LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF040517\
Data File : BF094206.D

Aca On : 5 Apr 2017 23:01

Operator : SJ/MA

Sample : 12522-03

Misc :

ALS Vial : 20 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-BF032217.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 1.916 3 5 12 rVB 87170 100275 2.16% 0.262%
2 4.010 356 361 373 rVB 505377 681396 14.68% 1.783%
3 4.404 422 428 431 rBVY 3963659 4103746 88.41% 10.740%
4 5.475 603 610 613 rBY 3569350 4231529 91.16% 11.075%
5 5.610 628 633 637 rBY 3940865 4355311 93.83% 11.399%
6 5.863 672 676 680 rBY 1270387 1094926 23.59% 2.866%
7 6.045 702 707 710 rBVY 3464656 3428286 73.86% 8.972%
8 6.516 780 787 790 rBVY 2548311 2787005 60.04% 7.294%
9 7.363 926 931 935 rBVY 1401741 1454690 31.34% 3.807%
10 8.692 1150 1157 1160 rBV 4403963 4641689 100.00% 12.148%

11 9.186 1236 1241 1244 rBV 337094 334922 7.22% 0.877%
12 9.504 1287 1295 1300 rBV2 1481293 1526150 32.88% 3.994%
13 10.098 1390 1396 1400 rBV 144677 128797 2.77% 0.337%
14 10.369 1435 1442 1445 rBV2 40128 65939 1.42% 0.173%
15 10.480 1455 1461 1464 rBV 2029881 2279191 49.10% 5.965%

16 10.680 1492 1495 1498 rBV 137925 154678 3.33% 0.405%

17 11.239 1586 1590 1593 rBV 75850 72142 1.55% 0.189%
18 11.327 1600 1605 1608 rBV 1302508 1248888 26.91% 3.269%
19 12.815 1855 1858 1862 rBV 52501 49030 1.06% 0.128%
20 13.092 1900 1905 1909 rBV 48112 56785 1.22% 0.149%

21 13.310 1936 1942 1945 rBV 2786424 3143546 67.72% 8.227%
22 14.468 2136 2139 2149 rBV 146045 252165 5.43% 0.660%
23 14.574 2152 2157 2161 rBV 977053 1017961 21.93% 2.664%
24 15.692 2344 2347 2350 rVB 58291 58920 1.27% 0.154%
25 16.203 2430 2434 2440 rVB 714160 818775 17.64% 2.143%

26 16.727 2520 2523 2528 rVB 91901 122685 2.64% 0.321%

Sum of corrected areas: 38209427
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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\BF040517\
: BF094206.D

: 5 Apr 2017 23:01

: SJ/MA

: 12522-03

- 20 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094206.D

Aca On : 5 Apr 2017 23:01

Operator : SJ/MA

Sample : 12522-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.01 12.45 ng 681396 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 361 (4.010 min): BF094206.D (-356) (-) m/z 43.00 100.00%
a3
59
5000
o 350 350 400 450 440
e 5Ll 60 &8 ' m/Zz 59.10  56.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR N SRR
3.60 3.80 4.00 4.20 4.40
59 101 m/z 101.10 20.90%
%7\\35\\\‘ 51“‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 3.80 4.00 4.20 4.40
5000 M m/z 58.00 15.73%
68
50 126 142
wﬁmﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993:M0rph0ﬁne,44nemyk LSS LN BN LN N
43 3.60 3.80 4.00 4.20 4.40
m/z 41.05 8.99Y%
5000
101
15
27 & ‘
”'P*“P'mw”””J'W”lﬂ'”ﬁ'”'vgﬁv'”ﬁ””l”'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094206.D

Aca On : 5 Apr 2017 23:01

Operator : SJ/MA

Sample : 12522-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 unknown5.61 Concentration Rank 1

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

5.61 79.55 ng 4355310 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 633 (5.610 min): BF094206.D (-628) (-) m/z 132.00 100.00%
32
5000 68
5 e
40 _ s 75 104 5.20 5.40 5.60 5.80 6.00
N — T ??.l.'....,..5.‘.7,..!.,.':..,.1.1.5.,...., - m/z 68.05 39.98%
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 A IR IR UL
5.20 5.40 5.60 5.80 6.00
78 m/z 134.00 32.59%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580 6.00
5000 67 m/z 66.10 24 .35%
41 97
53 2 117
34 60 89 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e P
132 5.20 5.40 5.60 5.80 6.00
m/z 69.10 15.61%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.0 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094206.D

Aca On : 5 Apr 2017 23:01

Operator : SJ/MA

Sample : 12522-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.68 2.48 ng 154678 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1495 (10.680 min): BF094206.D (-1492) (-) m/z 57.10 100.00%

g7
5000

99 mmmmmmum

113127
141 163 m/z 43.05 67.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71

5000 T T T TT 1T TT T T TT T T TTTT
85 10,40 10,60 10.80 11.00
29 m/z 71.10 62.98%
99
| L L %9113127141155169 282
e NN 2~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 7 P T T T
o 10.40 10.60 10.80 11.00
5000 > m/z 85.05 42.41%
29 99
113127141155169183197 268
wmwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane e e
57 10.40 10.60 10.80 11.00
43 m/z 41.00 30.89%
71
5000 85
29
‘ 99113127141 198
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094206.D

Aca On : 5 Apr 2017 23:01

Operator : SJ/MA

Sample : 12522-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .47 4.95 ng 252165 Chrysene-di12 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 76
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 76
4 1-Heptadecanol 256 C17H360 001454-85-9 68
5 1-Docosene 308 C22H44 001599-67-3 62

Abundance Scan 2139 (14.468 min): BF094206.D (-2136) (-) m/z 83.10 100.00%

5000

-

14.20 14.40 14.60 14.80
m/z 43.10 98.28%

125
139 153 16912195 211 229

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
69 83
97
5000 LA L L L L L LB
11 14.20 14.40 14.60 14.80
m/z 57.10 98.09%
B o

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

%

Abundance
43 55 69 83
B L
97 14.20 14.40 14.60 14.80
5000 m/z 55.05 86.75%
111
29 123
R B e BB A o ARARS RREEE R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #148859: Trichloroacetic acid, pentadecy! ester R EEEEE RS
43 57 14.20 14.40 14.60 14.80
69 83 m/z 97.05 84.18%
97
5000
111
wwmwwnﬁﬁﬁ%nﬁwww. oz S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094206.D

Aca On : 5 Apr 2017 23:01

Operator : SJ/MA

Sample : 12522-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.73 3.00 ng 122685 Perylene-d12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 78
2 Octadecane 254 C18H38 000593-45-3 78
3 Pentacosane 352 C25H52 000629-99-2 62
4 Hexacosane 366 C26H54 000630-01-3 62
5 Eicosane 282 C20H42 000112-95-8 60

Abundance Scan 2524 (16.733 min): BF094206.D (-2520) (-) m/z 57.10 100.00%

5000

388 16.40 16.60 16.80 17.00
m/z 71.10 88.12%

286
313 340

m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57
5000 85 |||||||||||||||||||
16.40 16.60 16.80 17.00
m/z 43.10 56.74%
29 113
\‘ i h “\ Il H‘ I 4 14\.1 169 197 225 268
— e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R RERREEEE RS RSy
16.40 16.60 16.80 17.00
5000 85 m/z 85.10 55.81%
29
13 141 169 197 225 254
IR A e e o o e e T LA e e e e o e e A
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane R R Baa s
57 16.40 16.60 16.80 17.00
m/z 99.10 22 .53%
5000 85
113
29| | J | |1t 169189 211 239 267 295 323 352
...,.... —t—T ; I B L B o e e o e e o | T T
m/z--> 50 100 150 200 250 300 350 16. 40 16 60 16. 80 17. OO

8270-BF032217.M Thu Apr 06 07:14:03 2017

Page: 7



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_F\Data\BF040517\

BF094206.D

5 Apr 2017 23:01
SJ/MA

12522-03

20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 4.01 12.4 ng 681396
unknown5.61 5.61 79.5 ng 4355310
Eicosane 10.68 2.5 ng 154678
Trichloroacetic a... 14.47 5.0 ng 252165
Nonadecane 16.73 3.0 ng 122685
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|--Internal Standard---|
| # RT Resp Conc]

1 5.86 1094930 20.0
1 5.86 1094930 20.0
4 11.33 1248890 20.0
5 14.57 1017960 20.0
6 16.20 818775 20.0
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