LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011819\
Data File : BM018642.D
Aca On : 18 Jan 2019 18:13 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 ; K1188-01 S1-FRONT-HOUSE-7
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 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 4.881 300 305 321 rVB 223130 334064 2.67% 0.365%
2 5.328 374 381 392 rBVY 4236332 5986558 47.83% 6.545%
3 6.910 643 650 662 rBY 3944754 6275050 50.14% 6.861%
4 7.269 704 711 723 rBVY 4363392 6829360 54.57% 7.467%
5 7.734 784 790 797 rBV 832459 1307298 10.45% 1.429%
6 8.051 837 844 852 rBVY 3361517 5359311 42.82% 5.860%
7 8.904 981 989 999 rBVY 2406072 3961725 31.65% 4.332%
8 10.528 1256 1265 1275 rBV 962562 1649387 13.18% 1.803%
9 12.998 1678 1685 1701 rBV 6022248 8670558 69.28% 9.480%
10 13.845 1823 1829 1841 rBvV 389145 567969 4 .54% 0.621%

11 14.263 1888 1900 1914 rBV3 49785 177286 1.42% 0.194%
12 14.386 1914 1921 1929 rVV2 1299374 2041264 16.31% 2.232%
13 15.880 2168 2175 2192 rBV 4809410 6956133 55.58% 7.605%
14 17.133 2382 2388 2399 rBV 1713783 2423710 19.37% 2.650%
15 18.027 2533 2540 2549 rBV 1165040 1775227 14.18% 1.941%

16 19.303 2753 2757 2769 rBV 417488 676333 5.40% 0.739%
17 19.768 2830 2836 2844 rBV 10176079 12515825 100.00% 13.684%
18 21.027 3046 3050 3059 rBvV 911751 1052325 8.41% 1.151%
19 21.327 3096 3101 3111 rBV 2409561 3044723 24.33% 3.329%
20 21.462 3121 3124 3135 rVB 326263 381562 3.05% 0.417%

21 21.903 3195 3199 3206 rBV 689395 969776 7.75% 1.060%
22 22.368 3274 3278 3285 rBV 1502301 1948279 15.57% 2.130%
23 22.880 3360 3365 3384 rVB 2154552 3245053 25.93% 3.548%
24 23.456 3457 3463 3474 rBV 2296208 3890613 31.09% 4._.254%
25 23.597 3481 3487 3495 rVB 1549627 2961274 23.66% 3.238%

26 24.115 3568 3575 3584 rBV 1816845 3514487 28.08% 3.843%
27 24.874 3697 3704 3712 rBV 1013082 2196775 17.55% 2.402%
28 25.756 3851 3854 3868 rVB 334027 751089 6.00% 0.821%

Sum of corrected areas: 91463014
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS vial : 9 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: BM018642.D
1le+07

8000000

6000000

5.33

4000000
8.90
2000000
10.53
4.88 A
C A

Time--> 350 400 450 500 550 6. OO 6. 50 7. OO 7. 50 8. OO 8. 50 9. OO 9. 50 10. OO 10 50 11 OO 11. 50

Abundance TIC: BM018642.D
1e+07 19.77

8000000

6000000 13.00

15.88

4000000

2000000 17.13
14.39 18.03

19.30
13.85 14,

O o e IR o o e o B B L e e o B s s o e e B B B S B B e

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: BM018642.D
1le+07

8000000
6000000

4000000

21.33 2288 2346

24.11
22.37 3.60
2000000 24.87

21.03 21 90 J 25 76
L A

o...,.... e T e T R L e e s A A T e

Time--> 21.00 21. 50 22. OO 22. 50 23.00 23.50 24.00 2450 2500 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\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 11

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

4.88 5.11 ng 334064 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 t-Butvl nitrite 103 C4H9NO2 000540-80-7 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 305 (4.881 min): BM018642.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e e
460 4.80 5.00 5.20
83.0
....,....','...:',....,'....-,|....,....,....,....,....,297.-9. m/z 59.10 53.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I L L U
59.0 460 480 500 5.20
0
150 1010 m/z 101.00 22 .48%
Wl 830 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4430: t-Butyl nitrite
30.0
460 480 500 520
5000 m/z 58.00 12.53%
57.0 88.0
'}ﬁQ"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3950: 2,3-Butanedione, monooxime BN eSS
43.0 460 4.80 5.00 5.20
m/z 41.05 10.02%
5000
101.0
15.0
‘ et \\‘ ! 6p0 84.0 1
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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.

7.27 104.48 ng 6829360 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-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): BM018642.D (-704) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.1 RS SRS R RS SO
40.0 54 7.00 7.20 7.40 7.60
0 gLl e — m/z 68.05 36.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RARAN CARRARARRSRARS

7.00 7.20 7.40 7.60
m/z 134.00  32.45%

31.0 510
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R A REEEAEEEEE R
7.00 7.20 7.40 7.60
5000 67.0 m/z 66.10 24.92%
41.0 97.0
‘ ‘ 117.0
oo L W
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
240 m/z 69.05 16.16%
116.0
5000 98.0
S U N .- Y 0 ) Y | G
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\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 7
R.T. EstConc Area Relative to ISTD R.T.

18.03 14.65 ng 1775230 Phenanthrene-d10 17.13
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2540 (18.027 min): BM018642.D (-2533) (-) m/z 73.05 100.00%

431 73.0
5000 129.1
213.2
141.1 |17T'1| ‘ 25?-2 2552 1780 18.00 18.20 18.40

R T e i B e B m/z 43.10 92.04%

m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43.0 73.0

5000 256.0
129.0 ~17/80 18,00 18.20 1840
m/z 59.95 84.01%

213.0
1Q1.0 157.0185.0 |
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid
73.0

43.0 R ABAEEEER RS
17.80 18.00 18.20 18.40
5000 129.0 m/z 41.05 79.20%
185.0
228.0
1
ol W L pmo L1
miz--> 50 150 200 250 300 350
Abundance #65565: Tridecanoic acid R e e R
73.0 17,80 18.00 18.20 18.40
430 m/z 55.05 75.55%
5000 129.0
171.0
I
SUIND v W AR  —— A S
mz--> 50 150 200 250 300 350 17,80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 13
R.T. EstConc Area Relative to ISTD R.T.
19.30 4.44 ng 676333 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 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2756 (19.298 min): BM018642.D (-2753) (-) m/z 73.00 100.00%
43.0 73.0
5000 129.1 ~*,,\ﬁ,nﬂﬁﬁwym/\“\-va~w—~J\
185.1 241.2 A S
284.3
1. 19.00 19.20 19.40 19.60
157.0 13.1
it B O v l SRS S --X N m/z 43.05 99.54%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 Shabmsnan et
19. 00 19. 20 19. 40 19. 60
1850 o410 2840 m/z 60.00 85.38%
1.
150 Ao [ ||
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0 '10.00 19.20 19.40 19.60
5000 284.0 m/z 55.05 79.86%
129.0
185.0
. \uu “H 2 \ SO T AR | a0 smg
m/z--> 50 150 200 250 300 350
Abundance #83686: Pentadecanoic acid i
43.0 73.0 19.00 19.20 19.40 19.60
m/z 41.10 78.07%
5000 129.0
l 109.0 242.0
1.0 57.0 ‘
|‘Hf‘|LM|||Fk|{|||{|||||| T e T
m/z--> 50 100 150 200 250 300 350 1%mwmwm%o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

Sample - K1188-01

Misc :

ALS Vial : 9 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 E-15-Heptadecenal Concentration Rank 9

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

21.03 6.91 ng 1052330 Chrysene-di12 21.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
2 1-Hexadecene 224 C16H32 000629-73-2 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94

Abundance Scan 3051 (21.033 min): BM018642.D (-3046) (-) m/z 57.10 100.00%
57.1
97.1
5000
20,80 21.00 21,20 21.40
39.1 . . . .
181.1 ) 280.1 . .
224.2 325.0357.1 415.1 m/z 43.10 95 _86%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #89757: E-15-Heptadecenal
43.0
83.0
5000 LA B L L L L LB
20.80 21.00 21.20 21.40
250 m/z 55.10 79.06%
L ll | , 1680 2100 2520
L o e o LA B e o o o e e LA i
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #72488: 1-Hexadecene
41.0,
A REE e S
83.0 20.80 21.00 21.20 21.40
5000 m/z 83.10 78.49%
25.0
l | ’ L1250 sss0 2200
L o e o e AL e o o o o o B e I N
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #146886: Dichloroacetic acid, heptadecyl ester R R REEEE L E e
57.0 20.80 21.00 21.20 21.40
97.0 m/z 97.10 73.20%
5000 ‘
2slo | [l | 1390 1800 2380 950 JL P
LA o e o o e e I I L e e B R e R AR
m/z--> 0 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 14
R.T. EstConc Area Relative to ISTD R.T.
21.46 2.51 ng 381562 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Nonacosane 408 C29H60 000630-03-5 91
Abundance Scan 3124 (21.462 min): BM018642.D (-3121) (-) m/z 57.10 100.00%
57.1
5000 ‘J\ J\1
ot 2120 21.40 21.60 21.80
141.2  207.0 . . .
ofrd AL U382, 20702000 s7a 48900 ot 08 78 01k
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107655: Eicosane
57.0
5000 UL SULRURE SR BULRLN LR
mmmmmmmm
m/z 43.05 76.18%
}41 0183.0 2250 282.0
miz--> 0 éo 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #155178: Octacosane
2120 21.40 21.60 21.80
5000 m/z 85.05 52.14%
141.0183.0 225.0 281.0 337.0 394.0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
21.20 21.40 21.60 21.80
m/z 55.00 29.83%
5000
9.0
141.0183.0 2250  296.0
miz--> 0 50 100 150 200 250 300 350 400 450 2120 2140 2160 2180
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.90 6.37 ng 969776 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 3198 (21.897 min): BM018642.D (-3195) (-) m/z 57.10 100.00%
57.1
5000 /
091 21,60 21.80 22.00 22.20
41.1 : . : .
o ALl Yo aes1 2252 2811 ssep  aono 4612 U 4sTI0C 71.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130015: Tricosane
57.0
5000 ’j\TT LA DA
21 60 21. 80 22. oo 22 20
9.0 324.0 m/z 71.10 70.65%
L] 1490 1830 2250 2670
m/z--> 55 160 1%0 60 2%0 360 3éo 460 4éo
Abundance #115570: Heneicosane
57.0
—A'W"”I'”'I”"P'”
21.60 21.80 22.00 22.20
5000 m/z 85.10 52.83%
9.0
150 | 1) | 14101830 2250 2060
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #142113: Heptadecane, 9-octyl-
57.0 21.60 21.80 22.00 22.20
m/z 41.10 29.52%
5000
0 239.0
bbby a0 830 T osioes0
m/z--> 50 100 150 200 250 300 350 400 450 2160 2180 2200 2220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 1-lodo-2-methylundecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.88 21.92 ng 3245050 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3365 (22.880 min): BM018642.D (-3360) (-) m/z 57.10 100.00%

517.1
5000

9.1 L L e

141.1183 9995 2 22. 60 22. 80 23. OO 23 20
Ol b 1|, Ll aoeiqooe 280.2323.3365.6 4160 4750 54921 7z 71.10  69.91%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #114973: 1-lodo-2-methylundecane
57.0
5000 LN L L L L LB LB L L

22. 60 22. 80 23. OO 23 20
m/z 43.10 68 .84%

9.0
| }J | 169.02110  206.0

L e e B L B B o e e e
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151555: Heptacosane

57.0

22.60 22. 80 23. OO 23.20

5000 m/z 85.10 53.55%
9.0
15.0 | 1114101830225026703090 380.0
R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane R e R

22. 60 22. 80 23. OO 23 20
m/z 41.10 25.10%

9.0
141.0183.0225.0  296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 60 22. 80 23. OO 23 20

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 Pentadecane, 8-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.46 26.28 ng 3890610 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonacosane 408 C29H60 000630-03-5 91
Abundance Scan 3464 (23.462 min): BM018642.D (-3457) (-) m/z 57.10 100.00%
57.1 q
5000
o |23.20 23.40 23.60 23.80
141.2
Y .U', L1 18322252067.1  337.4379.4 42244610 | “n7z 71.10  71.66%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43.9
5000 5.0 RN
2320 23.40 23.60 23.80
196.0 m/z 43.10 67.93%
B0 W0 i W< F o R
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #130022: Heptadecane, 9-hexyl-
43.0
|23.20 23.40 23.60 23.80
5000 50 m/z 85.10 54 _57%
210.0
‘ J 1 127.0160.0 771"  267.0 323.0
mz-> 0 50 100 150 200 2%0 300 350 400 450 '
Abundance #167078: Tetratriacontane e T e
57.0 2320 23.40 23.60 23.80
m/z 55.10 25.14%
5000
9.0
15.0 | | | )| ;141018302250 267.0 311.0 367.0 410.0
mz-> 0 50 100 150 200 250 300 350 400 450 ' 2320 2340 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 Nonacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .11 23.74 ng 3514490 Perylene-di12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3574 (24.109 min): BM018642.D (-3568) (-) m/z 57.10 100.00%
57.1
5000
L1691 2252 9811 3373 4302 4se.L 23.80 24.00 24.20 22.4
Ol A A L L5 2252 2811 337.3 4302 4891 | m/z 71.10  74.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158131: Nonacosane
57.0
5000

23.80 24.00 24.20 24.40
m/z 43.10 69.57%

13.0
) ]h ,169.0 225.0 281.0 337.0 408.0
“.”,..w.”.“.”,”...”.P.”,”...“.“.” R R RARa
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115569: Heneicosane
57.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

23.80 24.00 24.20 24.40
5000 m/z 85.10 55_.35%

13. 01169 02250 296.0

m/z--> CI) 5I0 lCI)O 150 200 250 300 350 400 4é0 5CI)O 55I0 6CI)O
Abundance #172957: Tetratetracontane N e NN AR
57.0 23.80 24.00 24.20 24.40
m/z 55.10 25.02%

5000
13.0
ﬁ“m%nmwm%mwMM%mmmmmm

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018642.D

Aca On : 18 Jan 2019 18:13

Operator : JU/SJ

ﬁ?ggle i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 13 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .87 14.84 ng 2196780 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 3703 (24.868 min): BM018642.D (-3697) (-) m/z 57.10 100.00%

517.1
5000

9.1
141.1183 9905 » 24160 24.80 25,00 25.20
o ALLL Lt ae2028 0 p0sazsrasros a1 ssen sz 2t 0T 70 Og

T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #160628: Triacontane
57.0

5000
24 60 24.80 25.00 25.20
9.0 m/z 43.10 66.48%

J | | 1#1-0183.0225.0267.0300.0350.0  422.0
L e e e e L B o o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

mmmm%m%m
5000 m/z 85.10 55.32%

9.0
, 141.0183.0225.0  296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #114973: 1-lodo-2-methylundecane

57.0 24160 24.80 25,00 25.20
m/z 55.10 24 .32%

9.0
i %JJ 169.0211.0  296.0

"
|||||||||||||||||||||||||||||||||||||||||||||||||||| LIS L L L L L B L LB

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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\BM011819\

Data File : BM018642.D

Acq On : 18 Jan 2019 18:13

Operator : JU/SJ

3?22'6 i K1188-01 S1-FRONT-HOUSE-7
ALS Vial : 9 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 5.1 ng 334064 1 7.73 1307300 20.0
unknown? .27 7.27 104.5 ng 6829360 1 7.73 1307300 20.0
n-Hexadecanoic acid 18.03 14.7 ng 1775230 4 17.13 2423710 20.0
Octadecanoic acid 19.30 4.4 ng 676333 5 21.33 3044720 20.0
E-15-Heptadecenal 21.03 6.9 ng 1052330 5 21.33 3044720 20.0
Eicosane 21.46 2.5 ng 381562 5 21.33 3044720 20.0
Tricosane 21.90 6.4 ng 969776 5 21.33 3044720 20.0
1-lodo-2-methylun... 22.88 21.9 ng 3245050 6 23.60 2961270 20.0
Pentadecane, 8-he... 23.46 26.3 ng 3890610 6 23.60 2961270 20.0
Nonacosane 2411 23.7 ng 3514490 6 23.60 2961270 20.0
Triacontane 24 .87 14.8 ng 2196780 6 23.60 2961270 20.0
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