LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104377.D

Aca On > 9 Apr 2018 17:30 Instrument :

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

3?22'6 : J2155-05 NB-01-040618-C

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
Title

Signal

peak R.T.
# min

abrwNPE
)]
\l
I
a1

(@R {cNec R NNe))
(o)
(o0
o
IS

12.639
12.921

13.810
13.968
14 .451
15.004
15.086

15.427
15.945

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

first

TIC

max 1
scan

rBv
rBv
rBv3
rvB
rBv

rBv
rBv

peak
heiaht
142467
3271516
85625
52254
118687

3321625
3711292
1072756
3301324
2222314

1434205
3914414
543963
83630
1301026

123471
38673
2625414
116201
53307

1298247
304245
71151
38522
3187301

490762
892675
66827
24367
37594

665649
75888
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corr.
area
207883
3863458
72283
47256
210868

3890835
3934892

835094
3010742
2535287

1123115
4060034
404951
69829
1210515

97801
49171
2487789
122776
47471

1088460
317258
58685
43683
3054859

478257
790724
84568
44942
42055

827198
121146

corr.
% max.
5.12%
95.16%
1.78%
1.16%
5.19%

95.83%
96.92%
20.57%
74.16%
62 .44%

27 .66%
100.00%
9.97%
1.72%
29.82%

2.41%
1.21%
61.28%
3.02%
1.17%

26.81%
7.81%
1.45%
1.08%

75.24%

11.78%
19.48%
2.08%
1.11%
1.04%

20.37%
2.98%

% of

total

0.590%
10.965%
0.205%
0.134%
0.598%

11.043%
11.168%
2.370%
8.545%
7.196%

3.188%
11.523%
1.149%
0.198%
3.436%

0.278%
0.140%
7.061%
0.348%
0.135%

3.089%
0.900%
0.167%
0.124%
8.670%

1.357%
2.244%
0.240%
0.128%
0.119%

2.348%
0.344%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104377.D

Aca On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample = J2155-05

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 35233885
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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

Z:\HPCHEM1I\BNA F\DATA\BF040918\

BF104377.D

9 Apr 2018 17:30

JussJ

J2155-05

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104377.D

5.42

5.03

5.75 63@7

6.57
6.44

6.80

6.96

7.37

0

Time-->

5.50

5.00

1
2.50

3.00

3.50

4.00

4.50 6.00

N
LI B B B EE B B B A |

6.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104377.D
17

10.63

9.84 11.33

9.56

A 11.86
10.27
0. :2710.49

10.75

11.1

12.4112 6

12.92

4

Or—
Time-->

D
LI B LI B

9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000/ 13:81

0

TIC: BF104377.D

13.97

15.43

14.45 1516009 15.94

Time-->

14.00

16.50 17.00 17.50

14.50 15.00 15.50 16.00

18.00 18.

50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104377.D

Aca On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample : J2155-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 6

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

5.03 4.98 ng 207883 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 500 (5.028 min): BF104377.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101 SRR SR U
53 83 | 460 4.80 5.00 5.20 5.40
Y TSRS oML M m/z 59.05 57.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR DL R
59 460 4.80 5.00 520 5.40
m/z 101.00 22.01%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520 540
5000 m/z 58.00 17.12%
55
27
15
37 49 63 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— S LA L L B
43 460 4.80 5.00 5.20 5.40
m/z 41.00 9.02%
5000
101
15 97 5 71
S SR N[ - P £ S - S N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104377.D

Aca On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample : J2155-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 5

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

6.07 5.05 ng 210868 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 90
2 Ethane. l1-methoxv-2-(methoxvmeth... 120 C5H1203 074498-88-7 64
3 Ethane. 1.2-dimethoxv- 90 C4H1002 000110-71-4 47
4 Carbonic acid. dimethvl ester 90 C3H603 000616-38-6 36
5 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 32

Abundance Scan 677 (6.069 min): BF104377.D (-673) (-) m/z 45.00 100.00%
45
5000 59 J\}\
75 Tlo "'ésb"éob"ézb' P
et el el e || M7z 58.95  47.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9259: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 IRREE AR "|""|""
5.80 6.00 6.20 6.40
31 90 m/z 58.05 24 .59%
15 ‘ 75
"w'm'w?§m'“'wh“l“'w'“'w'“l“'w'“'ﬁ?“l“'w'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
'”'P"WM\'I”'W"”
580 6.00 6.20 6.40
5000 m/z 90.00 15.33%
a1 59
39 75 0 105 119
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2307: Ethane, 1,2-dimethoxy- ....,....,....,....,..../
45 580 6.00 6.20 6.40
m/z 89.00 14.71%
5000
29 60
90
“'w+?|'“ﬂw'“|L'w'“bw'“|J$w'“'w'“|“'w'”'w'“ URRAEAREE SRS RSN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104377.D

Aca On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample : J2155-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.57 Concentration Rank 1

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

6.57 94 .24 ng 3934890 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 762 (6.569 min): BF104377.D (-758) (-) m/z 132.00 100.00%
5000 68
40 g 54 | 75 % 620 640 6.60 6.80 7.00
62 : : : :
et B 02l S e L s W miz 68.05  42.24%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR AR AR SRR
6.20 6.40 6.60 6.80 7.00
0
31384451 78 m/z 134.00 32.20%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
o7 620 640 6.60 6.80 7.00
5000 m/z 66.00 26.81%
70
52
sl 44 60 78 gg 105 116
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e et
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.77%
5000
104
51 65 78
'"'I"'a?""iu"'l'ﬁl'l"JMI'"'?%"'I'J"I'}}7I""It" T AR R SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104377.D

Aca On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample : J2155-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.26 ng 122776 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 90
2 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1473 (10.751 min): BF104377.D (-1469) (-) m/z 57.05 100.00%
g7
5000 8
113 10.40 10.60 10.80 11.00
141
b e W/z 71.05  75.96%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 NN SN
a5 10.40 10.60 10.80 11.00
29 m/z 43.10 62.02%
J‘L L J 113 141 169 197 226
m/z--> 50 160 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.05 51.37%
85
29
127 156
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T T T TR
57 10.40 10.60 10.80 11.00
m/z 41.05 28.85%
5000
85
297 | 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104377.D

Aca On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample : J2155-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 5.83 ng 317258 Phenanthrene-d10 11.33
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 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
Abundance Scan 1662 (11.863 min): BF104377.D (-1658) (-) m/z 73.00 100.00%
73
43 60

5000 129

—

213
RS B REE mama s R

L J{ 143157171185 100 | 57 256 11.60 11.80 12.00 12.20

el m/z 60.00 79.03%
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

11.60 11.80 12.00 12.20

m/z 43.05 76.67%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
A e e e
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 68.18%
29 g7
199
101115 143457991185 213 242
15 226
B w2 B R A m ma e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid LR A ma e sy
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 63.29%
5000 129
29 171
115
214
| | T } ‘ 143157 ‘ 185
,.l..‘,‘.‘..”lﬂ,.“.” P S Y Y N AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104377.D

Aca On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample : J2155-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.81 12.10 ng 478257 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 1993 (13.810 min): BF104377.D (-1990) (-) m/z 57.05 100.00%

5

7

5000

139 13.40 13.60 13.80 14.00 14.20

168 196 230 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83

m/z 83.05 98.90%

5000 LI L L L L L L LB
1340 13.60 13.80 14.00 14.20
29 m/z 43.10 91.41%
e 167 196 224 252 280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
R SRS s
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.10 89.76%
29 139

167 195 222 250 280 308 336
mmwﬂwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #175127: Trifluoroacetoxy hexadecane e AARRETEe
57 13.40 13.60 13.80 14.00 14.20
97 m/z 69.05 87.60%
5000
29 125
Il LA h 154 179196 224 571269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00 14 20

8270-BF040618.M Tue Apr 10 12:07:19 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104377.D

Aca On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample : J2155-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.45 2.14 ng 84568 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Octadecane 254 C18H38 000593-45-3 92
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
4 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 86
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 74
Abundance Scan 2102 (14.451 min): BF104377.D (-2098) (-) m/z 57.05 100.00%
g7
5000 \/q‘/\/h
111 R UM BRI SUNBILA SR
139 163183 211 239 283 1420 14.40 14.60 14.80
m/z 71.05 72 .43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 LR UM UL SRR SR
14.20 14.40 14.60 14.80
29 m/z 43.00 65.67%
|| ‘ [ ulﬁ 141 169 197 240
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
1420 1440 14,60 14.80
5000 85 m/z 85.05 50.90%
29 113 141 169 197 995 254
m/z--> 50 100 150 200 250 300 350 400
Abundance #200447: Sulfurous acid, butyl heptadecy! ester B B a o
57 14.20 14.40 14.60 14.80
m/z 69.00 38.35%
5000
85
i ‘ | )] 1 160 51029 oe
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104377.D

Aca On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample : J2155-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.93 ng 121146 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 93
Abundance Scan 2355 (15.939 min): BF104377.D (-2351) (-) m/z 57.00 100.00%
T /\\J\%J\A/\/\w/\
5000
hmlss 177 g0 267 15,60 15.80 16.00 16.20
L i A m/z 83.10 98.71%
m/z--> 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
5 7
5000 L A SUGIR UL IR
125 15.60 15.80 16.00 16.20
m/z 97.10 97.36%
) L 153 181 200 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
15,60 15.80 16.00 16.20
5000 11 m/z 43.10 84.69%
29
139 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R e EEAER R
83 15.60 15.80 16.00 16.20
m/z 69.00 83.21%
5000 1
‘\ y ” H ‘L ‘L J\ n 167 196 224 252 280 308
m/z--> 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
Data File : BF104377.D

Acq On : 9 Apr 2018 17:30

Operator : JU/SJ

Sample - J2155-05

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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... 5.03 5.0 ng 207883 1 6.80 835094 20.0
Ethanol, 2-(2-met... 6.07 5.0 ng 210868 1 6.80 835094 20.0
unknown6 .57 6.57 94.2 ng 3934890 1 6.80 835094 20.0
Hexadecane 10.75 2.3 ng 122776 4 11.33 1088460 20.0
n-Hexadecanoic acid 11.86 5.8 ng 317258 4 11.33 1088460 20.0
Behenic alcohol 13.81 12.1 ng 478257 5 13.97 790724 20.0
Heptadecane 14 .45 2.1 ng 84568 5 13.97 790724 20.0
1-Heptacosanol 15.94 2.9 ng 121146 6 15.43 827198 20.0
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