LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 5.054 524 530 547 rBV 339098 694020 22.29% 2.539%
2 5.684 631 637 665 rBvV 2109728 3093119 99.35% 11.316%
3 6.248 729 733 741 rVB 28266 41184 1.32% 0.151%
4 7.272 901 907 922 rBV 1877494 2969223 95.37% 10.862%
5 7.389 922 927 943 rVB 2392599 3113496 100.00% 11.390%
6 7.725 980 984 995 rVB 503404 572994 18.40% 2.096%
7 7.966 1019 1025 1036 rVB 1991322 2306349 74.08% 8.437%
8 8.625 1131 1137 1146 rBV 1384907 1836964 59.00% 6.720%
9 9.742 1322 1327 1339 rBV 646080 757197 24.32% 2.770%
10 11.518 1623 1629 1633 rBV 2485042 2908364 93.41% 10.640%

11 12.207 1741 1746 1753 rBV 555540 646341 20.76% 2.365%
12 12.571 1803 1808 1817 rBV2 726531 887614 28.51% 3.247%

13 13.418 1948 1952 1957 rVB2 28752 32915 1.06% 0.120%
14 13.865 2023 2028 2043 rBV 1335307 1870229 60.07% 6.842%
15 14.189 2079 2083 2086 rBvV 35929 42588 1.37% 0.156%

16 14.971 2211 2216 2229 rVB 651116 825432 26.51% 3.020%
17 15.942 2377 2381 2391 rVB2 131684 143954 4.62% 0.527%

18 17.030 2562 2566 2569 rBV3 29160 34562 1.11% 0.126%
19 17.300 2606 2612 2616 rBV 2127304 2363076 75.90% 8.645%
20 18.530 2818 2821 2823 rBV 56412 54627 1.75% 0.200%

21 18.565 2823 2827 2835 rVv4 55925 157058 5.04% 0.575%
22 18.636 2835 2839 2849 rVB 610840 702112 22.55% 2.569%
23 19.336 2953 2958 2961 rBV2 35570 46755 1.50% 0.171%
24 19.377 2961 2965 2976 rVB5 30477 85565 2.75% 0.313%
25 20.059 3076 3081 3086 rBV 163677 181277 5.82% 0.663%

26 20.300 3118 3122 3131 rBV 476338 581069 18.66% 2.126%
27 20.783 3199 3204 3210 rVB 97412 142007 4._56% 0.520%

28 20.871 3213 3219 3227 rBvVS 32313 86799 2.79% 0.318%

29 22.106 3423 3429 3436 rBVS 13481 33240 1.07% 0.122%

30 22.224 3445 3449 3455 rVB4 24657 36397 1.17% 0.133%

31 22.506 3492 3497 3506 rVB9 35136 88572 2.84% 0.324%
Sum of corrected areas: 27335099
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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: BF094847.D
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Abundance TIC: BF094847.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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.

5.05 24 .22 ng 694020 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 529 (5.048 min): BF094847.D (-524) (-) m/z 43.00 100.00%
43
59
5000
101 R USRS S IR
51 | 83 | 4.80 5.00 5.20 5.40
SN 1 IS A m/z 59.10 59.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R USRS S IR
4.80 5.00 5.20 5.40
59 101 m/z 101.10 21.98%
21 36, 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.00 14 .83%
41
29 101
50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester O Aa e L R Ea ma
59 480 5.00 5.20 5.40
m/z 41.10 9.24%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W R R S IR
m/z--> 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 : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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 unknown7.39 Concentration Rank 1

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

7.39 108.68 ng 3113500 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 927 (7.389 min): BF094847.D (-922) (-) m/z 131.95 100.00%
32
5000 68
6 L B E
40 ,_ s 75 104 7.00 7.20 7.40 7.60 7.80
o S ol 1 T el S | m/z 68.05 39.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I LA I L
7.00 7.20 7.40 7.60 7.80
78 m/z 134.00 33.16%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.05 23.32%
41 97
53 2 117
34 60 89 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole A
132 7.00 7.20 7.40 7.60 7.80

m/z 69.05 15.39%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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 7
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.49 ng 143954 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 18
Abundance Scan 2381 (15.942 min): BF094847.D (-2377) (-) m/z 73.00 100.00%
43 60 73 L
5000
129
o7 115 149 171 213 LA B BN SN
' 185,00 | 227 256 1560 1580 1600 1620
..w.”.“.m . m/z 43.05 84.48%

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129 L L e e e e B
15.60 15.80 16.00 16.20

m/z 60.00 82.46%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 B e e N Emam e
15.60 15.80 16.00 16.20
5000 o 129 m/z 41.05 68.72%
87 15 tr 214
101 143157 185
AL o i o o o e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 15.60 15.80 16.00 16.20
m/z 55.05 68.39%
5000 129
29
199
. L‘u' 143 157171185 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Data Path

Data Fi
Acq On

Sample
Misc

Operator :

le

ALS Vial

Library Search Compound Report

Z:\HPCHEMI\BNA_F\DATA\BF050317\
BF094847.D

3 May 2017 22:10

SJ/MA

12914-08

10 Sample Multiplier: 1

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

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

= C:\DATABASE\NIST11.L

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 11-Tricosene

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.57 4_47 ng 157058 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 72
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 46
3 n-Nonadecanol-1 284 C19H400 001454-84-8 35
4 1-Eicosanol 298 C20H420 000629-96-9 35
5 4,4-Dimethylpent-2-enal 112 C7H120 1000195-01-6 27

Abundance Scan 2828 (18.571 min): BF094847.D (-2823) (-) m/z 97.10 100.00%
57 9
5000 41
125
8 18.20 18.40 18.60 18.80
m/z 57.05 99.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43
5000 83 DA UL DU AR B
mmmmmmmm
111 m/z 83.05 99.28%
‘ |, 140 168 196 224243 266 294 322
m/z--> %b&%@mmmmmmmmmmm
Abundance
55
18.20 18.40 18.60 18.80
5000 39 111 m/z 55.05 82.37%
83
15
wmwwmmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131392: n-Nonadecanol-1 e  EEERREEa
43 18.20 18.40 18.60 18.80
m/z 43.05 80.85%
5000
2
125 154 182 210 238 266282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18 20 18. 40 18. 60 18 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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 Behenic alcohol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.38 2.44 ng 85565 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 72
2 l1-Heneicosanol 312 C21H440 015594-90-8 72
3 1-Eicosanol 298 C20H420 000629-96-9 58
4 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 46
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 27
Abundance Scan 2966 (19.383 min): BF094847.D (-2961) (-) m/z 83.00 100.00%
55 88
5000 11
33 19.00 19.20 1940 19.60 19.80
207 m/z 55.00 86.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 83
5000 AU B B BN
mmmmwmmmmm
m/z 69.00 77 .37%
\“\ ‘ 167182 210 238 264280 308
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
19.00 19.20 1940 19.60 19.80
5000 111 m/z 57.05 74.72%

29
139 167182 210 238 266 294
wﬁmﬂmﬁwﬁmﬁwﬁm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143256: 1-Eicosanol AN R e e
43 19.00 19.20 19.40 19.60 19.80

m/z 97.05 70.69%

5000

(2]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19. 00 19 20 19. 40 19 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.06 6.24 ng 181277 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3081 (20.059 min): BF094847.D (-3076) (-) m/z 57.05 100.00%
g7
85
5000
113 10:80 20.00 20,20 20.40
141 169 : : : :
...J,.I..J-.ll,al.ﬂ. e m/z 71.05 72.23%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
19.80 20.00 20.20 20.40
29 m/z 43.10 58.26%
UL 77 141 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 10:80 20.00 20,20 20.40
5000 m/z 85.10 54 _43%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57 19.80 20.00 20.20 20.40
m/z 55.00 20.84%
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.78 4.89 ng 142007 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3204 (20.783 min): BF094847.D (-3199) (-) m/z 57.10 100.00%
57
85
5000
LSRR BRI SR BN B
141 169 197 20.40 20.60 20.80 21.00 21.20
|, '” LA SN m/z 71.05 69.26%
m/z--> 50 1 o 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR B
20. 40 20 60 20. 80 21. oo 21. 20
m/z 43.05 59.35%
2 1) M8 1 100 107 a5 23 05 o7
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance
57
o 20,40 20.60 20.80 21.00 21.20
5000 m/z 85.10 55.90%
29 113
141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #153222: Docosane
57 20.40 20.60 20.80 21.00 21.20
m/z 55.00 20.70%
5000 85
290 || M8 141 169 197 225 253 281 310
m/z--> % @ @ ﬁ 250 m @ mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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 unknown20.87 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.87 2.99 ng 86799 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 11
2 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 11
3 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 11
4 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 11
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 11
Abundance Scan 3219 (20.871 min): BF094847.D (-3213) (-) m/z 43.00 100.00%
43
97
7 HSR SR BN SURISA SR
| 281 20.60 20.80 21.00 21.20
e m/z 57.00 80.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate
57
97
5000 LRI UNRAR I RN R
20.60 20.80 21.00 21.20
m/z 71.05 65.24%
27‘ ‘ Hn‘h\% ?9 208237 278 320349 392 437 588
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 20,60 20.80 21.00 2120
5000 m/z 97.10 63.88%
27 139968 200 278307 364 409 460
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triacontyl pentafluoropropionate R e RRRES BEm s L
57 20.60 20.80 21.00 21.20
m/z 58.90 63.55%
97
5000
J 39
27 PL‘ 181 222 264 306336 377 420 465 566
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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 unknown22.51 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.51 3.05 ng 88572 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanamide, N-(2-methoxyphenyl)-_.. 207 C11H13NO3 000092-15-9 22
2 Cyclohexanone, 2,3,3-trimethyl-2._._. 206 C14H220 069296-90-8 18
3 Bicyclo[3.2.2]nona-3,6-dien-2-on... 164 C10H1202 073830-82-7 14
4 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-91-9 10
5 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 10
Abundance Scan 3498 (22.512 min): BF094847.D ( 3492) ) m/z 95.10 100.00%
81 %P 147
55 121
175
219
5000 40 161 || 100 245 267
281 22.20 22.40 22.60 22.80
m/z 205.15 99.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66709: Butanamide, N-(2-methoxyphenyl)-3-oxo-
123 207
108
5000 149
22.20 22.40 22.60 22.80
43 m/z 207 .00 92.37%
28 | 05 Wes | | . . o4 189 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 123
" 22.20 22.40 22.60 22.80
5000 101 m/z 147.10 83.67%
55 69
109 437 206
163
WWWWTWTWTWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33479: Bicyclo[3.2.2]nona-3,6-dien-2-one, 1-methoxy- A e
108 22.20 22.40 22.60 22.80
m/z 81.00 83.14%
5000 39 77 164
L
b MMM h““h‘h@h}ﬂzbn...” S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094847.D

Acq On : 3 May 2017 22:10

Operator : SJ/MA

Sample : 12914-08

Misc :

ALS Vial : 10 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... 5.05 24_.2 ng 694020 1 7.72 572994 20.0
unknown7 .39 7.39 108.7 ng 3113500 1 7.72 572994 20.0
n-Hexadecanoic acid 15.94 3.5 ng 143954 4 14.97 825432 20.0
11-Tricosene 18.57 4.5 ng 157058 5 18.64 702112 20.0
Behenic alcohol 19.38 2.4 ng 85565 5 18.64 702112 20.0
Heptacosane 20.06 6.2 ng 181277 6 20.30 581069 20.0
Hexacosane 20.78 4.9 ng 142007 6 20.30 581069 20.0
unknown20.87 20.87 3.0 ng 86799 6 20.30 581069 20.0
unknown22 .51 22.51 3.0 ng 88572 6 20.30 581069 20.0
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