LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample - 16466-08

Misc :

ALS Vial : 32 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 5.098 508 512 523 rBV 237290 300985 15.97% 1.868%
2 5.492 574 579 583 rBY 1581189 1645428 87.33% 10.214%
3 6.504 745 751 759 rBVY 1634346 1752605 93.02% 10.880%
4 6.645 770 775 778 rBVY 1810706 1719061 91.24% 10.671%
5 6.875 810 814 817 rBV 541349 465809 24.72% 2.892%
6 7.028 836 840 843 rBVY 1548374 1333482 70.78% 8.278%
7 7.433 904 909 912 rBVY 1062976 1057014 56.10% 6.562%
8 8.151 1027 1031 1035 rBV 659444 596506 31.66% 3.703%
9 8.704 1122 1125 1129 rBV 96227 77499 4.11% 0.481%
10 9.227 1209 1214 1217 rBvV 2091032 1884106 100.00% 11.696%
11 9.616 1277 1280 1284 rBV 51479 43667 2.32% 0.271%

12 9.910 1326 1330 1334 rBV 758332 627938 33.33% 3.898%
13 10.621 1447 1451 1454 rBV 376138 295161 15.67% 1.832%
14 10.698 1460 1464 1467 rBV 1094317 938254 49.80% 5.824%
15 11.398 1579 1583 1585 rBV 565435 532330 28.25% 3.305%

16 11.416 1585 1586 1589 rVB 39345 28846 1.53% 0.179%
17 11.910 1665 1670 1676 rVB4 25263 36009 1.91% 0.224%
18 12.604 1785 1788 1792 rBV 53427 49411 2.62% 0.307%
19 12.833 1822 1827 1831 rBV 52540 62104 3.30% 0.386%
20 12.980 1847 1852 1855 rBV 1365500 1210305 64.24% 7.513%
21 13.862 1999 2002 2010 rBVZ2 49270 56969 3.02% 0.354%
22 14.033 2025 2031 2034 rBV 544582 495372 26.29% 3.075%
23 14.057 2034 2035 2040 rVB 37589 27548 1.46% 0.171%
24 14.492 2106 2109 2115 rBV7 17689 30892 1.64% 0.192%
25 15.074 2204 2208 2215 rBV 25531 46829 2.49% 0.291%
26 15.133 2215 2218 2221 rVB2 20667 21940 1.16% 0.136%
27 15.380 2257 2260 2265 rVB 16892 20368 1.08% 0.126%
28 15.445 2268 2271 2277 rVB 20091 24655 1.31% 0.153%
29 15.509 2277 2282 2293 rBV 328547 444521 23.59% 2.759%
30 15.956 2354 2358 2363 rVB 40069 54674 2.90% 0.339%
31 16.462 2439 2444 2452 rVB2 45032 73516 3.90% 0.456%
32 17.062 2541 2546 2553 rVB2 36242 70994 3.77% 0.441%
33 17.768 2660 2666 2675 rVB5 22827 57121 3.03% 0.355%
34 18.603 2805 2808 2817 rVBS8 12772 27076 1.44% 0.168%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample - 16466-08

Misc :

ALS Vial : 32 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-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 16108995
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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

Abundance TIC: BF100804.D
2000000
6.65

5.49 6.50 7.03

1500000

7.43
1000000

6.87
500000

5.10

e e A |

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: BF100804.D

2000000 923

1500000 1208

10.70

1000000

9.91

8.15
11.40

500000

8.70 9.62 19,42 11.01 12.6012,83

ot s A 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: BF100804.D

2000000

1500000

1000000

14.03

500000
15.51
13.86.4.06 14.49 1@@131&34L~ 15.96 16.46 17.06 17.77 18.60
T I I

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 12.92 ng 300985 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 512 (5.098 min): BF100804.D (-508) (-) m/z 43.00 100.00%
43.0
50.1
5000
101.1 HRBE RS LR UL
| 83.0 | 4.80 5.00 5.20 5.40
o) SR  EMIESSODY | FRMSEEScs h SMSPES HESS m/z 59.10 55.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R LS UL IR
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.10 17.28%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.42%
41.0
29.0 101.0
0 50.0 73.0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LSS B L N N B
54.0 480 5.00 5.20 5.40
m/z 41.10 9.01%
5000 31 73.0
0 \ \ ‘ ‘ 11 \‘ 84 O 101 O Al
”'I"”I"'W""P"'I”"I"”I"'W""P"'I'”'I' HBE RS LR UL
m/z--> 10 20 30 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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 unknown6.65 Concentration Rank 1

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

6.65 73.81 ng 1719060 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF100804.D (-770) (-) m/z 132.00 100.00%
132.0
5000
68.1
40.0 54.0 %.1 6.40 6.60 6.80 7.00
o} R B m/z 134.00 33.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR RS R RN L
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 29.69%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 16.94%
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
Abundance #52379: Tranylcypromine-propionyl R B i e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.10 11.86%
74.0
5000 9go 1160
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| T AREN R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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 4 Ethanol, 1-methoxy-, benzoate Concentration Rank 7

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

8.70 2.60 ng 77499 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 64
2 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 47
3 Guanidine 59 CH5N3 000113-00-8 7
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 5
5 Acetamide 59 C2H5NO 000060-35-5 5

Abundance Scan 1124 (8.698 min): BF100804.D (-1122) (-) m/z 59.00 100.00%
59.0
5000
77.0 105.0 SRS IR | G
ﬁﬂ | 840 8.60 8.80 9.00
O'rprrrrprreAfr b e e m/z 105.00 22.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #45156: Ethanol, 1-methoxy-, benzoate
59.0
5000 ISR LA L S
75.0 105.0 8.40 8.60 8.80 9.00
430 m/z 77.00 21.79%
o Ll M 1210 1490 165.0 180.0
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 100 110 150 13'0 14'10 150 160 17'0 15';0
Abundance
59.0
840 860 880 9.00
5000 m/z 51.00 19.22%
43.0 77.0 105.0
ol 290 91.0 121.0 149.0
SRR SRR RAARN LA LR AR LR L) LA RS LA LA L) RARAN LARAS AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #258: Guanidine e
430 59.0 8.40 8.60 8.80 9.00
m/z 106.00 15.53%
5000
28.0
O LSAARAR) KAt LAy ko Ay AR A I A LA WA I LA M A ISR L L S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.62 9.40 ng 295161 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 53
3 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
4 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 47
5 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 47
Abundance Scan 1451 (10.621 min): BF100804.D (-1447) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
7P 0140 10,60 1080 1100
152.1 : : : :
O e et s 20 et e | M/Z 182.10  57.80%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47243: Benzophenone
105.0
.0 182.0
5000 RN B SR I
510 10.40 10.60 10.80 11.00
' m/z 77.00 57.27%
0 27\.0 ulll ‘ 126'0 15\2.0 ‘ ‘
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
77.0
o 0/ 10160 1080 1150
5000 m/z 51.00 22.15%
51.0 105.0
5l.27.0 1280 920
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71680: 1-Propanone, 2-bromo-1-phenyl- I e e !
105.0 10.40 10.60 10.80 11.00
m/z 181.10 9.19%
5000 770
51.0
27.0 \ ‘ ‘ 133.0 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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 7 Carbonic acid, hexadecyl 2,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.30 ng 56969 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI303 1000314-56-2 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 90
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 90
Abundance Scan 2002 (13.862 min): BF100804.D (-1999) (-) m/z 43.10 100.00%
431
97.1
69.1
5000

13.60 13.80 14.00 14.20

Obrrrprrre il m/z 55.10 98.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethyl ester
55.0 83.0
5000 111.0 T
13. 60 13. 80 14.00 14.20
29.0 m/z 57.00 95.77%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R B e o N Rman
97.0 13.60 13.80 14.00 14.20
5000 m/z 97.10 71.60%
29.0
125.0
o 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #191698: Bromoacetic acid, hexadecy! ester B ERREE BE e
43.0 13.60 13.80 14.00 14.20

m/z 83.10 70.15%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.46 ng 54674 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2359 (15.962 min): BF100804.D (-2354) (-) m/z 57.10 100.00%
51.1
5000
9.1 LN PR SN S
| 1411 1832 2249 283.0 15.60 15.80 16.00 16.20
I AT s m/z 71.10 78.08%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 L DU DL B R
15 60 15. 80 16. oo 16.20
99.0 m/z 43.05 63.16%
oL 270) \ Li h\ H\ [0 1830 2250 2820
m/z--> 55 150 260 2éo 300 3éo '
Abundance
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.05 53.81%
99.0
o 27,0 1410 183.0 2250 281.0 337.0  394.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #141426: Heneicosane L B e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 33.49Y%
5000
99.0
Lzl ||y ,\ | 1410 183.0 2250 266,0296.0
m/z--> 55 100 150 260 250 360 3éo ' 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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 10 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.46 3.31 ng 73516 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2444 (16.462 min): BF100804.D (-2439) (-) m/z 57.05 100.00%
5%.0
5000
99.1 HURR SRR BN SUNURN B
141.1 1750 211.1 283.0 16.20 16.40 16.60 16.80
0 m/z 71.05 62.96%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 LN BRI BRI BULRL AU
mmmmmmmm
99.0 m/z 43.10 62.74%
OznoL L ‘\‘\ 1410 1830 2250 267.0 300.0 352.0
m/z--> 50 100 1éo 260 2éo 360 3éo '
Abundance
57.0
1620 16.40 16.60 16.80
5000 m/z 85.10 41 .29%
99.0
01270 141.0 1830 2250 267.0 309.0  366.0
m/z--> §0 160 150 260 250 360 3éo '
Abundance #209565: Octacosane A B B I S
57.0 16.20 16.40 16.60 16.80
m/z 55.00 25.10%
5000
99.0
o 2110 “ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
m/z--> 50 m Jm 2& 250 3& 3% ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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 11 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.06 3.19 ng 70994 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Pentacosane 352 C25H52 000629-99-2 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2546 (17.062 min): BF100804.D (-2541) (-) m/z 57.10 100.00%
57.1
5000 MJLWV/\A
1551 278.2 1680 17.00 17.20 1740
ok~ e e m/Z 71.05  70.58%

m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #209565: Octacosane
57.0

5000 LN L L L LB L
16.80 17.00 17.20 17.40
m/z 43.10 56.85%
ol L ||3550 2810 394.0
N R e e e AR R B s m e
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance
57.0
R S o SR
16.80 17.00 17.20 17.40
5000 m/z 85.05 51.49%
o 156.0 253.0 350.0 899.0 998.0
R e o = e
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #141426: Heneicosane L B e
57.0 16.80 17.00 17.20 17.40
m/z 99.10 24 .18%
5000
ol ||155.0 2060
AR ,...,”..,”..,.”.,.”.,..” e e
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100804.D

Aca On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample : 16466-08

Misc :

ALS Vial : 32 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 12 Tridecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.77 2.57 ng 57121 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 53
2 Octadecane 254 C18H38 000593-45-3 53
3 Heneicosane 296 C21H44 000629-94-7 53
4 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 53
5 Heptadecane 240 C17H36 000629-78-7 53
Abundance Scan 2666 (17.768 min): BF100804.D (-2660) (-) m/z 57.10 100.00%
57.1
5000
155.1 183,107 1n || 17401780 1750 1m0
Ob e : m/z 43.10 58.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59896: Tridecane, 2-methyl-
57.0
w000 o520 1700 1750 1750 1500
29.0 155.0 m/z 71.05 56.66%
1130 183.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
17.40 17.60 17.80 18.00
5000 85.0 m/z 85.05 42 .94%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0 17.40 17.60 17.80 18.00
m/z 99.10 32.20%
85.0
5000
29 0 113.0
. L] 14101600 197.0 2250 2530 2960
.P”quupnq””.”.”upn.””.”.””.”.””.”.”“.”.. e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112117\
Data File : BF100804.D

Acq On : 22 Nov 2017 2:53

Operator : SJ/JU

Sample - 16466-08

Misc :

ALS Vial : 32 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]
2-Pentanone, 4-hy... 5.10 12.9 ng 300985 1 6.87 465809 20.0
unknown6 .65 6.65 73.8 ng 1719060 1 6.87 465809 20.0
Ethanol, 1-methox... 8.70 2.6 ng 77499 2 8.15 596506 20.0
Benzophenone 10.62 9.4 ng 295161 3 9.91 627938 20.0
Carbonic acid, he... 13.86 2.3 ng 56969 5 14.03 495372 20.0
Eicosane 15.96 2.5 ng 54674 6 15.51 444521 20.0
Pentacosane 16.46 3.3 ng 73516 6 15.51 444521 20.0
Octacosane 17.06 3.2 ng 70994 6 15.51 444521 20.0
Tridecane, 2-methyl- 17.77 2.6 ng 57121 6 15.51 444521 20.0
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