LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 4.881 300 305 314 rVB 173137 255514 2.32% 0.243%
2 5.328 374 381 394 rBVY 3770937 5251318 47.62% 4 .996%
3 6.910 643 650 663 rBY 3405530 5297014 48.04% 5.039%
4 7.269 704 711 724 rBVY 3787880 5922032 53.71% 5.634%
5 7.734 784 790 801 rVB 827020 1317005 11.94% 1.253%
6 8.051 837 844 854 rBVY 3005650 4825655 43.76% 4_.591%
7 8.904 981 989 1008 rBVY 2048663 3455385 31.34% 3.287%
8 10.528 1257 1265 1272 rBV 963049 1639556 14.87% 1.560%
9 12.998 1678 1685 1694 rBV 5206450 7787519 70.62% 7.409%
10 14.251 1891 1898 1914 rVB2 49638 145648 1.32% 0.139%

11 14.386 1914 1921 1932 rVB2 1258518 1983146 17.99% 1.887%
12 15.880 2168 2175 2191 rBV 3802602 5681494 51.53% 5.405%
13 17.133 2382 2388 2397 rBV2 1593372 2276634 20.65% 2.166%
14 18.021 2531 2539 2549 rBV 797938 1416170 12.84% 1.347%
15 18.098 2549 2552 2560 rVB 108280 196552 1.78% 0.187%

16 19.303 2753 2757 2775 rBV 302477 618881 5.61% 0.589%
17 19.768 2830 2836 2846 rBY 8671871 11026589 100.00% 10.491%
18 21.027 3047 3050 3057 rBV 249812 277711 2.52% 0.264%
19 21.327 3096 3101 3106 rBV 2256530 2794794 25.35% 2.659%
20 21.468 3120 3125 3134 rBV 1426199 1625442 14.74% 1.546%

21 21.903 3194 3199 3215 rVB 3708989 4526733 41.05% 4_.307%
22 22.368 3273 3278 3290 rBV 5383308 7708916 69.91% 7.334%
23 22.886 3360 3366 3382 rVB 5573138 8784144 79.66% 8.357%
24 23.462 3457 3464 3480 rVV 5006817 8470925 76.82% 8.059%
25 23.597 3481 3487 3501 rVB2 1497656 2926373 26.54% 2.784%

26 24.115 3568 3575 3589 rBV 2944345 5971176 54.15% 5.681%
27 24.874 3697 3704 3720 rVB 1268632 2927746 26.55% 2.785%

Sum of corrected areas: 105110072
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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: BM018638.D
8000000
6000000
5.33 7.27
4000000 6.91
8.05
2000000 8.90
7.73 10.53
4‘.\88
(0 50 A LA By o B LA B o
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018638.D
19.77
8000000
6000000
13.00
4000000 15.88
2000000 17.13
14.39
18.02
19.30
. 14, .0
B I e e e o B e e B B o o LR e e e B s S B
Time--> 12.00 1250 13.00 1350 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: BM018638.D
8000000
22.89
6000000 22.37 2346
21.90
4000000 2411
21.33
)
2000000 1.47 73,60 24.87
21.03 t L A \\A A
e
0
L o L e o e e e T L e o L B e o o L B e LA A o o O B
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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.

4.88 3.88 ng 255514 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 305 (4.881 min): BM018638.D (-300) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 U UL A RN R
| 83.0 4.60 4.80 5.00 5.20
rrrprrerprrer e e e e m/z 59.10 55.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS A LN UL A
59.0 460 480 500 5.20
0
150 4, 1010 m/z 101.00 22 .25%
m I' i L 83.0 L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 480 500 520
5000 41.0 m/z 58.10 14 _.80%
rerrereprereprree e B0 180 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime T T T
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.29%
5000
101.0
150 310 | BPg90 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 89.93 ng 5922030 1,4-Dichlorobenzene-d4 7.73
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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): BM018638.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS SRS SRR RS SO
40.0 540 7.00 7.20 7.40 7.60
gL.0 e e — m/z 68.10 37.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 N S LA AR AR
7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 32.69%
T "|'| Iélﬂq I-73f{ll8§f{ JI S S S e e s e
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
700 7.20 7.40 7.60
5000 67.0 m/z 66.10 24.69%
41.0 97.0
‘ ‘ 117.0
....“i“..%L".Ol‘.“l‘.‘?ﬂ-‘..ou‘.‘k|....“lu.H.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R
57.0 132.0 7.00 7.20 7.40 7.60
m/z 69.10 15.93%
74.0
5000 g0 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“||“‘|||||15|8.0|||||:!-8|9.|0| e
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.02 12.44 ng 1416170 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 2539 (18.021 min): BM018638.D (-2531) (-) m/z 73.10 100.00%
430 741
5000 129.1 Jﬂ\w_“-‘*#w-m
256.3 "' 17,80 18.00 18.20 18.40
50. 9 281.0

m/z 43.05 95.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 N s
171.0 17.80 18.00 18.20 18.40
‘ 970 214.0 m/z 60.00 84.62%

1l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #92228: n-Hexadecanoic acid
43.0 730

-

17.80 18.00 18.20 18.40
5000 256.0 m/z 41.10 83.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

213.0
157.0 185.0

-

Abundance #46617: Undecanoic acid L i e

60.0 17.80 18.00 18.20 18.40
m/z 55.05 76.30%

50007 29.0
85.0 129.0
186.0

B 02 e R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 11
R.T. EstConc Area Relative to ISTD R.T.
19.30 4.43 ng 618881 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2756 (19.298 min): BM018638.D (-2753) (-) m/z 73.00 100.00%
431 730
5000 wv,vMNM__M,~w/\““~“-~M-J\
'10.00 19.20 19.40 19.60
m/z 43.10 99.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
430 730
5000 LI BN SULRLLN B SRR
mmmmwmmm
m/z 60.05 86.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
'10.00 19.20 19.40 19.60
5000 129.0 m/z 57.10 78.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 WwpwﬂMw,waﬂj\VWuNWARVuWJ\
Abundance #75071: Tetradecanoic acid e Emm A
73.0 19.00 19.20 19.40 19.60
43.0 m/z 41.10 75.25%
5000 129.0
185.0 228.0
% |
|‘|‘|||‘H‘:”‘:‘uuuml‘:|‘i“‘||||||‘|:|I-|5|7|9|‘|||||||‘|||||||||||||||||||||| T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1900 1920 1940 1960
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 Pentadecane, 8-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.47 11.63 ng 1625440 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3125 (21.468 min): BM018638.D (-3120) (-) m/z 57.10 100.00%
57.1 r
5000
091 21.20 21.40 21.60 21.80
141 1 . . . .
ol ALdLl s 252 amaass  a1s1 4160 o NG 71 35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43.0
5000 5.0
21.20 21.40 21.60 21.80
j 196.0 m/z 43.10 70.46%
(1270 1 2390 280.0
m/z--> §0 160 1éo 260 250 300 3éo 460 4éo
Abundance #114973: 1-lodo-2-methylundecane
57.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
21.20 21.40 21.60 21.80
5000 m/z 85.10 54 _15%
| l ‘JQ?O‘. 169.0 211.0 296.0
m/z--> §0 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #136481: Tetracosane
57.0 21.20 21.40 21.60 21.80
m/z 41.10 28.08%
5000 A
99.0
| ‘ ] \ j | ; 141.0183.0 225.0 267.0 338. 0 A 44}\‘47
m/z--> 5'0 1c')o 1éo 2(')0 25'30 3(')0 350 4(')0 4&'30 21 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 Heptadecane, 9-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.90 32.39 ng 4526730 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3198 (21.897 min): BM018638.D (-3194) (-) m/z 57.10 100.00%
57.1
5000 _]\
o 21,60 21.80 22,00 22.20
141.1 : : :
o d AL 118312050 2113238 seraasiiazs 8092 ot teT 75 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130022: Heptadecane, 9-hexyl-
43.0
5000 5.0 _A"I""I""I""I'”'
: 21.60 21.80 22.00 22.20
m/z 71.10 70.11%
127.01690210.0
A A Y | 2670 8280 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91036: Octadecane
57.0
—A'W"”I'”'I”"P'”
21.60 21.80 22.00 22.20
5000 m/z 85.10 52.41%
9.0
|44 )] 14101830 2540
m/z--> 50 100 150 200 250 300 350 400 450 500 550 ‘_A
Abundance #142113: Heptadecane, 9-octyl- I R AR mEE
57.0 21.60 21.80 22.00 22.20
m/z 41.05 28.93%
5000
9.0
om0 P00 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.60 21.80 22.00 22.20

8270-BM010919.M Sat Jan 19 00:40:03 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 Docosane, 7-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.37 55.17 ng 7708920 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3278 (22.368 min): BM018638.D (-3273) (-) m/z 57.10 100.00%
57.1
5000
21 22.00 22.20 22.40 22.60
141.1 . . .
O h A 1|, L1711 48322252267.1300.4351.4 3048 4751 | 7o 71 10 72.89%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155180: Docosane, 7-hexyl-
57.0
5000
22.00 22.20 22.40 22.60
F_ 1820 m/z 43.10 70.87%
3 22s 02670 " 035003020
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane
57.0
22.00 22.20 22.40 22.60 "
5000 m/z 85.10 53.52%
9.0
15 § | 1) | 141-0183.0225.0267.0 311.0 367.0 410.0
miz--> 0 éo 160 1%0 260 2éo 360 3éo 460 4%0 '
Abundance #142113: Heptadecane, 9-octyl-
57.0 22.00 22.20 22.40 22.60
m/z 41.10 26.74%
5000
9.0
A 0 es0 BP0 as0ss0
miz--> 0 éo 160 1éo 260 250 300 350 460 4%0 ' 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 60.03 ng 8784140 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3367 (22.891 min): BM018638.D (-3360) (-) m/z 57.10 100.00%

517.1
5000
9.1

141.1183.2 995 2 22.60 22.80 23.00 23.20
0....,....]l!l.‘..1,‘.:.‘.,...'.2‘.37.'.1.399'.3.3.5,1'.3...4?5.3'?..,..4?9',1 m/z 71.10 73.01%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #136482: Tetracosane
57.0
5000

22.60 22.80 23.00 23.20
9.0 m/z 43.10 68.67%

|| 1401830 22502670 3380

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

Abundance #142113: Heptadecane, 9-octyl-
57.0
e REE RS L BRA
22.60 22.80 23.00 23.20
5000 m/z 85.10 55.84%
9.0
239.0
LAy ]y 3401830 “°F~ 28103230
I o i o o LA LA e e S S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0 22.60 22.80 23.00 23.20
m/z 55.10 25.68%
5000
9.0
15.0 || 141018302250 2960
B I o o o o B e L A B o e e R N DAL B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 Nonacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.46 57.89 ng 8470930 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Nonacosane 408 C29H60 000630-03-5 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3464 (23.462 min): BM018638.D (-3457) (-) m/z 57.10 100.00%

57.1

i

5000
M50 100 52 3004 304 400 Al20 40 2960 2350
O d Ay £.2222 8094 3654 4225 | m/z 71.10 72.24%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136483: Tetracosane
5000 TT Tt r[rrrrprrrrrrri

23. 20 23. 40 23 60 23. 80
m/z 43.10 68.14%

169.0 225.0 281.0 338.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158131: Nonacosane
57.0

?%

23.20 23.40 23.60 23.80
5000 m/z 85.10 54 _66%

13.0
| 169.0 225, 0 281. 0 337.0 408.0

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

:%

Abundance #172957: Tetratetracontane A R n e e s
57.0 23.20 23.40 23.60 23.80
m/z 55.10 25 .55%
5000
13. O
,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 20 23. 40 23 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 11 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.11 40.81 ng 5971180 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 3574 (24.109 min): BM018638.D (-3568) (-) m/z 57.10 100.00%
57.1
5000
. 23.80 24.00 24.20 24.40
141.2 . ) .
o AL 2ms 2005 00671 soaaa64 4160 4781 S0 27110 71.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000
23.80 24.00 24.20 24.40
m/z 43.10 66.83%
701410193 2200
b L0830 T ps0s230
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91036: Octadecane
23.80 24.00 24.20 24.40
5000 m/z 85.10 53.82%
9.0
141.0183.0 254.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
23.80 24.00 24.20 24.40
m/z 55.10 24 .74%
5000
9.0
141.0183.0225.0  296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2380 2400 2420 2440
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018638.D

Aca On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .87 20.01 ng 2927750 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 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3703 (24.868 min): BM018638.D (-3697) (-) m/z 57.10 100.00%

517.1
5000

9.1 T AN EEE RS
411 1832 24.60 24.80 25.00 25.20
(S ||, LYG1183220520061 32333654 a17.1 4762 U110 72.010%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #136482: Tetracosane
571.0

24.60 24.80 25.00 25.20
9.0 m/z 43.10 66.06%

41.0 338.0
J 1] | 1410 183.0 225.0 267.0 :

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #91037: Octadecane
57.0

:

24.60 24.80 25.00 25.20
5000 m/z 85.10 55.58%

9.0

IIIIIIIIIIIIIIII‘II‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane B e e e
24.60 24.80 25.00 25.20
m/z 55.05 24 .36%

:

5000

:

141.0 183.0 225.0 296.0
miz--> 0 50 100 150 200 250 300 350 400 450 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011819\
Data File : BM018638.D

Acq On : 18 Jan 2019 15:49

Operator : JU/SJ

Sample : PB116472BL

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... 4.88 3.9 ng 255514 1 7.73 1317010 20.0
unknown? .27 7.27 89.9 ng 5922030 1 7.73 1317010 20.0
Tridecanoic acid 18.02 12.4 ng 1416170 4 17.13 2276630 20.0
Octadecanoic acid 19.30 4.4 ng 618881 5 21.33 2794790 20.0
Pentadecane, 8-he... 21.47 11.6 ng 1625440 5 21.33 2794790 20.0
Heptadecane, 9-he... 21.90 32.4 ng 4526730 5 21.33 2794790 20.0
Docosane, 7-hexyl- 22.37 55.2 ng 7708920 5 21.33 2794790 20.0
Tetracosane 22.89 60.0 ng 8784140 6 23.60 2926370 20.0
Nonacosane 23.46 57.9 ng 8470930 6 23.60 2926370 20.0
Heptadecane, 9-oc... 24.11 40.8 ng 5971180 6 23.60 2926370 20.0

6

Heneicosane 24.87 20.0 ng 2927750 23.60 2926370 20.0
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