LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094573.D

Aca On : 21 Apr 2017 20:09

Operator : SJ/MA

Sample : 12786-04

Misc :

ALS Vial : 16 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-BF041717 .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 3.907 332 335 349 rVB 241714 284370 10.19% 1.218%
2 4.313 399 404 415 rBV 2164017 2241480 80.29% 9.597%
3 5.390 582 587 602 rBY 2287624 2386628 85.49% 10.219%
4 5.513 604 608 612 rBY 2494118 2398755 85.92% 10.270%
5 5.760 646 650 654 rBV 679611 593674 21.27% 2.542%
6 5.937 676 680 684 rBY 1946055 1909427 68.40% 8.175%
7 6.413 755 761 764 rBVY 1457012 1478196 52.95% 6.329%
8 7.254 900 904 908 rBV 928102 800102 28.66% 3.426%
9 8.578 1124 1129 1132 rBV 2879001 2791719 100.00% 11.953%
10 9.078 1210 1214 1219 rBV 515313 453059 16.23% 1.940%
11 9.389 1260 1267 1272 rBV 850102 874218 31.31% 3.743%
12 9.983 1364 1368 1372 rVB 55710 54853 1.96% 0.235%
13 10.260 1408 1415 1418 rBvV2 19284 31133 1.12% 0.133%
14 10.366 1428 1433 1438 rBVY 1234458 1410757 50.53% 6.040%
15 10.566 1464 1467 1470 rBV 70788 84297 3.02% 0.361%
16 10.807 1505 1508 1511 rBvV2 24452 31287 1.12% 0.134%
17 11.125 1558 1562 1565 rBvV 62323 62521 2.24% 0.268%
18 11.160 1565 1568 1572 rVvv2 26073 32612 1.17% 0.140%
19 11.207 1572 1576 1579 rVvVv 828460 797033 28.55% 3.413%
20 11.236 1579 1581 1584 rVB 38796 36802 1.32% 0.158%
21 11.648 1648 1651 1654 rVB 54264 50730 1.82% 0.217%
22 11.942 1698 1701 1708 rBV3 63659 98988 3.55% 0.424%
23 12.154 1734 1737 1740 rVB 36857 36652 1.31% 0.157%
24 12.695 1826 1829 1832 rVB 59071 53823 1.93% 0.230%
25 12.971 1872 1876 1880 rVB 59171 66651 2.39% 0.285%

26 13.183 1907 1912 1916 rBV 1994689 2315794 82.95% 9.915%
27 14.354 2107 2111 2118 rBvV4 58342 100991 3.62% 0.432%
28 14.454 2123 2128 2132 rBV 680179 760340 27.24% 3.255%

29 15.136 2240 2244 2249 rBvV4 32748 46856 1.68% 0.201%
30 15.677 2333 2336 2339 rBvV 31019 42604 1.53% 0.182%
31 15.848 2362 2365 2369 rBV2 58988 72059 2.58% 0.309%
32 16.018 2391 2394 2397 rBV 30051 35233 1.26% 0.151%
33 16.077 2400 2404 2413 rVV 673408 770689 27.61% 3.300%
34 16.571 2484 2488 2492 rBV2 63997 85838 3.07% 0.368%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094573.D

Aca On : 21 Apr 2017 20:09

Operator : SJ/MA

Sample : 12786-04

Misc :

ALS Vial : 16 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-BF041717_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.495 2642 2645 2651 rVB5 38616 65773 2.36% 0.282%

Sum of corrected areas: 23355944
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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:\HPCHEMI\BNA F\Data\BF042117\

BF094573.D

21 Apr 2017 20:09

SJ/MA

12786-04

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF094573.D

5.51

5.39
4.31

5.94

6.41

7.25
5.76

3.91

04—
Time--> 2.00

2.50

3.00

3.50

4.00

T T
4.50 5.00 5.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF094573.D
58

13.18

10.37

9.08

|

12.70 12.97

11.65 11.9413 15

Or—
Time-->

13.50

12.50 13.00

9.50

10.00 10.50 11.00 11.50

9.00 12.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF094573.D

14.45 16.08

16.57
IWAVNN

14.3 15.14 15.685.8%6. 17.49

0
Time-->

19.00

18.50

17.00

17.50 18.00

16.00 16.50

15.00 15.50

14.00 14.50
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094573.D

Aca On : 21 Apr 2017 20:09

Operator : SJ/MA

Sample : 12786-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

3.91 9.58 ng 284370 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 335 (3.907 min): BF094573.D (-332) (-) m/z 42.95 100.00%
48
59
5000
ot 350 3B0 40 a%o
83 : : : :
e Sl B3l 60 8 | Tm/z 59.00 56.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR SRR N R
3.60 3.80 4.00 4.20
59 m/z 101.10 20.04%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 360 3.80 4.00 420
5000 m/z 58.10 14 .15%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R
43 3.60 3.80 4.00 4.20
m/z 41.00 8.98%
5000
101
15 53137, 51 % 69 86
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 11'0 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094573.D

Aca On : 21 Apr 2017 20:09

Operator : SJ/MA

Sample : 12786-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.51 Concentration Rank 1

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

5.51 80.81 ng 2398760 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 607 (5.507 min): BF094573.D (-604) (-) m/z 132.00 100.00%
5000 68
U LR I L R
40 _ 54 | 75 104 520 5.40 5.60 5.80
T ??...' S 1 A M S N m/z 68.10 41.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 U S IR I U
a1 o7 5.20 5.40 5.60 5.80
53 117 m/z 134.00 31.02%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 m/z 66.00 24 .96%
104
1 21 37 mBlgg ® T g g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e
132 5.20 5.40 5.60 5.80
m/z 69.10 16.65%
5000
6 104
oo 7\7 P nr )
! (1A | I |
m/z--> 10 20 30 40 50 60 70 80 90 100 1i0 120 130 140 5.0 540 560 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094573.D

Aca On : 21 Apr 2017 20:09

Operator : SJ/MA

Sample : 12786-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 4 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.57 2.12 ng 84297 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
5 Tritetracontane 605 C43H88 007098-21-7 86

Abundance Scan 1468 (10.572 min): BF094573.D (-1464) (-) m/z 57.05 100.00%
g7
5000 85
113 141 10.20 10.40 10.60 10.80
....\,.1..‘-.-,...~.-,..1.8?,20.7... e M/z  71.10  62.27%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 NSRS U
85 10.20 10.40 10.60 10.80
m/z 43.10 58.66%
290 | || 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 38.68%
29
113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane B E ma s
57 10.20 10.40 10.60 10.80
m/z 41.05 32.13%
5000 85
29
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094573.D

Aca On : 21 Apr 2017 20:09

Operator : SJ/MA

Sample : 12786-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.48 ng 98988 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 3,5-Difluorobenzaldehyde carbamo... 199 C8H7F2N30 163893-49-0 25

Abundance Scan 1701 (11.942 min): BF094573.D (-1698) (-) m/z 73.10 100.00%

43 57 78
5000

213

143157 171 185 199 11.60 11.80 12.00 12.20

m/z 57.00 93.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000: 129 L L B L B
11.60 11.80 12.00 12.20
‘\ Hu‘

m/z 43.05 83.66%
NI RS SR

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

213
143 157171 185 199

Abundance
43 60 73
R EEE s
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.05 82.85%
87 242
143 199
115 185
101 157171 213
A B o o e B B R RARES REEES S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R EEE s
60 73 11.60 11.80 12.00 12.20
43 m/z 60.10 80.37%
5000 129
29
214
H ‘ ‘ 143 157
| ullly h‘ ‘ |

A A
LI L B

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094573.D

Aca On : 21 Apr 2017 20:09

Operator : SJ/MA

Sample : 12786-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 6 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

1435 2.66ng 100991  Chrysene-di2 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 81
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 81

3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 74
4 17-Pentatriacontene 491 C35H70 006971-40-0 74
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 62
Abundance Scan 2110 (14.348 min): BF094573.D (-2107) (-) m/z 57.00 100.00%
43 87
83 g7

5000

125 R RAREEREmamma
153 175189202 234 14.00 14.20 14.40 14.60

m/z 55.05 96 .59%

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

Abundance #197885: Trichloroacetic acid, pentadecyl ester
43 57
83
5000 LA L L L L LB L
14.00 14.20 14.40 14.60
29 195 m/z 43.10 90.17%
139153167182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 83
B R R B
97 14.00 14.20 14.40 14.60
5000 70 m/z 83.05 82.28%
111
29
125
139153 168 196 241
[ T T T T T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #159656: Acetic acid, chloro-, hexadecy! ester A Ba T o
14.00 14.20 14.40 14.60
m/z 97.10 78.78%
5000 4

125
140154 168 183196 224 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14. OO 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042117\
Data File : BF094573.D

Aca On : 21 Apr 2017 20:09

Operator : SJ/MA

Sample : 12786-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 7 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.57 2.23 ng 85838 Perylene-d12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2488 (16.571 min): BF094573.D (-2484) (-) m/z 57.10 100.00%
57
5000 MM
141 169 90 231 264 326 16 20 16. 40 16. 60 16. 80
N | 283 m/z 71.05 86.22%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 A R SR B B
16 20 16. 40 16. 60 16.80
m/z 43.05 55.43%
29 113
\‘ “\ h “\ ‘h h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> 50 100 1%0 260 2%0 360 3%0
Abundance
57
16,20 16.40 16.60 16.80
5000 85 m/z 85.05 52.93%
29 113 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 2%0 300 3%0
Abundance #94346: Heptadecane LI LA LB L B L N B
57 16.20 16.40 16.60 16.80
m/z 55.05 23.72%
85
5000
29
L. | | l‘J11}34 141 169 197 240
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1;0 16 20 16. 40 16. 60 16. 80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF042117\
Data File : BF094573.D

Acq On : 21 Apr 2017 20:09

Operator : SJ/MA

Sample : 12786-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.91 9.6 ng 284370 1 5.76 593674 20.0
unknown5.51 5.51 80.8 ng 2398760 1 5.76 593674 20.0
Heptacosane 10.57 2.1 ng 84297 4 11.21 797033 20.0
n-Hexadecanoic acid 11.94 2.5 ng 98988 4 11.21 797033 20.0
Trichloroacetic a... 14.35 2.7 ng 100991 5 14.45 760340 20.0
Heneicosane 16 .57 2.2 ng 85838 6 16.08 770689 20.0
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