LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 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-BF080416.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 4.638 263 267 277 rBV 109022 269661 20.50% 2.493%
2 5.336 326 328 353 rBV 528425 1029292 78.23% 9.516%
3 6.982 470 472 478 rBV 655336 973914 74.02% 9.004%
4 7.073 478 480 503 rvv 779525 1222422 92.91% 11.301%
5 7.416 507 510 522 rVV 165321 246667 18.75% 2.280%
6 7.644 527 530 547 rVvV 607923 867986 65.97% 8.024%
7 8.319 587 589 616 rBV 334213 654750 49.76% 6.053%
8 9.439 685 687 702 rBV 267704 362437 27 .55% 3.351%
9 11.222 839 843 855 rBV 957482 1315704 100.00% 12.164%
10 12.102 916 920 925 rBV 6543 14080 1.07% 0.130%

11 12.262 931 934 942 rBB 313847 415882 31.61% 3.845%
12 13.554 1044 1047 1061 rBB 425000 577971 43.93% 5.343%
13 14.091 1084 1094 1105 rBV2 18016 113822 8.65% 1.052%
14 14.651 1141 1143 1150 rBV 285058 381526 29.00% 3.527%

15 15.691 1230 1234 1237 rBV3 6547 18216 1.38% 0.168%
16 16.034 1261 1264 1269 rBV2 11072 27805 2.11% 0.257%
17 16.708 1317 1323 1327 rBV2 42378 130614 9.93% 1.208%
18 16.777 1327 1329 1333 rVV3 14052 37431 2.84% 0.346%
19 16.891 1336 1339 1341 rVV 28384 34105 2.59% 0.315%
20 17.028 1348 1351 1354 rBV 954740 1097898 83.45% 10.150%
21 17.817 1418 1420 1424 rVB 21049 25516 1.94% 0.236%
22 18.366 1465 1468 1476 rVB 194767 318397 24.20% 2.944%
23 18.697 1495 1497 1506 rVB4 15381 47081 3.58% 0.435%

24 19.040 1523 1527 1530 rBV 72724 123900 9.42% 1.145%
25 20.023 1611 1613 1618 rBV 221680 269166 20.46% 2.488%

26 20.149 1622 1624 1626 rBV2 13690 26838 2.04% 0.248%
27 22.137 1793 1798 1802 rBV 51437 213672 16.24% 1.975%

Sum of corrected areas: 10816753
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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\BF080916\

- BF089697.D

- 9 Aug 2016 19:58

- UM/SJ

- PB92711BL

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF080416.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: BF089697.D

7.07
6.9
7.64
5.34

8.32

7.42
4.64

0
Time-->

T
9.00

T T
6.00 6.50

T I
8.00 8.50

I
2.00 2.50

1 T
3.00 3.50

I I
4.00 4.50 5.00 5.50

I
7.00 7.50

Abundance

800000

600000

400000

200000

0

TIC: BF089697.D
11122

13.55

12.26
9.44 14.65

14.09

12.1 15.69 16.03

Time-->

16.50

12.00 1250 13.00  13.50

14.00  14.50 15.00  15.50

16.00

9.50 10.00 10.50 11.00  11.50

Abundance

800000

600000

400000

200000

A

TIC: BF089697.D
17.03

20.02

Time-->

2150 22.00 2250 23.00

17.00 1750 18.00 18.50

19.00 1950 20.00 20.50 21.00

23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.64 21.86 ng 269661 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 267 (4.638 min): BF089697.D (-263) (-) m/z 43.05 100.00%
43
59
5000
101 S
4.40 4.60 4.80 5.00
83
S A NS SR m/z 59.10 62.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 R UL L RN
440 4.60 4.80 5.00
59 101 m/z 101.10 24.59%
%7\\35\\\‘ 51“‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500
5000 m/z 58.10 14.68%
101
15 58
28 69 84
Wm‘mwwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.40 4.60 4.80 5.00
m/z 41.10 10.14%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I R UL L RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF080416.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 unknown7.07 Concentration Rank 1

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

7.07 99.12 ng 1222420 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 480 (7.073 min): BF089697.D (-478) (-) m/z 132.00 100.00%
5000 68 F
40 54 % J 6.80 7.00 7.20 7.40
Jrer lws W w/z 68.05 44.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.80 7.00 7.20 7.40
31 51 78 m/z 134.00 32.32%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 66.05 29.10%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 18.41%
5000 98 116
SN | SRR 8 rﬂQ7ILLII A 158 .,.1??
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\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 Dodecyl isobutyl carbonate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.09 5.97 ng 113822 Phenanthrene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 53
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 47
3 Oxirane. I(dodecvloxv)methvl1- 242 C15H3002 002461-18-9 45
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 45
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 43
Abundance Scan 1094 (14.091 min): BF089697.D (-1084) (-) m/z 57.10 100.00%
57
5000 r\mv//x\\MAA/\_ﬁ~vA
4|1 8971 o 1580 1400 1420 1440
e e A A0 e M7z 41.10 20 34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #132956: Dodecy! isobutyl carbonate
57
5000 LI B --- T
13.80 14.00 14.20 14.40
H m/z 83.10 16.37%

Abundance

83 97
L 111105140 168
”.“”.“” .mTﬂﬂ$ﬁA4#ﬁThﬁTﬁﬁTﬁﬁTpﬁTﬁﬁTpﬁTﬁﬁT
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
57

8 7 1380 14.00 14,20 14.40
5000 85 m/z 55.10 16.10%

111
29 125
139 154168182196210224238252 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-

13.80 14.00 14.20 14.40
m/z 69.10 13.96%

111
125140 166 183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 80 14. 00 14. 20 14. 40

5000

29
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 unknownl6.71 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.71 8.20 ng 130614 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triallvisilane 152 C9H16Si 001116-62-7 38
2 Cvclohexane. 1.1"-(1-methvlethvl... 208 C15H28 054934-90-6 38
3 Cvclopentane. 1.1.3.4-tetramethv... 126 C9H18 020309-77-7 35
4 1.4-Heptadiene. 3.3.6-trimethvl- 138 C10H18 074498-89-8 27
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 27
Abundance Scan 1323 (16.708 min): BF089697.D (-1317) (-) m/z 55.05 100.00%
| WJ\/\\/W
41
83
5000 97
111 LU IR IR
125 16.40 16.60 16.80 17.00
| m/z 69.10 78.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26142: Triallylsilane
69
83
5000 43 LR AR DU UG SRS
16. 40 16 60 16. 80 17.00
o 11 m/z 41.10 61.99%
‘ | \“ Iy %5 il 124 151
s 20 e 1bo Do 1o 1o 1o 2k
Abundance
41 69 125
55 16.|40 16.|60 16.|80 17.'00 '
5000 83 m/z 83.10 52.77%
USSR "?1 }??' |"%34|" T ';?%I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11629: Cyclopentane, 1,1,3,4-tetramethyl-, trans- R R IREEE SRS SRS R R
69 8B 16.40 16.60 16.80 17.00
41 - 111 m/z 97.10 43.61%
5000 7
‘A H | 95 | 126
m/z--> 2'0 ' ' 8|0 1(')0 150 14'10 1('30 180 2(')0 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 unknownl6.78 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.78 2.35 ng 37431 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2.6-anhvdro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 32
2 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 10
3 Decane. 3-methvl- 156 C11H24 013151-34-3 10
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 9
5 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 9
Abundance Scan 1329 (16.777 min): BF089697.D (-1327) (-) m/z 73.00 100.00%
73
43 57 129
5000 87
| ‘ il es 1 16,40 16.60 16.80 17.00
A B8 | Tm/z 43.10 74.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42790: Methyl 2,6-anhydro-.alpha.-d-altroside
57
73
5000 R U SRR B B
mmmmmmﬂm
m/z 57.10 72.82%
‘H 1l ‘H 104116127 144 158 176
miz--> 20 40 e'o B 10 1o o 1o ko
Abundance
43
" 16.40 16,60 16.80 17.00
5000 57 m/z 60.05 68.60%
85
29
97 127 161 191
miz--> 20 40 60 8 100 120 140 160 180 i
Abundance #28429: Decane, 3-methyl- -
57 16.40 16.60 16.80 17.00
43 71 m/z 129.10 66.36%
5000
- 85
126
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 ' 16.40 16.60 16.80 17.00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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, 1,1-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.89 2.14 ng 34105 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 38
5 Chloromethyl 2-chloroundecanoate 268 C12H22C1202 080418-88-8 27
Abundance Scan 1339 (16.891 min): BF089697.D (-1336) (-) m/z 56.05 100.00%
56
129 257 L0 .Y VAt
|| o7 171 239 16.60 16.80 17.00 17.20
eI m/z 57.10 58.17%
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 L B BRI SULRL B
29 73 mmmmﬂmﬂm
m/z 43.10 42 .91%
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56
16.60 16.80 17.00 17.20
5000 m/z 41.10 41 .13%
2 & 257
101 1 5 o185 213 239 283 312
Wmmﬁmﬂnmwmwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12841: Nipecotic acid A e ERmES BEE
16.60 16.80 17.00 17.20
m/z 55.10 37.49Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 unknownl18.70 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.70 2.96 ng 47081 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 38
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 38
3 Octacosane 394 C28H58 000630-02-4 38
4 Oxalic acid. 2-ethvlhexvl tetrad... 398 C24H4604 1000309-39-7 35
5 Hexacosane 366 C26H54 000630-01-3 35

Abundance Scan 1497 (18.697 min): BF089697.D (-1495) (-) m/z 57.10 100.00%
57
5000 A,/”\\,de~v/J\\V~\wv~v/\A-~
85 112 257
I || || 207 18.40 18.60 18.80 19.00
o L L A B e et e e o e m/z 71.10 70.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecy!
57
5000 85 ISR BN SR SRR SRR
mmmmmmmm
29 113 169 m/z 43.10 65.57%
Ly \‘AHM‘M | 139, | 205 234 374 402
m/z--> 55 160 1éo 200 250 360 3éo 400
Abundance
57
18.40 18.60 18.80 19.00
5000 m/z 55.10 48.02%
29 85
111
139 196 224
m/z--> 55 160 1éo 200 2%0 300 3éo 400
Abundance #209565:; Octacosane e R e
57 18.40 18.60 18.80 19.00
m/z 41.10 47 .55%
5000 85 \/}V\VNWMVA/A\NVwaJ/\kwm
29 113 141
L ﬂ (169 197 225 253 281 309 337 365 394
m/z--> 55 100 1éo 260 250 360 3éo 460 1840 1860 1880 1900
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 Oxalic acid, 2-ethylhexyl p... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.04 7.78 ng 123900 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 2-ethvlhexvl pentad... 412 C25H4804 1000309-39-8 50
2 Nonane. 2.3-dimethvl- 156 C11H24 002884-06-2 43
3 Oxalic acid. 2-ethvlhexvl octvl ... 314 C18H3404 1000309-39-1 43
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 35
5 Cyclopropanecarboxamide, N-metha... 139 C8H13NO 1000340-05-6 35
Abundance Scan 1527 (19.040 min): BF089697.D (-1523) (-) m/z 57.10 100.00%

71

g

5000

125139150165 265 18.80 19.00 19.20 19.40
m/z 71.10 79.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #216544: Oxalic acid, 2-ethylhexyl pentadecy! ester
57 7
5000 43 LA L B L LB L L B B

18.80 19.00 19.20 19.40
255 m/z 55.10 65.50%

" 125130 157 1 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance
43 57 71
e e A
18.80 19.00 19.20 19.40
5000 m/z 69.10 44 _40%
84 97 | 127141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #156356: Oxalic acid, 2-ethylhexyl octyl ester R AR RRRES T
57 7 18.80 19.00 19.20 19.40
m/z 43.10 39.63%
= T P,W/ﬁ\\ﬂ,vJ,P/K«PWVJVNﬁawAAT
112
‘ 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 80 19. 00 19 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089697.D

Aca On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.14 15.88 ng 213672 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 58
2 1-Nonadecene 266 C19H38 018435-45-5 53
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 52
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 52
5 Tetradecanal 212 C14H280 000124-25-4 52
Abundance Scan 1798 (22.137 min): BF089697.D (-1793) (-) m/z 57.10 100.00%
il w/\AM
5000
ﬂ L | I 140 169 196 265 21.80 22.00 22.20 22,40
e o e S m/z 71.10 25.10%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
83
5000 UL AN SUARE B
11 21'80 22.00 22.20 22.40
29 169 m/z 83.10 20.92%
196
| ‘.“,‘.H. | ,\h 0 O 4 - S
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
21.80 22,00 22.20 2240
5000 111 m/z 69.10 18.73%
29
9 266 MM
167 196 238
m/z--> " 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecyl ester B
57 8 21.80 22.00 22.20 22.40
m/z 55.10 16.89%
5000 111
29 ‘
bl e 20 BB oes 25
m/z--> 50 100 150 200 250 300 350 21'80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080916\
Data File : BF089697.D

Acq On : 9 Aug 2016 19:58

Operator : UM/SJ

Sample : PB92711BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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... 4.64 21.9 ng 269661 1 7.42 246667 20.0
unknown? .07 7.07 99.1 ng 1222420 1 7.42 246667 20.0
Dodecyl isobutyl ... 14.09 6.0 ng 113822 4 14.65 381526 20.0
unknownl16.71 16.71 8.2 ng 130614 5 18.37 318397 20.0
unknownl6.78 16.78 2.4 ng 37431 5 18.37 318397 20.0
Hexadecanoic acid... 16.89 2.1 ng 34105 5 18.37 318397 20.0
unknown18.70 18.70 3.0 ng 47081 5 18.37 318397 20.0
Oxalic acid, 2-et... 19.04 7.8 ng 123900 5 18.37 318397 20.0
Heptafluorobutyri... 22.14 15.9 ng 213672 6 20.02 269166 20.0
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