LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04 Instrument :

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

3?22'6 : 16630-01 P004-S001-0001-01

ALS Vial : 13 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-BF113017.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 5.063 503 506 516 rVB 53135 66081 5.21% 0.554%
2 5.463 570 574 577 rBVY 1028522 937120 73.83% 7.858%
3 6.481 742 747 758 rBV 959038 1051625 82.85% 8.818%
4 6.616 766 770 774 rBVY 1088695 1043903 82.24% 8.753%
5 6.845 806 809 813 rBV 388827 312616 24.63% 2.621%
6 7.004 832 836 839 rBV 969068 798564 62.91% 6.696%
7 7.251 875 878 884 rVB 58737 47014 3.70% 0.394%
8 7.410 901 905 908 rBV 661515 625151 49.25% 5.242%
9 8.128 1024 1027 1031 rVB 495342 399845 31.50% 3.353%
10 9.204 1206 1210 1213 rBvV 1558867 1269283 100.00% 10.643%
11 9.592 1273 1276 1280 rBV 44168 39004 3.07% 0.327%
12 9.804 1308 1312 1315 rBV 21447 16918 1.33% 0.142%
13 9.886 1322 1326 1329 rBV 513200 417312 32.88% 3.499%
14 10.304 1395 1397 1400 rVB 24050 17469 1.38% 0.146%
15 10.675 1456 1460 1463 rBvV 608510 506987 39.94% 4.251%
16 10.780 1475 1478 1483 rBvV2 21617 23499 1.85% 0.197%
17 10.910 1497 1500 1508 rVvB4 17424 27575 2.17% 0.231%
18 11.139 1536 1539 1543 rBvV 86741 75249 5.93% 0.631%
19 11.227 1551 1554 1556 rBvV 24499 17626 1.39% 0.148%
20 11.374 1575 1579 1582 rBV 421975 355165 27.98% 2.978%
21 11.669 1624 1629 1634 rVB2 18303 20404 1.61% 0.171%
22 11.892 1663 1667 1672 rBV 107211 98966 7 .80% 0.830%
23 12.063 1692 1696 1701 rVB2 19346 17932 1.41% 0.150%
24 12.216 1718 1722 1724 rBV3 15413 17859 1.41% 0.150%

25 12.686 1795 1802 1809 rBV 156389 210766 16.61% 1.767%

26 12.957 1844 1848 1851 rBV 1011031 870638 68.59% 7.300%
27 13.510 1939 1942 1946 rBV5 18518 25230 1.99% 0.212%
28 13.810 1990 1993 1996 rBV 203915 190581 15.01% 1.598%
29 13.845 1996 1999 2005 rVB 93978 101698 8.01% 0.853%
30 13.980 2019 2022 2025 rBV 104614 92958 7.32% 0.779%

31 14.015 2025 2028 2031 rVV 398286 342850 27.01% 2.875%
32 14.092 2039 2041 2043 rBV2 17161 17980 1.42% 0.151%
33 14.139 2046 2049 2052 rVV 179139 170253 13.41% 1.428%
34 14.180 2052 2056 2059 rvVv 286247 275355 21.69% 2.309%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

3?22'6 i 16630-01 P004-5001-0001-01
ALS Vial : 13 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-BF113017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.210 2059 2061 2063 rVvVv 94580 80264 6.32% 0.673%
36 14.233 2063 2065 2069 rVB 108029 86712 6.83% 0.727%
37 14.468 2103 2105 2110 rBV 54214 56475 4._.45% 0.474%
38 14.527 2112 2115 2120 rBV3 42504 55044 4_.34% 0.462%
39 14.845 2167 2169 2172 rBV 30488 31262 2.46% 0.262%
40 15.110 2212 2214 2222 rVB3 34652 39113 3.08% 0.328%

41 15.492 2274 2279 2285 rVB 254595 325408 25.64% 2.729%
42 15.921 2349 2352 2357 rVB 49551 67375 5.31% 0.565%
43 17.021 2534 2539 2547 rVB2 78087 160668 12.66% 1.347%
44 17.109 2549 2554 2564 rVBS8 63744 144555 11.39% 1.212%
45 17.521 2620 2624 2631 rVB9 41621 91007 7.17% 0.763%

46 18.374 2764 2769 2777 rVB10 38396 93841 7.39% 0.787%
47 18.545 2792 2798 2808 rVB3 63132 192585 15.17% 1.615%

Sum of corrected areas: 11925785
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

BF101067.D
1 Dec 2017 17:04
SJ/Ju
16630-01
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P004-S001-0001-01

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF101067.D

6.62
6.48

5.46

7.00

7.41

6.85

7.25

0

Time-->

5.06
—

5.50

5.00

6.00

6.50

™1
2.50

3.00

3.50

4.00

4.50

T T IL
7.00

7.50

Abundance

1400000

1200000

1000000

800000

600000

8.

400000

200000

TIC: BF101067.D
20

10.67
13 9.89
11.37

11.89
11.67 12.012.22

11.14
959 9. 10.30 0178.91 f1.23

12.96

12.69

[ -

Or——
Time-->

A
LI LI B S N B BE B B

12.00

10.00 10.50 11.00 11.50

12.50

13.50

13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF101067.D

1716211 17.52

18.3¥8.54

18.00

16.50 17.00 17.50

14.50 15.00 15.50 16.00

18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.06 4.23 ng 66081 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 505 (5.057 min): BF101067.D (-503) (-) m/z 43.00 100.00%
43.0
59.1
5000
1010 ik 500 550 sk
Obrrrprrrrprrrr et e et e e || M7z 59.10  53.85%
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 L R LN I I
59.0 480 500 520 5.40
m/z 101.00 14.03%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 5.00 520 540
5000 m/z 58.00 12.18%
101.0
| 150 310 58.0 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e A s e
54.0 480 5.00 5.20 5.40
m/z 41.00 8.96%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2 unknown6.62 Concentration Rank 1

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

6.62 66.79 ng 1043900 1,4-Dichlorobenzene-d4 6.85
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF101067.D (-766) (-) m/z 132.00 100.00%
132.0
5000 8.1
%01 °1 520 640 Gk0 6k 700
01 : e B m/z 68.10 35.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 A L UL LU I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.68%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 23.14%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T Baaas E o )
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .50%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| R RAREE REE
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2,6-Pyridinedicarboxylic ac... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.14 4.24 ng 75249 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Pvridinedicarboxvlic acid. i... 327 C19H21NO4 1000369-22-3 64
2 Cvclobutane. 1.3-diphenvl-. trans- 208 C16H16 025558-23-0 64
3 2-Azetidinone. 4-phenvl- 147 C9HONO 005661-55-2 64
4 2-Methvlbenzvl benzoate 226 C15H1402 080716-36-5 50
5 Benzene, cyclobutyl- 132 C10H12 004392-30-7 50
Abundance Scan 1539 (11.139 min): BF101067.D (-1536) (-) m/z 104.10 100.00%
104.1
5000
10 1% | oo 1 0z 10050 1100 1150 1140
e prrrtlr e rer et e ooy || M7z 103.10 0 11.49%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166745: 2,6-Pyridinedicarboxylic acid, isobutyl phenethyl...
104.0
5000 UL USSR IS AR
10.80 11.00 11.20 11.40
m/z 78.10 10.83%
Joao O 1500 1780 2260 2540 2830 3120
mz-> 20 4b 60 80 160 120 140 1éo 180 200 220 240 260 280 300
Abundance
104.0
10.80 11.00 11.20 11.40
5000 m/z 105.10 8.91%
0128.0 51.0 /8.0 128.0 165.0 208.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22545: 2-Azetidinone, 4-phenyl-
104.0 10.80 11.00 11.20 11.40
m/z 77.00 6.25%
5000
78.0
51‘0 | | 147.0
(o) A | T \I”\”“ I\l” N —
mz-> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.57 ng 98966 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 1667 (11.892 min): BF101067.D (-1663) (-) m/z 73.00 100.00%
431  73.0
5000 129.1 L
. 213.2 P B SV, NSveve
1571 1851 256.2 11.60 11.80 12.00 12.20
0 m/z 43.10 89.32%
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 LRI UL BN UL B
umnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 60.00  85.67%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 80.30%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 kunwA»VNMMVA,,
Abundance #39474: n-Decanoic acid e
73.0 11.60 11.80 12.00 12.20
m/z 57.10 79.65%
129.0
5000
0 ‘ 1?10\‘ I | 1720
miz--> "'z""""""" éd"iéé"iéd"iié’ 180 150 20 250 240 240 111,60 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\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.69 11.87 ng 210766 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1803 (12.692 min): BF101067.D (-1795) (-) m/z 43.10 100.00%
431 730
2% ML‘M
12.40 12,60 12.80 13.00
0! m/z 72.95 90.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 AR S RN B
12.40 12.60 12.80 13.00
241.0 284.0 m/z 59.95 87.42%
207.0 ‘ :
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73.0
1290 12.40 12.60 12.80 13.00
5000 m/z 57.10 83.03%
43.0
101.0 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid R Al B e
43.0 73.0 12.40 12.60 12.80 13.00
m/z 55.05 79.03%
5000 129.0

§

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

T T I T
12.40 12.60 12.80 13.00

8270-BF113017.M Mon Dec 04 13:14:43 2017 Page: 8



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl3.81 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.81 11.12 ng 190581 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlthiane.S-oxide 194 C11H140S 058121-26-9 17
2 2-Propenoic acid. 3-T(phenvimeth... 194 C10H1002S 013831-01-1 17
3 Benzvl phenvl sulfone 232 C13H1202S 003112-88-7 14
4 4-Benzvloxvpvridazine l-oxide 202 C11H10N202 002096-53-9 14
5 Propanedioic acid, [methyl(pheny... 279 C15H21NO4 001032-02-6 12
Abundance Scan 1993 (13.810 min): BF101067.D (-1990) (-) m/z 91.10 100.00%
91.1
5000
117'1 2071 LI I B B I B B T LLI I I I
65.0 : 13.40 13.60 13.80 14.00 14.20
Ob 20 i .,':..J-,..‘..,1.“?.2.0..1.7.9.?.‘. b 222 77 117.05 24 46%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56074: 3-Phenylthiane,S-oxide
91.0
131.0
A
5000 LRI SN BUL SUNR B
194.0 13.40 13.60 13.80 14.00 14.20
39.0 63.0 m/z 207.05 14 .38%
0 |""‘|‘ I‘HH‘H m Il‘\l \‘ \”I 162.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 194.10 12.12%
65.0 194.0
o 39.0 121.0 161.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87446: Benzy| phenyl sulfone
91.0 13.40 13.60 13.80 14.00 14.20
m/z 115.05 7.08%
5000
. 39.0 65‘0 | 1250 1670 232.0
miz-> 20 40 eb éo 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

Sample : 16630-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 8 Heptafluorobutyric acid, pe... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.84 5.93 ng 101698 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. pentade...
2 Ethanol. 2-(tetradecvloxv)-

3 Tetracosvl heptafluorobutvrate

4 Heptafluorobutvric acid. hexadec...
5 Pentafluoropropionic acid, hepta...

424 C19H31F702
258 C16H3402

550 C28H49F702
438 C20H33F702
402 C20H35F502

959261-23-5 93
002136-70-1 91
1000351-83-7 91
006385-15-5 90
959218-78-1 90

Abundance Scan 1998 (13.839 min): BF101067.D (-1996) (-) m/z 57.10 100.00%
57.1
5000
41.0 2171 ogq11 13.60 13.80 14.00 14.20
0 . m/z 43.10 84._14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
7.0
5000 LIRS
13.60 13.80 14.00 14.20
m/z 55.05 69.95%
‘ | 169-0510.0
MECREREN Ly 200250 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R N RARE R RS e
13.60 13.80 14.00 14.20
5000 97.0 m/z 83.10 67.61%
196.0
0l15.0 139.0 258.0
T T T T T T e e [ T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate T
57.0 13.60 13.80 14.00 14.20
m/z 97.10 56.75%
97.0
5000
39.0
N |, 181.0222.0264.0 336.0 381.0 532.0
L i o e e e e B B e o o o o o R N RARE R RS e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14. 00 14 20

8270-BF113017.M Mon Dec 04 13:14:45 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 5-Methyl-2-phenylindolizine Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.14 9.93 ng 170253 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 55
2 3-Methvl-2-phenvlindole 207 C15H13N 010257-92-8 50
3 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 41
4 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 38
5 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 38
Abundance Scan 2049 (14.139 min): BF101067.D (-2046) (-) m/z 91.05 100.00%
91.0
1291 207.1
5000
51.0 13.80 14.00 14.20 14.40
SV TN Y W 2201 251 "m/z 207.10 76.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67006: 5-Methyl-2-phenylindolizine
207.0
5000
13.80 14.00 14.20 14.40
m/z 129.10 72.74%
0 28.0 51.0 77.0 102.0 130.01520 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
207.0
13.80 14.00 14.20 14.40
5000 m/z 206.10 27 .93%
130.0
) 510 770 1020 1520 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67010: 1H-Indole, 1-methyl-2-phenyl-
207.0 13.80 14.00 14.20 14.40
m/z 128.10 19.14%
5000
oL 27.0 510 770 103.0 130.0 1650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40

8270-BF113017.M Mon Dec 04 13:14:46 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 10 unknownl14.18 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.18 16.06 ng 275355 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 47
2 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 47
3 (2.3-DiphenvilcvclopropvDmethvl ... 332 C22H200S 131758-71-9 47
4 1H-Indole. 2-methvIl-3-phenvl- 207 C15H13N 004757-69-1 45
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 43
Abundance Scan 2056 (14.180 min): BF101067.D (-2052) (-) m/z 91.10 100.00%
9.1 207.1
129.1 :
5000
178.1 13.80 14.00 14.20 14.40
51.0
Olprrrrrorteptrrtrbe b e oS g 2301 2000 8032 1 Tz 207.10  81.48%
m>mmmmmmmmmmmmmmmm
Abundance #165152: Methadone N-oxide
129.0 207.0
72.0
5000
13.80 14.00 14.20 14.40
105.0 m/z 129.10 74 .33%
42,0 | 178.0 277.0
o S PP S R N NP i S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
207.0
129.0 13.80 14.00 14.20 14.40
5000 m/z 206.10 29.49Y%
91.0
67.0
. 410 15301780 2310 2740
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3- Dlphenylcyclopropyl)methyl phenyl sulfoxide,..
91.0 13.80 14.00 14.20 14.40
m/z 105.05 18.51%
5000
i ,»ﬂuwﬁﬂuvm
39.0 650, | | | 15301780 316.0 WL&&ﬂAﬂﬂmhm
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 260 280 3(')0 350 ' 13 80 14. 00 14 20 14'40 '

8270-BF113017.M Mon Dec 04 13:14:46 2017

Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 11 (2,3-Diphenylcyclopropyl)me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.21 4.68 ng 80264 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3-Diphenvlcvclopropvlmethvl ... 332 C22H200S 131758-71-9 78
2 1H-Indole. 2-methvIl-3-phenvl- 207 C15H13N 004757-69-1 64
3 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 64
4 2H-1-Benzopvran. 2.2-diphenvl- 284 C21H160 004222-08-6 64
5 Methadone N-oxide 325 C21H27N02 1000120-80-7 64
Abundance Scan 2061 (14.210 min): BF101067.D (-2059) (-) m/z 91.10 100.00%
911 207.1
129.1
5000
178.1 13.80 14.00 14.20 14.40 14.60
51.0
ob B0 h b e dog 2392 2840 spen | D o000 83 04t
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
13.80 14.00 14.20 14.40 14.60
207.0 m/z 129.05 74 .63%
39.0 650 | | | 15301780 | 316.0
m>m&&%@mmmmmmmmmﬁﬁ'
Abundance
207.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 206.15 33.58%
300 77.0 102.0 1300 1780

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122989: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-diphenyl
207.0

13.80 14.00 14.20 14.40 14.60
m/z 128.05 19.12%
129.0
5000 910
41,0 670 178.0 274.0
A R U U2l ) BT —
mz-> 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

8270-BF113017.M Mon Dec 04 13:14:47 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 12 unknownl14.23 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.23 5.06 ng 86712 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 3-(2-cvclopentenvIl)-2... 274 C21H22 1000154-23-3 47
2 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 45
3 (2.3-DiphenvilcvclopropvDmethvl ... 332 C22H200S 131758-71-9 37
4 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 35
5 Cyclopentene-1l-carboxylic acid, ... 332 C23H2402 1000159-40-6 32
Abundance Scan 2064 (14.227 min): BF101067.D (-2063) (-) m/z 91.00 100.00%
91.0
129.1 207.1
5000
51.0 ] | 153 21781 235.1 267.0 327.1 14.00 14.20 14.40 14.60
Olprrrepirbtprr bbbkt P iy SO0 AT b Tm/z 129.10 65.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122989: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-dipheny!
207.0

129.0
5000
91.0 14.00 14.20 14.40 14.60
670 m/z 207.10 63.28%
41 o 67 178.0 274.0
S NMRTPUNR O PR 1 S B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
207.0
14.00 14.20 14.40 14.60
5000 m/z 206.15 18.89%
130.0
30.0 77.0 102.0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3- Dlphenylcyclopropyl)methyl phenyl sulfoxide,..
91.0 14.00 14.20 14.40 14.60
m/z 105.05 17.89%
5000

300 650 | | | 15301780 | 316.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14. 20 14. 40 14 60

8270-BF113017.M Mon Dec 04 13:14:48 2017 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 13 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .47 3.29 ng 56475 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 58
3 Octadecane 254 C18H38 000593-45-3 58
4 Tetracosane 338 C24H50 000646-31-1 58
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 58
Abundance Scan 2105 (14.468 min): BF101067.D (-2103) (-) m/z 57.10 100.00%
57.1
5000
113114111681 206.0 245.2271.1 302.1 3413 14.20 14.40 14.60 14.80
0l m/z 43.05 67.20%
m/z--> 50 100 150 200 250 300
Abundance #129490: Eicosane
57.0
85.0
5000 R DAL SN B SR
14.20 14.40 14.60 14.80
29# 113.0 m/z 71.10 65.83%
. " 141.0
o A h\l L 1690197.02250253,02820
m/z--> 50 100 150 200 250 300
Abundance
57.0
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 45.43%
29.0
11301410 197.0
ob—4 b 4 04 .
m/z--> 55 160 1%0 260 250 360
Abundance #105885: Octadecane R EEEEE RS
57.0 14.20 14.40 14.60 14.80
m/z 55.00 31.94%
5000 85.0
29.0
ol | ) [701410160.0197.0225,0 2540
m/z--> 55 160 150 260 250 360 ' 14&0 1420 14%0 1&80

8270-BF113017.M Mon Dec 04 13:14:49 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl14.53 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .53 3.21 ng 55044 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-IBenzvlaminolbenzo-1.2.3-triazine 236 C14H12N4 026944-65-0 25
2 3.6-Dibromo-l1a.2.2a.3.6.6a.7.7a-... 306 C10H12Br20 1000188-45-5 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 144 C11H12 071721-26-1 14
4 Benzonitrile. 4-ethenvl- 129 C9H7N 003435-51-6 14
5 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 14
Abundance Scan 2115 (14.527 min): BF101067.D (-2112) (-) m/z 91.10 100.00%

91.1
129.1
5000
58.0 ' .
3.2 :

‘ ||| 14.20 14.40 14.60 14.80
i1 1l

Ol by , m/z 129.10 59.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #90551: 4-[Benzylamino]benzo-1,2,3-triazine
91.0
5000 T |||||||_/|\|||||||||||
65.0 14. 20 14.40 14.60 14.80
: 0
‘ o 180.0207.0 m/z 207.05 34.56%
o N P o 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
129.0
A N e AP
R e e RRRRRE
14.20 14.40 14.60 14.80
5000 91.0 m/z 180.10 26.97%
39.0
65.0
o 15701850 229.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #20437: Bicyclo[4.2.0]octa-1,3,5-triene, 7-(2-propenyl)-
129.0 14.20 14.40 14.60 14.80
m/z 208.15 26.14%
5000 103.0
39.0 77.0
oq”“plwﬂn.uﬁuw...L”.”.””.”.””.”.””.”w””“”q””, e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80

8270-BF113017.M Mon Dec 04 13:14:49 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 15 Heneicosane, 11-decyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.92 4.14 ng 67375 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 58
2 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 58
3 2-methvloctacosane 408 C29H60 1000376-72-8 58
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 53
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 53
Abundance Scan 2352 (15.921 min): BF101067.D (-2349) (-) m/z 57.10 100.00%
57.1
5000

155.9 197.1 239.1 205.0 340.1 15.60 15.80 16.00 16.20

0! m/z 71.00 62.58%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 LA L L L L L B LB L |
15.60 15.80 16.00 16.20
295.0 m/z 43.10 57.49%
99.0
Jsd ||| ] | 1410 1830 2250 | 3370 435.0
P L T I a a e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
s R
15.60 15.80 16.00 16.20
5000 m/z 85.05 47 .18%
99.0
0 141.0 183.0 225.0 295.0 337.0 378.0 420.0
B s e e L B B T B S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane A e R Ra
57.0 15.60 15.80 16.00 16.20
m/z 55.00 23.27%
5000
99.0
ol ‘ | | j 1410 183.0 225.0 267.0 309.0 3650
B R e | s R
m/z--> 0 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF113017.M Mon Dec 04 13:14:50 2017 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

Sample : 16630-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 16 2-methyloctacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.02 9.87 ng 160668 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 83
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 80
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 2539 (17.021 min): BF101067.D (-2534) (-) m/z 57.10 100.00%
57.1
5000 VJ\W
99.0 R U SRR SO IR
| 411 177.3 2251 267.1 300.0 16.80 17.00 17.20 17.40
ob bl m/z 71.10 57 .54%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 LR UL B SULRUSE I
16.80 17.00 17.20 17.40
99.0 m/z 43.10 55.80%
o 28.0| h h | H | 1410 1830 2250 267.0 309.0  365.0304.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
*16.80 17.00 17.20 17.40
5000 m/z 85.10 54 _.26%
99.0
0 1410 1830 290680 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- B RREas mas e L
57.0 16.80 17.00 17.20 17.40
m/z 41.10 17.82%
e ”MVhMNWNMﬂA/\f\WMquwmvwwwﬂ/
99.0
141.0 211.0
OIIJI‘I\I \.“ I\‘I‘II\I\I]I'8I1‘I) T — R R EaEEE s
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40

8270-BF113017.M Mon Dec 04 13:14:51 2017

P004-S001-0001-01
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

Sample : 16630-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 17 unknownl7.11 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.11 8.88 ng 144555 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 32
2 Diisopropvlketone p-tosvlhvdrazone 282 C14H22N202S 017530-00-6 30
3 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 25
4 1.22-Docosanediol 342 C22H4602 022513-81-1 16
5 Methyl 2-hydroxydodecanoate 230 C13H2603 051067-85-7 16
Abundance Scan 2554 (17.109 min): BF101067.D (-2549) (-) m/z 83.10 100.00%
83.1
41.1
5000
3001 3513 4124 TTr[rrorr LUNLEL B B L B TTrTT
“l h | | 16.80 17.00 17.20 17.40
0! aman s m/z 55.05 96.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109270: 1-Hexadecanethiol
55.0
5000 R B BULIL B B
mmﬂmﬂmﬂm
200 m/z 69.10  83.73%
400 .
01|5.|0“|‘|H|‘H H‘ ‘ \I%82q ‘\ |“""| ||||| |"
m/z--> 50 250 300 350 400
Abundance
43.0 83.0
. 1680 1700 1720 1740
5000 ' m/z 41.10 67.62%
282.0
0 158.0 2160
m/z--> 55 160 1éo 200 250 300 3%0 460
Abundance #132969: Hexadecanoic acid, 2-hydroxy-, methyl ester T
55,0 16.80 17.00 17.20 17.40
m/z 81.00 66 .35%
97.0
5000
oMb LUl 2330 2270 ase0 e
m/z--> 50 100 150 200 250 300 350 400 mmﬂmﬂmﬂm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 unknownl7.52 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.52 5.59 ng 91007 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preanane-3.17.20-triol. (3.alpha... 336 C21H3603 001098-45-9 10
2 7-Chloro-9-oxo0-9.10-dihvdroacrid... 273 C14H8CINO3 024782-71-6 10
3 Dihvdrosmilaagenin 26-tosvlate 572 C34H5205S 1000255-28-6 10
4 Tridecanoic acid. 2.2.3.3.4.4.4-... 396 C17H27F702 1000376-66-2 9
5 Silane, diethylbutoxy(3-phenoxyb... 358 C21H3003Si 1000363-30-2 9
Abundance Scan 2624 (17.521 min): BF101067.D (-2620) (-) m/z 43.10 100.00%
431
95.0
145.1 255.2
5000

329.3 414.4
381.4

17.20 17.40 17.60 17.80

(o} m/z 95.00 62 .58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174093: Pregnane-3,17,20-triol, (3.alpha.,5.beta.,20S)-
255.0
5000 1070 LA L L L L L B LB L |

55.0 147.0 215.0 2010 17.20 17.40 17.60 17.80

m/z 145.05 54 .73%

o 336.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
255.0
R RERRE R
164.0 17.20 17.40 17.60 17.80
5000 ' m/z 255.20 52.64%
390 750 117.0 199.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #240172: Dihydrosmilagenin 26-tosylate
55.0 255.0 17.20 17.40 17.60 17.80
10 m/z 107 .00 47 .80%
5000 144.0
313.0
201.0 382.0
m/z--> 50 100 150 200 250 300 350 400 17. 20 17. 40 17. 60 17.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 19 unknownl18.32 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.37 5.77 ng 93841 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Thiabicvclol3.3.1Tnonane. 2.6-... 274 C14H18N4S 1000141-52-1 16
2 0-(4-(3-Chlorophenvl)-5-(methvls... 393 C13H17CIN303PS2 1000298-16-5 11
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 10
4 6-1sopropenvl-4_.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 10
5 1,6-Dihydropyridazine-3-carboxyl... 273 C13H8FN303 1000304-05-0 10
Abundance Scan 2768 (18.368 min): BF101067.D (-2764) (-) m/z 241.10 100.00%
05, 241.1
55.0 425.4
147.1 2731 393.3
5000 201.2
18.00 18.20 18.40 18.60
0 m/z 95.10 93.35%
miz--> 50 100 150 200 250 300 350 400
Abundance #122462: 9-Thiabicyclo[3.3.1]nonane, 2,6-bis(1H-imidazol-2...
95.0
241.0
%0001 430 18.00 18.20 18.40 18.60
147.0 4.0 m/z 105.05 90.19%
Lo L) 0L, 220
0 "“l‘“lh“"““ ‘\M\‘\w “‘. ‘.‘....,....,....,....
miz--> 50 100 200 250 300 350 400
Abundance
241.0
393.0 18.00 18.20 18.40 18.60
5000 97.0 m/z 55.00 77.95%
29.0 184.0
o 63.0 152.0 285.0 200 360,0
mz-> 50 100 150 200 250 300 350 400 |
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... L B o e
410  95.0 18.00 18.20 18.40 18.60
m/z 425.40 72 .05%
5000
34.0 218.0
J1750
0 oy S £ ——
miz--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

Data File : BF101067.D

Aca On : 1 Dec 2017 17:04

Operator : SJ/JU

ﬁ?ggle i 16630-01 P004-5001-0001-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 20 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.54 11.84 ng 192585 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 58
2 Hexadecane 226 C16H34 000544-76-3 55
3 Tetratetracontane 619 C44H90 007098-22-8 52
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 47
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 46
Abundance Scan 2797 (18.539 min): BF101067.D (-2792) (-) m/z 57.10 100.00%
57.1
JJ'124.0 183.2230.9283.0 1é 2IOI Ill8 4IOI Ill8 G:OI Ill8 8IOI -
0|---l|--5-|‘1hw%wmwmw— m/Z 71.10 53-45%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0

5000 T TTTT TTTT TT T T TTTIT]
18 20 18. 40 18 60 18.80
113.0 m/z 43.10 51.40%
0 A o \‘\ h‘ \‘ \ ‘6‘9‘0‘2‘2‘50 30903650 4370
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R e
18.20 18.40 18.60 18.80
5000 m/z 85.10 42 .68%
. 130 | 50 226.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R B
57.0 18.20 18.40 18.60 18.80
m/z 55.00 29.66%
5000
0 3? 169022502810337039304490505056206170
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 18 20 18. 40 18 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\

Data File : BF101067.D

Acq On : 1 Dec 2017 17:04 Instrument :

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

3?22'6 : 16630-01 P004-S001-0001-01

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.06 4.2 ng 66081 1 6.85 312616 20.0
unknown6 .62 6.62 66.8 ng 1043900 1 6.85 312616 20.0
2,6-Pyridinedicar... 11.14 4.2 ng 75249 4 11.37 355165 20.0
n-Hexadecanoic acid 11.89 5.6 ng 98966 4 11.37 355165 20.0
Octadecanoic acid 12.69 11.9 ng 210766 4 11.37 355165 20.0
unknown13.81 13.81 11.1 ng 190581 5 14.02 342850 20.0
Heptafluorobutyri... 13.84 5.9 ng 101698 5 14.02 342850 20.0
5-Methyl-2-phenyl... 14.14 9.9 ng 170253 5 14.02 342850 20.0
unknownl14 .18 14.18 16.1 ng 275355 5 14.02 342850 20.0
(2,3-Diphenylcycl... 14.21 4.7 ng 80264 5 14.02 342850 20.0
unknownl14 .23 14.23 5.1 ng 86712 5 14.02 342850 20.0
Eicosane 14 .47 3.3 ng 56475 5 14.02 342850 20.0
unknownl14 .53 14.53 3.2 ng 55044 5 14.02 342850 20.0
Heneicosane, 11-d... 15.92 4.1 ng 67375 6 15.49 325408 20.0
2-methyloctacosane 17.02 9.9 ng 160668 6 15.49 325408 20.0
unknownl7.11 17.11 8.9 ng 144555 6 15.49 325408 20.0
unknownl7 .52 17.52 5.6 ng 91007 6 15.49 325408 20.0
unknown18.32 18.37 5.8 ng 93841 6 15.49 325408 20.0
Hentriacontane 18.54 11.8 ng 192585 6 15.49 325408 20.0

8270-BF113017.M Mon Dec 04 13:14:57 2017 Page: 23



