 34961 6 15.69 349233 20.0
Benzo[k]fluoranthene 15.55 4.7 ng 82782 6 15.69 349233 20.0
unknownl16.19 16.19 7.6 ng 133252 6 15.69 349233 20.0
Vitamin E 16.43 11.6 ng 202050 6 15.69 349233 20.0
unknownl17 .57 17 .57 15.5 ng 271161 6 15.69 349233 20.0
Pregn-5-en-3-ol, ... 17.84 8.1 ng 140480 6 15.69 349233 20.0
unknown18.45 18.45 16.3 ng 285382 6 15.69 349233 20.0
unknownl18.94 18.94 3.9 ng 67674 6 15.69 349233 20.0
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