LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109219.D

Aca On 22 Sep 2018 14:22

Operator : JU/SJ

Sample : PB113087BL

Misc :

ALS Vial : 4 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-BF092218 .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 4.916 476 481 492 rVB 64014 94598 3.21% 0.347%
2 5.322 544 550 553 rBY 2312844 2341841 79.56% 8.590%
3 6.345 718 724 726 rBVY 2363443 2453252 83.35% 8.999%
4 6.475 741 746 749 rBVY 2650572 2468364 83.86% 9.054%
5 6.704 781 785 788 rBV 803141 640911 21.77% 2.351%
6 6.863 807 812 815 rBVY 2329980 1940846 65.94% 7.119%
7 7.263 875 880 883 rBVY 1535663 1587099 53.92% 5.822%
8 7.986 998 1003 1006 rBV 956719 816862 27.75% 2.996%
9 9.063 1180 1186 1189 rBV 3347463 2934879 99.71% 10.765%
10 9.733 1295 1300 1304 rBV 1155357 930085 31.60% 3.412%

11 10.516 1429 1433 1450 rVB 1574432 1517108 51.54% 5.565%
12 11.210 1547 1551 1554 rBV 1190203 960827 32.64% 3.524%
13 12.798 1816 1821 1824 rBV 2988908 2943401 100.00% 10.797%
14 13.709 1970 1976 1980 rBV2 29153 34104 1.16% 0.125%
15 13.833 1993 1997 2001 rVB 1058345 885087 30.07% 3.247%

16 14.021 2024 2029 2035 rBV 92567 90328 3.07% 0.331%
17 14.321 2073 2080 2089 rBV 313868 340818 11.58% 1.250%
18 14.621 2125 2131 2140 rBV 686638 754073 25.62% 2.766%
19 14.933 2177 2184 2198 rBV 872297 1012140 34.39%% 3.713%
20 15.233 2230 2235 2239 rBV 560800 640353 21.76% 2.349%

21 15.286 2239 2244 2267 rVB 697216 978653 33.25% 3.590%
22 15.686 2304 2312 2320 rBV 382538 592439 20.13% 2.173%

23 16.150 2383 2391 2401 rBV 130689 243397 8.27% 0.893%
24 16.686 2475 2482 2488 rBV 32569 60836 2.07% 0.223%

Sum of corrected areas: 27262301
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109219.D

Aca On 22 Sep 2018 14:22

Operator : JU/SJ

Sample : PB113087BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109219.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109219.D

Aca On 22 Sep 2018 14:22

Operator : JU/SJ

Sample : PB113087BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9

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

4.92 2.95 ng 94598 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 482 (4.922 min): BF109219.D (-476) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 AR SRS SRR AR
| 83.0 460 4.80 5.00 5.20
o} N | NSOV | SN m/z 59.00 51.65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L I
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 22.17%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one
43.0
460 4.80 500 520
5000 m/z 58.10 16.25%
55.0
150 27.0
o bl 710 830 980
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L L N L NN |
43.0 460 4.80 5.00 5.20
m/z 41.00 10.01%
5000
58.0
1§.0 270 N 7%.0 100.0
o T e R A
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109219.D

Aca On 22 Sep 2018 14:22

Operator : JU/SJ

Sample : PB113087BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 77.03 ng 2468360 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (6.469 min): BF109219.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IREBEAREE RS LRSS S
400 40 ‘ 6.20 6.40 6.60 6.80
0 ..,....,....,...:,“.'...,:!..,::~.-.|,..':~.,f.‘?;9,....,.':..,1.1.4.-.9,...., I m/z 68.10 45.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S NS RAASE ARSE AR
6.20 6.40 6.60 6.80
33.0 44.0 105.0 m/z 134.00 32.37%
. ° |, 86.0 .
G R A R R A A AN AR RSN LRSS LRSS RSN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
" 620 640 660 680
5000 m/z 66.00 29.22%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.87%
117.0
5000
39.0 910
o | S0 oo | wso | |
0|||||||||‘|||||||||‘|‘||||l|||||||||||||| |‘|‘|||||l|||l‘ AR S £ U 1 S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109219.D

Aca On 22 Sep 2018 14:22

Operator : JU/SJ

Sample : PB113087BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.02 2.04 ng 90328 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2029 (14.021 min): BF109219.D (-2024) (-) m/z 57.05 100.00%
57.0
85.0
5000
27.1 169 1 . 13.80 14.00 14.20 14.40
- -.\, A I L2 1801 2u1 2064 SO o AT
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000
13.80 14.00 14.20 14.40
m/z 43.05 67.18%
o 21| LA 20 1690 2110 ss30 2980
m/z--> 55 100 1éo 200 250 360 3%0
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
13.80 14.00 14.20 14.40
5000 85.0 m/z 85.05 54 .02%

JJ‘9270 183.0211.0  267.0296.0

i

I T T I‘I T T T T I T T T T I T T T T T T T T I T T T T I T T T T

m/z--> 50 100 150 200 250 300 350

Abundance #175559: Tetracosane
57.0 13.80 14.00 14.20 14.40

m/z 55.05 23.46%
85.0
5000
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109219.D

Aca On 22 Sep 2018 14:22

Operator : JU/SJ

Sample : PB113087BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane, 9-octyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.93 31.61 ng 1012140 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2184 (14.933 min): BF109219.D (-2177) (-) m/z 57.05 100.00%
57.0
85.1
5000
113.1 14.60 14.80 15.00 15.20
141.2
ol AL LT 34121002107 2205 2053 308113003 | g0 74 57
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0

5000

113.0
o 141.0169.0197.0  2370267.0204.0323.0352.0

m/z--> 50 100 150 200 250 300 350

14.60 14.80 15.00 15.20
m/z 43.05  64.85%

Abundance #141425: Heneicosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 52.87%
85.0
29.0
. [ f30141.0160.0197.025.02530 2960
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0 14.60 14.80 15.00 15.20
m/z 55.10 23.22%
5000 85.0
29.0
ol Ll Ly | [1791410160.0107.02050 2680
— ettt
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109219.D

Aca On 22 Sep 2018 14:22

Operator : JU/SJ

Sample : PB113087BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.15 7.60 ng 243397 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2391 (16.150 min): BF109219.D (-2383) (-) m/z 57.10 100.00%
57.1
85.1
5000
13. 15.80 16.00 16.20 16.40
411
ol L1l 1[1 L fl B2z 2820 m/z 71.10 72.00%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000

15.80 16.00 16.20 16.40

m/z 43.05 61.62%
LA 1]1 | 1141 19169.0197.0225.0253,0282.0
iy LA B e e o e o e B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
S EEAEREEEEE EEE
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 53.40%
29.0 1
. ‘ j . ‘Jﬂ.l 14}01690197022502530 205.0323.0  367.0
e t e B e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 15.80 16.00 16.20 16.40
m/z 55.05 22.08%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
= L 1 L B e e e e o e o o B T T T T T T T
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092218\
Data File : BF109219.D

Acq On 22 Sep 2018 14:22

Operator : JU/SJ

Sample : PB113087BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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... 4.92 3.0 ng 94598 1 6.70 640911 20.0
unknown6 .47 6.47 77.0 ng 2468360 1 6.70 640911 20.0
Heneicosane 14.02 2.0 ng 90328 5 13.83 885087 20.0
Heptadecane, 9-oc... 14.93 31.6 ng 1012140 6 15.23 640353 20.0
Eicosane 16.15 7.6 ng 243397 6 15.23 640353 20.0
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