LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\

Data File : BF099319.D

Aca On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample : 15691-02 e
Misc : e
ALS Vial : 17 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-BF092317.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 5.075 505 508 519 rBV 216851 248498 13.91% 1.509%
2 5.481 573 577 588 rBY 1688694 1565244 87.62% 9.503%
3 6.492 745 749 765 rBVY 1557248 1603046 89.74% 9.732%
4 6.634 769 773 776 rBVY 1969142 1646082 92.15% 9.994%
5 6.863 808 812 816 rBV 678763 525472 29.42% 3.190%
6 7.022 834 839 842 rBVY 1408999 1276426 71.45% 7.749%
7 7.428 903 908 911 rBVY 1113051 949891 53.17% 5.767%
8 8.145 1026 1030 1033 rBV 830888 643608 36.03% 3.907%
9 8.792 1132 1140 1142 rBvV4 13446 20748 1.16% 0.126%
10 9.016 1174 1178 1182 rBv4 16354 26595 1.49% 0.161%
11 9.145 1193 1200 1203 rBV7 14572 38021 2.13% 0.231%
12 9.216 1208 1212 1218 rBvV 1908039 1786387 100.00% 10.846%
13 9.292 1220 1225 1228 rVB5 27522 44904 2.51% 0.273%
14 9.410 1243 1245 1248 rBv4 21623 21728 1.22% 0.132%

15 9.610 1276 1279 1286 rBV 295086 264475 14.81% 1.606%

16 9.898 1325 1328 1332 rVB 696185 594423 33.28% 3.609%
17 10.692 1459 1463 1467 rBV 713755 743150 41.60% 4.512%
18 11.386 1578 1581 1584 rBV 539014 488986 27.37% 2.969%
19 12.968 1847 1850 1854 rVB 1366635 1266973 70.92% 7.692%
20 13.186 1885 1887 1890 rVB 86006 72323 4._05% 0.439%

21 13.527 1942 1945 1948 rVB 148422 128940 7.22% 0.783%
22 13.857 1998 2001 2014 rVB 271867 289161 16.19% 1.756%
23 13.992 2021 2024 2027 rVB 100385 75433 4.22% 0.458%
24 14.027 2027 2030 2034 rBV 584747 513713 28.76% 3.119%
25 14.168 2051 2054 2059 rVB 217023 201371 11.27% 1.223%

26 14.474 2103 2106 2109 rVB 273656 219221 12.27% 1.331%
27 14.639 2132 2134 2136 rVB 33881 24536 1.37% 0.149%
28 14.780 2155 2158 2164 rVB 214283 209214 11.71% 1.270%
29 15.115 2212 2215 2220 rVB 177494 194283 10.88% 1.180%
30 15.504 2276 2281 2288 rVB2 414294 564689 31.61% 3.428%

31 15.927 2349 2353 2360 rVB 73188 111286 6.23% 0.676%

32 16.433 2436 2439 2445 rVB2 40176 62920 3.52% 0.382%
33 17.021 2537 2539 2546 rVB5 30616 49395 2.77% 0.300%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099319.D

Aca On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample : 15691-02

Misc :

ALS Vial : 17 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 16471142
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099319.D

Aca On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample : 15691-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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: BF099319.D

5.48
6.49
1500000 7.02

7.43
1000000
6.86

500000

5.07

]

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF099319.D

12.97

1500000

1000000 10.69 11.39

8.15

500000 9.61 13.19 13.53

e T e =

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF099319.D

1500000

1000000

500000

17.02

O T T T T T

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:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099319.D

Aca On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample : 15691-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.07 9.46 ng 248498 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF099319.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 UL LU L UL LA
| 83.0 | 4.80 5.00 5.20 5.40
o) Y 7 RSSO | RS s hSSU HMSES m/z 59.10 58.64Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L UL R
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.00 19.05%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.95%
41.0
29.0 101.0
0 50.0 73.0 86.0
LR UL SR SR SR UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol TT T T[T T T T [TT T[T T T TrrT
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.24Y%
5000 310 430 73.0
0 \‘\‘ “\H \‘ ! 840 1010
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099319.D

Aca On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample : 15691-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.63 Concentration Rank 1

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

6.63 62.65 ng 1646080 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF099319.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
wiso || %0 L, | 620 615 Gho 580 70
O B e e e ! m/z 68.10 38.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 R UL A I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.25%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.17%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! BEEE SR EE s s S s S
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.16%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G | G —
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099319.D

Aca On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample : 15691-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.82 ng 72323 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 78
4 Hexadecane. 6.11-dipentvl- 366 C26H54 015874-03-0 72
5 Eicosane, 10-hexyl-10-methyl- 380 C27H56 055282-32-1 72

Abundance Scan 1888 (13.192 min): BF099319.D (-1885) (-) m/z 57.10 100.00%

517.1
5000

12.80 13.00 13.20 13.40 13.60

153.1177.1 22412481  292.2
O.HP”qMJ,u m/z 71.10 81.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L L L L LB
12. 80 13. OO 13 20 13 40 13. 60
m/z 43.10 59.15%
29.0 113.0 0
ol T T 14101600 197.0 2250 2530  296.0
A e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
RS mE T
12.80 13.00 13.20 13.40 13.60
5000 85.0 m/z 85.05 58.19%
29.0 155.0
o 113.0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- L I o B
57.0 12.80 13.00 13.20 13.40 13.60
m/z 41.05 21.12%
5000 8.0 WM
113.0
o L’ L 77,1410 183.0 211.0 239.0 267.0 296.0
R ERAR L L L  LLAAS AAAA Eansan e e P RS mE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. 00 13 20 13 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099319.D

Aca On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample : 15691-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.53 5.02 ng 128940 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
2 Pentacosane 352 C25H52 000629-99-2 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 1945 (13.527 min): BF099319.D (-1942) (-) m/z 57.10 100.00%
57.1
5000 85.1 ’
113.1 13.20 13.40 13.60 13.80
40.1 169.
ol \ Lol 01601 1510m10m2 3081 e e o
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000 85.0 SRR BN NN UGS
13.20 13.40 13.60 13.80
1130 1550 . m/z 43.10 59.87%
ol— .“l“. h‘l\ .‘“‘.‘Hl Iu‘ T I“' .1.‘.. I IZ?S;OI e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13.20 13.40 13.60 13.80
5000 85.0 m/z 85.10 48.42%
113.0
o120 141.0169.0  211.0239.0267.0295.0323.0 352.0
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #194494: Hexacosane L L L L B L BN |
57.0 13.20 13.40 13.60 13.80
m/z 41.10 23.33%
5000 85.0 WVWvAwwv«T»waLnﬂvwdwvjLﬂdﬁk
113.0
29 | | | [7] 141.0169.0197.0225.02530 295.0 366.0
m/z--> 50 1c')o 150 200 250 300 351;0 13.'20 13.'40 13.|60 13.|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099319.D

Aca On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample : 15691-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Tritetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 11.26 ng 289161 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 91
Abundance Scan 2002 (13.862 min): BF099319.D (-1998) (-) m/z 57.05 100.00%
57.0
5000 JJ
1691 13.60 13.80 14.00 14.20
- ]l“ B0 e | M7z 71.05  74.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 L BN B SR U
anmmmmm
m/z 43.10 62.39%
0 | “h ‘ “ : ‘169 0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
miz--> 0 55 100 150 200 250 300 350 400 450 560 séo 660
Abundance
57.0
' 13.60 13.80 14.00 14.20
5000 m/z 85.05 57.81%
0
o 169.0 2250 282.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane Bl LB e S S
57.0 13.60 13.80 14.00 14.20
m/z 55.05 29.36%
5000
130 169.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099319.D

Aca On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample : 15691-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 11 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.93 3.94 ng 111286 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2354 (15.933 min): BF099319.D (-2349) (-) m/z 57.00 100.00%
57.0
5000 ”/\\Mw~w‘4vaj\meNJ\AA\AA‘/
%0 a1 15,60 15.80 16.00 16.20
183.1 253.1 : : : :
0....,]....l“.}..,....,..'..,..2.8??....,....,...., m/z 71.10 69.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 U SRR DU B B
15.60 15.80 16.00 16.20
‘ 99.0 m/z 85.05 56.64%
o .“. ‘.‘ I H\ h\ h‘ u‘ . \\ \ :‘I.-8.3.0| |22|5|'0| I |2|8|?'|0| ————
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 43.10 52.70%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #141426: Heneicosane R B R
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.09%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 15%0 1580 1600 1650
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101017\
Data File : BF099319.D

Acq On : 11 Oct 2017 00:12

Operator : SJ/JU

Sample - 15691-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.07 9.5 ng 248498 1 6.86 525472 20.0
unknown6.63 6.63 62.6 ng 1646080 1 6.86 525472 20.0
Heneicosane 13.19 2.8 ng 72323 5 14.03 513713 20.0
Tetradecane, 2,6,... 13.53 5.0 ng 128940 5 14.03 513713 20.0
Tritetracontane 13.86 11.3 ng 289161 5 14.03 513713 20.0
Eicosane 15.93 3.9 ng 111286 6 15.50 564689 20.0
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