LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106615.D

Aca On - 20 Jun 2018 6:45 Instrument :

Operator : JU/SJ BNA_F

Sample - J3548-05 ClientSampleld :

Vi _ 061318-DBRI-E-U-M
isc :

ALS Vial : 34 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.190 482 485 493 rBV 60629 62280 2.45% 0.348%
2 5.601 552 555 567 rBB 1037502 906815 35.62% 5.070%
3 6.595 721 724 732 rBV 719764 623864 24.51% 3.488%
4 6.737 744 748 751 rBVY 1785035 1514910 59.51% 8.470%
5 6.960 782 786 790 rVB 728671 570859 22.43% 3.192%
6 7.119 809 813 816 rBVY 2208882 1993528 78.32% 11.146%
7 7.525 877 882 885 rBVY 1590250 1685329 66.21% 9.423%
8 8.242 1000 1004 1008 rBV 783067 648172 25.46% 3.624%
9 8.795 1095 1098 1102 rBV 45883 36682 1.44% 0.205%
10 9.319 1182 1187 1190 rBvV 2832745 2545455 100.00% 14.231%

11 9.707 1250 1253 1258 rBV 218571 177045 6.96% 0.990%
12 10.001 1300 1303 1307 rVB 689225 581038 22.83% 3.249%
13 10.713 1421 1424 1430 rVB 126196 95892 3.77% 0.536%
14 10.795 1434 1438 1448 rBV 1025547 892319 35.06% 4._.989%
15 11.495 1553 1557 1562 rBV 627199 512002 20.11% 2.863%

16 13.083 1822 1827 1830 rBV 2537664 2365503 92.93% 13.225%

17 13.636 1917 1921 1923 rBV2 48225 41930 1.65% 0.234%
18 13.966 1973 1977 1983 rBV 94219 93063 3.66% 0.520%
19 14.148 2004 2008 2011 rBV 664013 655270 25.74% 3.664%
20 14.289 2028 2032 2035 rBV 109560 98398 3.87% 0.550%

21 14.601 2081 2085 2088 rBV 191132 171955 6.76% 0.961%
22 14.918 2135 2139 2147 rBV 232883 240062 9.43% 1.342%
23 15.277 2195 2200 2206 rBV 238149 271809 10.68% 1.520%
24 15.683 2263 2269 2279 rBV 520826 733185 28.80% 4_.099%
25 16.142 2341 2347 2353 rBV 136361 203499 7.99% 1.138%

26 16.677 2433 2438 2445 rVB2 69210 124355 4._.89% 0.695%
27 17.318 2541 2547 2551 rBV5 20082 40952 1.61% 0.229%

Sum of corrected areas: 17886171
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106615.D

Aca On - 20 Jun 2018 6:45

Operator : JU/SJ

ﬁ?ggle i J3548-05 061318-DBRI-E-U-M
ALS Vial : 34 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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: BF106615.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106615.D

Aca On - 20 Jun 2018 6:45

Operator : JU/SJ

ﬁ?ggle i J3548-05 061318-DBRI-E-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11

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

5.19 2.18 ng 62280 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Diacetamide 101 C4H7NO2 000625-77-4 36
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 485 (5.190 min): BF106615.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SR RS LN R
| 831 | 480 5.00 5.20 5.40 5.60
oY ¥ RIS RSSOV | RS s  MSSU FEMRSS m/z 59.00 57.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S UL S R
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 17.62%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540 5.60
5000 m/z 58.00 17.27%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide R R
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.29%
5000 59.0
73.0
101.0
o 28.0 I 86.0 \
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106615.D

Aca On - 20 Jun 2018 6:45

Operator : JU/SJ

ﬁ?ggle i J3548-05 061318-DBRI-E-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.74 Concentration Rank 2

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

6.74 53.07 ng 1514910 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.742 min): BF106615.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
961 IIIIIIIIIIIIIIIIIIIII
400 540 6.40 6.60 6.80 7.00
o..,....,....,....:....,.:..,.:I-.'...'..,E?f‘.?,..!.,.’rPZ,O....,....,"...,.. m/z 68.10  34.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PSR
10 550 %0 70 m/z 134.00  33.22%
‘ 79.0 '
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 o0 0% 6B 70
5000 ' m/z 66.00 21.13%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole SR
132.0 6.40 6.60 6.80 7.00

m/z 69.10 13.45%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106615.D

Aca On : 20 Jun 2018 6:45

Operator : JU/SJ

Sample = J3548-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.71 3.30 ng 95892 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 78
3 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 50
4 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
5 Benzoylformic acid 150 C8H603 000611-73-4 47
Abundance Scan 1424 (10.713 min): BF106615.D (-1421) (-) m/z 105.00 100.00%
106.0
77.0
182.1
5000
51.0 I | U
152.0 10.40 10.60 10.80 11.00
O e e 1280 m/z 76.95 62.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LSRR SR S B
182.0 1040 10.60 10.80 11.00
51.0 m/z 182.10 53.92%
0 27.0 | A 910 | 126.0  152.0 1
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77.0 105.0
10.40 10.60 10.80 11.00
5000 182.0 m/z 51.00 23.33%
51.0
32.0 150.0
L L L UL UL L B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #134112: Benzoic acid, pentafluorophenyl ester R R
105.0 10.40 10.60 10.80 11.00
m/z 183.10 8.18%
5000 7.0
51.0
0 27.0 [ ‘ ‘ 1360 1950 1830
m/z--> 20 40 60 80 100 120 140 160 180 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106615.D

Aca On - 20 Jun 2018 6:45

Operator : JU/SJ

ﬁ?ggle i J3548-05 061318-DBRI-E-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tritetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.84 ng 93063 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 1978 (13.971 min): BF106615.D (-1973) (-) m/z 57.00 100.00%
57.0
5000
1.0 2091 5g14 13.60 13.80 14.00 14.20
obrb b by e 8 | M7z 71.05  69.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000
13.60 13.80 14.00 14.20
m/z 43.00 67 .42%
o ‘mﬂ 10 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
m/z--> 50 160 1%0 200 250 300 350 400 4éo 500 séo 660
Abundance
43.0
13.60 13.80 14.00 14.20
5000 m/z 85.10 51.60%
97.0
o 197.0 261.0
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
57.0 13.60 13.80 14.00 14.20
m/z 55.00 33.71%
5000
ol L. m¥ﬂ1%mmommmw 414.0
m/z--> 50 160 150 200 250 300 350 460 4éo 560 séo 660 1360 1380 1400 1420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106615.D

Aca On - 20 Jun 2018 6:45

Operator : JU/SJ

ﬁ?ggle i J3548-05 061318-DBRI-E-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.00 ng 98398 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2032 (14.289 min): BF106615.D (-2028) (-) m/z 57.05 100.00%
57.0
5000
%01 14.00 14.20 14.40 14.60
141.1 : : : :
ol Db 24 pes2 2251 2672 0 e oo
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.00 14.20 14.40 14.60
99.0 m/z 43.00 58.15%
oL270) | | | | | 1410 1830 2250 266.0296.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance
57.0
14,00 14.20 1440 14.60
5000 m/z 85.10 51.27%
99.0
0 141.0 1830 225.0 267.0 309.0 367.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #209566: Octacosane
57.0 14.00 14.20 14.40 14.60
m/z 41.00 20.39%
5000
99.0
0 27,00 | | | , 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 351;0 ' 14.'00 14.'20 14.'40 14.|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106615.D

Aca On : 20 Jun 2018 6:45

Operator : JU/SJ

Sample = J3548-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 Heptacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .60 5.25 ng 171955 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Dodecane 170 C12H26 000112-40-3 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2085 (14.601 min): BF106615.D (-2081) (-) m/z 57.00 100.00%
51.0
5000
991 14.20 14.40 14.60 14.80 15.00
1412 215.1 324.1 : : . . .
oJ, L g 232 gssazis1  2er1 321 0190 70.05%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000
14.20 14.40 14.60 14.80 15.00
m/z 43.00 54_17%
Lo Ll M | 1410 1830 2250 267.0 300.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 49_.00%
99.0
27.0 1M0mw2mo 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #38316: Dodecane
43.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 21.66%
5000
85.0
‘ ‘ 127.0 170.0
ol b e St
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106615.D

Aca On - 20 Jun 2018 6:45

Operator : JU/SJ

ﬁ?ggle i J3548-05 061318-DBRI-E-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .92 6.55 ng 240062 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2139 (14.918 min): BF106615.D (-2135) (-) m/z 57.05 100.00%
57.0
5000
991 14160 1480 15,00 1520 |
141.1 . . : :
ol Dy fa 181 2252 o1 o108 67,24
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000
14.60 14.80 15.00 15.20
m/z 43.00 55.61%
99.0
o ZQOL h | |/, 141.0 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 51.72%
99.0
27.0 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #215181: 2-methyloctacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.77%
5000
99.0
0280 ].|4\ | | 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 3&'30 ' 14.|60 14.|80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106615.D

Aca On - 20 Jun 2018 6:45

Operator : JU/SJ

ﬁ?ggle i J3548-05 061318-DBRI-E-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.14 5.55 ng 203499 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2347 (16.142 min): BF106615.D (-2341) (-) m/z 57.00 100.00%

5000

B8

15.80 16.00 16.20 16.40

169.1 225.2 282.0

0 m/z 71.05 73.73%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 T[T I T[T rr[rrrrrrrr1

15.80 16.00 16.20 16.40
m/z 43.10 52.85%

13
Lhﬂ d“1690 225.0 295.0 367.0

o H A A A e P P e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
L ma e —
15.80 16.00 16.20 16.40
5000 m/z 85.10 51.25%
0 1130 1690 225 o 281. o 365 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R o e R
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22 .04%
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 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106615.D

Aca On - 20 Jun 2018 6:45

Operator : JU/SJ

ﬁ?ggle i J3548-05 061318-DBRI-E-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.68 3.39 ng 124355 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Docosane 310 C22H46 000629-97-0 87
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 2438 (16.677 min): BF106615.D (-2433) (-) m/z 57.05 100.00%

5000

16.40 16.60 16.80 17.00

151.1

211.1 2821

0 m/z 71.05 67.19%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 LA L L L L L L

16.40 16.60 16.80 17.00
m/z 43.00 46.64%

l

Ol It
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
S EREREREE RS
16.40 16.60 16.80 17.00
5000 m/z 85.10 45 .96%
113.0
o 169.0 225.0 281.0 352.0
T AT T e T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B L o S SR
57.0 16.40 16.60 16.80 17.00
m/z 55.00 20.78%
- “WMNMJVJqpmwm/\ﬁwwwwwhwvqu
13.0 160.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16. 60 16 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061918\

Data File : BF106615.D

Acq On = 20 Jun 2018 6:45

Operator : JU/SJ

3?22'6 i J3548-05 061318-DBRI-E-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : 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... 5.19 2.2 ng 62280 1 6.96 570859 20.0
unknown6.74 6.74 53.1 ng 1514910 1 6.96 570859 20.0
Benzophenone 10.71 3.3 ng 95892 3 10.00 581038 20.0
Tritetracontane 13.97 2.8 ng 93063 5 14.15 655270 20.0
Heneicosane 14_.29 3.0 ng 098398 5 14.15 655270 20.0
Heptacosane 14 .60 5.3 ng 171955 5 14.15 655270 20.0
Tetracosane 14.92 6.5 ng 240062 6 15.68 733185 20.0
Hexacosane 16.14 5.5 ng 203499 6 15.68 733185 20.0
Hentriacontane 16.68 3.4 ng 124355 6 15.68 733185 20.0
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