LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110317\

Data File : BF100149.D

Acq On : 3 Nov 2017 21:53 Instrument :
Operator : SJ/JU BNA_F

Sample - 16081-17 ClientSampleld :
Misc : Q5-COMP-NATIVE
ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF102317_.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 height area % max. total
1 4.993 491 494 512 rBvV 186299 337810 15.28% 1.784%
2 5.398 559 563 591 rBVY 1703780 2022338 91.47% 10.679%
3 6.422 733 737 754 rBV 1788073 2082803 94.21% 10.998%
4 6.545 754 758 770 rVB 2237619 2103596 95.15% 11.108%
5 6.769 793 796 806 rBVY 523339 476359 21.55% 2.515%
6 6.922 818 822 844 rVB 1743246 1632381 73.84% 8.620%
7 7.339 890 893 915 rBV 1178575 1286331 58.18% 6.793%
8 8.051 1010 1014 1032 rBV 730489 668827 30.25% 3.532%
9 8.616 1107 1110 1119 rBB 29409 30568 1.38% 0.161%
10 9.122 1192 1196 1200 rBVY 2297822 2210813 100.00% 11.674%

11 9.522 1261 1264 1277 rBV 310256 249112 11.27% 1.315%
12 9.804 1308 1312 1324 rVB 830496 713244 32.26% 3.766%
13 10.522 1431 1434 1441 rBB 100348 86204 3.90% 0.455%
14 10.604 1444 1448 1460 rBV 1152039 1157662 52.36% 6.113%
15 11.298 1562 1566 1575 rBV 718333 621345 28.10% 3.281%

16 11.810 1650 1653 1665 rBvV 41043 44490 2.01% 0.235%
17 12.880 1830 1835 1838 rBVY 1751129 1598710 72.31% 8.442%
18 13.757 1980 1984 1991 rBvV 67061 87418 3.95% 0.462%
19 13.951 2013 2017 2026 rBvV 406667 380700 17.22% 2.010%
20 14.486 2100 2108 2120 rBV7 11199 40464 1.83% 0.214%
21 14.668 2135 2139 2147 rVB 418231 390059 17.64% 2.060%
22 15.362 2253 2257 2260 rBV 28645 32755 1.48% 0.173%
23 15.410 2260 2265 2273 rVV 307239 401529 18.16% 2.120%
24 15.774 2322 2327 2333 rBV 32760 48488 2.19% 0.256%
25 16.251 2404 2408 2415 rVB2 36329 60244 2.72% 0.318%
26 16.809 2499 2503 2513 rVB 30102 60881 2.75% 0.321%
27 17.468 2609 2615 2626 rVB2 27061 63503 2.87% 0.335%
28 18.262 2742 2750 2757 rBV7 16649 48695 2.20% 0.257%
Sum of corrected areas: 18937329
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\

Data File : BF100149.D

Acg On : 3 Nov 2017 21:53

Operator : SJ/JU

a?ggle i 16081-17 Q5-COMP-NATIVE
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100149.D
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Abundance TIC: BF100149.D
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Abundance TIC: BF100149.D

2000000

1500000

1000000

500000  13.95 14.67
15.41

. 3.76 14.49 15,&@ 15.77 16.25 16.81 17.47 18.26
A T T R e L e R e B e o S

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 : Z:\HPCHEM1\BNA_F\DATA\BF110317\

Data File : BF100149.D

Acg On : 3 Nov 2017 21:53

Operator : SJ/JU

a?ggle i 16081-17 Q5-COMP-NATIVE
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.99 14.18 ng 337810 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 494 (4.993 min): BF100149.D (-491) (-) m/z 43.00 100.00%
43
59
5000
101 ey S
51 | 83 4.60 4.80 5.00 5.20 5.40
T S B A m/z 59.10 63.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- k
43
5000 AR SR RN SR
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.10 23.43%
%7\\35\\\‘ 51“‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.00 16.30%
68
50 126 14
wﬁmmwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- e M
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.21%
5000
101
15
27 & ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw'“b“'VHw'“WH'W““l AR SR AR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\

Data File : BF100149.D

Acg On : 3 Nov 2017 21:53

Operator : SJ/JU

a?ggle i 16081-17 Q5-COMP-NATIVE
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 unknown6.55 Concentration Rank 1

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

6.55 88.32 ng 2103600 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 759 (6.551 min): BF100149.D (-754) (-) m/z 132.00 100.00%
5000
68
% 6.20 640 6.60 680
40 54 75 104 . . . .
....,....;-:..4.8,::..,‘3.2}!-.',..-..,..5.‘?,..!.,.-:..,....,....,"...,.. m/z 134.00  33.84%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR S A
6.20 6.40 6.60 6.80
78 m/z 68.10 28.32%
Tea
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 640 6.60 680
5000 67 m/z 66.00 17.14%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132 6.20 6.40 6.60 6.80
m/z 96.00 12.38%
5000
77 104
39 ‘M 5768360 || 8793 | 115
m/z--> 30 40 50 6|0 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\

Data File : BF100149.D

Acg On : 3 Nov 2017 21:53

Operator : SJ/JU

a?ggle i 16081-17 Q5-COMP-NATIVE
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 10
R.T. EstConc Area Relative to ISTD R.T.
10.52 2.42 ng 86204 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 93
2 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 47
3 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 43
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 43
5 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 43
Abundance Scan 1434 (10.522 min): BF100149.D (-1431) (-) m/z 105.00 100.00%
105
77 182
5000
! 10.20 10,40 10.60 10.80
152 : : : :
...,....3?..'|..,...:~,....,.'...,1.2?..,..:.,...., m/z 77.00 56.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
77 182
5000 AU USRS
10.20 10.40 10.60 10.80
o1 m/z 182.10 53.75%
27 39 | 63 | ‘ 126 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
- 10.20 10,40 10,60 10.80
5000 m/z 51.00 17 .53%
51
14 27 39 65 o1 125 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33091: Benzoy! isothiocyanate e r,‘. e
105 10.20 10.40 10.60 10.80
m/z 181.10 8.79%
5000 7
51
27 38 | 62 | | 122
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100149.D

Acq On : 3 Nov 2017 21:53

Operator : SJ/JU

Sample - 16081-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M

Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.76 4.59 ng 87418 Chrysene-d12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90

Abundance Scan 1985 (13.763 min): BF100149.D (-1980) (-)
5j7
4
5000 1
139
R RRRRARAEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)-
57
5000
2 126 153168 196 224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
41
5000 111
26 139154 182 210 238 266 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)-
83
5000
> 126 153168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 57.05 100.00%

:

13.40 13.60 13.80 14.00

m/z 55.05 96 .40%

3

13. 40 13. 60 13. 80 14. OO

m/z 83.10 94 . 35%

§

13.40 13.60 13.80 14.00

m/z 43.00 87 .05%

-

13.40 13.60 13.80 14.00

m/z 69.05 83.58%

3

13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\

Data File : BF100149.D

Acg On : 3 Nov 2017 21:53

Operator : SJ/JU

a?ggle i 16081-17 Q5-COMP-NATIVE
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 Indeno[1l,2,3-fg]naphthacene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.13 ng 40464 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indeno[1,2,3-fg]naphthacene 302 C24H14 000203-11-2 53
2 3,4:8,9-Dibenzopyrene 302 C24H14 000189-64-0 47
3 1,2:4,5-Dibenzopyrene 302 C24H14 000192-65-4 42
4 Androst-4-ene-3,17-dione, 11-hyd... 302 C19H2603 000382-44-5 12
5 Norethandrolone 302 C20H3002 000052-78-8 9

Abundance Scan 2109 (14.492 min): BF100149.D (-2100) (-) m/z 302.10 100.00%

5000

i

14.20 14.40 14,60 14.80
m/z 300.00 31.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146705: Indeno[1,2,3-fg]naphthacene
2

5000 —r .... el
mmmmmmmm

m/z 150.95 30.45%

174 198 224 248 274
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
302
14.20 14.40 14.60 14.80
5000 m/z 303.10 27.44%
151
40 74 100 124 168 185200 224 248 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146694: 1,2:4,5-Dibenzopyrene
302 14.20 14.40 14.60 14.80
m/z 149.90 22.12%
5000
151
69 100 1 \\6 \‘ | 248 274 il
R L o B o N e e R RN RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\

Data File : BF100149.D

Acg On : 3 Nov 2017 21:53

Operator : SJ/JU

a?ggle i 16081-17 Q5-COMP-NATIVE
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.67 20.49 ng 390059 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Dodecanamide 199 C12H25N0 001120-16-7 43
4 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 43
5 Hexadecanamide 255 C16H33NO 000629-54-9 43
Abundance Scan 2139 (14.668 min): BF100149.D (-2135) (-) m/z 59.00 100.00%
50
5000
140 14.40 14.60 14.80 15.00
170 198 221240 263 294 320337 n/z 72.00 733504
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
50
5000 41 L B S S B
14,40 14.60 14.80 15.00
81 m/z 55.05 44 _04%
18 9% 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
14,40 14.60 14.80 15.00
5000 m/z 41.05 27 .03%
41
18 86 111128 156 184 510227
Wmﬁwﬁwﬁwﬁwﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60440: Dodecanamide S R
50 14.40 14.60 14.80 15.00
m/z 43.10 26 .53%
5000
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100149.D

Acq On : 3 Nov 2017 21:53

Operator : SJ/JU

Sample - 16081-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Hexacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.77 2.42 ng 48488 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2326 (15.768 min): BF100149.D (-2322) (-) m/z 57.05 100.00%
57
85
5000
113 A R AR
l i J || 141 169191 15.40 15.60 15.80 16.00
— e e m/z 71.05 83.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LR DAL B BRI BULRL B
mmmmmmmm
m/z 43.00 60.88%
29 113
| ‘ i kP 169 197 205 253 295 323 367
m/z--> §o 100 150 260 2%0 360 3%0 460 '
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.05 53.84%
29 113 1
169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 250 360 3%0 460 '
Abundance #223851: Hentriacontane L B o R
57 15.40 15.60 15.80 16.00
m/z 55.00 26.39%
5000
85
29| | 113 141 169
: gl Ty, 169 197 225 253 280 309 351 379 407 436
m/z--> §o 160 1éo 260 2%0 360 3%0 460 ! 15.40 1560 1580 1600

8270-BF102317.M Sat Nov 04 07:31:12 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\

Data File : BF100149.D

Acg On : 3 Nov 2017 21:53

Operator : SJ/JU

a?ggle i 16081-17 Q5-COMP-NATIVE
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 9 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.25 3.00 ng 60244 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2408 (16.251 min): BF100149.D (-2404) (-) m/z 57.05 100.00%
57
85
5000
| ﬁ3 141 g3 " 16.00 16.20 16.40 16.60
I I e — m/z 71.05 79.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 HRA AR SRR BN B
16.00 16.20 16.40 16.60
- 13 m/z 85.10 61.12%
\‘ ‘L ‘ “\ ‘hw h‘ H‘ “1ﬂ'1‘169 197 225 253 296
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance
57
" 16.00 16.20 16.40 16.60
5000 85 m/z 43.00 52.54Y%
113 141
29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #209566: Octacosane I a BREmEEES
57 16.00 16.20 16.40 16.60
m/z 99.00 25.02%
5000 85
29
| 112 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3%0 460 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110317\
Data File : BF100149.D

Acq On : 3 Nov 2017 21:53

Operator : SJ/JU

Sample - 16081-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.81 3.03 ng 60881 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 86
4 Nonahexacontanoic acid 999 C69H13802 040710-32-5 83
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2503 (16.809 min): BF100149.D (-2499) (-) m/z 57.05 100.00%
57
85
5000
LR SR SUNIR B
l|" 1 155 133207 081 16.40 16.60 16.80 17.00 17.20
Y e m/z 71.05  79.84%
m/z--> 50 1 o 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 AL SRR S SRR I
16 40 16. 60 16. 80 17. oo 17. 20
113 m/z 85.05 59.11%
L AT 14 189 107 225 253 281 309 337 365 437
m/z--> éo 100 150 260 250 360 350 460 !
Abundance
57
16,40 16,60 16.80 17.00 17.20
5000 85 m/z 43.00 47 .55%
29 113 1
169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #207558: Sulfurous acid, butyl octadecyl ester A B o
57 16.40 16.60 16.80 17.00 17.20
m/z 99.10 25.34Y%
5000
85
29‘ ‘ ] J {11 139 169 197 224 253 287 317
m/z--> éo 160 1éo 260 250 360 3%0 460 ! 16.40 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110317\

Data File : BF100149.D

Acg On : 3 Nov 2017 21:53

Operator : SJ/JU

a?ggle i 16081-17 Q5-COMP-NATIVE
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4 .99 14.2 ng 337810 1 6.77 476359 20.0
unknown6 .55 6.55 88.3 ng 2103600 1 6.77 476359 20.0
Benzophenone 10.52 2.4 ng 86204 3 9.80 713244 20.0
3-Eicosene, (E)- 13.76 4.6 ng 87418 5 13.95 380700 20.0
Indeno[1,2,3-fg]n... 14.49 2.1 ng 40464 5 13.95 380700 20.0
9-Octadecenamide, ... 14.67 20.5 ng 390059 5 13.95 380700 20.0
Hexacosane 15.77 2.4 ng 48488 6 15.41 401529 20.0
Heneicosane 16.25 3.0 ng 60244 6 15.41 401529 20.0
Hentriacontane 16.81 3.0 ng 60881 6 15.41 401529 20.0
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