LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 16285-03 P002-S002-0001-01

ALS Vial : 20 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-BF102317.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 4.981 488 492 509 rBV 151685 257425 13.78% 1.423%
2 5.416 563 566 591 rBV 530188 1590014 85.08% 8.791%
3 5.645 601 605 620 rVB 959091 895672 47.93% 4_.952%
4 6.375 724 729 736 rBV3 17239 41261 2.21% 0.228%
5 6.434 736 739 755 rvwv 712498 1583513 84.74% 8.756%
6 6.545 755 758 772 rVV 1295116 1868758 100.00% 10.333%
7 6.651 774 776 786 rVB4 11951 23831 1.28% 0.132%
8 6.763 792 795 803 rVB 537400 480302 25.70% 2.656%
9 6.828 803 806 811 rBV 31304 36568 1.96% 0.202%
10 6.916 818 821 832 rVB 1500915 1298741 69.50% 7.181%

11 7.334 889 892 905 rBV 852451 948164 50.74% 5.243%
12 8.045 1010 1013 1029 rBV 655976 619528 33.15% 3.425%

13 8.898 1156 1158 1165 rBV2 13471 27236 1.46% 0.151%
14 9.116 1191 1195 1198 rBV 1909882 1629710 87.21% 9.011%
15 9.516 1260 1263 1272 rVB 85277 74777 4._00% 0.413%

16 9.792 1307 1310 1323 rVB 570345 570258 30.52% 3.153%
17 10.592 1443 1446 1454 rBV 773631 737026 39.44% 4_.075%

18 11.227 1549 1554 1558 rBV2 20395 23539 1.26% 0.130%
19 11.286 1561 1564 1575 rVB 537400 513854 27 .50% 2.841%
20 11.769 1643 1646 1649 rBvV 60711 59703 3.19% 0.330%

21 11.804 1649 1652 1663 rVB 365968 343320 18.37% 1.898%
22 12.504 1763 1771 1780 rBV5 55969 153710 8.23% 0.850%
23 12.586 1782 1785 1797 rVB 163674 200546 10.73% 1.109%
24 12.763 1813 1815 1821 rVB 20323 24232 1.30% 0.134%
25 12.863 1828 1832 1836 rBV 1322629 1129344 60.43% 6.244%

26 13.333 1908 1912 1915 rBvV4 20977 23986 1.28% 0.133%
27 13.710 1973 1976 1978 rBV 60514 53149 2.84% 0.294%
28 13.739 1978 1981 1987 rVB 189318 186231 9.97% 1.030%
29 13.880 2002 2005 2008 rBV 69686 52875 2.83% 0.292%
30 13.939 2011 2015 2023 rBV 504130 506753 27.12% 2.802%
31 14.039 2029 2032 2034 rBV 21005 21607 1.16% 0.119%
32 14.074 2036 2038 2041 rVB 28511 25246 1.35% 0.140%
33 14.298 2073 2076 2079 rBV2 42701 36939 1.98% 0.204%
34 14.368 2084 2088 2093 rVV3 25128 39032 2.09% 0.216%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 16285-03 P002-S002-0001-01

ALS Vial : 20 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-BF102317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.510 2110 2112 2121 rVB5 27734 36587 1.96% 0.202%
36 14.657 2134 2137 2142 rVB2 25153 24942 1.33% 0.138%
37 14.727 2147 2149 2152 rVB 30515 25771 1.38% 0.142%
38 14.980 2188 2192 2194 rBV 64228 69955 3.74% 0.387%
39 15.339 2249 2253 2257 rVB 65018 82105 4_.39% 0.454%
40 15.398 2258 2263 2269 rBVY 308304 422100 22.59% 2.334%
41 15.533 2282 2286 2291 rBV4 42550 60886 3.26% 0.337%
42 15.745 2318 2322 2327 rVB 111720 155849 8.34% 0.862%
43 15.798 2327 2331 2340 rBV3 45847 93355 5.00% 0.516%
44 16.174 2391 2395 2397 rBV5 17813 21705 1.16% 0.120%
45 16.221 2399 2403 2408 rVB2 59821 90673 4._.85% 0.501%

46 16.504 2445 2451 2461 rVB 82829 150114 8.03% 0.830%
47 16.774 2488 2497 2505 rVB2 68196 179674 9.61% 0.993%
48 16.892 2509 2517 2524 rBV9 51583 142803 7.64% 0.790%
49 17.033 2536 2541 2548 rVB3 63666 118778 6.36% 0.657%
50 17.286 2576 2584 2593 rBV10 51426 130090 6.96% 0.719%

51 17.427 2604 2608 2615 rBV5 22470 43643 2.34% 0.241%

52 17.798 2664 2671 2673 rBV6 27834 63110 3.38% 0.349%

53 18.274 2747 2752 2762 rVB7 36810 96883 5.18% 0.536%
Sum of corrected areas: 18085873

8270-BF102317.M Mon Nov 06 12:36:35 2017 Page: 2



LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF100234.D

1500000 6,92

6.55

1000000 5.65
7.33

6.43

5.42 6.76
500000

4.98

6.37\ 6.646.88

TS L = L4 3L SR RS

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: BF100234.D
9|12

1500000
12.86

1000000

10.59
8.05

9.79 11.29

500000
11.80

12.59

9.52
8.90 i 11 L 1250 12,7

T ;
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: BF100234.D

13.33

o>

1500000

1000000

500000

857 0 BIS U uR  wz

R R e e e e —— e e

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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 5

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

4.98 10.72 ng 257425 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 492 (4.981 min): BF100234.D (-488) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1

| 83.0 460 480 500 5.20 5.40
0"'I'"'I'"'I""IIII'"I"!'i'"'I'"'I""'I""II""I""I""I""|""| m/z 59.10 65.05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LI L L L LB L LB}
59.0 460 4.80 5.00 520 5.40
m/z 101.10 27 .44%
31.0 101.0
83.0
O P T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R T
460 4.80 5.00 520 5.40
5000 41.0 m/z 58.10 17.88%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone Y . :
43.0 4.60 4.80 500 520 540
m/z 41.10 8.59%
5000 101.0
28.0 59.0
840
15\ 0 i \‘ llly ‘
0...,....,....,....,....,....,....,....,....,....,....,....,....,....,....I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 Cyclohexanone Concentration Rank 3

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

5.65 37.30 ng 895672 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone 98 C6H100 000108-94-1 94
2 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 87
3 Cvclohexane. methvl- 98 C7H14 000108-87-2 45
4 2(5H)-Furanone. 5-methvl- 98 C5H602 000591-11-7 38
5 1-Pentene 70 C5H10 000109-67-1 38

Abundance Scan 606 (5.651 min): BF100234.D (-601) (-) m/z 55.00 100.00%
58.0
42.1 08.1
5000
69.1 S | G
| | 83.0 540 5.60 5.80 6.00
o 1 OOUOY | SO | I N P m/z 42.10 59.52%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3164: Cyclohexanone
55.0
42.0
5000 98.0 IR R N SRR
5.40 5.60 5.80 6.00
270 69.0 m/z 98.10 55.35%
| ‘ 83.0
o 150 | i I \
'”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
42.0
060 540 560 580 6.00
5000 550 69.0 ' m/z 41.10 26.55%
27.0 83.0
e L S S S S S S UL I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3340: Cyclohexane, methyl- R s mr
58.0 83.0 540 5.60 5.80 6.00
m/z 69.10 26.22%
41.0
5000 98.0
0 150 “ “\ | \H‘\ ‘H ‘\
”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”' IR R N LR
m/z--> 10 40 50 60 80 90 100 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 3 unknown6.55 Concentration Rank 1

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

6.55 77.82 ng 1868760 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 759 (6.551 min): BF100234.D (-755) (-) m/z 132.00 100.00%
132.0
5000
68.0
960 IIIIIIIIIIIIIIIIIIIII
400 540 6.20 6.40 6.60 6.80
o....,....,....,....,..I.',..7.55,1....,..!.,???.?....,....,d...,.. m/z 68.05  32.50%
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 BN AR SR
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.39%
1 H 1 750 L
OH'W'“'V'“l“'w'“'w'“l“'w'“'w'“l“'w'“'l'“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 67.0 m/z 66.00 19.10%
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
Abundance #14500: 1H-Indazole, 7-methyl-
132.0 6.20 6.40 6.60 6.80
m/z 96.00 12.86%
5000
770 104.0
39.0
Ol el 879 gl 180
m/z--> 30 40 50 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.80 13.36 ng 343320 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1651 (11.798 min): BF100234.D (-1649) (-) m/z 73.00 100.00%
73.0
43.1
5000 1291
971 llllllllllllllllll
157.1 1851 2132 256.3 11.40 11.60 11.80 12.00 12,20
(o} m/z 59.95 85.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR UL BULRUR BRI B
83.0 11. 40 11. 60 11. 80 12. 00 12 20
Ji 1570 1geo 2130 260 | M/Z 43.10  75.74%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.40 11.60 11.80 12.00 12.20
m/ 57.05 69 .45Y%
5000 1290 4 0
185.0 228.0
97.0
o 157.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 11.40 11.60 11.80 12.00 12.20
m/z 55.05 59.76%
5000 129.0
0L15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 13-Octadecenal, (2)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.50 5.98 ng 153710 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenal. (2)- 266 C18H340 058594-45-9 60
2 cis-11-Hexadecenal 238 C16H300 053939-28-9 45
3 8-Hexadecenal. 14-methvl-. (2)- 252 C17H320 060609-53-2 43
4 1H-Imidazole. 2-ethvl-4.5-dihvdr... 112 C6H12N2 000931-35-1 42
5 1-Pyrroline, 3-ethyl- 97 C6H11IN 1000073-06-0 38

Abundance Scan 1770 (12.498 min): BF100234.D (-1763) (-) m/z 67.10 100.00%

1

5000

r

12.20 12.40 12.60 12.80
m/z 55.00 84.70%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #115868: 13-Octadecenal, (2)-

%

5000 810 TT LI L B L TTTT
29.0 ) 12 20 12. 40 12 60 12. 80
111.0 m/z 81.00 78.61%
o 1350 4660 248.0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
12.20 12.40 12.60 12.80
5000 810 m/z 69.00 73.05%
29.0 111.0
o 1350 1630 1950 220.02390
T T T T T e e T T [ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104164: 8-Hexadecenal, 14-methyl-, (2)- L L I o e o o S
55.0 12.20 12.40 12.60 12.80
m/z 41.00 72.79%
83.0
5000
29.0 109.0
135.0
o ||, ,163.0 1950 223.0 2520
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TT IIIIIIIIIIII TT 1T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.59 7.81 ng 200546 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 1786 (12.592 min): BF100234.D (-1782) (-) m/z 72.95 100.00%
73.0
43.0

5000

-

12.20 12.40 12.60 12.80 13.00

0 m/z 43.05 80.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 | BN L L L L LB L
12.20 12.40 12.60 12.80 13.00
m/z 57.05 78 .39%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 T T
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 76.79%
185.0
97.0 228.0
o 15.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43.0 , 73.0 12.20 12.40 12.60 12.80 13.00
m/z 129.10 56.05%
5000
(O R ERARRRAR:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.74 7.35 ng 186231 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Nonadecene 266 C19H38 018435-45-5 94
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 94

Abundance Scan 1981 (13.739 min): BF100234.D (-1978) (-) m/z 57.10 100.00%

111.1

5000

:

13.40 13.60 13.80 14.00

209.1
0 281.0 m/z 83.05 99.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000 111.0 L2 L L L L LB |

13.I40 13.I60 13.I8O 14.I00
m/z 97.10 91.77%

29.0 139.0
o bl 167.0 195.0222.0 250.0 280.0 308.0 336.0
I - -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
e A Ty
13.40 13.60 13.80 14.00
5000 111.0 m/z 55.05 87.27%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1 B e R

55.0 83.0 13.40 13.60 13.80 14.00

m/z 69.05 87.11%
29.0
o I 1390 168.0196.0  238.0 266.0
Asaansesasssieate L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 Hentriacontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.98 3.31 ng 69955 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2192 (14.980 min): BF100234.D (-2188) (-) m/z 57.05 100.00%
5000
111 1655 00 14160 1480 15,00 1520
(o} - m/z 71.10 79.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LN IR SR SUNILE I
14.60 14.80 15.00 15.20
99.0 m/z 85.05 51.92%
m/z--> §o 160 1éo 260 250 360 3éo 460 !
Abundance
57.0
14,60 14.80 15.00 15.20
5000 m/z 43.10 49 .83%
99.0
0l25.0 141.0 183.0 2250 281.0 337.0 394.0
m/z--> §0 160 1éo 260 250 360 3%0 460 !
Abundance #194494: Hexacosane BRI BLELELEL BLELEL L B ]
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.38%
5000
99.0
oLyl Ly ) 1410 1830 2250 2670 3090 3660
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 ! 14.|60 14.|80 15.'00 15.'20 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 10 Octacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.34 3.89 ng 82105 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Nonacosane 408 C29H60 000630-03-5 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2253 (15.339 min): BF100234.D (-2249) (-) m/z 57.05 100.00%
5%.0
5000
9.1 L A AR B SR
| I .II J J141 21751 2170 15.00 15.20 15.40 15.60
0l .,..'- e b m/z 71.05 74 .93%
m/z--> 50 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 L DR DU B AR
15. oo 15. 20 15.40 15.60
m/z 85.05 58.17%
99.0
01260, ‘ | |y, 1410 183 0 2250 2810 337.0  394.0
m/z--> §0 160 1éo 200 250 300 350 460
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 43.10 53.72%
99.0
0l26.0 1410 183, 0 2250 267.0 309.0 365.0
m/z--> §0 160 150 200 250 300 3%0 460
Abundance #215180: Nonacosane e
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22.12%
5000
99.0
JJ260 Vi1l [0 1830 2250 267.0 3090 3510 4080
m/z--> 50 1(')0 150 2(')0 250 3(')0 3&'30 4(')0 15. oo 15. 20 15. 40 15|60 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.74 7.38 ng 155849 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2321 (15.739 min): BF100234.D (-2318) (-) m/z 57.10 100.00%
57.1
5000
15.40 15.60 15.80 16.00
oty m/z 71.05 74 .61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L AR BRI BN SURE
15.40 15.60 15. 80 16.00
99.0 m/z 85.05 58.75%
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.05 52 .55%
99.0
oL.25:0 141.0 1830 2250 281.0 337.0 394.0
m/z--> §o 160 1éo 200 250 300 350 460
Abundance #219831: Triacontane R A REER R
57.0 15.40 15.60 15.80 16.00
m/z 99.10 22 .41%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(')0 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 12 1-Heptacosanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.80 4.42 ng 93355 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 86
Abundance Scan 2331 (15.798 min): BF100234.D (-2327) (-) m/z 57.10 100.00%
541 971
5000
39.1 LR DAL DAL SN B
| lll | | 202.9 15.40 15.60 15.80 16.00 16.20
0 Al 4y 'm/z 83.05 89.43%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 LR AL DA SO B
15.40 15.60 15.80 16.00 16.20
00 m/z 97.10 87.23%
0 270 | \“ \“ \M\ | ‘\hl | 1680 200.0238.0 278.0308.0 348.0378.0
m/z--> 50 100 150 200 250 300 350
Abundance
430 80
15.40 15.60 15.80 16.00 16.20
5000 111.0 m/z 55.05 83.36%
0 1400 182.0 224.0  280.0309.0
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 e o
57.0 (97.0 15.40 15.60 15.80 16.00 16.20
m/z 43.10 80.94%
5000
e
oL S AL 4 4y 268G 21002380 278.0308.0337.0 i
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110517\
Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

Sample : 16285-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 13 2-methyloctacosane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
16.22 4.30 ng 90673 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 86
2 Nonacosane 408 C29H60 000630-03-5 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Tricosane 324 C23H48 000638-67-5 86

Abundance Scan 2403 (16.221 min): BF100234.D (-2399) (-) m/z 57.10 100.00%
57.1
P71 160 I500 1620 1640 16.60
: "+ 209.0 ) : : : :
o 281.0 5.1 m/z 71.10  76.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 UL UL UL UL R
16. oo 16 20 16. 40 16. 60
99.0 m/z 43.05 48 .67%
o 270 h Hh H | 1410 1830 2250 267.0 3090 3650
m/z--> §o 100 1éo 260 2%0 300 3%0 460
Abundance
57.0
"' 16.00 16.20 16.40 16.60
5000 m/z 85.05 48 .67%
99.0
o270 1410 1830 2250 267.0 309.0 351.0  408.0
m/z--> §o 160 1éo 200 2%0 360 3%0 460
Abundance #185533: Pentacosane T T T
57.0 16.00 16.20 16.40 16.60
m/z 97.10 22.68%
5000
99.0
o2zl by | 14 1830 2250 2670 3090 3520
m/z--> §o 160 1éo 200 2%0 360 3%0 460 1600 1620 1640 1660

8270-BF102317.M Mon Nov 06 12:36:43 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 14 Oxirane, heptadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.50 7.11 ng 150114 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 86
3 Octadecanal 268 C18H360 000638-66-4 83
4 Chloromethvl 6-chlorododecanoate 282 C13H24Cl1202 080419-02-9 64
5 Eicosen-1-ol, cis-9- 296 C20H400 112248-30-3 64

Abundance Scan 2450 (16.498 min): BF100234.D (-2445) (-) m/z 57.10 100.00%

57.1 82.0

5000

16.20 16.40 16.60 16.80
m/z 82.05  98.94%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
43.0 82.0

5000 LA L L L L L L LB
16.20 16.40 16.60 16.80
110.0 m/z 43.05 82.95%
ob L A 138.0 1660 1940  236.0 264.0
-
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
S
16.20 16.40 16.60 16.80
5000 m/z 96.05 78.34%
109.0

o 1380 1660 2080  250.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal R B A
16.20 16.40 16.60 16.80

m/z 83.10 65.51%

5000

110.0
o 250.0

1380 166.0 194.0 222

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 16 unknownl16.89 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.89 6.77 ng 142803 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-hvdroxv-pentadecanoate 272 C16H3203 1000336-35-7 43
2 7-Heptadecene. 17-chloro- 272 C17H33ClI 056554-79-1 38
3 Tetradecanoic acid. 2-hvdroxv-. ... 258 C15H3003 056009-40-6 27
4 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 17
5 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 17
Abundance Scan 2517 (16.892 min): BF100234.D (-2509) (-) m/z 55.00 100.00%
54.0
97.0
5000 133.0 —_—
5o 2131 o
| I | | 41?-4 16.60 16.80 17.00 17.20
| L. "msz 83.00 97.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121112: Methyl 2-hydroxy-pentadecanoate
69.0
213.0
11.0
5000 AN R SR B
16.60 16.80 17.00 17.20
m/z 69.05 78.94Y%
LI LS 270
0‘ I\\‘HHIM‘\I H‘l‘ N\Ihhl \“I\‘IH\I]T??'QI I\‘I T : |‘| B e
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
16,60 16,80 17.00 17.20
m/z 97.00 71.74Y%
5000 970 0
) 1310 1730 2150 272.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance #109146: Tetradecanoic acid, 2-hydroxy-, methyl ester AR EEREE L
69.0 16.60 16.80 17.00 17.20
199.0 m/z 81.00 58.56%
5000
0 AN R SR BN
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 17 Germanicol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.03 5.63 ng 118778 Perylene-di12 15.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 62
2 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 55
3 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 43
4 Naphthalene. 2.3.4.4a.5.6-hexahv... 204 C15H24 000473-14-3 43
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 40

Abundance Scan 2540 (17.027 min): BF100234.D (-2536) (-) m/z 189.10 100.00%

5000
231.1
| || 283.0 16.80 17.00 17.20 17.40
ol N — m/z 177.10 72.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221173: Germanicol
204.0
131.0
5000
95.0 16.80 17.00 17.20 17.40
55.0 m/z 204.15 64 .95%
: 63. ‘ ‘ 393.0
0 nﬁ‘ﬁn.‘lphﬂtW.2?39.2979.3?9?. 1250
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
B muaa s
16.80 17.00 17.20 17.40
5000 105.0 m/z 95.10 44.89%
41.0
147.0
o bt
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...  Rm e R
189.0 16.80 17.00 17.20 17.40
107.0 m/z 175.10 41 .58%
5000
41.0 1477
MHJ\'H
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 18 unknownl7.29 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.29 6.16 ng 130090 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 22
2 5-(1-BenzoxazolvD)-2(1H)-pvrimid... 213 C11H7N302 349488-95-5 14
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 12
4 Ethinvyl Estradiol 296 C20H2402 000057-63-6 10
5 Ledene oxide-(11) 220 C15H240 1000159-36-7 10
Abundance Scan 2585 (17.292 min): BF100234.D (-2576) (-) m/z 43.00 100.00%
43.0 107.1
145.0 213.1
5000
m 117.00 17.20 17.40 17.60
ol m/z 107.05 87.16%
m/z--> 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
5000 361.0 LR AR S B B
7700 213.0 17.00 17.20 17.40 17.60
m/z 145.00 75.42%
178.0 bas.b 3f0
0! i
m/z--> 50 100 150 200 250 300 350 400
Abundance
159.0 213.0
63.0 17.00 17.20 17.40 17.60
5000 m/z 161.00 74 .61%
103.0
33.0
L L L L WL L WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0 17.00 17.20 17.40 17.60
m/z 81.05 73.29%
5000
81.0 368.0
145.0 329.0
111, 414.0
[o) ‘I“' ‘U .lulﬁ.\.?.h.‘l ‘HJ.‘LS..O. ?]-EIOIZ?TIS IJIZ??'QI.L : IL' L — .l. s M
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 19 unknownl17.80 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.80 2.99 ng 63110 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1"-I3-(2-cvclope... 304 C22H40 055255-85-1 23
2 4.7.7-Trimethvlbicvclol2.2.1Thep... 207 C13H21NO 1000210-89-8 22
3 1H-Indene. 5-butvl-6-hexvloctahv... 264 C19H36 055044-36-5 12
4 Spirol3-phenvl-1.4.2dioxazolin-5... 271 C17H21NO2 287488-39-5 11
5 2H-Pyrane-5-carboxamide, N-(3,4-... 243 C14H13NO3 340295-88-7 9
Abundance Scan 2671 (17.798 min): BF100234.D (-2664) (-) m/z 55.00 100.00%
54.0
95.1
5000 123.1 207.0 2411 9732

17.40 17.60 17.80 18.00 18.20

m/z 95.10 60.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148323: Cyclopentane, 1,1'-[3-(2-cyclopentylethyl)-1,5-pe...
41.0 69.0
5000 L o o B

I I I I I
1250 17.40 17.60 17.80 18.00 18.20
' 206.0 m/z 41.00 58.41%

151.0 1780 2340 263.0  304.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0
R B
17.40 17.60 17.80 18.00 18.20
5000 0.0 950 m/z 207.00 50.15%
’ 164.0 207.0
134.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114291: 1H-Indene, 5-butyl-6-hexyloctahydro- e o
410 g0 17.40 17.60 17.80 18.00 18.20

m/z 241.10 49_15%

5000 179.0 207.0
137.0

0 “ 236.0 264.0
T L o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100234.D

Aca On : 5 Nov 2017 19:53

Operator : SJ/JU

ﬁ?ggle i 16285-03 P002-S002-0001-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 20 unknownl18.27 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.27 4_.59 ng 96883 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2-12-(5-methvlfuran-2... 289 C15H15N03S 1000259-79-3 25
2 Pvrazine. 2-methoxy-3-methvl- 124 C6H8N20 002847-30-5 18
3 4.5-Dimethvl-2-pvrimidone 124 C6H8N20 034939-17-8 18
4 4H-Pyran-4-one. 3.5-dimethvl- 124 C7H802 019083-61-5 14
5 1-(4-Fluorophenyl)ethylamine 139 C8H1O0FN 1000342-21-1 14
Abundance Scan 2751 (18.268 min): BF100234.D (-2747) (-) m/z 124.00 100.00%
.0

5000

18.00 18.20 18.40 18.60

0 m/z 43.10 50.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #135118: Acetamide, 2-[2-(5-methylfuran-2-yl)-2-oxo-ethylt...
124.0
5000 95.0 L
530 18.00 18.20 18.40 18.60
163.0 289.0 m/z 229.20 46.07%
' 196.0
74 256.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124.0 M
R e b
18.00 18.20 18.40 18.60
5000 m/z 55.00 41 .47%

400 680 950

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10334: 4,5-Dimethyl-2-pyrimidone AR EEEEE RS
124.0 18.00 18.20 18.40 18.60
m/z 203.10 37.84%
5000 55.0
96.0
0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\

Data File : BF100234.D

Acq On 5 Nov 2017 19:53 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 16285-03 P002-S002-0001-01

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4._.98 10.7 ng 257425 1 6.76 480302 20.0
Cyclohexanone 5.65 37.3 ng 895672 1 6.76 480302 20.0
unknown6 .55 6.55 77.8 ng 1868760 1 6.76 480302 20.0
n-Hexadecanoic acid 11.80 13.4 ng 343320 4 11.29 513854 20.0
13-Octadecenal, (Z)- 12.50 6.0 ng 153710 4 11.29 513854 20.0
Octadecanoic acid 12.59 7.8 ng 200546 4 11.29 513854 20.0
n-Tetracosanol-1 13.74 7.3 ng 186231 5 13.94 506753 20.0
Hentriacontane 14.98 3.3 ng 69955 6 15.40 422100 20.0
Octacosane 15.34 3.9 ng 82105 6 15.40 422100 20.0
Heneicosane 15.74 7.4 ng 155849 6 15.40 422100 20.0
1-Heptacosanol 15.80 4.4 ng 93355 6 15.40 422100 20.0
2-methyloctacosane 16.22 4.3 ng 90673 6 15.40 422100 20.0
Oxirane, heptadecyl- 16.50 7.1 ng 150114 6 15.40 422100 20.0
unknownl16 .89 16.89 6.8 ng 142803 6 15.40 422100 20.0
Germanicol 17.03 5.6 ng 118778 6 15.40 422100 20.0
unknownl17.29 17.29 6-2 ng 130090 6 15.40 422100 20.0
unknownl17 .80 17.80 3.0 ng 63110 6 15.40 422100 20.0
unknownl18.27 18.27 4.6 ng 96883 6 15.40 422100 20.0
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