LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 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-BF121417.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 4.998 491 495 515 rBV 224161 463452 12.95% 1.716%
2 5.398 560 563 589 rBY 2042319 3580090 100.00% 13.252%
3 6.428 734 738 755 rBY 2044594 3342181 93.35% 12.372%
4 6.545 755 758 764 rVV 2542761 3001335 83.83% 11.110%
5 6.769 793 796 804 rBV 710567 786430 21.97% 2.911%
6 6.928 819 823 843 rVB 2168890 2399680 67.03% 8.883%
7 7.345 891 894 910 rBVY 1619090 2013218 56.23% 7.452%
8 8.022 1006 1009 1011 rBV 41822 41394 1.16% 0.153%
9 8.057 1011 1015 1027 rVvVv 740986 877222 24.50% 3.247%
10 8.328 1053 1061 1067 rBV6 22273 49344 1.38% 0.183%
11 8.628 1106 1112 1115 rBV 54488 49787 1.39% 0.184%
12 9.122 1193 1196 1205 rBV 2483142 2468243 68.94% 9.137%
13 9.192 1205 1208 1211 rVB 78693 79460 2.22% 0.294%
14 9.504 1258 1261 1263 rBV 40878 48222 1.35% 0.179%

15 9.528 1263 1265 1270 rVB 157324 143251 4._00% 0.530%

16 9.716 1292 1297 1301 rVB 124134 102969 2.88% 0.381%
17 9.810 1309 1313 1324 rVB 697461 730750 20.41% 2.705%
18 10.216 1379 1382 1385 rVB 133631 101144 2.83% 0.374%
19 10.433 1415 1419 1422 rBV 36664 42167 1.18% 0.156%
20 10.610 1445 1449 1460 rBV 1035141 1236359 34.53% 4._.577%

21 10.686 1460 1462 1471 rVB 98593 133310 3.72% 0.493%
22 11.304 1563 1567 1578 rBV 677087 689951 19.27% 2.554%

23 11.745 1637 1642 1645 rBv4 26686 38965 1.09% 0.144%
24 11.810 1651 1653 1667 rBV 167846 194353 5.43% 0.719%
25 12.533 1769 1776 1784 rBV2 34798 71789 2.01% 0.266%

26 12.592 1784 1786 1795 rBV2 92774 131253 3.67% 0.486%
27 12.880 1831 1835 1839 rBV 2338244 2194870 61.31% 8.125%
28 13.351 1911 1915 1918 rBV2 47674 53545 1.50% 0.198%
29 13.751 1980 1983 1991 rBV 143098 175428 4_90% 0.649%
30 13.957 2014 2018 2027 rBV 794608 870820 24.32% 3.223%

31 14.998 2192 2195 2199 rBV2 124213 147229 4.11% 0.545%

32 15.427 2264 2268 2276 rBV2 430858 593229 16.57% 2.196%
33 15.768 2323 2326 2333 rVB 118771 163405 4._.56% 0.605%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 27014845
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121417 .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: BF101923.D
2500000 6)55

6.93
5.40 6.43
2000000

7.35
1500000

1000000
6.77

500000
5.00

I T T T e e B

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: BF101923.D

2500000 9,12 12.88

2000000

1500000

10.61

1000000

500000

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: BF101923.D

2500000

2000000

1500000

1000000 13.96

500000

O

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 : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 3

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

5.00 11.79 ng 463452 1,4-Dichlorobenzene-d4 6.77
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 495 (4.998 min): BF101923.D (-491) (-) m/z 43.00 100.00%
43.0
5000
101.0 T T T T T T
| 83.0 | 460 480 500 520 540
Obrrr e e e e m/z 59.00 53.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R NS UL I
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.00 18.31%
ao 830
A AR RS REALS AL AR NRADA RARLA AARAN LARAN AANAS RALSSRARSSRARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 410 m/z 58.00 14 .87%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone T R R e
9 460 480 500 520 540

m/z 41.05 9.22%

5000 43.0
31.0
15 0 ‘ | ‘\ ! 87.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40

o
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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

o

Peak Number 2 unknown6.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.55 76.33 ng 3001340 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 759 (6.551 min): BF101923.D (-755) (-) m/z 132.00 100.00%
132.0
5000 68.0
e e
400 540 | 9.1 6.20 6.40 6.60 6.80

..,....,....,...:,".'...,:!..,.:~.'.|,..'=~.,§‘?;9,..!.,.’fﬂ7.-,°....,....,"...,.. m/z 68.05 40.34%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.20 6.40 6.60 6.80
m/z 134.00 32.80%

31.0 51.0
0 L1 H I 1
L o e R R R a s n e s R R s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R e N BEmEE
6.20 6.40 6.60 6.80
5000 m/z 66.00 26.99%
33.0 44.0 0.0 105.0
o 56.0 ’ 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80

m/z 69.05 16.41%

5000
104.0
66.0
140 27.0 390 510 PRT 770 g9 | q150 M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 660 6.80

o
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Hexadecane Concentration Rank 12

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

9.19 2.17 ng 79460 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetracosane 338 C24H50 000646-31-1 80
3 Pentadecane 212 C15H32 000629-62-9 78
4 Undecane. 2.9-dimethvyl- 184 C13H28 017301-26-7 78
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1208 (9.192 min): BF101923.D (-1205) (-) m/z 57.05 100.00%
57.0
5000
85.0

113.0 8.80 9.00 9.20 9.40 9.60
,,I,',',,14,1°1,689, e || M7z 43.05  66.86%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane
57.0
5000 LA LN L  ILLLILLL  LL NLBL  NLB
85.0 8.80 9.00 9.20 9.40 9.60
29.0 : m/z 71.10 49 .89%
0 ‘ L [ ‘ 113.0141.0169.0 197.0 226.0
T T e e o [ e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R e o e R R
8.80 9.00 9.20 9.40 9.60
5000 850 m/z 41.05 32.93%

23.0 113.0
"~ 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71393: Pentadecane R e R A
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.05 29.22%

5000 85.0
29.0
ol | | | 13014101600 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.22 2.77 ng 101144 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1383 (10.222 min): BF101923.D (-1379) (-) m/z 57.10 100.00%
57.1
5000
H31 149017, " 10100 10,20 1040 10160
(o} - m/z 43.05 67 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57.0
5000 LIS BUURELE BUSLILN BN B
85.0 10,00 1020 10.40 10.60
29.0 m/z 71.10 51.33%
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250 250
Abundance
57.0
" 10,00 10.20 10.40 10.60
5000 m/z 85.10 39.07%
85.0
29.0
o 113.0 141.0 1840
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250 250
Abundance #105885: Octadecane R s Rt e
57.0 10.00 10.20 10.40 10.60
m/z 41.00 30.13%
5000 85.0
29.0
ol L U0 1410 1690 1970 2250 2540
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 ' 10. 00 10 20 10. 40 10|60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 8 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.81 5.63 ng 194353 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1653 (11.810 min): BF101923.D (-1651) (-) m/z 73.00 100.00%
43.0 730
5000
o971 129.1 R
' 1571 1851 232 | 1140 11,60 11.80 12.00 12.20
0 m/z 43.00 95.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

(o]
Q
o

5000 129.0 R o B
11. 40 11. 60 11. 80 12. OO 12 20

83.0 0
1570 1g50 2130 256.0 m/z 59.95 86.12%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 76.14%
97.0 199.0
157.0 242.0
0 15.0 177.0
IR RS o e e e e R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid B R
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 55.00 70.08%
[0} R EEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 10 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.59 3.80 ng 131253 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 25
Abundance Scan 1786 (12.592 min): BF101923.D (-1784) (-) m/z 43.05 100.00%
43.0
73.0

5000

3

12.20 12.40 12.60 12.80 13.00
m/z 72.95 79.13%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
3.0

3

12!20 12.I40 12!60 12.I8O 13.I00
m/z 57.05 71.52%

5000

241.0 284.0

207.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
R e AR mamE e
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 71.35%
970 1990 2420
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid L I e
60.0 12.20 12.40 12.60 12.80 13.00
m/z 55.00 68.83%
- M,{kil\/\w
157.0 185.0 213.0 256.0
0 S
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
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Bromoacetic acid, octadecyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.03 ng 175428 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
Abundance Scan 1983 (13.751 min): BF101923.D (-1980) (-) m/z 43.10 100.00%
T M’V\M
5000
11.1
154.0182.1 2211 283.0 13.40 13.60 13.80 14.00
oLl b S T SR 80 "m/z 57.05  95.73%
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecy! ester
43.0
83.0
5000 R AR SR UL
111.0 13,40 13.60 13.80 14.00
‘ 139.0 m/z 83.10 84 .41%
RN ‘\‘H u\ s L1810 220200 oo
m/z--> 50 150 200 250 300 350
Abundance
57.0
97.0 DN NS U B
13.40 13.60 13.80 14.00
5000 m/z 55.05 83.69%
125.0
o 153.0182.0210.0 266.0294.0300
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol B B .
57.0 |97.0 13.40 13.60 13.80 14.00
m/z 69.10 73.77%
5000
25.0
o 29.00 ’ ﬂ ‘ 415?0181020902370 27803060 350.0878.0
m/z--> 5'0 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 12 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.00 4.96 ng 147229 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 93
3 Docosane 310 C22H46 000629-97-0 93
4 Pentacosane 352 C25H52 000629-99-2 93
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2195 (14.998 min): BF101923.D (-2192) (-) m/z 57.05 100.00%
5%.0
113.1 0 1480 1500 15,20 1540
1441 1169 1 2100 2521 14.60 14.80 15.00 15.20 15.40
ol l,l W fpaeed 2100 2521811 3161 321 o110 62.31%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
85.0
5000 AR DR DA B B
mmmmmmmmmm
113.0 m/z 43.10 54 _.90%
ol300, || 30169.0167.0226 0253.0261.0909,0 3950
m/z--> 56 160 1%0 260 250 300 3éo
Abundance
43.0
14,60 14.80 15.00 15.20 15.40
5000 71.0 m/z 85.10 44 .16%
. 990 157.0155.0183.0211.0230.0267.02%%0323.0 “ﬂMJKWWAAMWJ{VJMAAMNAMNN
m/z--> 56 160 1%0 260 250 360 3éo
Abundance #153222: Docosane N e o
57.0 14.60 14.80 15.00 15.20 15.40
m/z 55.00 21.25%
5000 85.0
. 2900 | | | [1130141.0169.0197.0225.0253.0281.0310.0
m/z--> 5'0 1(')0 150 2(')0 25'30 300 3&'30 14. 60 14. 80 15. oo 15. 20 15.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF010518\
Data File : BF101923.D

Aca On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample : J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 13 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.77 5.51 ng 163405 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 2326 (15.768 min): BF101923.D (-2323) (-) m/z 57.10 100.00%

5_.1 /_/\/“/\Aj\“w/\
5000 85.0

1311411 1871 2380  289.1 323.0 1540 1550 15,80 16.00
o....l,.!.l-.l, Wiy, A8TL 2380 2901 32303561 m/z 71.10 67.50%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

a1
~l
o
%

5000 850 LA L L L L LB L
15.40 15.60 15.80 16.00
m/z 43.05 58.57%
29.0
R ‘h L ﬂl ‘141 0169 0197.0225.0253.0 295.0323.0  367.0
iy e
m/z--> 50 150 200 250 300 350
Abundance
57.0
e
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.05 48.60%
oL 290 113.0141.0169.0197,226.0 wHKMMWVﬁMPVJKAMHhAJWWMWﬂ
o = . ANEIEE S
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L BT o e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 18.73%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
— b A e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF010518\
Data File : BF101923.D

Acq On : 5 Jan 2018 12:19

Operator : SJ/JU

Sample - J1027-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.00 11.8 ng 463452 1 6.77 786430 20.0
unknown6 .55 6.55 76.3 ng 3001340 1 6.77 786430 20.0
Hexadecane 9.19 2.2 ng 79460 3 9.81 730750 20.0
Pentadecane 10.22 2.8 ng 101144 3 9.81 730750 20.0
n-Hexadecanoic acid 11.81 5.6 ng 194353 4 11.30 689951 20.0
Octadecanoic acid 12.59 3.8 ng 131253 4 11.30 689951 20.0
Bromoacetic acid,... 13.75 4.0 ng 175428 5 13.96 870820 20.0
Tetracosane 15.00 5.0 ng 147229 6 15.43 593229 20.0
Hexacosane 15.77 5.5 ng 163405 6 15.43 593229 20.0
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