LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100415.D

Aca On - 11 Nov 2017 2:34 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16355-05 UG elE)
Misc i 110317-TIFR-F-D-B
ALS Vial : 33 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-BF110817.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 2.210 17 21 36 rvB 79220 142973 3.33% 0.528%
2 5.122 513 516 525 rVB 307444 337301 7 .85% 1.246%
3 5.516 579 583 587 rBVY 1905458 1741705 40.53% 6.436%
4 6.516 749 753 756 rBVY 1317411 1167105 27.16% 4.313%
5 6.545 756 758 763 rVB 67570 55458 1.29% 0.205%
6 6.669 774 779 782 rBVY 2907144 2610421 60.75% 9.646%
7 6.904 815 819 822 rVB 958854 884171 20.58% 3.267%
8 7.063 841 846 849 rBVY 3081681 3091186 71.94% 11.422%
9 7.469 909 915 918 rBVY 2538847 2699709 62.83% 9.976%
10 8.180 1032 1036 1040 rBvY 1216588 1072425 24.96% 3.963%
11 9.263 1214 1220 1223 rBvV 4173271 4296900 100.00% 15.878%
12 9.645 1282 1285 1289 rBV 66688 59129 1.38% 0.218%
13 9.939 1329 1335 1343 rVB 1169114 1061416 24.70% 3.922%
14 10.604 1445 1448 1452 rBvV 79102 63109 1.47% 0.233%

15 10.727 1464 1469 1472 rBV 1534108 1477244 34.38% 5.459%

16 11.421 1584 1587 1591 rBV 963359 863908 20.11% 3.192%
17 12.821 1822 1825 1828 rBV 140190 117721 2.74% 0.435%

18 12.880 1831 1835 1836 rvv2 40235 51153 1.19% 0.189%
19 12.898 1836 1838 1844 rVB 47820 49158 1.14% 0.182%
20 13.010 1853 1857 1860 rBV 3445997 3335351 77.62% 12.325%
21 13.527 1942 1945 1949 rVB 109387 90753 2.11% 0.335%
22 13.898 2005 2008 2015 rVB2 34627 44627 1.04% 0.165%

23 14.062 2032 2036 2042 rBV 882684 803963 18.71% 2.971%
24 15.545 2283 2288 2298 rBV 467757 651737 15.17% 2.408%

25 16.009 2364 2367 2373 rVB2 40889 55781 1.30% 0.206%

26 16.527 2451 2455 2465 rVB2 49048 92265 2.15% 0.341%

27 17.133 2553 2558 2566 rVB3 35365 78655 1.83% 0.291%

28 17.862 2676 2682 2691 rVB5 27894 67184 1.56% 0.248%
Sum of corrected areas: 27062508
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

BF100415.D

11 Nov 2017 2:34

SJ/Ju

16355-05 :
110317-TIFR-F-D-B

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF100415.D

7.06
6.67

7.47

5.52

6.52

5.12

0
Time-->

T
5.00

I
5.50

T
6.00

Abundance
4000000

3000000

2000000

1000000

0

8.18

TIC: BF100415.D

13.01

10.73

9.94
11.42

9.65 10.6! 1

A A

13.53
A

Time-->

7=
13.50

12.00 12.50

13.00

9.50 10.00 10.50 11.00 11.50

Abundance
4000000

3000000

2000000

1000000

13.

TIC: BF100415.D

14.06
15.54

\

20 16.01 16.53 17.13 17.86

Time-->

14.00

19.00

18.00 18.50

16.00 16.50

17.00 17.50

14.50

15.00 15.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\

Data File : BF100415.D

Aca On : 11 Nov 2017 2:34

Operator : SJ/JU

Sample : 16355-05 il T e o
Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.21 3.23 ng 142973 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 16
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 21 (2.210 min): BF100415.D (-17) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 87.1
359 ||| | 2.20 2.30 2.40 2.50 2.60
Orrrrprrrrprer e T e e e e m/z 43.05 41.70%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- L
73.0
5000 HUAR VRS AR A IR RS
43.0 2.20 2.30 2.40 2.50 2.60
55.0 87.0 m/z 55.05 25.65%
o %D%OM\ ‘ NO\‘WO
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 43.0 m/z 87.10 25.13%
58.0
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.20 2.30 2.40 2.50 2.60
56.0 m/z 41.05 15.34%
43.0
5000
27.0
ol 150 1O AT trerrk0
mz-> 5 10 1'5 20 25 3'0 35 4'0 45 50 5'5 60 6|5 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\

Data File : BF100415.D

Aca On : 11 Nov 2017 2:34

Operator : SJ/JU

Sample : 16355-05 il T e o
Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 7.63 ng 337301 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 516 (5.122 min): BF100415.D (-513) (-) m/z 42.95 100.00%
43.0
5000 591
| mo W0 5h0 520 Sa0
O st e e e e m/z 59.10 51.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L L UL
59.0 480 500 520 540
m/z 101.10 15.67%
31.0 g3 1010
O RRRAARAA RN Raa0s Rasts RERSA RARRRASSR RSN LARM NARRS A AR LA RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 m/z 58.10 14 .89%
41.0
29.0 101.0
ol 73.0 86.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B B R
59.0 4.80 5.00 520 5.40
m/z 41.10 9.46%
5000 41.0
o T O 2 1260 1420
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\

Data File : BF100415.D

Aca On : 11 Nov 2017 2:34

Operator : SJ/JU

Sample : 16355-05 il T e o
Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3 unknown6.67 Concentration Rank 2

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

6.67 59.05 ng 2610420 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 779 (6.669 min): BF100415.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBEAAREE SR L S
40.1 540 6.40 6.60 6.80 7.00
0 810 1150 m/z 68.10 40.39%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 L B R IR R
6.40 6.60 6.80 7.00
m/z 134.00 32.39%
0 'P"'P"W"hlP““'P'NMP"“ﬂ"'“Hh'P'LMI“"Pl"l'“'lﬁ§?i9"l“"P%?ﬂlq”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance
132.0
640 660 6.80 7.00
5000 m/z 66.00 26.17%
63.0 104.0
39.0 " 77.0 900 117.0

G R R B L L R R L LA ) A LS LSS LA SRR LA LA
m/z--> 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.18%

5000
104.0

65.0
380 %10 °T 80010 | 170 |

m/z--> 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\

Data File : BF100415.D

Aca On : 11 Nov 2017 2:34

Operator : SJ/JU

Sample : 16355-05 il T e o
Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.82 2.93 ng 117721 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 38
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 38
Abundance Scan 1825 (12.821 min): BF100415.D (-1822) (-) m/z 56.05 100.00%
56.0
5000
i 831 1291 1570 185.1 213.2 2513 12.60 12.80 13.00 13.20
Orrrprehl ¥ m/z 57.10 57.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 R UL UL UL R
29.0 nmnmmmmw
630 129 m/z 43.05 40.80%
0 “ h “ \‘H\ H\ Ay 157.0 1850 2130 ] 25‘7 02810 312.0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56.0
"' 1260 12.80 13.00 13.20
5000 m/z 41.05 40.08%
280 257.0
. 830 129074 1850 2130 " 2830 312.0
R R R A R A R KRN LA AR LA LA RAAAN LRSS EARRN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester i B e e B
57.0 12.60 12.80 13.00 13.20
m/z 55.00 33.69%
5000
239.0
29.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 2é0 3(')0 T 12. 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\

Data File : BF100415.D

Aca On : 11 Nov 2017 2:34

Operator : SJ/JU

Sample : 16355-05 il T e o
Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl3.53 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.26 ng 90753 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 45
2 Nipecotic acid 129 C6H11NO2 000498-95-3 38
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 2.4-Dipropvl-5-ethyl-1.3-dioxane 200 C12H2402 006413-83-8 38
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35

Abundance Scan 1945 (13.527 min): BF100415.D (-1942) (-) m/z 56.05 100.00%

56.0

o ) ' .

13.20 13.40 13.60 13.80

01 m/z 57.05 54 _.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
T MMM
5000 LN L L L L L LB L |
229.0 13.20 13.40 13.60 13.80
129.0 284.0 m/z 43.10 42 .22%
83.0 :
SR 7 S 1M N~ Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R AEmEEEE L
13.20 13.40 13.60 13.80
5000 m/z 41.00 36.53%
30.0 84.0 1290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl- R AEmEEEE L
56.0 13.20 13.40 13.60 13.80
m/z 55.00 30.23%
5000
28.0
. 880 1110 1400 1680 1060
e e e e e e e R AEmEEEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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8270-BF110817.M Mon Nov

Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100415.D

Aca On : 11 Nov 2017 2:34

Operator : SJ/JU

Sample : 16355-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.83 ng 92265 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Pentacosane 352 C25H52 000629-99-2 83
Abundance Scan 2456 (16.533 min): BF100415.D (-2451) (-) m/z 57.05 100.00%
57.0
85.0
5000
16.20 16.40 16.60 16.80
ob—i m/z 71.05 77 .69%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 USRS DR SRR SR
8.0 16,20 16.40 16.60 16.80
m/z 43.05 59.53%
ol h J ﬂ{??}4}016901970 239096702060 3520
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.05 58.21%
85.0
0 29.0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0 16.20 16.40 16.60 16.80
m/z 55.00 29 .44%
5000 85.0
. 270{ | ﬂl 14101690197022502540
m/z--> % 150 ﬁ 250 300 350 1620 16.40 16.60 16.80

13 11:14:05 2017

110317-TIFR-F-D-B
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100415.D

Aca On : 11 Nov 2017 2:34

Operator : SJ/JU

Sample : 16355-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Pentacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.13 2.41 ng 78655 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2558 (17.133 min): BF100415.D (-2553) (-) m/z 57.00 100.00%
57.0
99.1 T T
155.1 197.1 281.0 3410 1680 17.00 17.20 17.40
0! m/z 71.10 53.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 LR R DU SULRUSE B
mmﬂmﬂmﬂm
m/z 43.05 46 .80%
o Ly h\‘J 141.0 1830 2250 267.0 3090 3520
m/z--> éo 15 200 250 360 3%0 460 '
Abundance
57.0
16,80 17.00 17.20 17.40
5000 m/z 85.05 46 .00%
99.0
o 141.0 183.0 2250 281.0 3370 394.0
m/z--> éo 160 1éo 200 250 360 350 460 !
Abundance #223851: Hentriacontane
57.0 16.80 17.00 17.20 17.40
m/z 41.00 21.78%
5000
99.0
0 Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> ' 160 1éo 200 250 360 3%0 460 ! 16.80 1700 1720 1f4o '

8270-BF110817.M Mon Nov 13 11:14:05 2017

110317-TIFR-F-D-B
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\

Data File : BF100415.D

Aca On : 11 Nov 2017 2:34

Operator : SJ/JU

Sample : 16355-05 il T e o
Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 9 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.86 2.06 ng 67184 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 78
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 64
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Tetrapentacontane 759 C54H110 005856-66-6 64
Abundance Scan 2682 (17.862 min): BF100415.D (-2676) (-) m/z 57.05 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111017\

Data File : BF100415.D

Acg On : 11 Nov 2017 2:34

Operator : SJ/JU

Sample - 16355-05 110317-TIFR-F-D-B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
Butane, 2-methoxy... 2.21 3.2 ng 142973 1 6.90 884171 20.0
2-Pentanone, 4-hy... 5.12 7.6 ng 337301 1 6.90 884171 20.0
unknown6.67 6.67 59.0 ng 2610420 1 6.90 884171 20.0
Hexadecanoic acid... 12.82 2.9 ng 117721 5 14.06 803963 20.0
unknown13.53 13.53 2.3 ng 90753 5 14.06 803963 20.0
Heptadecane, 9-oc... 16.53 2.8 ng 92265 6 15.54 651737 20.0
Pentacosane 17.13 2.4 ng 78655 6 15.54 651737 20.0
Octacosane 17.86 2.1 ng 67184 6 15.54 651737 20.0
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