LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 64743-03

Misc :

ALS Vial : 44 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-BF121315.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 2.224 10 12 16 rVB 44792 60315 1.67% 0.153%
2 5.116 262 265 270 rVB 771365 1100537 30.38% 2.790%
3 5.527 298 301 303 rBY 2563014 3272685 90.34% 8.298%
4 5.927 334 336 338 rBV 54409 49168 1.36% 0.125%
5 6.544 387 390 393 rVB 2423197 3175752 87.67% 8.052%
6 6.693 400 403 405 rBV 2629607 3622443 100.00% 9.185%
7 6.921 420 423 425 rBV 1675901 1637060 45.19% 4_.151%
8 7.081 434 437 439 rVB 2398204 2890043 79.78% 7.328%
9 7.482 468 472 474 rBV 2117500 2460340 67.92% 6.238%
10 7.573 477 480 483 rVB 58586 85652 2.36% 0.217%

11 8.202 532 535 537 rBV 2235921 1961590 54.15% 4._.974%
12 9.276 626 629 632 rVB 3441881 3418347 94.37% 8.667%

13 9.402 638 640 642 rVB 70260 74542 2.06% 0.189%
14 9.665 661 663 666 rBvV 836370 819055 22.61% 2.077%
15 9.893 681 683 686 rBvV 80905 62300 1.72% 0.158%

16 9.950 686 688 691 rVB 1615476 1923310 53.09% 4._.877%
17 10.396 723 727 728 rVB 76702 105695 2.92% 0.268%
18 10.613 743 746 749 rBV 34732 48205 1.33% 0.122%
19 10.739 754 757 759 rBV 1956207 2033361 56.13% 5.156%
20 10.865 765 768 772 rBV 99984 127612 3.52% 0.324%

21 11.310 805 807 808 rBvV 83981 65282 1.80% 0.166%
22 11.436 815 818 820 rBV 1632376 1713563 47.30% 4._.345%
23 11.493 821 823 825 rBV3 25075 37991 1.05% 0.096%
24 11.665 835 838 840 rBV 267370 257592 7.11% 0.653%
25 11.733 842 844 847 rVB 45959 42871 1.18% 0.109%
26 11.962 862 864 866 rBvV 59278 56484 1.56% 0.143%
27 11.996 866 867 869 rvB 51343 39099 1.08% 0.099%
28 12.133 876 879 882 rBvV2 38624 73488 2.03% 0.186%
29 12.476 907 909 911 rBV 361011 314628 8.69% 0.798%
30 12.533 911 914 916 rVB2 47173 66627 1.84% 0.169%
31 12.636 921 923 925 rBV 47366 43605 1.20% 0.111%

32 12.842 939 941 944 rBV2 224985 230245 6.36% 0.584%
33 12.899 944 946 950 rvB2 94780 117785 3.25% 0.299%
34 13.014 954 956 959 rVvB 2585450 2425963 66.97% 6.151%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 64743-03

Misc :

ALS Vial : 44 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-BF121315.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.254 975 977 979 rVB 111672 97124 2.68% 0.246%

36 13.551 1001 1003 1005 rVvVv 152118 162105 4.48% 0.411%
37 13.596 1005 1007 1010 rVB 79918 93564 2.58% 0.237%
38 13.905 1032 1034 1040 rVB2 146656 249463 6.89% 0.633%
39 14.065 1045 1048 1050 rBV 1243947 1594917 44.03% 4.044%

40 14.236 1061 1063 1065 rBVY 56315 63624 1.76% 0.161%
41 14.545 1088 1090 1091 rBV 57710 68550 1.89% 0.174%
42 14.842 1114 1116 1121 rVB 47394 54994 1.52% 0.139%
43 15.082 1134 1137 1143 rBVY 28522 77547 2.14% 0.197%
44 15.174 1143 1145 1148 rVB2 35526 45724 1.26% 0.116%

45 15.368 1153 1162 1166 rVv4 90010 413498 11.41% 1.048%

46 15.505 1170 1174 1177 rVvV 1209603 1692887 46.73% 4.292%
47 15.551 1177 1178 1187 rVB4 39879 101364 2.80% 0.257%

48 16.374 1246 1250 1253 rBV3 27636 78496 2.17% 0.199%

49 17.060 1306 1310 1314 rBvV2 26189 75157 2.07% 0.191%

50 17.517 1347 1350 1355 rVB6 22169 49192 1.36% 0.125%

51 17.745 1367 1370 1376 rBV2 18703 42890 1.18% 0.109%

52 18.568 1436 1442 1448 rBV2 18047 64672 1.79% 0.164%
Sum of corrected areas: 39439003
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

: Z:\HPCHEM1\BNA F\DATA\BF121315\
: BF083754.D

: 14 Dec 2015 3:14

> UM/1z

: G4743-03

: 44 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

h 2.22

TIC: BF083754.D

5.53

5.12

5.93

6.69
6.54

7.08

6.92

7.48

7.57

0
Time-->

]l

5.50

5.00

6.00

6.50

7.00

7.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF083754.D

8.20
10.74

9.95 11.44

11.66

9.40 113

9, 10.4010,6j 10.86
2\

A
L B B e L L S R B B N B S R B

12.48

13.01

Time-->

8.

PV
L T

9.50

8.50

I
00 9.00 10.00 10.50 11.00 11.50

™ LELI.49 31.731.1%'9@.13

12.00 12.50

13.00

£ 41% 1325 13580
: =

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF083754.D

14.07 15.51

13.91

14.24 14.55 14.84 15181745:315.55 16.37 17.06

17.5217.75

18.57

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 6G4743-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3

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

5.12 13.45 ng 1100540 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 265 (5.116 min): BF083754.D (-262) (-) m/z 43.10 100.00%
43
59
5000
101 S L N
83 480 5.00 5.20 5.40
...,....,....,....',':.'..?.1.4'.',...‘?,9....,.-...,....-,....,....,....,....,...., m/z 59.10 63.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I L I
59 480 500 520 540
m/z 101.10 24 .25%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 17.52%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one LA L L L L L B |
43 480 5.00 5.20 5.40
m/z 41.10 9.12%
5000
55
‘ | | 6371 8 98

Ay Ll L 1 ! VAN
L L L B B B B B R R R R R R RS L L B B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 6G4743-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.69 Concentration Rank 1

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

6.69 44_.26 ng 3622440 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 403 (6.693 min): BF083754.D (-400) (-) m/z 132.10 100.00%
132
5000
68
% 640 660 680 7.00
40 54 75 104 . . .
..,....,....,...:;-...?,....??.I.' e 8T Lo 15l Tm/z 134.00  33.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ERDNUMRSE S L A
6.40 6.60 6.80 7.00
78 m/z 68.10 33.58%
1, | 1
2> b B0 b B % 18 1 1 T 14
Abundance
132
640 660 680 7.00
5000 67 m/z 66.10 20.90%
41 97
53 2 117
34 60 89 105 124
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R Ammaans e S e
132 6.40 6.60 6.80 7.00
m/z 96.10 15.34%
5000

63
15 28 3 52 % 77 90 10 44

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 6G4743-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Tetradecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.01 ng 257592 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 96
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 1-Pentadecanol 228 C15H320 000629-76-5 91
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
Abundance Scan 838 (11.665 min): BF083754.D (-835) (-) m/z 55.10 100.00%
69
43
5000
125 ' 11.40 11,60 11.80 12.00
140 154 168 196 : : : :
R e I m/z 83.10 96.31%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #53618: 1-Tetradecene
3
69
so00] 29 83 T
97 11.40 11. 60 11. 80 12. oo
11 m/z 69.10 89.88%
..,.\...\,\...w\.\, S i 0 7 - S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
43 57
69 83 L UL B SURIILN SR
97 11.40 11.60 11.80 12.00
5000 m/z 97.10 77.17%
- 111
5
139 153 167 182 210
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #75205: 1-Pentadecanol T
1 55 69 83 11.40 11.60 11.80 12.00
97 m/z 57.10 76.47%
5000 2 111
125
N1 P =R NN . NPV (PALEESVTEPN
m/z--> 200 40 60 80 100 120 140 160 180 200 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 6G4743-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Heptadecanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.48 3.67 ng 314628 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 95
2 1-Octadecene 252 C18H36 000112-88-9 93
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
Abundance Scan 909 (12.476 min): BF083754.D (-907) (-) m/z 55.10 100.00%
5 69 83

5000

.

125 R e
139154168 191206 224 - /;2'208132'43012'60 9%8%3%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol
55
4 69 83
5000

12.20 12.40 12.60 12.80
m/z 69.10 87.35%

125

139154168182 210

238

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 B s e
12.20 12.40 12.60 12.80
5000 m/z 57.10 87.04%
29 111
125

139154168182196210224 252

WHTWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-

=

12.20 12.40 12.60 12.80
m/z 43.10 81.84%

5000

12

m/z-->

5
139153168182196210224 252 280

20 40 60 80 100 120 140 160 180 200 220 240 260 280

.

12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 6G4743-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.84 2.89 ng 230245 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 2.4-Dipropvl-5-ethyl-1.3-dioxane 200 C12H2402 006413-83-8 37
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 32

Abundance Scan 941 (12.842 min): BF083754.D (-939) (-) m/z 56.10 100.00%
56
5000
129 539 257
3 h ” Lz | 1s7 s 213 BT 12.60 12.80 13.00 13.20
rrrrrrr e e e e i e e e b ey m/z 57.10 57.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 L S B SR BUL
nmnmnmmw
29 1 230257 m/z 43.10 40.47%
e e e e T g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
" 12160 12:80 13.00 13.20
5000 m/z 41.10 38.09%
29 73
97115 157 185 213 239757 L, 3pp
mrmwmﬁmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56094: 2,4-Dipropyl-5-ethyl-1,3-dioxane T T
56 nmnmnmmm

m/z 55.10 34.72%

5000
29 3 111
145
13 |, b 95 | 129 170 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12. 80 13. 00 13. 20
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Library Search

Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 6G4743-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid, butyl ester Concentration Rank 9

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

13.55 2.03 ng 162105 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 80
3 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 35

4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 30

5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27
Abundance Scan 1003 (13.551 min): BF083754.D (-1001) (-) m/z 56.10 100.00%
56
5000
73 129 285
o 185 2a1 2%
3 153 213 340 13.20 13.40 13.60 13.80
m/z 57.10 63.53%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LA L L L L L LB L L B
13.20 13.40 13.60 13.80
29 3 m/z 43.10 40.94%
‘ ‘ 97 129 185 . 267285
o 2 ] asr 1 13 241 T an 340
m/z--> 50 100 150 200 250 300
Abundance
57
A mma s
13.20 13.40 13.60 13.80
5000 m/z 285.30 33.77%
29 267285
83 129
111 157 185 213 241 310 340
L et A
m/z--> 50 100 150 200 250 300
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- R
56 13.20 13.40 13.60 13.80
m/z 41.10 33.73%
5000
73
| | o 1
— T T A mma s
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:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 6G4743-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Bromoacetic acid, octadecyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.91 3.13 ng 249463 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 1034 (13.905 min): BF083754.D (-1032) (-) m/z 57.10 100.00%
g7 8
2% 1 M
USRS BRI B B
153 230 13.60 13.80 14.00 14.20
At %7 Thj7 55.10  95.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecy! ester
43
69
97
5000 SRR U S SN
13.60 13.80 14.00 14.20
m/z 83.10 91.72%
.“. ‘ \‘ \“ \“H M H\‘\ \\‘\\1\\3 IJ'EI;]'I I |2|2‘|1 IZ?OI : |?97| e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
1 13.60 13.80 14.00 14.20 |
5000 m/z 43.10 84 .94%
! e - M
mz-> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester B EmEE B B
3 13.60 13.80 14.00 14.20
83 m/z 69.10 83.06%
5000
111
m/z--> 50 100 1%0 260 250 300 350 400 1360 13.80 14.00 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083754.D

Aca On : 14 Dec 2015 3:14

Operator : UM/I1Z

Sample : 6G4743-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl5.37 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.37 4.89 ng 413498 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-dibromo- 250 C6H4Br20 000615-58-7 38
2 Pervlene 252 C20H12 000198-55-0 38
p-(Adamantvl-1)phenvlcvclopropane 252 C19H24 1000140-46-1 30
4 Dibenzolb.E1l1.41dioxin. 2.7-dic... 252 C12H6CI202 033857-26-0 27
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 25
Abundance Scan 1162 (15.368 min): BF083754.D (-1153) (-) m/z 252.10 100.00%

5000

=

A

15.00 15.20 15.40 15.60
m/z 135.10 54.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88648: Phenol, 2,4-dibromo-
252
5000 63 LA L L L L L LB L L B
15.00 15.20 15.40 15.60
m/z 221.20 50.55%
92 126 143 17 ‘ ‘
2.“?..”‘,...‘. by 120 il g 198 28 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 55.10 43.13%
1o ‘NVWWAVJ/\”kAmkwKJ
27 50 74 99113 150 174 198211224237
L s ma e e B L S A ARRnaans an
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89810: p-(Adamantyl-1)phenylcyclopropane R LR R
252 15.00 15.20 15.40 15.60
135 m/z 218.20 42 .91%
195
5000 167
41
91 115 %1
SN - P WYY 2 N - N [ VU G A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. OO 15. 20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121315\
Data File : BF083754.D

Acq On : 14 Dec 2015 3:14

Operator : UM/1Z

Sample : G4743-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.12 13.4 ng 1100540 1 6.92 1637060 20.0
unknown6 .69 6.69 44_.3 ng 3622440 1 6.92 1637060 20.0
1-Tetradecene 11.66 3.0 ng 257592 4 11.44 1713560 20.0
1-Heptadecanol 12.48 3.7 ng 314628 4 11.44 1713560 20.0
Hexadecanoic acid... 12.84 2.9 ng 230245 5 14.07 1594920 20.0
Octadecanoic acid... 13.55 2.0 ng 162105 5 14.07 1594920 20.0
Bromoacetic acid,... 13.91 3.1 ng 249463 5 14.07 1594920 20.0
unknown15.37 15.37 4.9 ng 413498 6 15.51 1692890 20.0
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