LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051117\
Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

Sample : 13087-01

Misc :

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-BF050217 .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 5.007 517 522 541 rBV 338332 708458 25.76% 3.206%
2 5.648 627 631 659 rBY 1118180 1974554 71.79% 8.935%
3 6.225 725 729 738 rBV 20231 34301 1.25% 0.155%
4 7.248 899 903 918 rBVY 1287321 1944001 70.68% 8.797%
5 7.366 918 923 942 rVB 1597580 2314531 84.15% 10.473%
6 7.701 976 980 991 rBV 391855 469019 17.05% 2.122%
7 7.942 1016 1021 1036 rBvV 1377999 1708751 62.13% 7.732%
8 8.601 1129 1133 1158 rBV 897007 1305202 47.46% 5.906%
9 9.725 1319 1324 1346 rBV 458846 675560 24.56% 3.057%
10 11.495 1620 1625 1639 rBY 2166655 2750333 100.00% 12.445%

11 12.189 1739 1743 1755 rBV 267102 352457 12.82% 1.595%
12 12.554 1800 1805 1816 rBV2 545888 791233 28.77% 3.580%

13 13.395 1943 1948 1953 rVB 40233 46873 1.70% 0.212%
14 13.848 2020 2025 2039 rBV 950072 1484640 53.98% 6.718%
15 14.165 2075 2079 2082 rBV 44397 53134 1.93% 0.240%
16 14.895 2199 2203 2208 rBV 27542 33821 1.23% 0.153%

17 14.954 2208 2213 2231 rVB 544063 808329 29.39% 3.658%
18 15.924 2373 2378 2387 rBv2 139110 179900 6.54% 0.814%
19 17.012 2559 2563 2569 rBV2 29574 45221 1.64% 0.205%
20 17.283 2603 2609 2621 rBV 2266292 2625164 95.45% 11.879%

21 18.547 2817 2824 2833 rBV5 34357 121340 4.41% 0.549%
22 18.624 2833 2837 2845 rVV 461738 605957 22.03% 2.742%

23 19.753 3025 3029 3033 rBvV 45128 53551 1.95% 0.242%
24 20.036 3073 3077 3085 rVB3 37172 48742 1.77% 0.221%
25 20.294 3117 3121 3132 rVB 358971 510419 18.56% 2.310%
26 20.747 3189 3198 3202 rBV6 20433 42062 1.53% 0.190%
27 22.065 3416 3422 3429 rBV9 34607 75435 2.74% 0.341%
28 22.177 3438 3441 3447 rVB7 21101 40451 1.47% 0.183%
29 22.306 3455 3463 3468 rBV10 14490 46684 1.70% 0.211%
30 22.459 3483 3489 3492 rBVS 19625 39358 1.43% 0.178%
31 22.871 3553 3559 3565 rVB6 27981 63071 2.29% 0.285%
32 23.582 3669 3680 3681 rBV7 23291 54555 1.98% 0.247%
33 23.694 3693 3699 3706 rVB7 38309 92123 3.35% 0.417%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051117\
Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

Sample : 13087-01

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 22099230
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051117\
Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

Sample : 13087-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095096.D

2000000

7.37

1500000 7.94
7.2%

5.65
1000000 8.60

500000
501 7.70

6.22

T T T T T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF095096.D
11.49

| T
8.00 8.50 9.00

2000000

1500000

1000000 13.85

12.55 14.95
500000 9.72

12.19
15.92

13.39 14.17 14.89
N

0 L e o e T L e e e o e e B e LA A e o s e e e e B I LA i e e e o e e L B B S N A

]
Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095096.D
17,28

2000000

1500000

1000000

18,62
500000 20.29

17.01 L 18. 19.7520.04 20.75 2200183246 22.87 2325869

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\

Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

ﬁ?ggle i 13087-01 FK-PS-01 001
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 3

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

5.01 30.21 ng 708458 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 4-Methoxv-1-pentene 100 C6H120 098386-09-5 35
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 522 (5.007 min): BF095096.D (-517) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1

| 83.0 | 460 4.80 5.00 5.20 5.40
e e e e e e e e e m/z 59.10 59.26%

m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

59.0 460 4.80 5.00 520 5.40
m/z 101.10 20.79%

15.0 101.0
‘ \3]-‘.0 83.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance

59.0

460 4.80 500 5.20 5.40
5000 m/z 58.10 15.31%

41.0
69.0 85.0 99.0
I LA e e o e o A e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

460 4.80 5.00 520 5.40
m/z 41.10 8.67%

5000
41.0
29.0 101.0
Wl 11].500 ]| 730  86.0 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\

Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

ﬁ?ggle i 13087-01 FK-PS-01 001
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown7.37 Concentration Rank 1

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

7.37 98.70 ng 2314530 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 924 (7.372 min): BF095096.D (-918) (-) m/z 132.00 100.00%
132.0
5000
68.1
T J o 750 7w 1h 7k
et m/z 68.10 34 .85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i o Tk T 7 ke
40 T o m/z 134.00  32.87%
Sm— .S:Lr.ol...?’:ll.?...l. — "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
o0 7ho 750 740 750 78D
5000 ' m/z 66.00 20.45%
31.0 510
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 13.52%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A EERLS L
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\

Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

ﬁ?ggle i 13087-01 FK-PS-01 001
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.92 4.45 ng 179900 Phenanthrene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2377 (15.918 min): BF095096.D (-2373) (-) m/z 73.00 100.00%

430 730
5000
129.1
H rm 171.1 2132 15.60 15.80 16.00 16.20
149. :

,.”.M.J|A|WJLJWHHH.”.ﬁa”,.A.J.”,”.w.”.,f?ﬁ? m/z 43.05 94.30%

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0

5000 129.0 R R A EEEEEE e
15.60 15.80 16.00 16.20

‘ 83.0 256.0 m/z 60.00 86.00%
il

157.0 1850 213.0

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

Abundance
43.0 73.0
IIIIIIIIIIIIIIAIIIIIIIII
15.60 15.80 16.00 16.20
5000 129.0 m/z 57.10 84 .48%
97.0 199.0 242.0
157.0
180 0
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 15.60 15.80 16.00 16.20
43.0 m/z 41.00 68.40%
5000 1290
185.0 228.0
97.0
\ I 1660 |
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\

Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

ﬁ?ggle i 13087-01 FK-PS-01 001
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.55 4.00 ng 121340 Chrysene-di12 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Hexadecanol 242 C16H340 036653-82-4 90
Abundance Scan 2824 (18.547 min): BF095096.D (-2817) (-) m/z 83.10 100.00%
43.0 (831
139.1 206.9 18.20 18.40 18.60 18.80
e ; ; m/z 69.00 96.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
550 83.0
5000 111.0

18.20 18.40 18.60 18.80
m/z 43.00 93.21%

29.0
Ll 1390467.0 106.0  238.0266.0204.0

e RREanTantos
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

43.0
R o o e e
18.20 18.40 18.60 18.80
5000 83.0 m/z 57.05 90.76%
18.0 111.0

140.0 168.0196.0  238.0266.0 308.0 336.0

mm@wmmm‘m‘mmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol e REREEEEE L
550 83.0 18.20 18.40 18.60 18.80

m/z 55.10 87.37%

5000

139.0
L1 167.0 196.0 224.0 252.0 280.0 308.0
e e

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\

Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

ﬁ?ggle i 13087-01 FK-PS-01 001
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.75 2.10 ng 53551 Perylene-di12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 78
2 Supraene 410 C30H50 007683-64-9 72
3 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 72
4 Propanoic acid. 2.2-dimethvl-. T... 306 C20H3402 1000164-38-8 53
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 50
Abundance Scan 3028 (19.747 min): BF095096.D (-3025) (-) m/z 69.05 100.00%
69.0
NI 19%i0 19060 1980 2000
RS, e w/z 81.05  53.42%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0

5000 R
19.40 19.60 19.80 20.00

m/z 41.00 23 .44%

137.0
29.0 , | 1050 | 191.0 231.0 273.0 341.0 410.0
e e e L B e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
i B m e o
19.40 19.60 19.80 20.00
5000 m/z 68.10 13.58%
137.0
29.0 105.0 191.0 231.0 273.0 341.0 410.0
e i L B e e e IR B
m/z--> 50 100 150 200 250 300 350 400
Abundance #221228: 1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10,15,1...
69.0 19.40 19.60 19.80 20.00
m/z 95.00 13.10%
5000
07.0
299 | | 1)) y H40 2030 2570 2090 357.0 303,0426.0
L B e e T R
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\

Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

ﬁ?ggle i 13087-01 FK-PS-01 001
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 1H-3a,7-Methanoazulene, oct... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22 .06 2.96 ng 75435 Perylene-d12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 55
2 4-Camphenvlbutan-2-one 206 C14H220 1000140-09-7 40
3 Lonaifolene-(V4) 204 C15H24 061262-67-7 38
4 Lonaifolene 204 C15H24 000475-20-7 35
5 _alpha.-Guaiene 204 C15H24 003691-12-1 30
Abundance Scan 3421 (22.059 min): BF095096.D (-3416) (-) m/z 132.95 100.00%
410 890 1051 130 204.1
161.1
5000 231.0 285.2
255.1
‘ “| | 21.80 22.00 22,20 22.40
- m/z 69.05 98.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64519: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...

204.0
91.0 121.0 161.0

soo0| O 670 s s e
21.80 22.00 22.20 22.40

m/z 121.10 98 .35%

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

43.0 206.0

105.0 133.0 21.80 22.00 22.20 22.40
5000 m/z 81.00 84 _.30%
79.0 173.0

Tmﬁwm‘wmmwm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64306: Longifolene-(V4) R RERRE B
105.0 21.80 22.00 22.20 22.40
410 1330 10 m/z 204.10 82.23%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\

Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

ﬁ?ggle i 13087-01 FK-PS-01 001
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown22.87 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22 .87 2.47 ng 63071 Perylene-d12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Pvran-4-one. 3.5-dimethvl- 124 C7H802 019083-61-5 27
2 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 27
3 4.5-Dimethvl-2-pvrimidone 124 C6H8N20 034939-17-8 22
4 2.4-Diaminophenol 124 C6H8N20 000095-86-3 16
5 1,3-Benzenediol, 2-methyl- 124 C7H802 000608-25-3 16
Abundance Scan 3559 (22.871 min): BF095096.D (-3553) (-) m/z 124.10 100.00%
124.1
5000 4.0
2260 22.80 23.00 23.20
m/z 43.00 49 .50%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #10451: 4H-Pyran-4-one, 3,5-dimethyl-
124.0
5000 56.0 LIS LA B BULELIL L
22. 60 22. 80 23. oo 23. 20
95.0 m/z 229.20 37.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
124.0 _M
2260 22.80 23.00 23.20
5000 m/z 55.00 36.52%
39.0 67.0 9.0
15.0
m/z--> 26 4b eb 8b 160 150 140 1éo 1§0 260 250
Abundance #10334: 4 5- Dlmethyl 2- pyrlmldone LI L L L LB L
124.0 22.60 22.80 23.00 23.20
m/z 147.10 35.08%
5000 55.0
96.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 22.60 22.80 23.00 2320
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\

Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

ﬁ?ggle i 13087-01 FK-PS-01 001
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown23.58 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.58 2.14 ng 54555 Perylene-di12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvlenedioxvmethvlamine. N-meth... 238 C13H22N202 153817-36-8 27
2 Silane. chlorodiethvl(dodec-9-vn... 302 C16H31CIOSi 1000363-59-2 25
3 3.7.11-Trimethyl-dodeca-2.6.10-t... 236 C15H2402 007548-13-2 16
4 2-Hvdroxy-6-methvl-6.7-dihvdro-9... 193 C10H11NO3 1000210-15-9 11
5 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 10
Abundance Scan 3680 (23.582 min): BF095096.D (-3669) (-) m/z 55.10 100.00%
54.1 9.1 121.1
165.1

5000

| M“ 281.0 23.20 23.40 23.60 23.80 24.00
IRRAEE|H B N m/z 96.10 97.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

‘ 193.0

Abundance #92110: Ethylenedioxymethylamine, N-methyl-N-[4-(1-pyrroli...
165.0
42.0
70.0 121.0
5000 TTTT TTTT LR B umi
23.20 23.40 23.60 23. 80 24.00
m/z 121.10 87.33%
195.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
680  109.0
23.20 23.40 23.60 23.80 24.00
5000 135.0 m/z 123.00 84.70%
41.0 163.0
191.0 2310 2730 3909
mmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #90765: 3,7,11-Trimethyl-dodeca-2,6,10-trienoic acid
69.0 23.20 23.40 23.60 23.80 24.00
m/z 125.10 76.84%
41.0
5000
100.0 136 0
193. 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 23.20 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051117\

Data File : BF095096.D

Aca On : 11 May 2017 23:53

Operator : SJ/MA

ﬁ?ggle i 13087-01 FK-PS-01 001
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown23.69 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.69 3.61 ng 92123 Perylene-di12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.3-Benzodioxin-4-one. 2-(1.1... 266 C16H2603 124899-18-9 35
2 Methanone. 1H-imidazol-4-vl(octa... 232 C14H20N20 069393-47-1 35
3 3-Cvclohexen-1-one. 3.5.5-trimet... 138 C9H140 000471-01-2 18
4 2(1H)-Naphthalenone. 4a.5.6.7.8.... 220 C15H240 017408-66-1 15
5 Longifolenaldehyde 220 C15H240 019890-84-7 15

Abundance Scan 3698 (23.688 min): BF095096.D (-3693) (-) m/z 69.05 100.00%

69.0 95.0

5000 1792 205.1

41.0

150.2 231.2

23.40 23.60 23.80 24.00
m/z 95.05 85.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115676: 4H-1,3-Benzodioxin-4-one, 2-(1,1-dimethylethyl)he...

950 1230

23.40 23.60 23.80 24.00
m/z 109.10 62.42%

5000

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

95.0 232.0

137.0 23.40 23.60 23.80 24.00
5000 68.0 m/z 107.10 55.66%

41.0

117.0 mm”mzmo

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

Abundance #17606: 3-Cyclohexen-1-one, 3,5,5-trimethy!l-
96.0 138.0 23.40 23.60 23.80 24.00
: m/z 96.05 51.99%
5000
41.0 67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 23.40 23.60 23.80 24.00

8270-BF050217.M Fri May 12 15:33:17 2017 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051117\

Data File : BF095096.D

Acg On : 11 May 2017 23:53

Operator : SJ/MA

3?22'6 i 13087-01 FK-PS-01 001
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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... 5.01 30.2 ng 708458 1 7.70 469019 20.0
unknown? .37 7.37 98.7 ng 2314530 1 7.70 469019 20.0
n-Hexadecanoic acid 15.92 4.5 ng 179900 4 14.95 808329 20.0
1-Heneicosanol 18.55 4.0 ng 121340 5 18.62 605957 20.0
Squalene 19.75 2.1 ng 53551 6 20.29 510419 20.0
1H-3a,7-Methanoaz... 22.06 3.0 ng 75435 6 20.29 510419 20.0
unknown22 .87 22.87 2.5 ng 63071 6 20.29 510419 20.0
unknown23.58 23.58 2.1 ng 54555 6 20.29 510419 20.0
unknown23.69 23.69 3.6 ng 92123 6 20.29 510419 20.0
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