LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 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-BF111319.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 2.187 12 17 23 rvVB 637916 847250 14.05% 1.616%
2 5.128 509 517 526 rBV 840896 996151 16.52% 1.900%
3 5.528 580 585 588 rBY 4511884 4292698 71.17% 8.186%
4 6.534 751 756 761 rBVY 4322596 4594847 76.18% 8.762%
5 6.687 777 782 785 rBVY 5050401 4668374 T77.40% 8.903%
6 6.916 818 821 825 rVB 1621417 1358733 22.53% 2.591%
7 7.075 844 848 851 rBVY 4433062 3699006 61.33% 7 .054%
8 7.481 912 917 920 rBY 3030524 2890448 47 .92% 5.512%
9 8.204 1036 1040 1044 rBV 2216593 1774595 29.42% 3.384%
10 9.286 1219 1224 1227 rBV 5968670 5493669 91.08% 10.477%

11 9.675 1286 1290 1294 rBV 654738 500912 8.31% 0.955%
12 9.969 1336 1340 1343 rBV 2496622 2079924 34.48% 3.966%
13 10.757 1469 1474 1477 rBV 4274391 3755677 62.27% 7.162%
14 11.457 1589 1593 1597 rBV 2604129 2235848 37.07% 4.264%
15 11.980 1678 1682 1687 rBV 336535 327298 5.43% 0.624%

16 12.769 1813 1816 1825 rBV2 93916 140009 2.32% 0.267%
17 12.927 1840 1843 1852 rBV2 95612 185087 3.07% 0.353%
18 13.051 1860 1864 1867 rBV 6795196 6031418 100.00% 11.502%
19 13.957 2014 2018 2033 rBVvV2 213304 505410 8.38% 0.964%
20 14.110 2037 2044 2047 rBV 1996553 1995266 33.08% 3.805%

21 14.269 2068 2071 2075 rBV 206706 195243 3.24% 0.372%
22 14.580 2120 2124 2129 rBV 322134 291698 4.84% 0.556%
23 14.898 2174 2178 2187 rVB 369366 367000 6.08% 0.700%
24 14.980 2188 2192 2197 rVB 83897 90526 1.50% 0.173%
25 15.251 2234 2238 2245 rBV 324982 376733 6.25% 0.718%

26 15.615 2294 2300 2304 rBV 1485020 1935365 32.09% 3.691%
27 15.657 2304 2307 2313 rVB 270310 351351 5.83% 0.670%

28 16.115 2379 2385 2392 rBV 189778 291907 4.84% 0.557%
29 16.651 2470 2476 2482 rVB2 89786 165450 2.74% 0.316%

Sum of corrected areas: 52437893
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117809.D

6000000

5000000 6.69

5.53 6.53 7.07

4000000

3000000 48

2000000 6.92

1000000{ 5 19 5.13

O\A—,,,,,,A,,,L,,

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: BF117809.D

6000000 9.29

5000000
10.76
4000000

3000000 0.97 11.46

8.20
2000000

1000000 9.67

11.98

L 12,7284
- L

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117809.D

6000000

5000000

4000000

3000000

2000000 1411
15.62

1000000

! 1490  15.25
13.96|| 14.27 1‘}\58 4.8 .66 16,12 16.65
0 b e A

v I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

2.19 12.47 ng 847250 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 18 (2.193 min): BF117809.D (-12) (-) m/z 73.00 100.00%

3
5000
43
55 87

220230 240250 2.60
..,....,...3??,':.'..5,0..|.~.~,..‘??,'.:..,....,....,...., m/z 43.00 35.65%

m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
F(<]
5000
43 95 2.20 2.30 2.40 2.50 2.60
87 m/z 87.05 25.86%
S sjl1 so. |, 6267, | m
.,....,.” P e e e e
m/z--> 20 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
(<]
T T
2.20 2.30 2.40 2.50 2.60
5000 43 m/z 55.00 24 .74%
58
IIIIII‘I‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIII
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- R ARARZIERRSSEELY
73 220230240250260

m/z 41.00 11.75%

5000
45
29
(l 39‘\ 50 29 67 |, 101

T
m/z--> 20 30 40 50 60 70 80 90 100 2.20 2.30 2. 40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

5.13 14.66 ng 996151 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 517 (5.128 min): BF117809.D (-509) (-) m/z 42.95 100.00%
43
59
5000
i Tk 560 520 sa0 |
...,....,....,....',':...?.1.:!,...‘??....,Ei?..,...:,|....,....,....,....,...., m/z 59.00 56.43%
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
5000 L LS UL I L
59 480 500 520 540
m/z 101.00 20.79%
15 31 101
wl 1y 51 || 83 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 15.31%
101
15 31 | 58 g9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester O RAmE B
59 480 5.00 5.20 5.40
m/z 41.00 8.67%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I U U L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.69 Concentration Rank 1

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

6.69 68.72 ng 4668370 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 783 (6.693 min): BF117809.D (-777) (-) m/z 132.00 100.00%
32
5000
68
‘ % 640 660 6.80 7.00
40 75 103 . . . .
.,....,...::':.‘.‘.7,::..??.I.',....,..f.‘?,..!.,.':..,.1.1?.,....,"...,.. m/z 134.00 34.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R U L R
6.40 6.60 6.80 7.00
33 44 . g7 105 m/z 68.00 30.83%
'|"'w""|“"?%"§ﬁ"'|"zﬁ'?ﬁl"J'w"h }}ﬁl"'ﬁ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132
S AR AR AR RS
97 6.40 6.60 6.80 7.00
5000 m/z 66.00 19.91%
70
31 52
P | 8 es | 105 116
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R maa B
132 6.40 6.60 6.80 7.00
m/z 131.00 12.95%
117
5000
39 91
51
27 S 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N— RS 1 N
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Hexadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.98 2.93 ng 327298 Phenanthrene-d10 11.46
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1682 (11.980 min): BF117809.D (-1678) (-) m/z 73.00 100.00%
43 o0 1B
5000 129
o7 115 213 NI SN SUNLE
14307 171185199 " 097 256 11.60 11.80 12.00 12.20
m/z 43.00 86.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 U U B
nmnmnmnm
m/z 60.00 81.46%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 41.00 72.61%
29
LN .‘, I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid T T T T
43 60 78 11.60 11.80 12.00 12.20
m/z 55.00 69.29%
5000 - e
“ T7 Ol115 ‘ 171185 214
I”II‘HI\I‘I\”HIH‘IM ‘,U..ﬁ,‘...‘.,....1|4.3.:.L.57....|.‘..1.98.... . T P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF111319.M Mon Nov 18 16:31:52 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Oxalic acid, isobutyl tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 5.07 ng 505410 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 91
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 64
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 64
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 64
5 1-Docosene 308 C22H44 001599-67-3 64

Abundance Scan 2019 (13.963 min): BF117809.D (-2014) (-) m/z 57.00 100.00%

43 57

83 g7

5000

.

.

5

139 216 248 13.60 13.80 14.00 14.20
155169 191

m/z 43.00 90.03%

L

5000 43 ||||||||III|IIII|IIII|I
13.60 13.80 14.00 14.20

29 [ m/z 55.00  76.33%
11125 148 168 196 2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate
57
43 R REEEREE S R R
83
97 13.60 13.80 14.00 14.20
m/z 83.00 68.67%

12

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57

-

E

5000

125
Lol 139154169 95210 238 5o g3

b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester T T T T T
43 57 13.60 13.80 14.00 14.20

83 m/z 97.05 64 .02%

:

5000

125

:

139153167181196 224
e A M ss
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .58 2.92 ng 291698 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2124 (14.580 min): BF117809.D (-2120) (-) m/z 57.00 100.00%
g7
85
5000

| 141 169 197 14.20 14.40 14.60 14.80
s ll Lo P97 289 288 m/z 71.05  73.74%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 S SRR AR e e )
14.20 14.40 14.60 14.80
m/z 43.00 67.98%
29 Jll3 141 169 197 282
A T TP 10T 225 988 2R
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
N Aammsesases e
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 56.85%
113
290 1§17y (14 169 197 225 267 295 365 393
A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane REAREEEEEEEEEes ey o
57 14.20 14.40 14.60 14.80
m/z 55.00 24 _.07%
85
5000
29 113
ULy g1 169 197 225 253 296
A B R B A o A B e
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .90 3.79 ng 367000 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2178 (14.898 min): BF117809.D (-2174) (-) m/z 57.00 100.00%
57
85
5000
3 ¥ ll 113 141 169 197 295 67 14.60 14.80 15.00 15.20
ol b b b gy e e m/z 71.10 72.30%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L B UL U B
14.60 14.80 15.00 15.20
m/z 43.00 61.47%
2 ‘ Li 1] 1 1‘.” 169 107 225 253 282
m/z--> éo 100 150 260 250 360 3%0
Abundance #194493: Hexacosane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.10 53.70%
i i ¥ 111}34 141 169 197 225 253 295 323 367
m/z--> éo 100 150 260 2%0 300 3%0
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .59%
85
5000
29

I 1?1 169 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15. 20

SN

8270-BF111319.M Mon Nov 18 16:31:54 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.25 3.89 ng 376733 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91

Abundance Scan 2238 (15.251 min): BF117809.D (-2234) (-) m/z 56.95 100.00%

57
5000 85

]

113 15.00 15.20 15.40 15.60
141 169
- '] ll.d Fa 197 225 267 309 m/z 71.05 69.11%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
15.00 15.20 15.40 15.60
m/z 43.00 63.75%
29 113 141
L j ﬂ L 141,169 197 225 253 205 323 367
—— { R e e e e e B B e B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5[7
R RS e s
85 15.00 15.20 15.40 15.60
5000 m/z 85.05 50.83%
29 113
LU {77, M2 169 107 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 15.00 15.20 15.40 15.60
m/z 55.00 24 .42%
5000 85

113
3 .} LL 770,24 169 197 220 267 204 323 352

m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117809.D

Aca On : 15 Nov 2019 18:08

Operator :© JU

Sample : K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.12 3.02 ng 291907 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2386 (16.121 min): BF117809.D (-2379) (-) m/z 57.00 100.00%

]

99 T TR R T
15. 80 16.00 16.20 16.40

m/z 71.10 67 .66%

141 183 555 266

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7

5000
15.80 16.00 16.20 16.40

m/z 43.00 59.58%

99
, 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #141426: Heneicosane
517
T B EERRERRREET R
15.80 16.00 16.20 16.40
5000 m/z 85.05 52.84%
99
26 ] JJ 41 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 15.80 16.00 16.20 16.40
m/z 55.00 23.60%
5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111519\
Data File : BF117809.D

Acq On : 15 Nov 2019 18:08

Operator : JU

Sample - K5861-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.19 12.5 ng 847250 1 6.92 1358730 20.0
2-Pentanone, 4-hy... 5.13 14.7 ng 996151 1 6.92 1358730 20.0
unknown6 .69 6.69 68.7 ng 4668370 1 6.92 1358730 20.0
n-Hexadecanoic acid 11.98 2.9 ng 327298 4 11.46 2235850 20.0
Oxalic acid, isob... 13.96 5.1 ng 505410 5 14.11 1995270 20.0
Eicosane 14.58 2.9 ng 291698 5 14.11 1995270 20.0
Hexacosane 14.90 3.8 ng 367000 6 15.62 1935370 20.0
Heneicosane 15.25 3.9 ng 376733 6 15.62 1935370 20.0
Tetratetracontane 16.12 3.0 ng 291907 6 15.62 1935370 20.0
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