LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 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 M\METHODS\8270-BM010919 .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 4.887 301 306 314 rVB 215753 318003 2.37% 0.270%
2 5.334 375 382 394 rBVY 4897745 6970102 51.95% 5.925%
3 6.916 644 651 665 rBY 4603354 7103609 52.94% 6.038%
4 7.275 704 712 727 rBVY 5192011 8034932 59.88% 6.830%
5 7.740 784 791 800 rBVY 1102581 1684519 12.55% 1.432%
6 8.057 837 845 853 rBVY 4114382 6517961 48.58% 5.541%
7 8.904 981 989 1003 rBVY 2774991 4720649 35.18% 4.013%
8 10.528 1258 1265 1276 rVB 1267205 2128064 15.86% 1.809%
9 13.004 1679 1686 1700 rBV 7615525 11015573 82.10% 9.364%
10 14.386 1914 1921 1933 rVB2 1719263 2626455 19.57% 2.233%

11 15.880 2168 2175 2185 rBV 5139079 7361318 54.86% 6.257%
12 17.139 2383 2389 2403 rVB 1933608 2781937 20.73% 2.365%
13 18.027 2533 2540 2550 rBV 690569 1273854 9.49% 1.083%
14 19.309 2753 2758 2775 rBV 801084 1422815 10.60% 1.209%
15 19.774 2831 2837 2851 rBV 10550020 13417817 100.00% 11.406%

16 21.033 3048 3051 3055 rVvB 260560 276864 2.06% 0.235%
17 21.333 3096 3102 3106 rBV 2191315 2948274 21.97% 2.506%
18 21.468 3121 3125 3130 rBV 1185825 1272173 9.48% 1.081%
19 21.909 3195 3200 3207 rBV 2806961 3533776 26.34% 3.004%
20 22.380 3274 3280 3290 rBV 4635422 6532024 48.68% 5.552%

21 22.892 3361 3367 3376 rBV 5170420 7931414 59.11% 6.742%
22 23.468 3459 3465 3481 rVB 4266608 7478979 55.74% 6.357%
23 23.603 3482 3488 3497 rVB 1424529 2782551 20.74% 2.365%
24 24.121 3570 3576 3590 rVB 2527085 5083375 37.89% 4.321%
25 24.880 3700 3705 3715 rVB 1110538 2424712 18.07% 2.061%

Sum of corrected areas: 117641750
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM0O18612.D

Aca On 17 Jan 2019 14:00

Operator : JU/SJ

Sample - PB116441BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018612.D
1e+07

8000000

6000000 77
5.33 6.92 |
8.06

4000000
8.90

2000000
7.74 10.53

T I T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018612.D

1977
le+07

8000000 13.00

6000000
15.88

4000000

2000000 14.39 17.14

18.03 19.31

.
R, i A &

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018612.D

le+07

8000000

6000000 22.89

4000000
24.12

2000000 24.88

AN

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12

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

4.89 3.78 ng 318003 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 307 (4.893 min): BM018612.D (-301) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
83.1 460 4.80 5.00 5.20
o....,....','...!|,....,-....-,....,....,....,....,....,297.-9. m/z 59.10 62.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I R L I
59.0 460 480 500 5.20
m/z 101.10 27 .02%
7o | 01910
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43.0
460 4.80 5.00 520
5000 m/z 58.05 16.11%
101.0
ol 180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4000: Morpholine, 4—methy|— LI L B L N NI B
43.0 460 4.80 5.00 5.20
m/z 41.10 8.93%
5000
101.0
71.0
15.0 ‘
I I o S B S S AR EAR U I A R R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.27 Concentration Rank 1

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

7.27 95.40 ng 8034930 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 711 (7.269 min): BM018612.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
w00 o1 TT7ho 750 740 760
0 D 229 "m/z 68.10  37.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 T T
7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 32.60%
51.0 70.0 86.0
o} e i e e
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
700 7.20 740 7.60
5000 67.0 m/z 66.10 24.71%
41.0 97.0
‘ ‘ 117.0
0'|"'"‘i“-""“'|“"‘l""a|2"0""*|"'"\"H'|""|""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro- LI L L I L L I
132.0 7.00 7.20 7.40 7.60
m/z 69.10 16.32%
5000 630 810
31.0 112.0
0'|'J”W%%Qﬂmw'“V'l”\““h'w'”'l"”l""l”"l"" R UL LS IR
m/z--> 20 40 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.03 9.16 ng 1273850 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2540 (18.027 min): BM018612.D (-2533) (-) m/z 73.00 100.00%

431 730
5000 .
* . ’ —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r

17.80 18.00 18.20 18.40

0 m/z 43.10 88.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 2560 LI L LR B TTT

17.80 18.00 18.20 18.40
m/z 60.00 79.91%

213.0

157.0 185.0
O rrpr byt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0
T T T T T
43.0 17.80 18.00 18.20 18.40
m/z 41.10 76.79%
5000 129.0
185.0 228.0
AL |
ST | 1 0 O Y N AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37189: n-Decanoic acid S B man s
60.0 17.80 18.00 18.20 18.40
m/z 55.10 68.65%
5000
29.0 129.0
870
172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. OO 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.31 9.65 ng 1422820 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2758 (19.309 min): BM018612.D (-2753) (-) m/z 73.00 100.00%
43.1 73.0
5000 129.1 wL
1851 2412 USRNSSR IR BUURRE
L1 | 571 | 2132 \ 28?'3 1 19.00 19.20 19.40 19.60
0 VR P i 0 e VRN S~ S m/z 43.10 94._80%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 AR AR SR DR
mmmmwmmm
1850 54y 2840 m/z 55.05 78.11%
o150 F sy | pso |
m/z--> 50 100 1éo 200 250 300 3éo
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0 19.00 19.20 19.40 19.60
5000 284.0 m/z 41.05 77.63%
129.0
185.0
oL lL “H 0| o R Ao YL )
m/z--> 50 150 200 250 300 350
Abundance #75071: Tetradecanoic acid L B o
73.0 19.00 19.20 19.40 19.60
43.0 m/z 60.00 76.16%
5000 129.0
185.0 228.0
0‘ mlq“ “L F-|57|% l{l ‘| T T l| T L B | LI B | LI —v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
m/z--> 50 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Docosane, 9-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.47 8.63 ng 1272170 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 9-butvl- 366 C26H54 055282-14-9 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3125 (21.468 min): BM018612.D (-3121) (-) m/z 57.10 100.00%

57.1
5000 K
AN

91 LN L L L L BN
21.20 21.40 21.60 21.80

141.1
Ok d A A L (17 18322253 28113233 4020 48911 nso7 43710 71.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147096: Docosane, 9-butyl-
57.0
A
5000 AR AR

21,20 21.40 21.60 21.80
m/z 71.10 69.79%

oL .1&.4.1,".1.8.2.", 2530 WO seso
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107654: Eicosane
57.0
21.20 21.40 21.60 21.80
5000 m/z 85.10 54.01%
90 282.0
} J 141.0 183.0 2250
YR N o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl- R e e A
43.0 21.20 21.40 21.60 21.80
m/z 41.10 29.36%
5000 85.0
196.0
0 JH”"IBQOMO S O (VGRS SO
m/z--> 50 100 150 200 250 300 350 400 450 21 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7
R.T. EstConc Area Relative to ISTD R.T.

21.91 23.97 ng 3533780 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3200 (21.909 min): BM018612.D (-3195) (-) m/z 57.10 100.00%

7

9.1 T I T I T I TrrrT I UL I
141.2183 5 21.60 21.80 22.00 22.20
| |1412183.2205.2067.1300.3 3805 430.1 489.2 549.2 /2 71.10  71.06%

R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107655: Eicosane
51.

-

5000
21.60 21.80 22.00 22.20

m/z 43.10 70.57%

0
J | |*10183.0025.0 282.0

T N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

A

21.60 21.80 22.00 22.20
m/z 85.10 54 .73%

5000

141.0183 02250

296.0

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151555: Heptacosane
57.0 21.60 21.80 22.00 22.20
m/z 41.10 28.34%
5000

9.0
15.0 ‘ % | 14101830225, 0267 0309.0 380.0 A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 60 21. 80 22. OO 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.38 44 .31 ng 6532020 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3280 (22.380 min): BM018612.D (-3274) (-) m/z 57.10 100.00%
57.1
o 22.00 22.20 22.40 22.60
141.1 . . . .
o AL .U', Ll 18322252 29543374 3044 80321 n.o7 7110 72.19%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155179: Eicosane, 9-octyl-
43.0
5000 5.0
22.00 22.20 22.40 22.60
281.0 m/z 43.10 69.28%
o | P2r01690 2380 | 35903650
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #130022: Heptadecane, 9-hexyl-
43.0
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—
22.00 22.20 22.40 22.60
5000 50 m/z 85.10 55.78%
210.0
ol g 720169071 267.0 3230
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane BRERNEE e e e
22.00 22.20 22.40 22.60
m/z 41.10 26 .69%
5000
9.0
o 141.0183.0225.0  296.0
m'z-> 0 50 100 150 200 250 300 350 400 450 500 2200 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.89 57.01 ng 7931410 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Octadecane 254 C18H38 000593-45-3 94
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3367 (22.892 min): BM018612.D (-3361) (-) m/z 57.10 100.00%
57.1
5000 ‘A
ot 2260 22.80 23.00 23.20
141.1183.2 . . . .
ol b, 1|, Liiao5i2%5:2 2811 3373 4085 4761 5491 oot 71 10 71.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57.0
5000 %uuuuuuuuuuuuuuuu
nmnmmmmm
9.0 m/z 43.10 69.86%
0 oo 0070 S0
m/z--> 6 55 160 1éo 200 250 300 3%0 460 4%0 560 5%0
Abundance #91037: Octadecane
57.0
LﬁT'w"w"'w"'w"“
22.60 22.80 23.00 23.20
5000 m/z 85.10 53.96%
9.0
o L om0 s
m/z--> 6 b 160 1éo 200 250 300 3%0 460 4%0 560 5%0 L_A,
Abundance #167078: Tetratriacontane RN E s e S A RRE
57.0 22.60 22.80 23.00 23.20
m/z 55.10 25.75%
5000
9.0
ol15:9. | 141:0183.0225.0267.0311.0 367.0410.0
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&1;0 5(')0 5&1;0 22. 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Docosane, 11-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.47 53.76 ng 7478980 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 95
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 93
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Nonacosane 408 C29H60 000630-03-5 91
Abundance Scan 3465 (23.468 min): BM018612.D (-3459) (-) m/z 57.10 100.00%
57.1
5000
o 23.20 23.40 23.60 23.80
141.1183.2 . . . .
ol ,....1|,.1|.4.41.1..'.,2.2.5.'.2,.2?.1;1,32.3;??‘?“3.-?.‘}1.5;9.4,6.1-.1.5.03;2]?f‘?-? m/z 71.10 72.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147098: Docosane, 11-butyl-
57.0
5000
23.20 23.40 23.60 23.80
0.0 m/z 43.10 66.78%
0 11410 21009530 3090 3660
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147096: Docosane, 9-butyl-
57.0
23,20 23.40 23.60 23.80
5000 m/z 85.10 55.23%
9.0
oL L1} ]14101820 2530 3090 5650
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147102: Heneicosane, 11-pentyl-
43.0 23.20 23.40 23.60 23.80
m/z 55.10 25.54%
5000 50
224.0
oLl 12romee0 | 20530
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2320 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018612.D

Aca On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 9-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .88 17.43 ng 2424710 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Tricosane 324 C23H48 000638-67-5 93
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3705 (24.880 min): BM018612.D (-3700) (-) m/z 57.10 100.00%
57.1
5000 \A’/L“
T 24,60 24.80 25.00 2520
183.2 : : : :
ol ,1|,1|, 2252 2802 337.3379.4 43114762 m/z 71.10 71.74%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #130022: Heptadecane, 9-hexyl-
43.0
5000 50 LRI SR UL IR B
24.60 24.80 25.00 25.20
m/z 43.10 65.97%
127.01690210.0
ot b by 222 |, 2600 8230

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #130016: Tricosane

%

24.60 24.80 25.00 25.20
m/z 85.10 55.05%

5000

324.0
141.0 183.0 225.0267.0

%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167078: Tetratriacontane R R
57.0 24.60 24.80 25.00 25.20
m/z 55.10 25.56%
5000
9.0
o150 L |4 )| 141-0183.0225.0267.0 311.0 367.0410.0
T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24, 60 24 80 25. OO 25 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM011719\
Data File : BM018612.D

Acq On : 17 Jan 2019 14:00

Operator : JU/SJ

Sample : PB116441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.89 3.8 ng 318003 1 7.74 1684520 20.0
unknown? .27 7.27 95.4 ng 8034930 1 7.74 1684520 20.0
n-Hexadecanoic acid 18.03 9.2 ng 1273850 4 17.14 2781940 20.0
Octadecanoic acid 19.31 9.7 ng 1422820 5 21.33 2948270 20.0
Docosane, 9-butyl- 21.47 8.6 ng 1272170 5 21.33 2948270 20.0
Eicosane 21.91 24_.0 ng 3533780 5 21.33 2948270 20.0
Eicosane, 9-octyl- 22.38 44_.3 ng 6532020 5 21.33 2948270 20.0
Tetracosane 22.89 57.0 ng 7931410 6 23.60 2782550 20.0
Docosane, 11-butyl- 23.47 53.8 ng 7478980 6 23.60 2782550 20.0
Heptadecane, 9-he... 24.88 17.4 ng 2424710 6 23.60 2782550 20.0
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