LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71218\

Data File : BM015930.D

Aca On - 13 Jul 2018 00:24 Instrument :

Operator : SJ/JU BNA_M

Sample  : J3951-04 UGl el

o : 071018-DBRI-E-U-M
isc :

ALS Vial : 14 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-BM070518 .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 5.316 340 345 357 rVB 34709 59380 1.02% 0.233%
2 5.792 420 426 443 rBV 499493 815257 14.02% 3.196%
3 7.439 700 706 724 rBV 347820 616675 10.60% 2.417%
4 7.810 763 769 784 rBVY 1041682 1708419 29.38% 6.697%
5 8.286 842 850 863 rBV 317306 521239 8.96% 2.043%
6 8.610 898 905 916 rBVY 1390962 2291207 39.40% 8.982%
7 9.475 1045 1052 1064 rBvY 1193330 2006091 34.50% 7.864%
8 11.110 1324 1330 1340 rBV 361337 640296 11.01% 2.510%
9 13.533 1735 1742 1752 rBV 2694409 3842812 66.08% 15.064%
10 14.357 1877 1882 1896 rVB 79188 117053 2.01% 0.459%

11 14.904 1964 1975 1988 rVvB2 503762 810312 13.93% 3.176%
12 16.162 2184 2189 2197 rBV 150308 179787 3.09% 0.705%
13 16.386 2221 2227 2241 rBV 1372778 1971162 33.90% 7.727%
14 17.633 2433 2439 2450 rBV2 600411 884807 15.22% 3.468%
15 18.468 2577 2581 2586 rBv2 137089 178063 3.06% 0.698%

16 19.721 2790 2794 2804 rVB2 64569 93337 1.61% 0.366%
17 20.197 2869 2875 2881 rBV 5065959 5815358 100.00% 22.796%
18 20.944 2999 3002 3006 rBV2 76130 84905 1.46% 0.333%

19 21.403 3076 3080 3088 rBV2 164253 312667 5.38% 1.226%
20 21.744 3133 3138 3146 rBvV 716514 953071 16.39% 3.736%

21 21.833 3150 3153 3159 rVB 112818 131434 2.26% 0.515%
22 22.286 3227 3230 3235 rBV 108649 133423 2.29% 0.523%
23 22.774 3310 3313 3319 rVB 108259 134093 2.31% 0.526%
24 22.915 3334 3337 3343 rVB 126505 167359 2.88% 0.656%
25 23.309 3401 3404 3410 rVB 98302 141848 2.44% 0.556%

26 24.132 3538 3544 3552 rVB2 456877 900141 15.48% 3.529%

Sum of corrected areas: 25510196
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71218\

Data File : BM015930.D

Aca On - 13 Jul 2018 00:24

Operator : SJ/JU

a?ggle i J3951-04 071018-DBRI-E-U-M
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM015930.D
5000000

4000000
3000000

2000000

8.61

9.47
1000000 78l

5.79 7.44 8.29 11.11

. sa2 | i )

T T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM015930.D
5000000 20.20

4000000

3000000 13.53

2000000
16.39

1000000
14.90 17.63
14.36 16.16 [L 18.47 19.72

A e e e e e e e,

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM015930.D
5000000

4000000
3000000
2000000

1000000 21.74 2413

. 2227791 23.31 “
20.94 21.40 21.83 22.29 2P 23

N

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015930.D

Aca On 13 Jul 2018 00:24

Operator : SJ/JU

Sample : J3951-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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.

5.32 2.28 ng 59380 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 346 (5.322 min): BM015930.D (-340) (-) m/z 43.00 100.00%
43.0
59.1
5000
1010 '5.00 520 540 560
el BB 880 "m/z 59.10  55.39%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U S U LR
5.00 5.20 5.40 5.60
59.0 m/z 101.00 18.97%
20 | 510 ‘ 600 830010 O1°
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0 58.0
'5.00 520 540 560
5000 m/z 58.00 15.24%
71.0 820
"'I'”'I'"W""I”"I"”I""P"'I'”'I'?rﬂ""ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester e e
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.90%
57.0
5000
20.0 101.0
15.0 o U 73.0 83.0
m/z--> 1'0 ' ' 4'0 5'0 ! 7'0 8|O 9'0 1(')0 11'0 5.00 5.20 5.40 5.60
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015930.D

Aca On 13 Jul 2018 00:24

Operator : SJ/JU

Sample : J3951-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 2 unknown7.81 Concentration Rank 2

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

7.81 65.55 ng 1708420 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 27
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 22

Abundance Scan 769 (7.810 min): BM015930.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\
0 ®o 140 750 Tho 850 520
o4 289 Tm/z 68.10  44._12%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AU IR I UL
69.0 7.40 7.60 7.80 8.00 8.20
39.0 m/z 66.10 36.33%
E “ 8901030
.m”ﬁﬂ" .‘,‘l‘...,.......,....,....,....
m/z--> 40 100 120 140 160 180 200
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.95%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180 200
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- R S ERmas
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 22 .24%
5000
104.0
39.0 78.0
T '“V'ﬂ' "'?l”"l"'ﬁ"H' S N DN DA USRI R L L
m/z--> 40 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71218\

Data File : BM015930.D

Aca On - 13 Jul 2018 00:24

Operator : SJ/JU

a?ggle i J3951-04 071018-DBRI-E-U-M
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.16 4_.44 ng 179787 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 83
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 28
4 2-Chlorobenzoic acid. heptadecvl... 394 C24H39CI102 1000292-28-3 10
5 4-Quinolinecarboxylic acid, 3-hy... 203 C11H9NO3 000117-57-7 9
Abundance Scan 2189 (16.162 min): BM015930.D (-2184) (-) m/z 157.00 100.00%
157.0
5000
115.0
43.0 AU DABEEE
87.0 203.1 15.80 16.00 16.20 16.40
e m/z 115.00 33.89%
m/z--> 50 100 150 200 250 300 350
Abundance #103736: Ethyl citrate
157.0
29.0 U DAL DU B R
2000 115.0 15.I8O 16.IOO 16.|20 16.|4O '
203.0 m/z 43.00 18.04%
st S0 o ome
m/z--> 50 100 150 200 250 300 350
Abundance
157.0
15.80 16.00 16.20 16.40
5000 43.0 115.0 m/z 111.00 10.15%
87.0
188.0
m/z--> 50 100 150 200 250 300 350
Abundance #147012: 2-Chlorobenzoic acid, pentadecy! ester e e
157.0 15.80 16.00 16.20 16.40
m/z 203.10 9.41%
5000
111.0
210H5%0h8%0L | 210.0 366.0
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40

8270-BMO70518_.M Fri Jul 13 12:11:50 2018 Page: 5



8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015930.D

Aca On 13 Jul 2018 00:24

Operator : SJ/JU

Sample : J3951-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 5 Tridecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.47 4.02 ng 178063 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 47

Abundance Scan 2581 (18.468 min): BM015930.D (-2577) (-) m/z 43.05 100.00%
43.0 73.0
5000
97.1 e 213.2 SR SN SN BN SR
' 157.1 1851 256.2 18.20 18.40 18.60 18.80
A m/z 41.05 94 _.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 R R R RAEEEs
171.0 mmmmmmmm
970 ‘ 214.0 m/z 73.00 87.61%
Il‘l”‘l‘l\llulml‘lh IH“H m‘ \H AT ’:|I-|5|2|‘0||||| |‘||| |||‘| B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 18.20 18.40 18.60 18.80
m/ 60.10 80.72Y%
5000 129.0 z 0
185.0 228.0
97.0
166.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid P AT
430 730 18.20 18.40 18.60 18.80
m/z 55.10 66.66%
5000
129.0
256.0
‘ ‘ ‘ 1l ‘ H‘ 157.0 185.0 213.0
s 3 a0 ' '80 100 120 140 160 180 200 220 240 260 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71218\

Data File : BM015930.D

Aca On - 13 Jul 2018 00:24

Operator : SJ/JU

a?ggle i J3951-04 071018-DBRI-E-U-M
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.40 6.56 ng 312667 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 87
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 70
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 62
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 62
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 62
Abundance Scan 3079 (21.397 min): BM015930.D (-3076) (-) m/z 43.05 100.00%
43.0
5000 85.1

1 %H%H%wmmmmo 21.00 21.20 21.40 21.60 21.80
L, H P e 23 0ee T (340 40l Thyz 57.10 0 97.05%

m/z--> 50 100 150 200 250 300 350 400
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57.0
5000 TT T T [T T I T [T T T T [ TTTT[TT
97.0 21.00 21.20 21.40 21.60 21.80
m/z 71.10 57.71%
2710 196 0
H Wm D 2660700226020
m/z--> 50 150 200 250 300 350 400
Abundance
43.0
R EAREEE R
21.00 21.20 21.40 21.60 21.80
5000 83.0 m/z 41.10 51.42%
125.0154.0 195 0 252 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester A REEREEES
43.0 21.00 21.20 21.40 21.60 21.80
83.0 m/z 55.10 48.07%
5000

‘ ?250
L d )| 1550 196.09250

T
m/z--> 50 100 150 200 250 300 350 400 21. OO 21. 20 21. 40 21. 60 21. 80
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015930.D

Aca On 13 Jul 2018 00:24

Operator : SJ/JU

Sample : J3951-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 Octacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.83 2.76 ng 131434 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 87

Abundance Scan 3153 (21.833 min): BM015930.D (-3150) (-) m/z 57.10 100.00%
57.1
5000
o R
141.1 2110 21.60 21.80 22.00 22.20
b D 2810 3%el 4150 4™l 0 n/z 43.05  81.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57.0
5000 LB SUMRL LN BRI SURR
2160 21.80 22.00 22.20
F m/z 71.10 65.12%
| L h |4 H y }4}0 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57.0
2160 21.80 22.00 22.20
5000 m/z 85.10 46.73%
990 14101830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #147098: Docosane, 11-butyl- e e
57.0 21.60 21.80 22.00 22.20
m/z 41.10 40.00%
5000
0
‘ ) 1410 2100 2530 3090 3660
s 80 10 1o o o mo a0 @ we " 2160 21.80 22.00 22.20

Jul 13 12:11:52 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71218\

Data File : BM015930.D

Aca On - 13 Jul 2018 00:24

Operator : SJ/JU

a?ggle i J3951-04 071018-DBRI-E-U-M
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.29 2.80 ng 133423 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3231 (22.291 min): BM015930.D (-3227) (-) m/z 57.10 100.00%
57.1
5000
141.0 207.0 22.00 22.20 22.40 22.60
il 2689 3430  420.1 4892 m/z 43.10 86.59%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151555: Heptacosane
57.0
5000 L SN BRI UL I
2200 22.20 22.40 22.60
m/z 71.05 64 .48%
15.0 | | | | \\ s 0183 0225.0267.0309.0 _ 380.0
mz-> 0 55 100 150 260 250 300 350 400 450 500
Abundance
57.0
22,00 22.20 22.40 22,60
5000 m/z 85.05 44 _48%
99.0

141.0183.0225.0 281. 0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane T T T
22.00 22.20 22.40 22.60
m/z 41.05 36.05%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. OO 22 20 22. 40 22. 60
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015930.D

Aca On 13 Jul 2018 00:24

Operator : SJ/JU

Sample : J3951-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 9 Eicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2277 2.8t ng 134093  Chrysene-d12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 98

2 Docosane. 11-butvl- 366 C26H54 013475-76-8 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 3312 (22.768 min): BM015930.D (-3310) (-) m/z 57.10 100.00%
57.1
199 1 22.40 22,60 22.80 23.00
To141.1 1930 253.0 327.0 : - : ;
S T R0 ss0 3270 a0 w01 RS Gs 83, 82u
m/z--> 50 100 150 200 250 300 350 400
Abundance #107653: Eicosane
57.0
5000 BB AR AR
22. 40 22. 60 22. 80 23.00
9.0 m/z 71.10 61.47%
\‘ ) ‘\ bui 3410 1830 2250 28?0
m/z--> 55 100 150 260 250 300 3%0 460
Abundance
57.0
22.40 22,60 22.80 23.00
5000 m/z 85.05 41.31%
99.0
141.0 2100 9539 3090 566
miz-> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, g-OCtyl- LI L L L L L L L L B B
57.0 22.40 22.60 22.80 23.00
m/z 41.10 39.76%
5000
99.0
) \J .Jl.d, 140 qms0 PP gm0 gz T e
m/z--> 50 100 150 200 250 300 350 400 22. 40 22. 60 22. 80 23. 00
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015930.D

Aca On 13 Jul 2018 00:24

Operator : SJ/JU

Sample : J3951-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 10 Squalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22,01 3.51ng 167359  Chrysene-di2 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualere 410 C30H50 007683-64-9 72
2 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 64

3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N
4 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50

006006-01-5 64
000111-02-4 64

5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 64
Abundance Scan 3336 (22.909 min): BM015930.D (-3334) (-) m/z 69.10 100.00%
69.1 ”
5000
1211 2070 22.60 22.80 23.00 23.20
158.9 254.0 417.0 475.2
bt Ly aTp8e | 2840 8861 170 47520 Lo TUeiaG 39300
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158503: Squalene
69.0
5000 LA L L L L L LB L |
22.60 22.80 23.00 23.20
m/z 41.10 31.51%
29.4 L. .| 191.0231.0273.0 3410  410.0
L B B o B e e s e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
69.0
e A RERRE AT
22.60 22.80 23.00 23.20
5000 m/z 68.05 16.77%
274 110.0
T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #76960: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethy!-
69.0 22.60 22.80 23.00 23.20
m/z 95.05 14 .31%
5000
136.0
27..‘ L N 175.0 231 0
e T = T e 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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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015930.D

Aca On 13 Jul 2018 00:24

Operator : SJ/JU

Sample : J3951-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 11 Hentriacontane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.31 3.15 ng 141848 Perylene-di12 24.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3404 (23.309 min): BM015930.D (-3401) (-) m/z 57.10 100.00%
57.1
99.1 IUNRDUUSRLSL IS B
1411 207.0 281.0 3081 4301 23.00 23.20 23.40 23.60
bl - m/z 43.10 77.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57.0
5000 IR AR AR
Bmmmmmmm
m/z 71.10 61.77%
99.0
| ‘ ‘ | ||, 1410 183.0 225.0 281.0 337.0 394.0
m/z--> éo 160 1éo 260 2éo 300 350 460 4éo
Abundance
57.0
23.00 23.20 23.40 23.60
5000 m/z 85.05 47 . 47%
99.0
141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> éo 160 1%0 260 250 360 3éo 460 4éo
Abundance #147096: Docosane, 9-butyl- L S e
57.0 23.00 23.20 23.40 23.60
m/z 41.10 33.54Y%
99.0
i J | | 1410 1820 253.0 30?.0 365.0
e e o we de we me we wo 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71218\

Data File : BM015930.D

Acg On : 13 Jul 2018 00:24

Operator : SJ/JU

Sample - J3951-04 071018-DBRI-E-U-M
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518_M
Quant Title : 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... 5.32 2.3 ng 59380 1 8.29 521239 20.0
unknown7 .81 7.81 65.5 ng 1708420 1 8.29 521239 20.0
Ethyl citrate 16.16 4.4 ng 179787 3 14.90 810312 20.0
Tridecanoic acid 18.47 4.0 ng 178063 4 17.63 884807 20.0
Ethanol, 2-(hexad... 21.40 6.6 ng 312667 5 21.74 953071 20.0
Octacosane 21.83 2.8 ng 131434 5 21.74 953071 20.0
Heptacosane 22 .29 2.8 ng 133423 5 21.74 953071 20.0
Eicosane 22.77 2.8 ng 134093 5 21.74 953071 20.0
Squalene 22.91 3.5 ng 167359 5 21.74 953071 20.0
Hentriacontane 23.31 3.1 ng 141848 6 24.13 900141 20.0

8270-BMO70518.M Fri Jul 13 12:11:55 2018 Page: 13



