LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060617\

Data File : BF095723.D

Acq On 6 Jun 2017 22:40 Instrument :
Operator : SJ/MA BNA_F

Sample - 13478-05 ClientSampleld :
Misc : 337-COMP

ALS Vial : 13 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-BF060517 .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 1.810 35 38 48 rVB4 14649 30024 1.34% 0.161%
2 4.604 509 513 532 rBvY 57049 175737 7.87% 0.942%
3 5.275 623 627 659 rBvV 1153235 1943154 86.98% 10.415%
4 6.939 905 910 922 rBV 1240711 1871549 83.78% 10.031%
5 7.039 922 927 937 rVB 1530876 2125061 95.12% 11.390%
6 7.381 981 985 1001 rBB 378461 488787 21.88% 2.620%
7 7.622 1020 1026 1044 rBV 1169677 1606515 71.91% 8.610%
8 8.298 1136 1141 1175 rBV 856574 1198877 53.66% 6.426%
9 9.410 1326 1330 1346 rBV 485311 647256 28.97% 3.469%
10 11.198 1627 1634 1650 rBV 1691019 2234009 100.00% 11.974%

11 11.886 1747 1751 1764 rBV 167069 203256 9.10% 1.089%
12 12.233 1805 1810 1816 rBV2 547897 660187 29.55% 3.538%

13 12.280 1816 1818 1826 rVB3 18303 22880 1.02% 0.123%
14 13.098 1950 1957 1962 rBV 25721 32654 1.46% 0.175%
15 13.527 2025 2030 2044 rVvVv 817963 1070276 47.91% 5.736%
16 13.863 2083 2087 2094 rBV 27612 41392 1.85% 0.222%
17 14.627 2213 2217 2222 rVV 462142 594117 26.59% 3.184%
18 14.663 2222 2223 2233 rVB 33711 46346 2.07% 0.248%
19 15.157 2302 2307 2313 rBV2 16477 23062 1.03% 0.124%

20 15.645 2385 2390 2396 rBV2 132451 161520 7.23% 0.866%

21 16.445 2519 2526 2532 rBV 71732 86697 3.88% 0.465%
22 16.751 2572 2578 2586 rBV 106852 149231 6.68% 0.800%
23 16.998 2615 2620 2624 rBV 1304214 1535222 68.72% 8.228%
24 18.256 2829 2834 2843 rBV2 97275 152794 6.84% 0.819%
25 18.339 2843 2848 2853 rBV 413841 472546 21.15% 2.533%

26 18.421 2858 2862 2866 rVB 24998 30387 1.36% 0.163%
27 19.056 2966 2970 2978 rVB 28660 40160 1.80% 0.215%
28 19.492 3040 3044 3047 rVB 40293 42831 1.92% 0.230%
29 19.574 3054 3058 3062 rBV2 59401 63957 2.86% 0.343%
30 19.615 3062 3065 3069 rBvV 30683 38520 1.72% 0.206%
31 19.797 3089 3096 3103 rBV2 84794 168287 7.53% 0.902%
32 19.962 3121 3124 3128 rVB 27870 27592 1.24% 0.148%
33 20.003 3128 3131 3144 rBV 321561 417748 18.70% 2.239%
34 20.274 3174 3177 3184 rVB7 17653 27181 1.22% 0.146%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.462 3204 3209 3212 rBV 51983 73414 3.29% 0.393%
36 20.492 3212 3214 3220 rVB6 25601 38777 1.74% 0.208%
37 21.039 3303 3307 3314 rBV5 18588 31231 1.40% 0.167%
38 21.268 3342 3346 3351 rVB3 17244 31281 1.40% 0.168%
39 21.550 3389 3394 3398 rBV5 10638 25495 1.14% 0.137%
40 23.033 3641 3646 3654 rVB9 11596 27725 1.24% 0.149%

Sum of corrected areas: 18657735
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_F\DATA\BF060617\

BF095723.D

6 Jun 2017 22:40

SJ/MA

13478-05

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095723.D
7.04
1500000
6.94
5.27 7.62
1000000
8.30
500000
7.38
1.81 4.60
o= T S S e
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 8.00 8.50 9.00
Abundance TIC: BF095723.D
11.20
1500000
1000000
13.53
12.23
500000 9:41 14.63
11.89 15.64
o 28 13.10 13.86 14.66 1516 16.44
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: BF095723.D
1500000
17.00
1000000
500000 18.34
20.00
6.75 18.26
19 79, 4
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:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
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 4

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

4.60 7.19 ng 175737 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 512 (4.598 min): BF095723.D (-509) (-) m/z 43.00 100.00%
43
59
5000
101 e
83 | 420 440 460 480 5.00
o) SR 17 MDDV | RS MSSAT T S m/z 59.00 58.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL R AR L
59 420 4.40 4.60 4.80 5.00
m/z 101.00 21.57%
15 31 101
o . 25.° 37, 53 83 \
miz--> N N A PPN
Abundance
43
420 440 460 480 500
5000 m/z 58.00 15.06%
55
o 37 49 63 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methy!- e
43 420 440 460 480 5.00
m/z 41.10 9.30%
5000
101
15 97 71
0 | 1,33 |l 49 %62 | 77 86
m/z--> 10 20 30 40 50 60 70 80 90 1(')0 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
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 unknown7.04 Concentration Rank 1

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

7.04 86.95 ng 2125060 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 927 (7.039 min): BF095723.D (-922) (-) m/z 132.00 100.00%
5000 o8
0 st || 7o Tasns | ok 7o 150 T
Ol gyl 7 87 LMO1S L m/z 68.05 36.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S R RS LR I
6.80 7.00 7.20 7.40
2 51 78 m/z 134.00 32.74%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 680 7.00 7.20 7.40
5000 gg 116 m/z 66.00 21.89%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A E e e S Raa
132 6.80 7.00 7.20 7.40
m/z 69.10 13.77%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 |
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
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 6
R.T. EstConc Area Relative to ISTD R.T.
15.64 5.44 ng 161520 Phenanthrene-d10 14.63
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 2389 (15.639 min): BF095723.D (-2385) (-) m/z 73.10 100.00%
60 73
5000 129
S 149 SN VNS
g8 115 171185 160213 0 g 15.40 15.60 15.80 16.00
0 m/z 43.10 94 _.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
15.40 15.60 15.80 16.00
213 m/z 60.00 88.50%
0 i 143 BT 169
m/z--> 2blllﬁb"'éollléo 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 1540 15.60 15.80 16.00
5000 - 129 m/z 57.10 81.28%
87 242
143 199
115 185
101 157 171 213
O e L B L e Mo AR,
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid
43 6073 15.40 15.60 15.80 16.00
m/z 41.00 75.23%
5000 29 s
T7 115 ‘ 71 214
T O -2 W - 0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
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.
18.26 6.47 ng 152794 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 2835 (18.262 min): BF095723.D (-2829) (-) m/z 83.10 100.00%
57 83
5000 11
]139 234 18.00 18.20 18.40 18.60
ot i wsy - — m/z 57.00 99.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000
18.00 18.20 18.40 18.60
29 m/z 97.10 91.16%
0 \“ 1h \ “ H \H\ m \ h \167 196 238 266 294
m/z--> 50 oo 2éo 360 3%0 460
Abundance
57
83
18.00 18.20 18.40 18.60
5000 111 m/z 55.00 84 .95%
29 139 169 210 255 406
o— e L d Ly
m/z--> §o 160 1%0 200 2%0 360 3%0 460
Abundance #166292: Behenic alcohol A N i
56 83 mmmmmmmm

m/z 43.00 80.20%

5000 1
29
N A \ ; .167 196 224 252 280 308

T
m/z--> 50 100 150 200 250 300 350 400 18. OO 18 20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
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 9
R.T. EstConc Area Relative to ISTD R.T.
19.49 2.05 ng 42831 Perylene-d12 20.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 _psi.,.psi.-Carotene, 7,7",8,8%,... 547 C40H66 000502-62-5 90
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 Supraene 410 C30H50 007683-64-9 80
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 3044 (19.492 min): BF095723.D (-3040) (-) m/z 69.10 100.00%
g9
41 L
l |wlm 1920 19.40 19.60 19.80
Ol ".'l"l"""'.......,....,....,........,....,....,. m/z 81.05 54 _07%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215931: Squalene
69
5000 w

41 mmwmmmmm
m/z 41.00 20.94%

NENIN I M |91 231 273 341368 410
,.”., ST L (MR s M
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
SN
19.20 19.40 19.60 19.80
5000 m/z 121.10 14.45%
4 10983
o 191 245273301 341368 409437 477505 546
DSMMRE W R B S VISR MM s S B S A S B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...

69 19.20 19.40 19.60 19.80
m/z 137.10 14 .38%

5000 41

111
‘\L Iy 149 192 231 273 315 356384

ol L e 23 S S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
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 Heptadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.57 3.06 ng 63957 Perylene-d12 20.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 90
2 17-Octadecenal 266 C18H340 056554-86-0 87
3 Hexadecanal 240 C16H320 000629-80-1 83
4 16-Octadecenal 266 C18H340 056554-87-1 80
5 14-Heptadecenal 252 C17H320 1000144-58-0 80
Abundance Scan 3057 (19.568 min): BF095723.D (-3054) (-) m/z 57.10 100.00%

5000

19.20 19.40 19.60 19.80
m/z 43.05  81.40%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal

5000

19!20 19.I4O 19!60 19.I80
0 m/z 82.00 81.33%

. 124138150166180194208 236 254
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
43
96 19.20 19.40 19.60 19.80
5000 m/z 96.10 57.07%
29
1o,
15 138157 1681821962102242382°2 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal

19.20 19.40 19.60 19.80
m/z 41.00 55.51%

5000

1105,

138152166180 196 222

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.80 8.06 ng 168287 Perylene-di12 20.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 90
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 87
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 87
Abundance Scan 3096 (19.797 min): BF095723.D (-3089) (-) m/z 57.05 100.00%
5 og
5000 111
| l | 158 101 19.40 19.60 19.80 20.00 20.20
O e I e m/z 83.05 79 .50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57 g3
5000 AR SR BRI S
10.40 19.60 19.80 20.00 20.20
29 m/z 55.00 79 .05%
. ‘ 9‘168 196 54 240
m/z--> 50 200 250 300 350 400
Abundance
57
97 LRI SRR SRS SN B
19.40 19.60 19.80 20.00 20.20
5000 m/z 97.10 77.92%
29 125
0 154 196 224 269 320
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate e a e
57 g7 19.40 19.60 19.80 20.00 20.20
m/z 43.10 76.47%
5000
125
L 2Ll l\w 193 182 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.46 3.51 ng 73414 Perylene-di12 20.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-methyloctacosane 408 C29H60 1000376-72-8 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 3209 (20.462 min): BF095723.D (-3204) (-) m/z 57.05 100.00%
57
85
5000
141 169 103 - 20,20 20.40 20.60 20.80
0 m/z 71.05 65.60%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 BB ARSARE
mmmmmmmm
m/z 85.05 56.83%
29 113 141
oLl h i j | | X4 169 197 225 253 281 309 337 365 3%4
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
85 20.20 20.40 20.60 20.80
5000 m/z 43.05 55.29%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #215181: 2-methyloctacosane A EAREE ma S
57 20.20 20.40 20.60 20.80
m/z 55.10 25.21%
5000 85
113
o 2. “.‘J\ |77 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2éo 360 3éo ' 2020 2040 2060 2080
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095723.D

Acq On : 6 Jun 2017 22:40

Operator : SJ/MA

Sample - 13478-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.60 7.2 ng 175737 1 7.38 488787 20.0
unknown? .04 7.04 87.0 ng 2125060 1 7.38 488787 20.0
n-Hexadecanoic acid 15.64 5.4 ng 161520 4 14.63 594117 20.0
1-Heneicosanol 18.26 6.5 ng 152794 5 18.34 472546 20.0
Squalene 19.49 2.0 ng 42831 6 20.01 417748 20.0
Heptadecanal 19.57 3.1 ng 63957 6 20.01 417748 20.0
Pentafluoropropio... 19.80 8.1 ng 168287 6 20.01 417748 20.0
Octacosane 20.46 3.5 ng 73414 6 20.01 417748 20.0
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