LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 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-BF010918.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 4.922 477 482 491 rVB 161248 236798 7.17% 0.824%
2 5.334 547 552 555 rBY 3202399 3220501 97.48% 11.206%
3 6.363 721 727 730 rBVY 2984152 3186659 96.45% 11.089%
4 6.492 744 749 752 rBVY 3373930 3229243 97.74% 11.237%
5 6.716 784 787 791 rBV 952992 797728 24.15% 2.776%
6 6.875 810 814 817 rBVY 2990938 2517454 76.20% 8.760%
7 7.286 878 884 887 rBVY 2149774 2037933 61.68% 7.091%
8 7.469 911 915 921 rVB 44513 36867 1.12% 0.128%
9 7.998 1001 1005 1009 rBV 1153541 1042197 31.55% 3.627%
10 9.080 1183 1189 1192 rBV 3633823 3303842 100.00% 11.496%

11 9.475 1251 1256 1258 rBV 267186 233805 7.08% 0.814%
12 9.686 1288 1292 1295 rBV 159094 115561 3.50% 0.402%
13 9.751 1299 1303 1307 rVB 1090974 1015404 30.73% 3.533%
14 10.186 1373 1377 1380 rVB 169376 140036 4.24% 0.487%
15 10.404 1408 1414 1416 rBV 42908 54162 1.64% 0.188%

16 10.539 1431 1437 1441 rBV 1690827 1660448 50.26% 5.778%
17 10.657 1454 1457 1465 rVB 144487 141928 4 _30% 0.494%
18 11.104 1530 1533 1536 rBvV 70663 57916 1.75% 0.202%
19 11.233 1552 1555 1559 rBvV 924873 846084 25.61% 2.944%
20 12.645 1791 1795 1798 rBV 294282 223970 6.78% 0.779%

21 12.721 1805 1808 1811 rVB 94132 75086 2.27% 0.261%
22 12.821 1821 1825 1828 rBV 2291805 2129279 64.45% 7.409%
23 13.304 1902 1907 1911 rBVZ2 31788 37232 1.13% 0.130%

24 13.351 1911 1915 1918 rBV 158192 134481 4_.07% 0.468%
25 13.715 1973 1977 1982 rBV 235158 232980 7.05% 0.811%

26 13.874 1999 2004 2007 rBV 730482 717086 21.70% 2.495%

27 14.039 2029 2032 2038 rBV 49304 44547 1.35% 0.155%
28 14.345 2080 2084 2090 rBVZ2 65298 82659 2.50% 0.288%
29 14.639 2129 2134 2139 rBV3 45516 62012 1.88% 0.216%
30 14.962 2185 2189 2192 rBV 40591 43336 1.31% 0.151%
31 15.292 2240 2245 2249 rBV 629907 762734 23.09% 2.654%
32 15.727 2316 2319 2324 rBV 43039 47043 1.42% 0.164%
33 15.774 2324 2327 2333 rVBS8 25322 40474 1.23% 0.141%
34 16.204 2396 2400 2404 rBV 33138 46125 1.40% 0.160%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.756 2490 2494 2500 rVB4 25053 42179 1.28% 0.147%

36 16.821 2503 2505 2515 rVB10 21102 44341 1.34% 0.154%
37 17.203 2566 2570 2580 rVB9 44750 98221 2.97% 0.342%

Sum of corrected areas: 28738351
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Int

Z:\HPCHEMI\BNA F\DATA\BF011918\

- BF102248.D

- 20 Jan 2018 5:33

- SJ/JU

- J1113-13

- 24 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270
= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

egrated Chromatogram

-BF010918.M
CALIBRATION

Abundance
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13.87
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14.04 16{34 14.64 14.96
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TIC: BF102248.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 5

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

4.92 5.94 ng 236798 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 482 (4.922 min): BF102248.D (-477) (-) m/z 43.00 100.00%
a3
59
5000
. | o 1‘|’1 460 4.80 500 520
T T o m/z 59.00 53.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRR SRR AR
4.60 4.80 5.00 5.20
59 m/z 101.10 16.13%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 4.80 500 520
5000 41 m/z 58.10 14 .24%
31
69 87
15 53 98
S U SR IS SURILILS UL I S SULIL S WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R e L e RN
43 4.60 4.80 5.00 5.20
m/z 41.00 7.88%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 unknown6.49 Concentration Rank 1

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

6.49 80.96 ng 3229240 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.492 min): BF102248.D (-744) (-) m/z 132.00 100.00%
5000 68
40 | 6 10 ‘ 620 640 6.60 6.80
54 104 : . . .
o 0l 1 1 M LS | m/z 68.10 37.17%
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 N
5000 ISR AR R A
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.13%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.10 24.14%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A Rt e

132 6.20 6.40 6.60 6.80
m/z 69.10 14 .84%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Hexadecane Concentration Rank 11

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

9.69 2.28 ng 115561 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
5 Undecane 156 C11H24 001120-21-4 64

Abundance Scan 1293 (9.692 min): BF102248.D (-1288) (-) m/z 57.05 100.00%
g7
43
71
5000
99 113127 141 9.40 9.60 9.80 10.00
byl m/z 43.05 66.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
85 9.40 9.60 9.80 10.00
29 m/z 71.05 55.00%
. \‘ L | ) % 113 127 141 155 160 183 226
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance
43 57
71 9.40 9.60 9.80 10.00
5000 m/z 85.05 39.03%
85
29
ol 15 99 113 127 141 155 184
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #59879: Tetradecane
57 9.40 9.60 9.80 10.00
43 - m/z 41.00 30.61%
5000 85
29 ‘ 9
N O el A e Y B PUQUNEPSY, V| WV |\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.64 6.25 ng 223970 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 92
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 43
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 38
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 32

Abundance Scan 1794 (12.639 min): BF102248.D (-1791) (-) m/z 56.10 100.00%
56
5000
rerrrpr ey e e
239 257 12.40 12.60 12.80 13.00
157 185 213 : : :
0 m/z 57.05 59.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 ----u----u----u----JAT?
12.40 12.60 12.80 13.00
29 1 257 m/z 43.10 45 _.29%
0 L) h H\ Yoot L 187 185 213 2?9 | 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360 '
Abundance
56
" 12140 1260 12.80 13.00
5000 m/z 41.00 39.96%
29 73
o 97113 157 185 213 28957 5 ap
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans-
56 12.40 12.60 12.80 13.00
m/z 55.05 28.64%
5000
30 82 100 129
0 ':I'-"ll""'l""‘ I"III ""l""l"" AR BN B B D B B D TrTTpT T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 1-Acetoxynonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.72 2.09 ng 75086 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetoxvnonadecane 326 C21H4202 001577-43-1 91
2 Heneicosvl acetate 354 C23H4602 1000351-77-3 91
3 Eicosvl acetate 340 C22H4402 1000351-77-9 91
4 Heptadecvl acetate 298 C19H3802 000822-20-8 91
5 1-Docosanol, acetate 368 C24H4802 000822-26-4 83
Abundance Scan 1808 (12.721 min): BF102248.D (-1805) (-) m/z 43.00 100.00%

43
69 97
5000
o 12140 12)60 12580 13100

Ot m/z 55.10 56.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166205: 1-Acetoxynonadecane
43
83

5000 IR AR RN R
12.40 12.60 12.80 13.00

m/z 97.10 55.85%

-

ol1s | | | 139 168 210 238 266 311
R aaas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
83 12.40 12.60 12.80 13.00
5000 61 m/z 83.05 55.80%
111
oL15 139 167 196 224 266 294 339
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177126: Eicosyl acetate
a3 12.40 12.60 12.80 13.00
83 m/z 68.95 54.16%
1
5000
RELE 139 167 106 224 252 280 325
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.40 12.60 12.80 13.00

8270-BF010918.M Mon Jan 22 14:59:05 2018 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.35 3.75 ng 134481 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Butvl mvristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
4 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 37
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35

Abundance Scan 1915 (13.351 min): BF102248.D (-1911) (-) m/z 56.05 100.00%
56
5000
73
97 185 267285
3 241 13.00 13.20 13.40 13.60
o kg BTy 1209 T LA 30 a7z 57.10  67.44%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000
285 340 13.00 13.20 13.40 13.60
73 . 267 m/z 43.00 42.34%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
56
13.00 13.20 13.40 1360
5000 m/z 41.05 34.71%
229
73 211
129 284
o 39 101 157 255
m/z--> éo 160 1%0 260 250 360
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester T T T T
57 13.00 13.20 13.40 13.60
m/z 73.00 31.60%
5000
29 267285
83 129 |
ob— ‘. \I I‘ \JI\ hm I\“JI “hl‘l‘-’H-. “. " :|I'5.7 : ]:E\;? |2|13| sz\u : “. AL I3]'-O' .3‘:0'
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.72 6.50 ng 232980 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 1l-Heptacosanol 396 C27H560 002004-39-9 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 1978 (13.721 min): BF102248.D (-1973) (-) m/z 57.00 100.00%
57
97
5000 ‘ ﬂ
125 SRR N N SRR
13.40 13.60 13.80 14.00
167
ok, LLi, b, e st W/Z 43.05 82.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 AR LR LR AR
111 1340 13.60 13.80 14.00
29 ‘ m/z 55.05 69 .55%
9 169
OI\‘IMIw “ “\\‘\\‘\ } ‘|||||2]|-0|?3‘|8|||2|8?|||||||||||||4|3|4||
m/z--> 50 200 250 300 350 400 450
Abundance
57
97 RN SN B
13.40 13.60 13.80 14.00
5000 m/z 97.10 55 .55%
125
29
0 169 196 224 252 5g7 448
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 7 13.40 13.60 13.80 14.00
m/z 83.05 54 _.72%
5000
125
o 29 ‘ 1 l 133 181 209 236 264 292 320 350 378
m/z--> éo 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00

8270-BF010918.M Mon Jan 22 14:59:06 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 11 Nonahexacontanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.31 ng 82659 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 90
2 1-Bromodocosane 388 C22H45Br 006938-66-5 87
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 86
4 Sulfurous acid. butyl octadecvl ... 390 C22H4603S 1000309-18-5 86
5 Tetracosane 338 C24H50 000646-31-1 68
Abundance Scan 2083 (14.339 min): BF102248.D (-2080) (-) m/z 57.05 100.00%
57
5000
2 397 14.00 14,20 14.40 1460
ol dbyweo? L e M/Z 43.10 74.93%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid
57
5000 U DR S BN AR
14. oo 14. 20 14.40 14.60
- m/z 71.00 60.69%
oL il Wu 197 267 350 899 993
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance
57
14.00 14.20 14.40 1460
5000 135 m/z 85.00 48 .08%
o 211 309 388
m/z--> 6 160 260 360 400 560 660 700 800 900 1000
Abundance #200447: Sulfurous acid, butyl heptadecy! ester L
57 14.00 14.20 14.40 14.60
m/z 55.00 36.50%
5000
0 | ] | l \12?‘ 239
m/z--> c') 100 2(')0 3(')0 4(')0 5(')0 6(|)O 700 800 900 1000 14. 00 14. 20 14. 40 14|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102248.D

Aca On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 12 unknownl7.20 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.20 2.58 ng 98221 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 15-Benzvl-1.4.10-trioxa-7.13-dia... 350 C17H22N206 074229-37-1 14
2 Cvclohexane. 1-ethenvl-3-methvle... 160 C12H16 061142-28-7 11
3 Phosphine. cvclohexvl(l.1-dimeth... 186 C11H23P 074685-81-7 10
4 4-Methyl-2H-benzopvrane 146 C10H100 021776-94-3 10
5 Propanedinitrile, (4-oxocyclohex... 160 C9H8N20 083928-81-8 9

Abundance Scan 2569 (17.198 min): BF102248.D (-2566) (-) m/z 43.05 100.00%
43
107
5000
255 303 381 R e
| | | 16.80 17.00 17.20 17.40 17.60
O e m/z 107.10 74 .29%
m/z--> 50 100 150 200 250 300 350
Abundance #183803: 15-Benzyl-1,4,10-trioxa-7,13-diazacyclopentadecan...
131
5000 160 | NI LI L L LB LB L
16.80 17.00 17.20 17.40 17.60
72 91 ‘1%) m/z 90.95 57.39%
217
[o) E— ?ﬂl MMI \‘\H\ \l\“ﬂ'}‘% ‘Hu““hl 4 I\‘ul M I\w : L: — |2|61| — |3O|7| : |3?O| ——
m/z--> 50 100 150 200 250 300 350
Abundance
91
R B R ARama
16.80 17.00 17.20 17.40 17.60
5000 41 131 m/z 83.10 56.58%
65 160
113
ol ) 8 K L
m/z--> 50 100 150 200 250 300 350
Abundance #50187: Phosphine, cyclohexyl(1,1-dimethylethyl)methyl- A B o
57 16.80 17.00 17.20 17.40 17.60
m/z 41.05 49 _.32%
5000 130
83
186
29 ‘ 104
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011918\
Data File : BF102248.D

Acq On : 20 Jan 2018 5:33

Operator : SJ/JU

Sample : J1113-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.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... 4.92 5.9 ng 236798 1 6.72 797728 20.0
unknown6 .49 6.49 81.0 ng 3229240 1 6.72 797728 20.0
Hexadecane 9.69 2.3 ng 115561 3 9.75 1015400 20.0
Hexadecanoic acid... 12.64 6.3 ng 223970 5 13.87 717086 20.0
1-Acetoxynonadecane 12.72 2.1 ng 75086 5 13.87 717086 20.0
Octadecanoic acid... 13.35 3.8 ng 134481 5 13.87 717086 20.0
Heptadecyl heptaf... 13.72 6.5 ng 232980 5 13.87 717086 20.0
Nonahexacontanoic... 14.34 2.3 ng 82659 5 13.87 717086 20.0
unknownl17.20 17.20 2.6 ng 98221 6 15.29 762734 20.0
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