LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF060716_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 height area % max. total
1 1.724 10 12 30 rVB 1068764 1996274 78.44% 10.116%
2 4.730 273 275 285 rBvY 30999 66120 2.60% 0.335%
3 5.187 314 315 351 rBV7 428769 900763 35.39% 4.564%
4 6.262 408 409 416 rBvVY 386124 597687 23.49% 3.029%
5 6.364 416 418 431 rVB 1237802 1525393 59.94% 7.730%
6 6.593 436 438 444 rBV 471743 507649 19.95% 2.572%
7 6.753 450 452 454 rBV 1344573 1742316 68.46% 8.829%
8 7.176 486 489 491 rBVY 976915 1403045 55.13% 7.110%
9 7.885 549 551 563 rBY 557971 685971 26.95% 3.476%
10 8.959 642 645 648 rBV 2353567 2544968 100.00% 12.896%
11 9.359 678 680 684 rBV 29527 36401 1.43% 0.184%
12 9.622 701 703 706 rBVY 619193 787883 30.96% 3.992%
13 10.068 740 742 744 rVB 36338 30799 1.21% 0.156%
14 10.308 758 763 767 rBvV2 25374 49762 1.96% 0.252%
15 10.422 770 773 775 rBV 1003789 1248178 49.04% 6.325%
16 10.502 778 780 782 rVvv 84584 91275 3.59% 0.463%
17 10.536 782 783 786 rvVB 33906 33546 1.32% 0.170%
18 10.593 786 788 790 rBvV 46848 60729 2.39% 0.308%

19 11.108 831 833 835 rBvV 708651 768709 30.21% 3.895%
20 11.714 884 886 888 rvB 104375 105202 4._.13% 0.533%

21 11.862 898 899 906 rBV 23338 34152 1.34% 0.173%
22 12.514 954 956 959 rBv2 291387 331538 13.03% 1.680%

23 12.594 962 963 965 rVB
24 12.685 968 971 974 rBV
25 12.925 989 992 993 rBV

26 13.222 1015 1018 1020 rBV
27 13.268 1020 1022 1023 rBV
28 13.542 1042 1046 1048 rVv2
29 13.588 1048 1050 1055 rVvB2
30 13.725 1060 1062 1065 rBV

31 13.908 1075 1078 1080 rBV
32 14.205 1102 1104 1107 rBV
33 14.502 1127 1130 1132 rBV
34 14.788 1153 1155 1157 rVB

93702 70910 2.79% 0.359%
2019072 2079146 81.70% 10.535%
25063 26281 1.03% 0.133%
179460 196908 7.74% 0.998%
42593 67664 2.66% 0.343%
19662 40466 1.59% 0.205%
83621 104783 4.12% 0.531%
559639 639033 25.11% 3.238%
61915 77917 3.06% 0.395%
64581 64902 2.55% 0.329%
67303 75959 2.98% 0.385%
56391 56993 2.24% 0.289%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.085 1179 1181 1187 rVB 412955 561643 22.07% 2.846%

36 15.463 1212 1214 1218 rBvVY 29486 43113 1.69% 0.218%

37 15.885 1248 1251 1253 rVB 21555 38526 1.51% 0.195%

38 16.777 1326 1329 1335 rBV5 15625 42074 1.65% 0.213%
Sum of corrected areas: 19734678
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF062316\

BF088305.D

23 Jun 2016 23:09

UM/SsJ

H3607-04

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 9

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

4.73 2.60 ng 66120 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 275 (4.730 min): BF088305.D (-273) (-) m/z 43.10 100.00%
a3
59
5000
101 T M.~ S S .
| a3 440 460 480 500
e T = L s m/z 59.10 65.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL UL IS UL
59 440 460 480 500
m/z 101.10 24 .99%
15 31 101
\ 25,7 37, 53 83
miz--> A S N N T N
Abundance
43
440 460 480 500
5000 m/z 58.00 17.07%
55
21 37, 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate B e Eama
43 440 460 480 500
m/z 41.10 10.58%
5000
58
%5 27 37, 7? 100
miz--> N S A A PP 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 unknown6.36 Concentration Rank 3

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

6.36 60.10 ng 1525390 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 418 (6.364 min): BF088305.D (-416) (-) m/z 132.00 100.00%
132
5000 68
40 54 | 75 96104 6.00 6.20 6.40 6.60
..,....,....,....,".'..7.,::..??...'....,..f.‘?,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.10 40.21%
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 SRS SR A R
6.00 6.20 640 6.60
78 m/z 134.00 32.60%

..,....,....,‘...w,.:..,H...,...:,....,....,....,....,....,....,‘.....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
_l—rl_l_l_l—rl_l_l_

6.00 6.20 6.40 6.60

5000 m/z 66.10 25.94%
104
51 o, 96 77
14 27 37 44 9. 58 89 97 115

wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine

132 6.00 6.20 6.40 6.60

m/z 69.10 16.13%

97
5000
70
31 52
[ 4 %0 | 18Bgs | 105 116 ‘
S N O - .-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 Benzenesulfonamide, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.37ng 91275  Phenanthrene-di0 11,11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzenesulfonamide, 4-methyl- 171 C7THONO2S 000070-55-3 97

2 N-p-toluenesulfonyl-I-threonine, ... 363 C18H21NO5S 1000130-34-4 74
3 Tolbutamide 270 C12H18N203S 000064-77-7 47
4 0-p-toluenesulfonyll-N-acetylser... 315 C13H17NO6S 1000126-44-8 43

5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 35

Abundance Scan 780 (10.502 min): BF088305.D (-778) (-) m/z 91.05 100.00%
Q1
5000 155171
65 107
39 i 139 10.20 10.40 10.60 10.80
rrrrkirder bbb b e b b e e e .| M/ 171.000 42.09%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39309: Benzenesulfonamide, 4-methyl-
91
A
5000 LI L L L L BB L BN |
o 155171 10.20 10.40 10.60 10.80
107 m/z 155.00 37 .30%
39 ‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91
A
171 10.20 10.40 10.60 10.80
5000 65 155 m/z 65.00 27.69%
107
50
122139 187 211228245 274 296 319
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118618: Tolbutamide N ma i B B
91 10.20 10.40 10.60 10.80
m/z 107.10 22 .15%
108
5000
65 155
41
oo b ) a23139 | 17 197 221 210

10.20 10.40 10 60 10.80

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 2,4,6-Trichlorobenzonitrile Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

1171 2.74ng 105202  Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

,4,6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 53
enzoic acid, 3-amino-2,5-dichloro- 205 C7H5CI2NO2 000133-90-4 50
-Chloro-2,3-dihydrofuro(2,3-b)qg... 205 C11H8CINO 064124-91-0 38
-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-92-1 38
,2,3,6-Tetrahydropyridine, 4-[4... 205 C12H15NO2 090684-19-8 35

abrwNPE
PONTN

Abundance Scan 886 (11.714 min): BF088305.D (-884) (-) m/z 207.00 100.00%
2

5000

11.40 11.60 11.80 12.00
m/z 205.00 98.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65353: 2,4,6-Trichlorobenzonitrile

5000

11,40 11.60 11.80 12.00
m/z 42.10 24.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
205
e
11.40 11.60 11.80 12.00
5000 m/z 206.00 18.73%
188
63 %0 124 160
1328 4 | 76 | 107, | 142 172
A mas e e AR A B o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65095: 7-Chloro-2,3-dihydrofuro(2,3-b)quinoline e AR B
205 11.40 11.60 11.80 12.00
m/z 161.90 18.21%
5000 140
175
70
26 39 57 ' 84 102115 152 188

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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.
12.51 10.38 ng 331538 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 90
3 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 38
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 35
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 35

Abundance Scan 956 (12.514 min): BF088305.D (-954) (-) m/z 56.10 100.00%
56
5000
41 73
o7 129 257
|| | 1 157 185 213 239 12.20 12.40 12.60 12.80
e m/z 57.05 58.07%
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 A RARARBARAA PARSUAARER
41 12120 12.40 12.60 12.80
1 53 257 m/z 43.05 39.54%
2 h H\ b 157 185 218 7| o83 312
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.20 12.40 12,60 12.80
so00] 41 m/z 41.10 38.04%
73
26 71157 157 185 213 28927 5 3pp
meﬂmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans- A EBEEE R
56 12.20 12.40 12.60 12.80
41 m/z 73.00 32.33%
5000
73
‘ d 95 113128 A
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 12,20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 n-Nonadecanol-1 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.59 2.22 ng 70910 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 1-Nonadecene 266 C19H38 018435-45-5 93
3 Heptadecyl acetate 298 C19H3802 000822-20-8 91
4 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 91
5 1-Pentadecanol acetate 270 C17H3402 000629-58-3 91

Abundance Scan 963 (12.594 min): BF088305.D (-962) (-) m/z 43.10 100.00%

43
83
5000

12.20 12.40 12.60 12.80 13.00
m/z 83.05 72.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1

SN
(4]
a
o}
©
@
©
~

5000 LA INL L L B L L LB L L LB
12.20 12.40 12.60 12.80 13.00
125 m/z 97.10 62.79%
27 | | 139154168182106210224238 266
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 83 97
e e it
111 12.20 12.40 12.60 12.80 13.00
5000 m/z 55.10 62.11%
- 125
15 139154168182196210224238 266
mewmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143134: Heptadecy! acetate L Ba e
43 12.20 12.40 12.60 12.80 13.00
m/z 69.10 58.54%
5000 7 897

111

29

15 |l 139154168182196210 238
R R RaRE A R

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

125

1
N
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 5

R.T. EstConc Area Relative to ISTD R.T.
13.22 6.16 ng 196908 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 83
3 Butyl myristate 284 C18H3602 000110-36-1 47
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30

Abundance Scan 1018 (13.222 min): BF088305.D (-1015) (-) m/z 56.10 100.00%
96
5000
129 285
267
3& || 101 57 50 a2 340 13.00 13.20 13.40 13.60
il m/z 57.10 61.74%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285 340 ~13.00 13.20 1340 13.60
73 . 267 m/z 43.10 40.13%
97 241
Al n (s ;s M i au
m/z--> 50 100 150 200 250 300
Abundance
57
~13.00 13.20 1340 13.60
5000 m/z 285.30 35.46%
29 267285
83
' g 185 3 241 310 340
m/z--> " 'so 100 150 200 250 300
Abundance #131257: Butyl myristate b o s B
56 13.00 13.20 13.40 13.60
m/z 129.10 35.20%
5000 229
73 211
129
101 185 284
III3\IIM‘U“Ix“\lwhlllu‘\l ‘: |‘15|7|‘|‘|||“|‘| |‘25|5||‘||||||| I A T Ak
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\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.27 2.12 ng 67664 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1022 (13.268 min): BF088305.D (-1020) (-) m/z 57.10 100.00%
57
85
5000
|2y '13.00 13.20 13.40 13.60
—— Ay oy m/z 71.10 73.59%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 L BN BN BN RO
13.00 13.20 13.40 13.60
m/z 43.10 53.93%
29 113 141
L1 h i j | |~7" 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1%0 260 250 360 3éo '
Abundance
57
13.00 13.20 13.40 13.60
5000 85 m/z 85.05 53.86%
113
29 141 169,211 239 267 205 323 352
m/z--> 55 160 150 200 250 360 3éo '
Abundance #141426: Heneicosane
57 13.00 13.20 13.40 13.60
m/z 55.05 21.02%
85
5000
29 113
L |y 209 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 13. 00 13 20 13. 40 13.60

8270-BF060716.M Fri Jun 24 13:26:46 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.59 3.28 ng 104783 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 91
3 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 91
4 Tritetracontane 605 C43H88 007098-21-7 91
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 90
Abundance Scan 1050 (13.588 min): BF088305.D (-1048) (-) m/z 57.10 100.00%
57
5000
97 AR BRI SRR S
] 141 197 13.20 13.40 13.60 13.80 14.00
RN RN ”'W'”'P'”I”'W'“'P'“I”'W'”'P'”I“'W'” m/z 71.10 67.80%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 AR DA BN B B

13.20 13.40 13.60 13.80 14.00
m/z 43.10 63.40%

h | Hu 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance
43
R S NEREEE
13.20 13.40 13.60 13.80 14.00
5000 o m/z 85.05 49.52%
125 182547
T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
57 13.20 13.40 13.60 13.80 14.00
m/z 55.10 30.76%
5000
97
|| W 141 183217 273309343378414

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 20 13. 40 13 60 13. 80 14. OO

8270-BF060716.M Fri Jun 24 13:26:47 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 13 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.21 2.03 ng 64902 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 1104 (14.205 min): BF088305.D (-1102) (-) m/z 57.10 100.00%
7
5000
141 169 13.80 14.00 14.20 14.40 14.60
103 221 m/z 71.10  68.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 N SR B
Bmmmmmmmmm
m/z 43.05 56.73%
29 113 449
i W I M [ 141 160 197 225 253 295 323 367
m/z--> §o 100 150 260 250 360 3%0 460
Abundance
57
o 13.80 14.00 14,20 14.40 14.60
5000 m/z 85.05 50.96%
29 113
141 169 197 225 253 296
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane L B e AR AR,
57 13.80 14.00 14.20 14.40 14.60
m/z 55.05 23.10%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 13 80 14. 00 14. 20 14. 40 14|60

8270-BF060716.M Fri Jun 24 13:26:48 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 14 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.70 ng 75959 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1130 (14.502 min): BF088305.D (-1127) (-) m/z 57.10 100.00%
57
85
5000
141169197 mmmmmmmm
|,] i ll '“ A m/z 71.10 72.96%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane M
57
85
5000 R R B DU SRR
mmmmmmmm
- 13 m/z 85.10 56.98%
\‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
14:20 14.40 14.60 14.80
5000 85 m/z 43.10 52.70%
29 118 441
169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #185535: Heptadecane, 9-octyl- R  ERmmaT B
57 14.20 14.40 14.60 14.80
m/z 55.05 22.38%
5000 85
113
3 1 J AT 009 107 %P 267 204 323 352 e
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 15 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.03 ng 56993 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 1155 (14.788 min): BF088305.D (-1153) (-) m/z 57.10 100.00%
g7
85
5000
AL 100 e - 1440 14100 1450 15,00 1520
S 50 Tt NN m/z 71.10 73.69%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LRI AL AR SRR S
14.40 14.60 14.80 15.00 15.20
m/z 43.10 55.59%
29 ‘ 13 4m
Al “ “‘\ ‘“\ h‘ l‘ L1 1§9 ) 197 225 253 262
m/z--> 50 160 150 200 250 300 3éo
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 54 _.79%
113
29 141 169159 211 239 267 205 323 352
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane | LI L N L L L
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 20.34%
5000 85
29 i Iy M3 141 160 197 225 253 295 323 367
m/z--> 5'0 1(')0 150 200 25'30 300 3&'30 14.'40 14.|60 14.I80 15.'00 15.'20

8270-BF060716.-M Fri Jun 24 13:26:49 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088305.D

Acq On : 23 Jun 2016 23:09

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.73 2.6 ng 66120 1 6.59 507649 20.0
unknown6 .36 6.36 60.1 ng 1525390 1 6.59 507649 20.0
Benzenesulfonamid... 10.50 2.4 ng 91275 4 11.11 768709 20.0
2,4,6-Trichlorobe... 11.71 2.7 ng 105202 4 11.11 768709 20.0
Hexadecanoic acid... 12.51 10.4 ng 331538 5 13.73 639033 20.0
n-Nonadecanol-1 12.59 2.2 ng 70910 5 13.73 639033 20.0
Octadecanoic acid... 13.22 6.2 ng 196908 5 13.73 639033 20.0
Octacosane 13.27 2.1 ng 67664 5 13.73 639033 20.0
Tetratetracontane 13.59 3.3 ng 104783 5 13.73 639033 20.0
Hexacosane 14.21 2.0 ng 64902 5 13.73 639033 20.0
Heneicosane 14 .50 2.7 ng 75959 6 15.09 561643 20.0
Eicosane 14.79 2.0 ng 56993 6 15.09 561643 20.0
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