LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample : J2255-04

Misc :

ALS Vial : 43 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-BF040618.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 4.999 492 495 502 rvB 123107 121482 3.61% 0.563%
2 5.404 559 564 567 rBV 900966 855231 25.42% 3.964%
3 6.416 732 736 744 rVB 682347 534238 15.88% 2.476%
4 6.563 757 761 765 rBVY 1840479 1673784 49.75% 7.757%
5 6.804 798 802 805 rBV 995827 869920 25.86% 4.032%
6 6.957 824 828 832 rVB 2575246 2345459 69.71% 10.870%
7 7.369 892 898 901 rBVY 1901722 1858538 55.24% 8.613%
8 8.087 1016 1020 1023 rBV 1400616 1144295 34.01% 5.303%
9 9.163 1198 1203 1206 rBvY 3663412 3364432 100.00% 15.592%
10 9.239 1213 1216 1218 rBV 57781 45382 1.35% 0.210%

11 9.557 1266 1270 1273 rBV 253654 225016 6.69% 1.043%
12 9.769 1303 1306 1309 rBvV 146042 126035 3.75% 0.584%
13 9.839 1314 1318 1322 rVB2 1413398 1208188 35.91% 5.599%
14 10.092 1358 1361 1365 rBV2 35937 35383 1.05% 0.164%
15 10.269 1384 1391 1394 rBV 173323 159676 4._.75% 0.740%

16 10.492 1423 1429 1431 rBV 47495 62302 1.85% 0.289%
17 10.628 1447 1452 1455 rBV 1332064 1155228 34.34% 5.354%
18 10.745 1469 1472 1480 rVB 153159 145928 4_.34% 0.676%
19 11.192 1546 1548 1551 rBV2 55281 43081 1.28% 0.200%
20 11.328 1567 1571 1574 rBV 1094926 921455 27 .39% 4_.270%

21 11.851 1657 1660 1670 rBv4 60113 60821 1.81% 0.282%
22 12.027 1687 1690 1695 rVB2 46607 39881 1.19% 0.185%
23 12.739 1807 1811 1814 rBV 200538 150622 4.48% 0.698%
24 12.916 1837 1841 1845 rBV 2455519 2361430 70.19% 10.944%
25 13.445 1927 1931 1934 rBV 124721 101532 3.02% 0.471%

26 13.810 1990 1993 2003 rBV 136099 147019 4._.37% 0.681%
27 13.969 2016 2020 2023 rBV 909434 818451 24.33% 3.793%

28 15.086 2206 2210 2216 rBV 36652 43605 1.30% 0.202%
29 15.427 2262 2268 2272 rBV 619005 753342 22.39%% 3.491%
30 15.463 2272 2274 2284 rVB 37133 44751 1.33% 0.207%
31 15.892 2343 2347 2352 rBV2 28691 42236 1.26% 0.196%
32 16.398 2425 2433 2445 rVB3 28885 57582 1.71% 0.267%
33 17.445 2604 2611 2620 rVB7 28318 61032 1.81% 0.283%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample : J2255-04

Misc :

ALS Vial : 43 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: 21577357
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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\BF040618\

BF104349.D
7 Apr 2018 10:43
JussJ
J2255-04
43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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15.09 .46 15.89 16.40 17.44

Time-->

14.00

17.50 18.00 18.50 19.00

14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample = J2255-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 6

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

5.00 2.79 ng 121482 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 50
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (4.999 min): BF104349.D (-492) (-) m/z 43.00 100.00%
43
59
5000
T 250 450 800 5% 50
83 : : : : :
.,....','....'|,....,....,|....,....,....,....,....,2.0.7.. m/z 59.00 56.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR
4.60 4.80 500 5.20 5.40
59 101 m/z 101.00 22.09%
T %Z“'T“' ,,|,§9 '??""l""l N P SR SR B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 4.80 5.00 520 5.40
5000 101 m/z 58.00 17.84%
27 42 116
73 84
mz-> 20 40 60 8 100 120 140 160 180 200
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- A| LI L L LB L L B
50 4.60 4.80 500 5.20 5.40
m/z 41.10 8.75%
41
5000
86
N "'IM' ““i'?? '|'M' }?%"' LA DAL DAL UURLE B SRS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample = J2255-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.56 Concentration Rank 2

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

6.56 38.48 ng 1673780 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 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 760 (6.557 min): BF104349.D (-757) (-) m/z 132.00 100.00%
132
5000 68
6 rrTTTyTTT T T T T T T
40 sy | 75 104 ‘ 6.20 6.40 6.60 6.80
..,....,....,...:I'.'..?,::.??...'....,..5.‘.7,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.10 43.08%
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 LI SR S
6.20 6.40 6.60 6.80
78 m/z 134.00 30.85%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 27 .51%
104
66
14 27 37 4451 58 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R
132 6.20 6.40 6.60 6.80
m/z 69.10 17.15%
5000
104
63
3?\ 5} ‘ \\ %0 17 \
! Ll | I |
m/z--> 10 20 30 40 50 éo 70 80 90 100 1i0 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample = J2255-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tridecane Concentration Rank 9

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

9.77 2.09 ng 126035 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1306 (9.769 min): BF104349.D (-1303) (-) m/z 57.05 100.00%
57
43 71
5000 85
99 9.40 9.60 9.80 10.00
113
e P ABe I h7 43.05 72.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 37
71
5000
85 9.40 9.60 9.80 10.00
29 m/z 71.10 67.03%
mmhuﬁ\%mMmm 154
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 57
71 9.40 9.60 9.80 10.00
5000 o m/z 85.05 41 .98%
29
99 113 127 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 200 250
Abundance #48894: Decane, 2,3,5-trimethyl-
57 9.40 9.60 9.80 10.00
43 m/z 41.05 31.87%
71
5000 85
141
99
'"I'd"H"'Hl'ﬂ"l"'““'}}?l""J"" }§?' T T T SRR RN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample = J2255-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.27 2.64 ng 159676 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 83
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 1391 (10.269 min): BF104349.D (-1384) (-) m/z 57.05 100.00%
5
5000
—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—r
99 140 10.00 10.20 10.40 10.60
m/z 43.05 66.71%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94346: Heptadecane
57
5000 LN BN UGN BRI RO
10.00 10.20 10.40 10.60
99 m/z 71.05 59.31%
Al Mes 20
m/z--> o 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
10.00 10.20 10.40 10.60
5000 m/z 85.10 40.31%
99
26 141 183 225 296
m/z--> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241527: Tetratetracontane
57 10.00 10.20 10.40 10.60
m/z 41.00 34.97%
5000
97
w 141 183 225 267 309 351 393 463 505 561 603
m/z--> c') 5'0 100 1&'30 200 250 300 350 400 450 5(')0 5&'30 6(I)O 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample = J2255-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.75 3.17 ng 145928 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86

Abundance Scan 1473 (10.751 min): BF104349.D (-1469) (-) m/z 57.10 100.00%
57
5000 85
113 10,40 10.60 10.80 11.00
141
e Tm/z 71.05  79.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
5000 85 AUV SRR
10.40 10.60 10.80 11.00
29 m/z 43.10 65.06%
| ‘L ‘\ b u‘l‘ 141 169 197 226
m/z--> §0 160 1éo 260 250 360 350 460
Abundance
57
10,40 10.60 10.80 11.00
5000 g5 m/z 85.10 52.17%
29 113
141162183 211231252273 301322343 371 414
m/z--> §0 160 1éo 260 2%0 360 3%0 460
Abundance #175557: Tetracosane N e R o
7 10.40 10.60 10.80 11.00
m/z 41.05 33.92%
5000 85
29

| | 113 141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350 400 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample = J2255-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, 1,1-dime...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.74 3.68 ng 150622 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
3 Nipecotic acid 129 C6H11NO2 000498-95-3 50
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 43
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 42

Abundance Scan 1811 (12.739 min): BF104349.D (-1807) (-) m/z 56.10 100.00%
56
5000 23
g7 129 239257 AU AR
3 i . 185 213 a1 12.40 12.60 12.80 13.00
e m/z 57.05 58.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 12.40 12.60 12.80 13.00
m/z 43.05 39.91%
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 300
Abundance
56
12.40 12.60 12.80 13.00 |
5000 m/z 41.05 38.09%
29 3 129 230 2>
97 113 157 185 213 og3 312
R R R R R KR A LRSS LS LR LR LARR LSS AR AR SRR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12841: Nipecotic acid
12.40 12.60 12.80 13.00
m/z 73.00 33.90%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12140 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample = J2255-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 8 Butyl myristate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.45 2.48 ng 101532 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 80
2 Nipecotic acid 129 C6H11NO2 000498-95-3 50
3 Oxirane. 2.3-bis(1l-methvlethvl)-_.. 128 C8H160 054644-32-5 32
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 30
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 30
Abundance Scan 1932 (13.451 min): BF104349.D (-1927) (-) m/z 56.00 100.00%
56
5000
3 129 285
267
3 9|7 ‘ 185 4 241 l \ 340 13.20 13.40 13.60 13.80
m.'ﬁ i 1207 ] L 30 Tw/z 57.10 0 64.12%
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56
5000 229 13.20 13.40 13.60 13.80
73 0
, “ lm_]zg 185 284 m/z 41.05 40.92%
|||‘|||“U‘|‘M‘|‘h|‘ Iu‘\l ‘::157|‘|‘||‘|‘l |‘2|5§||‘|||||||
m/z--> 50 100 150 200 250 300
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 43.05 40.35%
30 84 129
101
m/z--> " 50 100 150 200 250 300
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans- R R b
56 13.20 13.40 13.60 13.80
m/z 73.00 37.49%
5000
73
B -
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104349.D

Aca On : 7 Apr 2018 10:43

Operator : JU/SJ

Sample = J2255-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.59 ng 147019 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 91
Abundance Scan 1993 (13.810 min): BF104349.D (-1990) (-) m/z 57.05 100.00%
a7
5000 111
l | 139 13.40 13.60 13.80 14.00 14.20
by 28 'm/z 83.00 93.55%
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 8
5000
1 13.40 13.60 13.80 14.00 14.20
2 m/z 55.10  90.02%
.“!th‘.wﬂi “M ﬂ\lh}?gr‘}§8ll?lf%ol ?%8| 266 295
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 43.05 88.02%
29
139 167 106 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol TR T T
57 7 13.40 13.60 13.80 14.00 14.20
m/z 97.10 80.47%
5000
125
21 L i L , 15 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
Data File : BF104349.D

Acq On 7 Apr 2018 10:43

Operator : JU/SJ

Sample - J2255-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.00 2.8 ng 121482 1 6.80 869920 20.0
unknown6 .56 6.56 38.5 ng 1673780 1 6.80 869920 20.0
Tridecane 9.77 2.1 ng 126035 3 9.84 1208190 20.0
Heptadecane 10.27 2.6 ng 159676 3 9.84 1208190 20.0
Hexadecane 10.75 3.2 ng 145928 4 11.33 921455 20.0
Hexadecanoic acid... 12.74 3.7 ng 150622 5 13.97 818451 20.0
Butyl myristate 13.45 2.5 ng 101532 5 13.97 818451 20.0
Dichloroacetic ac... 13.81 3.6 ng 147019 5 13.97 818451 20.0
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