LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089529.D

Aca On : 2 Aug 2016 00:26 Instrument :
Operator : UM/SJ gmgigamlem'
3?22'6 i H4287-19 88636542
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-BF072716.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 1.655 4 6 50 rvB 698151 1764890 100.00% 19.273%
2 4 _.559 257 260 272 rBV 134482 218505 12.38% 2.386%
3 5.050 301 303 329 rBV 622118 801592 45.42% 8.753%
4 6.147 396 399 406 rBV 570370 820160 46.47% 8.956%
5 6.250 406 408 410 rBV 729698 820008 46.46% 8.955%

6.479 426 428 435 rBvY 177297 185863 10.53% 2.030%
6.627 439 441 444 rBvV 466509 618611 35.05% 6.755%
7.050 476 478 489 rBvV 413693 494555 28.02% 5.401%
7.199 489 491 497 rVB 16104 24669 1.40% 0.269%
7.770 538 541 543 rBV 160755 224604 12.73% 2.453%

=
QO ~NO®

11 8.845 633 635 637 rBvV 981465 850724 48.20% 9.290%
12 9.245 668 670 673 rBv 280152 232976 13.20% 2.544%
13 9.508 691 693 695 rBvV 272476 237804 13.47% 2.597%
14 10.296 760 762 764 rBV 285114 377804 21.41% 4.126%

15 10.433 772 774 777 rBV 22889 26102 1.48% 0.285%
16 10.982 819 822 824 rBV 152880 183898 10.42% 2.008%
17 11.542 869 871 876 rBB 12854 21588 1.22% 0.236%
18 12.456 948 0951 957 rVB 21868 38804 2.20% 0.424%
19 12.559 957 960 963 rBV 673598 616541 34.93% 6.733%
20 12.811 978 982 986 rBV 25958 40681 2.31% 0.444%
21 13.005 996 999 1001 rBV 18940 23918 1.36% 0.261%
22 13.474 1037 1040 1045 rBV 54819 74222 4.21% 0.811%

23 13.599 1048 1051 1056 rBV 187847 217102 12.30% 2.371%
24 14.925 1165 1167 1173 rBV 198781 223801 12.68% 2.444%
25 15.611 1225 1227 1231 rBV2 11455 18047 1.02% 0.197%

Sum of corrected areas: 9157469
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF072716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF089529.D

800000
1.66

5.05
600000

400000

200000 456

6.25

6.19

6.63
7.05

6.48

7.20

—rr——
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50

6.00 6.50 7.00 7.50

Abundance TIC: BF089529.D
8|84

800000

600000

400000

9.24 951 10.30

200000 7.77 10.98

11.54

12.56

13.4
12'4{ 12.833.01

A

L :
10.50 11.00 11.50

Time--> 8.00 8.50 9.00 9.50 10.00

12.50

12.00 13.00

Abundance TIC: BF089529.D

800000

600000

400000

14.93
200000}-60

15.61

16.50 17.00

O
17.50

14.00 14.50 15.00

15.50 16.00

Time-->

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 23.51 ng 218505 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 260 (4.559 min): BF089529.D (-257) (-) m/z 43.05 100.00%
a3
59
5000
T 230 2w 4bo k0
83 : : : :
0...,....,....,....','::..‘?.1.-!],....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 61.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A U AR A
59 420 440 460 480
m/z 101.10 21.19%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480
5000 M m/z 58.10 15.70%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e P
43 420 4.40 4.60 4.80
m/z 41.10 9.78%
5000 101
28 59
15 ‘ ‘ 70 84
0'“l““l“mw“'WJ'E%MH'“w”“w“kw'“'ﬁ“'v“'V“'w'“w'“l AR L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 unknown6.25 Concentration Rank 2

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

6.25 88.24 ng 820008 1,4-Dichlorobenzene-d4 6.48
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 408 (6.250 min): BF089529.D (-406) (-) m/z 132.00 100.00%
32
5000 o8
96 rrrTTTTTTT T T T T T
40 4g 54 62| o7 | 104 | 600 620 640 660
ou.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.,.”,” m/z 68.10 36.28%
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
6.00 6.20 6.40 6.60
2 78 m/z 134.00 32.69%
38 44
0”'Wh”wPl”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
600 620 6.40 6.60
5000 67 m/z 66.05 23.57%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 6.00 6.20 6.40 6.60
m/z 69.10 14.71%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s 3 a o % % 180 110 Do 10 10 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 Hexanoic acid, 2-ethyl- Concentration Rank 11

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

7.20 2.20 ng 24669 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 3-Hexanol. 3.5-dimethvl- 130 C8H180 004209-91-0 10
3 1.4-Dioxane 88 C4H802 000123-91-1 9
4 1-Methvl-1-silacvclopentan-1-ol 116 C5H120Si 1000216-84-4 9
5 _alpha.-D-Mannofuranoside, 1-0-d... 320 C16H3206 1000160-04-7 9

Abundance Scan 491 (7.199 min): BF089529.D (-489) (-) m/z 73.00 100.00%
B g
5000
101 Trrryprrrryrrrrrrrrr T
L‘ H 11"5 169 6.80 7.00 7.20 7.40 7.60
0....,....,....,....,. T m/z 88.00 79.27%
m/z--> 20 80 100 120 140 160
Abundance #20862. Hexanoic acid, 2-ethyl-
73 88
5000 AR UL A UL I
41 57 6.80 7.00 7.20 7.40 7.60
29 101 116 m/z 41.10 33.02%
ST R ,\_,I\,,,\,wl,zg”llé}q I
m/z--> 20 40 60 80 100 120 140 160
Abundance
73
55 SRR L L IR L
43 6.80 7.00 7.20 7.40 7.60
5000 m/z 57.10 29.81%
27 33 101
15 112
e L L L L L UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #2008:1,4Dloxane BRI B LN NN LR N B
28 6.80 7.00 7.20 7.40 7.60
m/z 55.10 25.95%
88
5000 58
43
T |
0...ﬁ,.‘M.,M..J,.?9.,....,....,.... SN SN U |
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.84 ng 26102 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 78
3 Tetradecane 198 C14H30 000629-59-4 72
4 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 64
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 64
Abundance Scan 774 (10.433 min): BF089529.D (-772) (-) m/z 57.10 100.00%
57
43 s
5000 85
‘ i 9|9 113 10.20 10.40 10.60 10.80
obr el A A e e e e e | M7z 71.100 73..30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 o
5000 &
g5 10.20 10.40 10.60 10.80
29 m/z 43.05 67.06%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 1&0 160 180 200 250
Abundance
57
43 -
71 g5 10.20 10.40 10.60 10.80
5000 m/z 85.10 51.39%
29 113
0 99
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #59880: Tetradecane
57 10.20 10.40 10.60 10.80
43 m/z 41.10 39.36%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 Undecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.35 ng 21588 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 53
2 Dodecanoic acid 200 C12H2402 000143-07-7 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 40
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 22
Abundance Scan 871 (11.542 min): BF089529.D (-869) (-) m/z 73.00 100.00%
4 60 7B
5000 83 129
97 213 SN I
11.20 11.40 11.60 11.80
O e L o B B T I m/z 43.10 90.61%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #50053: Undecanoic acid
60 73
43
5000 29
11.20 11.40 11.60 11.80
85 129 143 m/z 60.00 87.45%
| LS us | sty 1
0 ‘ ‘iU‘..”l““.“l‘.‘.‘l“‘l‘. .‘k“l‘..‘.‘.ll“...|....‘|.1.6.9.|.‘...|....|
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
60 73
43 B BRI AR DR SUNIRE
11.20 11.40 11.60 11.80
5000 m/z 55.10 77 .55%
29 85 129
157 200
101 115
143 171 1o
R R U L A L L SRS BN RS
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #39470: n-Decanoic acid R e B e
60 73 11.20 11.40 11.60 11.80
m/z 41.10 74.02%
41
5000 - 129
87
115 172
oL T Yl W - A Y
m/z--> 200 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 Phenol, 4,4"-(1-methylethyl..._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.46 3.57 ng 38804 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 86
2 2-Trifluoromethvl-5-hvdroxvauino... 213 C10H6F3NO 041958-06-9 50
3 2.5-bis(TrimethvisilvI)thiophene 228 C10H20SSi2 017906-71-7 50
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 40
Abundance Scan 951 (12.456 min): BF089529.D (-948) (-) m/z 213.10 100.00%
213
5000
119 228 A T
39 65 77 %1 107 135 165 197 | 7 12.20 12.40 12.60 12.80
O e B T TR L o S m/z 119.00 23.25%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 SR SR BN BN B
12.20 12.40 12.60 12.80
119 228 m/z 214.10 15.80%
oL s BT %107 | 155 1s 65 -
m/z--> 46 éo 85 160 150 150 1éo 1é0 260 250 '
Abundance
213
1220 12.40 12.60 12.80
5000 116 m/z 228.10 13.76%
63 89 144 184
0 50 75 100 | 126 165 195
m/z--> 46 éo 85 160 150 150 1éo 1é0 200 250 '
Abundance #83860: 2,5-bis(Trimethylsilyl)thiophene e Amaa mae s L
213 12.20 12.40 12.60 12.80
m/z 91.00 12.88%
5000
73
99 228
. g | us 163 183 197 | |
miz-> 40 60 80 100 120 140 160 180 200 220 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 3,12,12b-Trimethyl-1,2,3,4,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.81 3.75 ng 40681 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.12.12b-Trimethvl-1.2.3.4.6.7.1... 268 C18H24N2 082605-35-4 59
2 1H-Inden-5-o0l. 2.3-dihvdro-3-(4-... 268 C18H2002 010527-11-4 50
3 Triamterene 253 C12H11N7 000396-01-0 47
4 Indolol2.3-alauinolizin-4(12H)-o0... 268 C17H20N20 020156-09-6 42
5 Phenol, 4-(3,4-dihydro-2,2,4-tri... 268 C18H2002 000472-41-3 38
Abundance Scan 982 (12.811 min): BF089529.D (-978) (-) m/z 253.10 100.00%
24
5000
A 119 268
| 1q5 | 135 152 79183197 212 | 1240 12.60 12.80 13.00 13.20
0...,....,...'.',.'."..'. L I|||| ",....'l!...||..|!'.|....|....,...., m/z 41.10 27 .71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117603: 3,12,12b-Trimethyl-1,2,3,4,6,7,12,12b-octahydroin...
253
5000
12.40 12.60 12.80 13.00 13.20
106 168 m/z 254.10 19.70%
198 268
126
oL 35 556983 141154 | 182 225°%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
253
159 LN BN SRR SO B
12.40 12.60 12.80 13.00 13.20
5000 m/z 119.00 18.59%
107
121
18 39 55 7791 W4 175189 211 gy | O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ]
Abundance #104485: Triamterene N B LR L N L
253 12.40 12.60 12.80 13.00 13.20
m/z 268.20 18.32%
5000
43 104 235
0 ‘ :?\ \‘\ | | \\12\3 1‘\]\.1 168 184 2}\0 ‘ ‘
iz 30 A 8 85 100 130 146 1% 180 250 230 240 260 | | 1240 1260 1280 13,00 1320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 Phenol, 4-(3,4-dihydro-2,2,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

1300 2.20ng 23918  Chrysene-d12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol. 4-(3.4-dihvdro-2.2_ 4-tri... 268 C18H2002
2 1.5-Diphenvl-2H-1.2_4-triazoline... 253 C14H1IN3S
3 1H-Inden-5-ol. 2.3-dihvdro-3-(4-... 268 C18H2002

4 2-Chloro-11H-pvridol3".2"-4.51pv... 253 C14HSCIN3
5 3-Chloro-11H-pyrido[3",2"-4,5]py... 253 C14HSCIN3

000472-41-3 50
005055-74-3 40
010527-11-4 9
1000212-59-3 9
1000212-59-4 9

Abundance Scan 999 (13.005 min): BF089529.D (-996) (-) m/z 253.20 100.00%
5000
91 119 268 TTT T TTTT TTTT TT T T [TT
41 g5 77 ! 105 | 135 159 181 197 12.60 12.80 13.00 13.20 13.40
ottt e e e e m/z 254.20 21.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117581: Phenol, 4-(3,4-dihydro-2,2,4-trimethyl-2H-1-benzo...
253
5000 159 | LI N L L L LB L B
12.60 12.80 13.00 13.20 13.40
107 m/z 119.00 17.41%
15 3 ey 7ToL | 12 i 175 194209223238 | 298
0..w.u.“.”,m.w.”nﬁw”, n.h.h T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
253 A
A
12.60 12.80 13.00 13.20 13.40
5000 m/z 268.10 14 .39%
150
91
0 51 77 105 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117583: 1H-Inden-5-0l, 2,3-dihydro-3-(4-hydroxyphenyl)-1,... S R mmmma
253 12.60 12.80 13.00 13.20 13.40
159 m/z 91.10 10.67%
5000
107
268
TN AR BN A -0 AR | | Y B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089529.D

Aca On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample : H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 6.84 ng 74222 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1040 (13.474 min): BF089529.D (-1037) (-) m/z 83.10 100.00%
57
5000 11
3 139 20 203 13.20 13.40 13.60 13.80
ol ! m/z 57.10 94.06%
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
5000 1l
13.20 13.40 13.60 13.80
- m/z 55.05 92.08%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.20 13.40 13.60 13.80
5000 111 m/z 97.10 89.09%
29

139 188 191210 238 265 205

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
83 13.20 13.40 13.60 13.80

m/z 69.10 85.04%

5000
| ‘

29
|1

o 167 195 222 250 280 308 336
T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\
Data File : BF089529.D

Acq On : 2 Aug 2016 00:26

Operator : UM/SJ

Sample - H4287-19

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.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... 4.56 23.5 ng 218505 1 6.48 185863 20.0
unknown6 .25 6.25 88.2 ng 820008 1 6.48 185863 20.0
Hexanoic acid, 2-... 7.20 2.2 ng 24669 2 7.77 224604 20.0
Hexadecane 10.43 2.8 ng 26102 4 10.98 183898 20.0
Undecanoic acid 11.54 2.4 ng 21588 4 10.98 183898 20.0
Phenol, 4,4"-(1-m... 12.46 3.6 ng 38804 5 13.60 217102 20.0
3,12,12b-Trimethy... 12.81 3.8 ng 40681 5 13.60 217102 20.0
Phenol, 4-(3,4-di... 13.01 2.2 ng 23918 5 13.60 217102 20.0
Behenic alcohol 13.47 6.8 ng 74222 5 13.60 217102 20.0
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